
Nombre Peso molecular (g/mol) Donor de H+ Aceptor de H+ QPlogPo/w QPPCaco QPPMDCK

1,3-dichloro-2,4,5-trihydroxy-7-methylanthracene-9,10-dione339.131 1.000 4.250 2.312 156.204 296.880
12,17-dichloro-9,11,13,16,18,20-hexahydroxy-5,24-dimethyloctacyclo[13.11.1.12,10.03,8.04,25.019,27.021,26.014,28]octacosa-1(27),2(28),3(8),4(25),5,9,11,13,15,17,19,21(26),23-tridecaene-7,22-dione573.342 4.000 6.500 3.186 20.578 36.227
2-chloro-1,3-dihydroxy-8-methoxy-6-methylanthracene-9,10-dione318.713 1.000 5.250 2.053 278.356 276.980
2-chloro-1,3,8-trihydroxy-6-methylanthracene-9,10-dione304.686 1.000 4.250 1.790 109.382 100.929
2,3-dihydroxybenzoic acid154.122 2.000 2.500 0.853 40.717 19.775
2-hydroxypentanedioic acid148.115 3.000 5.700 -0.391 2.553 1.260
2-oxopentanedioic acid146.099 2.000 6.000 -0.592 2.369 1.163
3,4-dihydroxybenzoic acid154.122 3.000 3.500 0.028 26.958 12.663
2-amino-3-hydroxybenzoic acid153.137 3.000 2.750 0.331 35.786 17.200
2-amino-4-(2-amino-3-hydroxyphenyl)-4-oxobutanoic acid224.216 4.000 4.750 -2.156 1.961 0.825
4-aminobutanoic acid103.121 3.000 3.000 -2.028 14.672 7.259
4-(hydroxymethyl)phenol124.139 2.000 2.450 0.679 902.952 443.026
4-hydroxybenzaldehyde122.123 1.000 2.750 1.345 556.516 262.568
4-hydroxybenzoic acid138.123 2.000 2.750 0.581 75.668 38.639
5-amino-4-oxopentanoic acid131.131 3.000 5.000 -2.962 6.341 2.931
acetate 60.052 1.000 2.000 -0.170 183.796 100.838
acetaldehyde 44.053 0.000 2.000 0.059 1492.118 762.449
acetamide 59.068 2.000 2.500 -1.289 275.356 304.828
3-hydroxybutan-2-one88.106 1.000 3.700 -0.189 1172.931 587.794
propan-2-one 353.460 0.000 5.500 3.576 774.005 414.930
7H-purin-6-amine 135.128 3.000 4.000 -0.196 239.457 105.528
2,2-bis(carbamoylamino)acetic acid176.132 5.000 4.000 -2.625 0.444 0.504
(2,5-dioxoimidazolidin-4-yl)urea158.116 3.250 3.750 -2.014 15.456 9.759
2,4-diamino-4-oxobutanoic acid132.119 4.000 4.500 -4.061 1.182 1.041
benzaldehyde 106.124 0.000 2.000 1.477 1833.220 952.475
benzoic acid 122.123 1.000 2.000 1.868 249.517 140.322
phenylmethanol 108.140 1.000 1.700 1.101 2965.569 1601.928
butane-2,3-diol 90.122 2.000 3.400 -0.704 1655.116 852.860
butanoic acid 88.106 1.000 2.000 0.790 238.529 133.655
carbamic acid 61.040 3.000 2.500 -1.052 36.504 17.573
formic acid 46.026 1.000 2.000 -0.304 86.022 44.384



benzene-1,2-diol 110.112 2.000 1.500 0.797 1067.737 531.027
2-hydroxypropane-1,2,3-tricarboxylic acid192.125 3.000 5.750 0.132 0.281 0.148
chromen-2-one 146.145 0.000 2.500 1.390 2056.325 1078.364
(4-propan-2-ylphenyl)methanol150.220 1.000 1.700 1.982 2965.855 1602.094
4-propan-2-ylbenzaldehyde148.204 0.000 2.000 1.892 1832.789 952.233
4-ethenyl-2-methoxyphenol150.177 1.000 1.500 1.908 3043.607 1647.539
2-methylphenol 108.140 1.000 0.750 1.936 3684.337 2025.431
2-hydroxybenzoic acid138.123 1.000 1.750 2.257 107.045 56.217
3-methylbenzene-1,2-diol124.139 2.000 1.500 0.856 1331.332 674.045
3,4-dihydroxy-5-(3,4,5-trihydroxybenzoyl)oxybenzoic acid322.228 6.000 8.250 -0.865 0.594 0.205
3-methylphenol 108.140 1.000 0.750 1.939 2999.544 1621.774
3,4,5-trihydroxybenzoic acid170.121 4.000 4.250 -0.572 9.803 4.243
octanoic acid 144.213 1.000 2.000 2.635 235.301 131.701
2-aminobutanedioic acid133.104 3.000 4.000 -3.888 0.682 0.335
3-hydroxybutanoic acid104.105 1.000 2.700 0.819 101.032 52.811
2-methoxyphenol 124.139 1.000 1.500 1.249 3043.013 1647.192
2-benzamidoacetic acid179.175 1.250 3.750 1.449 89.959 46.584
2-hydroxybutanedioic acid134.088 2.000 4.700 -0.471 2.743 1.362
propanal 58.080 0.000 2.000 0.588 1831.672 951.606
1-aminocyclopropane-1-carboxylic acid101.105 3.000 3.000 -2.564 20.933 10.658
2-[carbamimidoyl(methyl)amino]acetic acid131.134 4.000 4.000 -0.485 30.540 14.492
2-amino-3-methyl-4H-imidazol-5-one113.119 2.000 4.500 -1.132 343.299 155.764
2-hydroxypropanoic acid90.079 2.000 3.700 -0.215 92.921 48.244
butane-2,3-dione 86.090 0.000 4.000 -0.548 1103.997 550.545
3,4-dihydrochromen-2-one148.161 0.000 2.500 1.179 2291.730 1212.395
1,3-dihydroxypropan-2-one90.079 2.000 5.400 -1.277 369.906 168.853
methylsulfinylmethane78.129 0.000 4.000 -1.342 139.660 2741.410
4-(2-aminoethyl)benzene-1,2-diol153.180 4.000 2.500 -0.980 65.044 28.540
pentanedioic acid 132.116 2.000 4.000 -0.238 5.786 3.052
2,3-dihydroxypropanoic acid106.078 2.000 4.400 -0.770 30.325 14.381
propane-1,2,3-triol 92.094 3.000 5.100 -1.193 350.999 159.544
benzene-1,4-diol 110.112 2.000 1.500 0.799 912.408 448.043
1H-imidazole 68.078 1.000 2.000 -0.080 2396.556 1272.446



1H-indole 117.150 1.000 0.000 2.140 5333.841 3021.303
2-amino-5-(carbamoylamino)pentanoic acid175.187 6.000 5.000 -3.992 0.677 0.528
2-amino-4-methylsulfinylbutanoic acid165.207 3.000 7.000 -2.899 0.404 6.507
propanedioic acid 104.062 0.000 2.000 0.373 5.545 2.915
2,3-dihydroxybutanedioic acid150.088 2.000 5.400 -0.372 1.586 0.753
methanol 32.042 1.000 1.700 -0.770 2398.497 1273.560
(2,3,4,5,6-pentaphosphonooxycyclohexyl) dihydrogen phosphate660.036 12.000 30.000 -1.926 0.000 0.000
cyclohexane-1,2,3,4,5,6-hexol180.157 6.000 10.200 -2.401 41.506 15.874
naphthalene 128.173 0.000 0.000 3.350 9906.038 5899.293
5,7-dihydroxy-2-(4-hydroxyphenyl)-2,3-dihydrochromen-4-one272.257 2.000 4.000 1.622 128.837 54.002
pyridine-3-carboxylate123.111 1.000 3.500 0.675 134.087 71.713
pyridine-3-carboxylic acid123.111 1.000 3.500 0.675 134.087 71.713
octan-1-ol 130.230 1.000 1.700 2.990 3300.388 1798.281
3-hydroxy-2-oxopropanoic acid104.062 1.000 4.700 -0.995 26.686 12.525
octadec-9-enoic acid 282.465 1.000 2.000 5.871 653.188 397.069
2-oxobutanedioic acid132.073 1.000 5.000 -0.556 2.690 1.334
oxalic acid 90.035 2.000 4.000 -0.701 4.221 2.171
3-(4-hydroxyphenyl)-2-oxopropanoic acid180.160 2.000 4.750 0.454 36.026 17.325
hexadecanal 240.428 0.000 2.000 5.031 1844.506 958.815
hexadecanoic acid 256.428 1.000 2.000 5.251 235.463 131.799
phenanthrene 178.233 0.000 0.000 4.460 9906.038 5899.293
phenol 94.113 1.000 0.750 1.459 3007.007 1626.136
2-phenylacetaldehyde120.151 0.000 2.000 1.659 1963.840 1026.037
2-phenylacetic acid 136.150 1.000 2.000 2.159 290.412 165.337
2-phenylethanamine 121.182 2.000 1.000 1.570 602.745 316.650
phosphoric acid 97.995 3.000 5.000 -0.360 1.227 0.772
phthalic acid 166.133 2.000 4.000 0.751 10.585 5.864
propanoic acid 74.079 1.000 2.000 0.608 236.870 132.650
butane-1,4-diamine 88.152 4.000 2.000 -1.338 36.807 17.063
benzene-1,2,3-triol 126.112 3.000 2.250 0.093 387.014 177.309
2-oxopropanoic acid 88.063 1.000 4.000 -0.580 70.110 35.581
methylsulfanylmethane62.129 0.000 0.500 1.100 9906.038 10000.000
2-hydroxy-2-methylbutanedioic acid148.115 2.000 3.750 0.172 5.909 3.123



N'-(3-aminopropyl)butane-1,4-diamine145.247 5.000 3.500 -1.340 5.963 2.640
N,N'-bis(3-aminopropyl)butane-1,4-diamine202.342 6.000 5.000 -1.238 5.386 2.365
2,6,10,15,19,23-hexamethyltetracosa-2,6,10,14,18,22-hexaene410.725 0.000 0.000 12.587 9906.038 5899.293
butanedioic acid 118.089 2.000 4.000 -0.577 5.762 3.039
sulfur dioxide 64.059 0.000 4.000 -1.573 789.296 876.490
2-aminoethanesulfonic acid125.142 2.000 4.000 -2.916 7.806 3.775
N,N-dimethylmethanamine59.111 0.000 2.000 0.159 2008.050 1162.768
2-amino-3-(1H-indol-3-yl)propanoic acid204.228 4.000 3.000 -1.060 15.121 7.499
urea 60.055 4.000 2.000 -2.199 53.566 53.740
2-amino-3-methylbutanoic acid117.147 3.000 3.000 -1.736 31.444 16.545
4-hydroxy-3-methoxybenzaldehyde152.149 1.000 3.500 1.001 563.117 265.936
3-methylbut-3-enyl phosphono hydrogen phosphate246.093 0.000 7.000 0.619 1.341 0.923
1-hydroxypropane-1,2,3-tricarboxylic acid192.125 3.000 6.700 -0.334 0.168 0.085
5-methyl-2-propan-2-ylcyclohexan-1-ol156.267 1.000 1.700 2.778 4535.168 2535.419
2-hydroxy-2-phenylacetic acid152.149 2.000 3.700 0.761 113.793 60.057
octadec-17-ynoic acid280.450 1.500 2.000 5.701 235.321 131.713
4-(2-aminoethyl)-2-methoxyphenol167.207 3.000 2.500 0.041 185.152 88.413
7-hydroxy-2-phenyl-2,3-dihydrochromen-4-one240.258 1.000 3.500 2.451 992.450 490.673
2,5,7,8-tetramethyl-2-(4,8,12-trimethyltridecyl)-3,4-dihydrochromen-6-ol430.713 1.000 1.500 8.974 4533.643 2534.497
1,3-dimethyl-7H-purine-2,6-dione180.166 1.000 5.000 -0.020 437.887 202.631
1-(4-methoxybenzoyl)pyrrolidin-2-one219.240 0.000 3.750 1.964 1862.056 968.680
1-(4-hydroxy-3-methoxyphenyl)ethanone166.176 1.000 3.500 1.502 999.072 494.213
N'-(2,3-dihydro-1H-inden-2-yl)-N,N-diethyl-N'-phenylpropane-1,3-diamine322.492 0.000 3.000 5.102 2470.586 1454.789
methyl 1-methyl-3,6-dihydro-2H-pyridine-5-carboxylate155.196 0.000 4.000 0.420 604.308 317.538
8-methoxy-6-nitronaphtho[2,1-g][1,3]benzodioxole-5-carboxylic acid341.276 1.000 5.250 2.592 83.752 43.119
nonanedioic acid 188.223 2.000 4.000 1.635 6.628 3.535
benzyl benzoate 212.248 0.000 2.000 3.571 3390.434 1851.370
4-methoxyfuro[3,2-g]chromen-7-one216.193 0.000 3.750 1.437 2055.650 1077.981
(2,2-dimethyl-3H-1-benzofuran-7-yl) N-methylcarbamate221.255 1.000 3.750 2.338 3090.450 1674.964
hexadecan-1-ol 242.444 1.000 1.700 5.205 2853.796 1536.768
5,7-dimethoxychromen-2-one206.198 0.000 4.000 1.408 2056.031 1078.197
4-methylphenol 108.140 1.000 0.750 1.938 3006.367 1625.762
N-[(4-hydroxy-3-methoxyphenyl)methyl]nonanamide293.405 2.000 4.000 3.321 954.507 684.401



7-chloro-1-methyl-5-phenyl-3H-1,4-benzodiazepin-2-one284.744 0.000 4.000 2.996 2571.885 3381.207
dibutyl benzene-1,2-dicarboxylate278.347 0.000 4.000 3.847 1426.451 726.246
2-benzhydryloxy-N,N-dimethylethanamine255.359 0.000 3.700 3.276 2459.270 1447.588
diphenylmethanone 182.221 0.000 2.000 3.252 3924.785 2168.676
2-[[2-[bis(2-hydroxyethyl)amino]-4,8-di(piperidin-1-yl)pyrimido[5,4-d]pyrimidin-6-yl]-(2-hydroxyethyl)amino]ethanol504.631 4.000 12.800 2.360 325.571 147.088
[(1,5-dimethyl-3-oxo-2-phenylpyrazol-4-yl)-methylamino]methanesulfonic acid311.355 1.000 9.000 -1.191 26.324 13.654
7-(2,3-dihydroxypropyl)-1,3-dimethylpurine-2,6-dione254.245 2.000 8.400 -0.358 149.398 63.374
1,3,8-trihydroxy-6-methylanthracene-9,10-dione270.241 1.000 4.250 1.246 78.152 31.459
2-methoxy-4-prop-2-enylphenol164.204 1.000 1.500 2.662 3043.597 1647.534
3,7,11-trimethyldodeca-2,6,10-trien-1-ol222.370 1.000 1.700 4.191 5623.792 3199.211
[7-(furan-3-yl)-1,8,12,16,16-pentamethyl-5,15-dioxo-3,6-dioxapentacyclo[9.8.0.02,4.02,8.012,17]nonadec-13-en-19-yl] acetate482.572 0.000 9.500 2.781 745.392 360.092
5-(2,5-dimethylphenoxy)-2,2-dimethylpentanoic acid250.337 1.000 2.750 3.923 494.923 294.184
2,5-dihydroxybenzoic acid154.122 2.000 2.500 0.770 32.555 15.528
5-chloro-N-[2-[4-(cyclohexylcarbamoylsulfamoyl)phenyl]ethyl]-2-methoxybenzamide494.004 2.000 6.750 4.560 134.394 218.159
6-[6-carboxy-2-[(11-carboxy-4,4,6a,6b,8a,11,14b-heptamethyl-14-oxo-2,3,4a,5,6,7,8,9,10,12,12a,14a-dodecahydro-1H-picen-3-yl)oxy]-4,5-dihydroxyoxan-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid822.942 6.000 21.300 1.950 0.006 0.002
7-(8-formyl-1,6,7-trihydroxy-3-methyl-5-propan-2-ylnaphthalen-2-yl)-2,3,8-trihydroxy-6-methyl-4-propan-2-ylnaphthalene-1-carbaldehyde518.562 4.000 6.500 3.653 19.000 6.822
1,4-dimethyl-7-propan-2-ylazulene198.307 0.000 0.000 5.422 9906.038 5899.293
2-[2-(azocan-1-yl)ethyl]guanidine198.311 4.000 4.000 0.652 102.421 46.621
1,2,3,6-tetrahydropyridine-5-carboxylic acid127.143 1.000 2.500 -1.478 32.361 17.068
4-methoxy-6-methyl-7,8-dihydro-5H-[1,3]dioxolo[4,5-g]isoquinoline221.255 0.000 4.250 1.363 2126.531 1237.098
1H-indol-3-ylmethanol147.176 2.000 1.700 1.724 1848.935 961.304
2-[1-(4-chlorobenzoyl)-5-methoxy-2-methylindol-3-yl]acetic acid357.793 1.000 5.750 4.267 160.491 214.647
1,2,3,6-tetrahydropyridine-4-carboxylic acid127.143 2.000 3.500 -1.925 33.213 17.554
pyridine-4-carbohydrazide137.141 3.000 4.500 -0.647 275.310 122.705
3-[2-[4-(4-fluorobenzoyl)piperidin-1-yl]ethyl]-1H-quinazoline-2,4-dione395.432 1.000 7.500 2.900 169.079 144.689
4,9-dimethoxy-7-methylfuro[3,2-g]chromen-5-one260.246 0.000 4.500 2.163 3785.932 2085.866
4-oxo-1H-quinoline-2-carboxylic acid189.170 2.000 4.500 0.751 50.895 25.169
4-hydroxy-3-(3-methylbut-2-enyl)naphthalene-1,2-dione242.274 1.000 4.750 1.948 821.765 400.131
dodecanoic acid 200.320 1.000 2.000 3.754 278.974 158.310
octadeca-9,12-dienoic acid280.450 1.000 2.000 5.840 235.423 131.774
3-(2-methylphenoxy)propane-1,2-diol182.219 2.000 4.150 1.323 1235.386 621.696
[2-(carbamoyloxymethyl)-2-methylpentyl] carbamate218.252 4.000 5.000 0.043 41.943 16.055
3-(diaminomethylidene)-1,1-dimethylguanidine129.164 5.000 3.500 -0.690 241.918 106.701



2-methylprop-2-enoic acid86.090 1.000 2.000 0.741 249.207 140.133
9-methoxyfuro[3,2-g]chromen-7-one216.193 0.000 3.750 1.565 2173.091 1144.699
methyl 2-hydroxybenzoate152.149 0.000 1.750 1.833 1186.134 594.949
2-methyl-1,2-dipyridin-3-ylpropan-1-one226.277 0.000 5.000 1.717 1603.742 824.283
1,4-dihydroxy-5,8-bis[2-(2-hydroxyethylamino)ethylamino]anthracene-9,10-dione444.486 4.000 9.900 0.697 1.401 0.499
4-methoxy-6-prop-2-enyl-1,3-benzodioxole192.214 0.000 2.250 2.123 9906.038 5899.293
N,N-diethyl-3-methylbenzamide191.272 0.000 3.000 2.292 4693.362 2631.145
3-O-(2-methoxyethyl) 5-O-propan-2-yl 2,6-dimethyl-4-(3-nitrophenyl)-1,4-dihydropyridine-3,5-dicarboxylate418.446 0.000 6.200 3.834 538.648 253.468
4-[4-(3,4-dihydroxyphenyl)-2,3-dimethylbutyl]benzene-1,2-diol302.369 4.000 3.000 2.619 115.602 48.032
4-(2-amino-1-hydroxyethyl)phenol153.180 4.000 3.450 -0.713 78.087 34.773
cyclohexa-2,5-diene-1,4-dione108.096 0.000 4.000 -0.789 604.640 287.193
N-(2-hydroxyethyl)hexadecanamide299.496 2.000 4.200 4.101 854.006 688.602
5-ethyl-5-pentan-2-yl-1,3-diazinane-2,4,6-trione226.275 2.000 4.000 2.049 565.663 267.236
4-butyl-1,2-diphenylpyrazolidine-3,5-dione308.379 1.000 4.000 3.944 2170.269 1143.092
2-(2-oxopyrrolidin-1-yl)acetamide142.157 2.000 5.500 -1.818 98.040 162.525
1-naphthalen-1-yloxy-3-(propan-2-ylamino)propan-2-ol259.347 2.000 3.950 3.088 834.133 449.878
propyl 3,4,5-trihydroxybenzoate212.202 3.000 4.250 0.517 111.250 46.080
15-methyl-7,9,19,21-tetraoxa-15-azapentacyclo[15.7.0.04,12.06,10.018,22]tetracosa-1(17),4,6(10),11,18(22),23-hexaen-3-one353.374 0.000 7.000 1.707 1242.061 691.810
1,2,5,8-tetrahydroxyanthracene-9,10-dione272.214 1.000 4.000 0.931 43.188 16.571
2-piperazin-1-ylquinoline213.282 1.000 3.000 2.339 1105.240 609.819
benzene-1,3-diol 110.112 2.000 1.500 0.799 908.257 445.839
2-aminopropan-1-ol 75.110 3.000 2.700 -0.983 234.934 114.366
1,1-dioxo-1,2-benzothiazol-3-one183.181 1.000 5.000 -0.117 200.721 89.289
5-prop-2-enyl-1,3-benzodioxole162.188 0.000 1.500 2.382 9906.038 5899.293
3-(2-aminoethyl)-1H-indol-5-ol176.218 4.000 1.750 0.211 98.551 44.720
3-methyl-1-(3-methylbut-2-enyl)-9H-carbazol-2-ol265.354 2.000 0.750 4.562 4768.893 2676.943
2-iodoacetic acid 185.949 1.000 2.000 0.727 215.487 358.033
N-[4-[1-hydroxy-2-(propan-2-ylamino)ethyl]phenyl]methanesulfonamide272.362 3.000 7.700 0.248 112.891 52.285
1-isothiocyanato-4-methylsulfinylbutane177.279 0.000 6.500 0.436 98.726 5457.648
8-[[4-methyl-3-[[3-[[3-[[2-methyl-5-[(4,6,8-trisulfonaphthalen-1-yl)carbamoyl]phenyl]carbamoyl]phenyl]carbamoylamino]benzoyl]amino]benzoyl]amino]naphthalene-1,3,5-trisulfonic acid1297.263 12.000 36.000 -1.106 0.000 0.000
5-[2-(tert-butylamino)-1-hydroxyethyl]benzene-1,3-diol225.287 4.000 4.200 0.097 83.266 37.272
2,3,9,10-tetramethoxy-6,8,13,13a-tetrahydro-5H-isoquinolino[2,1-b]isoquinoline355.433 0.000 5.000 3.363 2470.586 1454.789
9,20,21,25-tetramethoxy-15,30-dimethyl-7,23-dioxa-15,30-diazaheptacyclo[22.6.2.23,6.18,12.114,18.027,31.022,33]hexatriaconta-3(36),4,6(35),8,10,12(34),18,20,22(33),24,26,31-dodecaene622.760 0.000 8.000 6.382 549.087 316.733



3,7-dimethylpurine-2,6-dione180.166 1.000 5.000 -0.020 523.394 245.718
2,3-diacetyloxypropyl acetate218.206 0.000 6.000 0.610 225.657 98.970
2,5,9-trimethylfuro[3,2-g]chromen-7-one228.247 0.000 3.000 2.496 2102.490 1104.555
4-(2-aminoethyl)phenol137.181 3.000 1.750 0.354 182.911 87.257
2,6-diacetyl-7,9-dihydroxy-8,9b-dimethyldibenzofuran-1,3-dione344.320 1.000 6.750 1.454 105.578 43.546
[2-[(8S,9S,10R,13S,14S,17R)-17-hydroxy-10,13-dimethyl-3,11-dioxo-1,2,6,7,8,9,12,14,15,16-decahydrocyclopenta[a]phenanthren-17-yl]-2-oxoethyl] acetate402.486 1.000 8.750 2.056 127.210 53.265
(8R,9S,13S,14S,16R,17R)-13-methyl-6,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthrene-3,16,17-triol288.386 3.000 4.150 2.449 419.357 193.378
methyl (1R,15S,17R,18R,19S,20S)-6,18-dimethoxy-17-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate608.687 1.000 10.700 4.956 686.230 364.312
(2R,3R,4R,5S)-hexane-1,2,3,4,5,6-hexol182.173 6.000 10.200 -3.017 81.818 33.057
(3R,4S,5S,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.262 61.032 24.081
5-(cyclohexen-1-yl)-5-ethyl-1,3-diazinane-2,4,6-trione236.270 2.000 4.000 1.326 500.819 234.283
(8R,9S,13S,14S)-3-hydroxy-13-methyl-7,8,9,11,12,14,15,16-octahydro-6H-cyclopenta[a]phenanthren-17-one270.371 1.000 2.750 3.130 1125.687 562.246
(3S,8R,9S,10R,13S,14S)-3-hydroxy-10,13-dimethyl-1,2,3,4,7,8,9,11,12,14,15,16-dodecahydrocyclopenta[a]phenanthren-17-one288.429 1.000 3.700 3.293 1264.325 637.452
(2S)-2-aminopropanoic acid89.094 3.000 3.000 -2.959 20.638 10.496
(2S)-2-amino-3-hydroxypropanoic acid105.093 3.000 3.700 -3.314 7.630 3.580
4-nitro-1-oxidoquinolin-1-ium190.158 0.000 2.000 2.278 577.780 273.428
(2S)-2-aminobutanedioic acid133.104 3.000 4.000 -3.887 0.679 0.333
methyl (1R,9R,10S,11R,12R,19R)-11-acetyloxy-12-ethyl-4-[(13S,15S,17S)-17-ethyl-17-hydroxy-13-methoxycarbonyl-1,11-diazatetracyclo[13.3.1.04,12.05,10]nonadeca-4(12),5,7,9-tetraen-13-yl]-8-formyl-10-hydroxy-5-methoxy-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2,4,6,13-tetraene-10-carboxylate824.969 2.000 14.250 4.930 13.623 5.828
(2R,3R,4S,5S,6R)-2-[(2S,3S,4S,5R)-3,4-dihydroxy-2,5-bis(hydroxymethyl)oxolan-2-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol342.299 8.000 16.800 -3.689 12.812 4.455
(8R,9S,13S,14S,17R)-17-ethynyl-13-methyl-7,8,9,11,12,14,15,16-octahydro-6H-cyclopenta[a]phenanthrene-3,17-diol296.408 2.500 1.500 3.672 1361.477 690.557
(3S,8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(2R)-6-methylheptan-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol386.660 1.000 1.700 7.031 3381.723 1846.229
(3R,4S,5R,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.224 67.392 26.805
(2S)-2-amino-3-(3,4-dihydroxyphenyl)propanoic acid197.190 5.000 4.500 -2.509 3.004 1.307
2-phenylethanol 122.166 1.000 1.700 1.737 2863.673 1542.518
1-[2,4-dihydroxy-6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-3-(4-hydroxyphenyl)propan-1-one436.415 6.000 12.500 -0.350 6.986 2.313
2-(1H-indol-3-yl)-N,N-dimethylethanamine188.272 1.000 2.000 2.508 1163.657 644.731
(2S)-2-amino-4-methylpentanoic acid131.174 3.000 3.000 -1.521 25.510 13.198
(2R,3R,4S,5R,6S)-2-(hydroxymethyl)-6-[(2R,3S,4R,5R,6R)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.853 8.160 2.736
(2S)-2-amino-4-methylsulfanylbutanoic acid149.207 3.000 3.500 -1.580 26.082 23.291
N-[(7S)-1,2,3,10-tetramethoxy-9-oxo-6,7-dihydro-5H-benzo[a]heptalen-7-yl]acetamide399.443 1.000 7.500 2.554 745.119 592.897
hexanal 100.160 0.000 2.000 1.335 1940.172 1012.678
furo[3,2-g]chromen-7-one186.167 0.000 3.000 0.955 2056.102 1078.237
methylsulfonylmethane94.128 0.000 4.000 -1.331 1338.683 685.294



1,1,1,2,2,2-hexachloroethane236.740 0.000 0.000 3.376 9906.038 10000.000
2-bromoacetic acid 138.948 1.000 2.000 0.679 218.317 333.401
(2R,3R,4R,5R)-hexane-1,2,3,4,5,6-hexol182.173 6.000 10.200 -3.087 42.890 16.447
(2R,3S,4S,5R,6R)-2-(hydroxymethyl)-6-[(2R,3S,4R,5R,6R)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.707 13.158 4.586
(2S)-2,4-diamino-4-oxobutanoic acid132.119 4.000 4.500 -4.060 1.198 1.054
pentan-1-ol 88.149 1.000 1.700 1.510 2852.513 1536.021
[(1R,2S,6S,9S,10R,11S,12S,14R,15S,18S,19S,22S,23S,25R)-1,10,11,12,14,23-hexahydroxy-6,10,19-trimethyl-24-oxa-4-azaheptacyclo[12.12.0.02,11.04,9.015,25.018,23.019,25]hexacosan-22-yl] 3,4-dimethoxybenzoate673.799 6.000 11.700 3.714 63.376 27.750
1,2-dihydroxyanthracene-9,10-dione240.215 1.000 4.500 1.096 220.776 96.659
(2S)-2-amino-5-(diaminomethylideneamino)pentanoic acid174.202 7.000 5.000 -3.446 1.492 0.614
oxirane 44.053 0.000 2.000 -0.528 9906.038 5899.293
2,2-dimethylbutane 86.177 0.000 0.000 3.621 9906.038 5899.293
(1S,2S,4R,8S,9S,11S,12R,13S)-12-fluoro-11-hydroxy-8-(2-hydroxyacetyl)-6,6,9,13-tetramethyl-5,7-dioxapentacyclo[10.8.0.02,9.04,8.013,18]icosa-14,17-dien-16-one434.504 2.000 8.900 2.251 282.148 150.623
(1,7,7-trimethyl-2-bicyclo[2.2.1]heptanyl) acetate196.289 0.000 2.000 2.857 3749.374 2064.104
triethyl 2-hydroxypropane-1,2,3-tricarboxylate276.286 0.000 5.750 2.147 496.845 232.274
(3R,5R)-1,3,4,5-tetrahydroxycyclohexane-1-carboxylic acid192.168 5.000 7.850 -1.170 13.194 5.850
2-ethyl-2-(hydroxymethyl)propane-1,3-diol134.175 3.000 5.100 -0.363 583.164 276.183
1-ethynylcyclohexan-1-ol124.182 1.500 0.750 1.813 3774.441 2079.024
3,5,5-trimethylcyclohex-2-en-1-one138.209 0.000 2.000 1.801 3027.545 1638.144
3,7-dimethyloctan-3-ol158.283 1.000 0.750 3.259 5242.367 2965.336
3,7-dimethylocta-1,6-dien-3-ol154.252 1.000 0.750 3.143 5250.646 2970.398
2-methylpropanal 72.107 0.000 2.000 0.306 2203.345 1161.935
2-chloroacetyl chloride112.943 0.000 2.000 0.614 2549.418 8017.494
prop-2-enamide 71.079 2.000 2.500 -0.389 727.099 350.549
2-methylpropanoic acid88.106 1.000 2.000 0.789 301.033 171.882
2,2-dimethyl-3-methylidenebicyclo[2.2.1]heptane136.236 0.000 0.000 3.347 9906.038 5899.293
4-[2-(4-hydroxyphenyl)propan-2-yl]phenol228.290 2.000 1.500 3.317 911.193 447.398
2,6,6-trimethylbicyclo[3.1.1]hept-2-ene136.236 0.000 0.000 3.627 9906.038 5899.293
2-hydroxy-3-methylcyclopent-2-en-1-one112.128 1.000 2.750 0.215 951.204 468.669
4-methoxy-7-methylfuro[3,2-g]chromen-5-one230.220 0.000 3.750 1.989 3780.729 2082.768
4-hydroxynaphthalene-1,2-dione174.156 1.000 4.750 0.194 354.937 161.479
4,7,8-trimethoxyfuro[2,3-b]quinoline259.261 0.000 3.750 2.755 7639.749 4455.064
5,7,17,19-tetraoxa-13-azahexacyclo[11.11.0.02,10.04,8.015,23.016,20]tetracosa-2,4(8),9,15(23),16(20),21-hexaene323.348 0.000 5.000 2.486 2332.965 1367.398
2-methylanthracene-9,10-dione222.243 0.000 4.000 1.893 1337.719 677.541



anthracene-9,10-dione208.216 0.000 4.000 1.614 1337.381 677.356
diethyl benzene-1,2-dicarboxylate222.240 0.000 4.000 2.150 1294.606 653.969
bis(2-methylpropyl) benzene-1,2-dicarboxylate278.347 0.000 4.000 3.461 1612.562 829.183
naphthalene-1-carboxylic acid172.183 1.000 2.000 2.387 303.304 173.285
9H-carbazole 167.210 1.000 0.000 3.714 5704.816 3249.059
3H-2-benzofuran-1-one134.134 0.000 3.000 0.849 2124.491 1117.053
1-(1H-indol-3-yl)-N,N-dimethylmethanamine174.245 1.000 2.000 2.082 1176.690 652.540
1-ethenylpyrrolidin-2-one111.143 0.000 3.000 0.327 2957.648 1597.303
1,4-dimethyl-7-propan-2-ylidene-2,3,4,5,6,8-hexahydro-1H-azulene204.355 0.000 0.000 5.249 9906.038 5899.293
2-butan-2-ylphenol 150.220 1.000 0.750 3.166 4018.075 2224.447
3-methyl-6-propan-2-ylcyclohex-2-en-1-one152.236 0.000 2.000 2.184 4036.740 2235.618
5-methyl-2-propan-2-ylphenol150.220 1.000 0.750 3.299 3816.505 2104.079
2-hydroxybenzaldehyde122.123 0.000 1.750 1.290 691.247 331.904
naphthalen-1-ol 144.173 1.000 0.750 2.695 3562.274 1952.998
xanthen-9-one 196.205 0.000 2.500 2.735 3521.282 1928.719
2,6-dimethoxyphenol154.165 1.000 2.250 1.697 3100.471 1680.835
1,2,3,4-tetrahydroisoquinoline133.193 1.000 1.500 1.438 1281.600 715.645
quinoline 129.161 0.000 1.000 2.091 6133.295 3513.612
N-(2-methoxyphenyl)-3-oxobutanamide207.229 0.000 4.250 1.644 1196.928 600.804
1,1'-biphenyl 154.211 0.000 0.000 4.090 9906.038 5899.293
4-(4-aminophenyl)aniline184.240 3.000 2.000 1.340 672.474 322.172
1,2-dimethoxy-4-prop-2-enylbenzene178.230 0.000 1.500 2.970 9906.038 5899.293
(2-methoxy-4-prop-2-enylphenyl) acetate206.241 0.000 3.250 2.655 3988.900 2206.994
2-methoxy-4-methylphenol138.166 1.000 1.500 1.983 3043.481 1647.466
methyl benzoate 136.150 0.000 2.000 2.119 2767.828 1486.791
methyl pyridine-3-carboxylate137.138 0.000 3.500 0.618 1485.595 758.847
ethyl benzoate 150.177 0.000 2.000 2.131 2918.597 1574.520
4-[1-hydroxy-2-(methylamino)ethyl]phenol167.207 3.000 3.950 0.261 194.339 93.164
propyl 4-hydroxybenzoate180.203 1.000 2.750 2.198 867.900 424.466
butyl 4-hydroxybenzoate194.230 1.000 2.750 2.173 867.592 424.303
1,3-benzodioxole-5-carboxylic acid166.133 1.000 3.500 0.973 249.949 140.584
2-ethylhexane-1,3-diol146.229 2.000 3.400 1.195 1699.713 877.725
2,4-dihydroxybenzaldehyde138.123 1.000 2.500 1.173 209.584 91.373



1,3-benzothiazole 135.183 0.000 1.500 2.047 5647.591 6280.274
1,2-xylene 106.167 0.000 0.000 3.061 9906.038 5899.293
1-chloro-2-methylbenzene126.585 0.000 0.000 3.098 9906.038 10000.000
2,4-dimethylaniline 121.182 1.500 1.000 2.020 3211.543 1746.014
2-methylbutanal 86.133 0.000 2.000 0.860 2606.969 1393.618
pentan-3-one 86.133 0.000 2.000 1.133 3714.073 2043.106
oxolan-2-one 86.090 0.000 3.000 -0.342 2127.514 1118.771
2,4-ditert-butylphenol206.327 1.000 0.750 3.853 4986.828 2809.413
(2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-yl) acetate194.273 0.000 2.000 3.169 3811.827 2101.291
furan-2-ylmethanol 98.101 1.000 2.200 0.999 2902.973 1565.411
furan-2-carbaldehyde96.085 0.000 2.500 0.039 1640.304 844.613
1-phenylethanone 120.151 0.000 2.000 1.580 3247.576 1767.197
cyclohexanecarboxylic acid128.171 1.000 2.000 1.635 334.360 192.540
(2R,3S,4S,5R,6R)-2-(hydroxymethyl)-6-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.784 7.909 2.645
methyl 3,4,5-trihydroxybenzoate184.148 3.000 4.250 -0.190 107.584 44.441
2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-ol152.236 1.000 1.700 2.329 3963.280 2191.676
2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-one150.220 0.000 2.000 2.161 3565.782 1955.077
methyl 4-hydroxybenzoate152.149 1.000 2.750 1.814 839.587 409.519
1-methyl-4-propan-2-ylcyclohexane140.268 0.000 0.000 5.321 9906.038 5899.293
2-methyl-5-propan-2-ylcyclohexa-1,3-diene136.236 0.000 0.000 4.022 9906.038 5899.293
1-methyl-4-propan-2-ylcyclohexa-1,4-diene136.236 0.000 0.000 4.095 9906.038 5899.293
1-methyl-4-propan-2-ylcyclohexa-1,3-diene136.236 0.000 0.000 4.033 9906.038 5899.293
1-methyl-4-propan-2-ylbenzene134.221 0.000 0.000 3.668 9906.038 5899.293
terephthalic acid 166.133 2.000 4.000 0.663 6.257 3.322
styrene 104.151 0.000 0.000 2.950 9906.038 5899.293
phenylmethanamine 107.155 2.000 1.000 0.773 625.128 329.379
methyl 2-phenylacetate150.177 0.000 2.000 2.115 2921.034 1575.941
cyclopenta-1,3-diene66.102 0.000 0.000 1.789 9906.038 5899.293
2-ethylhexyl prop-2-enoate184.278 0.000 2.000 3.339 3333.211 1817.619
bis(2-ethylhexyl) hexanedioate370.571 0.000 4.000 6.526 945.757 465.769
propylbenzene 120.194 0.000 0.000 3.397 9906.038 5899.293
(4-methoxyphenyl)methyl acetate180.203 0.000 2.750 2.057 2758.834 1481.570
5-butyloxolan-2-one 142.197 0.000 3.000 1.308 2178.710 1147.899



5-pentyloxolan-2-one156.224 0.000 3.000 1.705 2179.145 1148.146
2-ethylhexan-1-ol 130.230 1.000 1.700 2.801 3358.269 1832.393
(4-methoxyphenyl)methanol138.166 1.000 2.450 1.635 2973.837 1606.756
ethyl propanoate 102.133 0.000 2.000 1.286 2927.878 1579.932
3-methylpentanoic acid116.160 1.000 2.000 1.401 279.984 158.929
ethyl butanoate 116.160 0.000 2.000 1.424 2939.720 1586.841
3,7-dimethylocta-2,6-dienyl acetate196.289 0.000 2.000 3.505 2265.727 1197.532
3,7-dimethyloctan-1-ol158.283 1.000 1.700 2.888 2866.571 1544.205
3,7-dimethyloct-6-enal154.252 0.000 2.000 2.504 2174.893 1145.725
ethyl octanoate 172.267 0.000 2.000 3.108 2903.934 1565.971
1,4-xylene 106.167 0.000 0.000 3.120 9906.038 5899.293
1,4-dimethylpiperazine114.190 0.000 4.000 -0.400 438.724 248.520
methyl hexanoate 130.186 0.000 2.000 1.839 2608.937 1394.755
methyl heptanoate 144.213 0.000 2.000 2.410 2616.203 1398.954
butane 58.123 0.000 0.000 2.890 9906.038 5899.293
propane-1-thiol 76.156 0.800 0.500 1.982 9906.038 10000.000
prop-2-enenitrile 53.063 0.000 1.500 0.152 2033.551 1065.460
2,2,4,4,6,6,8,8,10,10,12,12,14,14-tetradecamethyl-1,3,5,7,9,11,13-heptaoxa-2,4,6,8,10,12,14-heptasilacyclotetradecane519.080 0.000 1.400 10.414 9351.086 5542.899
2-methylpentane 86.177 0.000 0.000 3.606 9906.038 5899.293
1,3-xylene 106.167 0.000 0.000 3.121 9906.038 5899.293
ethyl 3-methylbutanoate130.186 0.000 2.000 1.781 3460.364 1892.678
1,3,5-triazine-2,4,6-triamine126.121 6.000 4.500 -2.005 34.240 12.893
cyclohexanamine 99.175 2.000 1.000 0.540 716.927 381.958
pyridin-3-ol 95.101 1.000 2.250 0.354 1753.644 907.866
dibutyl decanedioate314.464 0.000 4.000 5.211 813.244 395.648
pentanoic acid 102.133 1.000 2.000 1.389 239.688 134.356
1-ethenoxy-2-methylpropane100.160 0.000 1.700 1.779 8601.569 5064.281
thiophene 84.136 0.000 0.000 1.815 9906.038 10000.000
2-methylpropyl acetate116.160 0.000 2.000 1.363 2501.691 1332.887
propan-2-yl tetradecanoate270.454 0.000 2.000 5.867 3678.933 2022.220
methyl decanoate 186.294 0.000 2.000 3.432 2606.542 1393.371
heptan-2-one 114.187 0.000 2.000 1.542 3074.895 1665.853
pentanal 86.133 0.000 2.000 0.810 1838.144 955.241



cyclohexene 82.145 0.000 0.000 2.857 9906.038 5899.293
morpholine 87.121 1.000 3.200 -0.854 1275.810 712.151
2,6,10,15,19,23-hexamethyltetracosane422.820 0.000 0.000 16.438 9906.038 5899.293
methyl octanoate 158.240 0.000 2.000 2.666 2576.276 1375.891
heptanoic acid 130.186 1.000 2.000 2.503 239.693 134.360
hexan-1-ol 102.176 1.000 1.700 2.029 2855.885 1537.984
3-ethoxypropan-1-ol 104.149 1.000 3.400 0.106 2852.586 1536.063
ethyl octadecanoate 312.535 0.000 2.000 7.073 3416.467 1866.740
heptan-1-ol 116.203 1.000 1.700 2.611 3299.575 1797.801
heptanal 114.187 0.000 2.000 1.788 1839.900 956.227
2-butoxyethanol 118.175 1.000 3.400 1.438 2846.586 1532.572
methyl dodecanoate 214.347 0.000 2.000 4.222 3094.211 1677.167
nonane 128.257 0.000 0.000 5.619 9906.038 5899.293
N-butylbutan-1-amine129.245 1.000 1.500 2.597 2028.546 1175.602
nonanoic acid 158.240 1.000 2.000 2.642 239.647 134.332
heptyl acetate 158.240 0.000 2.000 2.672 2235.012 1179.995
propan-2-yl octadecanoate326.562 0.000 2.000 7.252 3764.272 2072.970
undecan-2-one 170.294 0.000 2.000 3.230 3067.878 1661.745
decan-1-ol 158.283 1.000 1.700 2.910 2855.269 1537.625
decanal 156.267 0.000 2.000 2.749 2161.111 1137.879
undecanoic acid 186.294 1.000 2.000 3.343 235.372 131.744
methyl hexadecanoate270.454 0.000 2.000 5.811 2899.895 1563.618
dodecane 170.337 0.000 0.000 7.247 9906.038 5899.293
dodec-1-ene 168.322 0.000 0.000 6.260 9906.038 5899.293
undecan-1-ol 172.310 1.000 1.700 3.290 2854.193 1536.999
undecanal 170.294 0.000 2.000 3.078 1836.738 954.451
dodecanal 184.321 0.000 2.000 3.474 1836.238 954.171
methyl octadecanoate298.508 0.000 2.000 6.602 2578.352 1377.090
methyl octadeca-9,12-dienoate294.476 0.000 2.000 6.384 2572.708 1373.832
tridecan-1-ol 200.364 1.000 1.700 4.036 2854.216 1537.013
tetradecan-1-ol 214.390 1.000 1.700 4.455 2854.831 1537.370
docosanoic acid 340.588 1.000 2.000 7.601 235.367 131.740
octadec-1-ene 252.482 0.000 0.000 9.641 9906.038 5899.293



1-bromooctadecane 333.394 0.000 0.000 10.339 9906.038 10000.000
octadecan-1-ol 270.498 1.000 1.700 5.984 2853.046 1536.331
icosane 282.552 0.000 0.000 11.618 9906.038 5899.293
2-methylbut-3-en-2-ol86.133 1.000 0.750 0.833 4693.793 2631.406
3,7-dimethylocta-1,6-dien-3-yl acetate196.289 0.000 2.000 3.516 4728.448 2652.412
1-hydroxypropan-2-one74.079 1.000 3.700 -0.332 992.614 490.761
bis(2-ethylhexyl) benzene-1,2-dicarboxylate390.562 0.000 4.000 6.656 1948.618 1017.443
dioctyl benzene-1,2-dicarboxylate390.562 0.000 4.000 6.434 1784.090 924.915
ethyl 2-hydroxybenzoate166.176 0.000 1.750 2.246 1244.407 626.604
3-hydroxy-2-methylpyran-4-one126.112 1.000 3.250 0.745 1025.746 508.490
2-methylbenzoic acid136.150 1.000 2.000 2.044 325.308 186.912
1,2,3,4-tetrahydronaphthalene132.205 0.000 0.000 3.481 9906.038 5899.293
6,7-dimethoxychromen-2-one206.198 0.000 4.000 1.395 2055.611 1077.959
anthracene 178.233 0.000 0.000 4.450 9906.038 5899.293
8-methyl-8-azabicyclo[3.2.1]octan-3-ol141.213 1.000 3.700 0.447 775.582 415.844
ethyl 4-hydroxybenzoate166.176 1.000 2.750 2.466 885.784 433.928
1,3-benzodioxole-5-carbaldehyde150.134 0.000 3.500 0.486 1833.245 952.490
cyclopentanone 84.118 0.000 2.000 0.482 2705.028 1450.362
4-hydroxy-3-methoxybenzoic acid168.149 2.000 3.500 1.046 76.628 39.169
methyl 4-methoxybenzoate166.176 0.000 2.750 2.102 2765.997 1485.728
naphthalene-1,4-dione158.156 0.000 4.000 0.908 884.477 433.236
methyl (1R,15S,17R,18R,19S,20S)-18-methoxy-17-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate578.661 1.000 9.950 4.845 683.767 362.898
dimethyl benzene-1,2-dicarboxylate194.187 0.000 4.000 1.351 1040.985 516.661
3-aminonaphthalene-1,5-disulfonic acid303.304 3.500 9.000 -0.387 0.764 0.363
6-[2-[6-[2-(dimethylamino)ethyl]-4-methoxy-1,3-benzodioxol-5-yl]acetyl]-2,3-dimethoxybenzoic acid445.468 1.000 9.750 1.209 71.516 40.217
4-(1H-indol-3-yl)butanoic acid203.240 2.000 2.000 2.646 128.814 68.669
4-hydroxy-3,5-dimethoxybenzaldehyde182.176 1.000 4.250 0.442 570.976 269.950
(3R,4S,5R)-3,4,5-trihydroxycyclohexene-1-carboxylic acid174.153 4.000 7.100 -1.024 13.646 6.067
1-methyl-4-prop-1-en-2-ylcyclohexan-1-ol154.252 1.000 0.750 3.036 3939.055 2177.200
2-phenylacetonitrile 117.150 0.000 1.500 1.751 2079.487 1091.498
1-methoxy-4-prop-2-enylbenzene148.204 0.000 0.750 2.577 9906.038 5899.293
3,7-dimethyloct-6-enyl propanoate212.331 0.000 2.000 4.045 2815.858 1514.698
3,7-dimethyloct-6-en-1-ol156.267 1.000 1.700 2.710 3436.802 1878.753



1,3-dichloropropane 112.986 0.000 0.000 2.491 9906.038 10000.000
3,7,11-trimethyldodeca-1,6,10-trien-3-ol222.370 1.000 0.750 4.912 5263.998 2978.564
hexanoic acid 116.160 1.000 2.000 1.430 239.650 134.334
hexanedioic acid;piperazine146.143 2.000 4.000 0.081 5.568 2.928
hexyl acetate 144.213 0.000 2.000 2.322 2231.922 1178.232
nonan-1-ol 144.256 1.000 1.700 2.802 3296.880 1796.214
methyl (1S,15R,18S,19R,20S)-18-hydroxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate354.448 1.000 4.700 3.542 321.310 160.426
(2R,3S,4R,5R)-2,4,5,6-tetrahydroxy-3-methoxyhexanal194.184 4.000 10.500 -1.826 102.283 42.079
butane-1,2,3,4-tetrol122.121 4.000 6.800 -1.538 173.312 74.407
1,4-dimethoxybenzene138.166 0.000 1.500 1.950 9906.038 5899.293
3,7-dimethyloct-6-enyl acetate198.305 0.000 2.000 3.602 2723.856 1461.277
(2R,3S)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol290.272 5.000 5.450 0.454 49.602 19.246
propanedioate 104.062 0.000 2.000 0.373 5.545 2.915
azulene 128.173 0.000 0.000 3.315 9906.038 5899.293
7-thiabicyclo[4.1.0]heptane114.205 0.000 0.500 2.390 9906.038 10000.000
thietane 74.140 0.000 0.500 1.628 9906.038 10000.000
1,2,4-trithiolane 124.234 0.000 1.500 2.070 9906.038 10000.000
cyclododecane 168.322 0.000 0.000 5.956 9906.038 5899.293
(1R,2S)-2-(methylamino)-1-phenylpropan-1-ol165.235 2.000 3.200 1.272 753.266 402.926
prop-2-enylbenzene 118.178 0.000 0.000 3.316 9906.038 5899.293
hydrazine 32.045 4.000 1.000 -2.776 17.643 7.706
2,6-dihydroxybenzoic acid154.122 1.000 1.500 1.579 47.235 23.218
2-hydroxy-3-(4-hydroxyphenyl)propanoic acid182.176 3.000 4.450 0.508 35.389 16.994
1,1,2,2,3,3,4,4,4-nonafluoro-N,N-bis(1,1,2,2,3,3,4,4,4-nonafluorobutyl)butan-1-amine671.096 0.000 1.000 7.925 2470.586 10000.000
diazomethane 42.040 0.000 3.000 -1.420 308.687 138.861
4-[2-(methylamino)ethyl]phenol151.208 2.000 2.250 1.330 441.509 226.178
6-methylhept-5-en-2-one126.198 0.000 2.000 1.890 3134.038 1700.513
2,6,6-trimethylcyclohexene-1-carbaldehyde152.236 0.000 2.000 2.055 3212.473 1746.560
diphenyl(piperidin-2-yl)methanol267.370 2.000 2.250 3.649 1300.867 727.280
(2S,4aS,6aR,6aS,6bR,8aR,10S,12aS,14bR)-10-hydroxy-2,4a,6a,6b,9,9,12a-heptamethyl-13-oxo-3,4,5,6,6a,7,8,8a,10,11,12,14b-dodecahydro-1H-picene-2-carboxylic acid470.691 2.000 5.700 5.235 119.355 63.236
5,8a-dimethyl-3-prop-1-en-2-yl-2,3,4,4a,7,8-hexahydro-1H-naphthalene204.355 0.000 0.000 5.435 9906.038 5899.293
(6aS)-1,2,10-trimethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-11-ol341.406 1.000 5.000 3.298 1103.801 608.961
3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,9,11,14,16,18-octaen-13-one275.263 0.000 4.500 2.177 2286.182 1209.223



(6aR)-1,2-dimethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline295.380 0.000 3.500 3.633 2245.073 1311.802
(6aS)-2,10,11-trimethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-1-ol341.406 1.000 5.000 3.327 1102.404 608.128
5-hydroxy-7-methoxy-2-methylchromen-4-one206.198 0.000 3.000 1.738 1244.761 626.797
5-hydroxy-2-methylnaphthalene-1,4-dione188.182 0.000 3.750 0.793 478.168 222.851
1,8-dihydroxy-3-(hydroxymethyl)anthracene-9,10-dione270.241 1.000 5.200 0.913 77.223 31.055
1,8-dihydroxy-3-methylanthracene-9,10-dione254.242 0.000 3.500 1.796 257.018 113.918
9-[(2R)-2,3-dihydroxy-3-methylbutoxy]-4-methoxyfuro[3,2-g]chromen-7-one334.325 2.000 6.950 1.928 540.824 254.575
9-(3-methylbut-2-enoxy)furo[3,2-g]chromen-7-one270.284 0.000 3.750 3.113 2106.817 1107.012
(2S,3R,11bS)-2-[[(1R)-6,7-dimethoxy-1,2,3,4-tetrahydroisoquinolin-1-yl]methyl]-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizine480.646 1.000 6.500 5.083 412.564 232.542
4,7-dimethyl-1-propan-2-yl-1,2,3,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.560 9906.038 5899.293
1,6-dimethyl-4-propan-2-ylnaphthalene198.307 0.000 0.000 5.441 9906.038 5899.293
7-methoxy-8-(3-methylbut-2-enyl)chromen-2-one244.290 0.000 3.250 3.121 3088.893 1674.052
4,5-dimethoxy-6-prop-2-enyl-1,3-benzodioxole222.240 0.000 3.000 2.184 9906.038 5899.293
fluoren-9-one 180.206 0.000 2.000 2.862 2901.624 1564.625
1,2,3-trimethoxy-5-prop-2-enylbenzene208.257 0.000 2.250 2.884 9906.038 5899.293
1H-indole-3-carbaldehyde145.160 0.000 1.000 2.001 955.858 471.148
3-[2-(dimethylamino)ethyl]-1H-indol-5-ol204.271 2.000 2.750 1.746 354.953 178.656
2-methyl-5-propan-2-ylcyclohexa-2,5-diene-1,4-dione164.204 0.000 4.000 0.749 1020.393 505.623
chromen-4-one 146.145 0.000 2.500 1.373 2910.874 1570.017
2,3,3a,4,5,6,7,7a-octahydro-1H-indene124.225 0.000 0.000 4.246 9906.038 5899.293
1,3-dihydro-2-benzofuran120.151 0.000 1.700 1.573 9906.038 5899.293
2,3-dihydro-1-benzofuran120.151 0.000 0.750 2.353 9906.038 5899.293
2H-furan-5-one 84.074 0.000 3.000 -0.555 1903.877 992.217
1-methyl-3,6-dihydro-2H-pyridine-5-carboxylic acid141.169 1.000 4.000 -1.481 53.396 29.326
2-methyl-5-propan-2-ylphenol150.220 1.000 0.750 3.298 3687.620 2027.382
cycloheptanol 114.187 1.000 1.700 1.356 3498.467 1915.215
7,11-dimethyl-3-methylidenedodeca-1,6,10-triene204.355 0.000 0.000 6.866 9906.038 5899.293
6,10,14-trimethylpentadecan-2-one268.482 0.000 2.000 5.789 3956.929 2187.881
4-hydroxybutanoic acid104.105 2.000 3.700 -0.285 68.963 34.952
7-(2-octylcyclopropen-1-yl)heptanoic acid280.450 1.000 2.000 5.751 279.843 158.843
nonadecan-10-one 282.509 0.000 2.000 6.453 4313.642 2401.825
7,11,15-trimethyl-3-methylidenehexadec-1-ene278.520 0.000 0.000 9.382 9906.038 5899.293
1-isothiocyanato-3-methylsulfinylpropane163.252 0.000 6.500 0.148 117.305 7069.148



hexadecanedioic acid286.411 2.000 4.000 4.194 6.627 3.535
heptadecanoic acid 270.454 1.000 2.000 5.700 279.292 158.505
icosanoic acid 312.535 1.000 2.000 6.779 235.369 131.742
octacosanoic acid 424.749 1.000 2.000 9.932 235.458 131.796
tetracosan-1-ol 354.658 1.000 1.700 8.315 2854.039 1536.910
ethanethioic S-acid 76.113 0.800 2.000 0.155 2469.254 3551.026
(4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-hydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid456.707 2.000 3.700 6.293 308.888 176.735
1-methyl-4-propan-2-yl-2,3-dioxabicyclo[2.2.2]oct-5-ene168.235 0.000 1.500 2.653 5243.978 2966.322
1-chloro-2-methylprop-1-ene90.552 0.000 0.000 2.332 9906.038 10000.000
(6,6-dimethyl-2-bicyclo[3.1.1]hept-2-enyl)methanol152.236 1.000 1.700 2.109 3781.577 2083.273
6-methyl-2-(4-methylcyclohex-3-en-1-yl)hept-5-en-2-ol222.370 1.000 0.750 4.588 5860.418 3344.952
(5R,5aR,8aR,9R)-5-hydroxy-9-(3,4,5-trimethoxyphenyl)-5a,6,8a,9-tetrahydro-5H-[2]benzofuro[5,6-f][1,3]benzodioxol-8-one414.411 1.000 8.450 2.399 1764.968 914.205
(2S)-5-hydroxy-2-(3-hydroxy-4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-2,3-dihydrochromen-4-one610.568 7.000 20.050 -1.376 2.764 0.849
1,8-dihydroxy-3-methoxy-6-methylanthracene-9,10-dione284.268 0.000 4.250 1.860 257.804 114.294
(1S,4aR,8aS)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,8,8a-hexahydronaphthalene204.355 0.000 0.000 5.547 9906.038 5899.293
furo[2,3-h]chromen-2-one186.167 0.000 3.000 0.961 2056.326 1078.364
4,7-dimethoxy-5-prop-2-enyl-1,3-benzodioxole222.240 0.000 3.000 2.485 9906.038 5899.293
4-methoxy-1-methyl-2-oxopyridine-3-carbonitrile164.163 0.000 5.250 -0.074 792.312 384.653
2-phenylchromen-4-one222.243 0.000 2.500 3.552 2925.182 1578.360
(2R,3S,4R,5R)-2,3,4,5,6-pentahydroxyhexanoic acid196.157 5.000 9.500 -1.755 5.665 2.346
2,3,5,6-tetramethylphenol150.220 1.000 0.750 2.842 4503.885 2516.521
1-methyl-2-propan-2-ylbenzene134.221 0.000 0.000 3.669 9906.038 5899.293
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[(2R,3S,4R,5R,6R)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.961 6.154 2.017
7-ethyl-1,4-dimethylazulene184.280 0.000 0.000 5.047 9906.038 5899.293
2,3-dimethylbicyclo[2.2.1]hept-2-ene122.210 0.000 0.000 3.357 9906.038 5899.293
4-hydroxy-3,5-dimethoxybenzoic acid198.175 2.000 4.250 0.984 78.248 40.065
7-methoxychromen-2-one176.171 0.000 3.250 1.060 2056.303 1078.351
2-hydroxycyclohexan-1-one114.144 1.000 3.700 0.088 1150.868 575.853
benzene-1,2,4-triol 126.112 3.000 2.250 0.035 323.689 146.169
2-methyl-4,5-dihydro-1H-imidazole84.121 1.000 2.000 0.629 3257.529 1773.052
1-methyl-3-propan-2-ylbenzene134.221 0.000 0.000 3.842 9906.038 5899.293
(4-prop-1-en-2-ylcyclohexen-1-yl)methanol152.236 1.000 1.700 2.295 3291.059 1792.787
hexadecyl hexadecanoate480.856 0.000 2.000 11.796 2854.936 1537.431



2,2,4,4,6,6,8,8,10,10,12,12-dodecamethyl-1,3,5,7,9,11-hexaoxa-2,4,6,8,10,12-hexasilacyclododecane444.926 0.000 1.200 9.044 9815.834 5841.251
butanamide 87.121 2.000 2.500 -0.795 403.961 392.505
propanedial 72.063 0.000 4.000 -1.612 306.439 137.768
heptan-2-ol 116.203 1.000 1.700 2.449 3925.350 2169.014
hex-3-en-1-ol 100.160 1.000 1.700 1.626 3242.485 1764.203
tetradecanoic acid 228.374 1.000 2.000 4.502 235.315 131.709
hexadecane 226.445 0.000 0.000 9.522 9906.038 5899.293
dotriacontane 450.873 0.000 0.000 18.247 9906.038 5899.293
2,6,6-trimethylbicyclo[3.1.1]heptan-3-one152.236 0.000 2.000 2.038 3925.232 2168.943
16,17-dimethoxy-5,7-dioxa-13-azapentacyclo[11.8.0.02,10.04,8.015,20]henicosa-1(21),2,4(8),9,15(20),16,18-heptaen-14-one351.358 0.000 6.000 2.942 4941.113 2781.586
9-methyl-9-azabicyclo[3.3.1]nonan-3-one153.224 0.000 4.000 0.316 794.790 426.987
3-methylidene-6-propan-2-ylcyclohexene136.236 0.000 0.000 3.973 9906.038 5899.293
2,3-di(tetradecanoyloxy)propyl tetradecanoate723.171 0.000 6.000 14.826 565.961 267.388
methyl 3-methylbutanoate116.160 0.000 2.000 1.334 3062.192 1658.416
2,2,4,4,6,6,8,8,10,10,12,12,14,14,16,16-hexadecamethyl-1,3,5,7,9,11,13,15-octaoxa-2,4,6,8,10,12,14,16-octasilacyclohexadecane593.234 0.000 1.600 11.519 9221.320 5459.805
2,2,4,4,6,6,8,8,10,10,12,12,14,14,16,16,18,18-octadecamethyl-1,3,5,7,9,11,13,15,17-nonaoxa-2,4,6,8,10,12,14,16,18-nonasilacyclooctadecane667.389 0.000 1.800 12.971 7925.070 4635.173
3-methylbut-2-en-1-ol86.133 1.000 1.700 0.844 2856.445 1538.310
2,3-dihydroxypropyl butanoate162.185 2.000 5.400 0.153 394.259 180.900
tetracosanoic acid 368.642 1.000 2.000 8.356 235.314 131.708
4-methyl-1-propan-2-ylcyclohex-3-en-1-ol154.252 1.000 0.750 2.977 5764.661 3285.915
3-chloro-2-methylprop-1-ene90.552 0.000 0.000 2.328 9906.038 10000.000
2-methylcyclohexan-1-one112.171 0.000 2.000 1.278 3725.153 2049.695
1-(3-methylphenyl)ethanone134.177 0.000 2.000 1.424 3243.444 1764.767
1-methyl-4-propan-2-ylidenecyclohexene136.236 0.000 0.000 4.192 9906.038 5899.293
1-methyl-4-propan-2-ylcyclohex-3-en-1-ol154.252 1.000 0.750 2.972 4757.072 2669.771
octan-3-ol 130.230 1.000 1.700 2.829 4530.376 2532.524
3-methylbutanal 86.133 0.000 2.000 0.841 2173.449 1144.903
3-methylcyclohexan-1-ol114.187 1.000 1.700 1.326 4026.513 2229.497
hexan-2-one 100.160 0.000 2.000 1.279 3084.131 1671.263
3-prop-2-enylsulfanylprop-1-ene114.205 0.000 0.500 2.934 9906.038 9454.590
octadecane 254.498 0.000 0.000 10.544 9906.038 5899.293
heptacosane 380.739 0.000 0.000 15.365 9906.038 5899.293
2-hydroxy-2-methylpropanoic acid104.105 2.000 2.750 0.456 138.183 74.084



pentane-2,3-dione 100.117 0.000 4.000 -0.256 1445.790 736.894
(2R,3S,4R,5S)-hexane-1,2,3,4,5,6-hexol182.173 6.000 10.200 -3.093 46.047 17.759
2-methylanthracene 192.260 0.000 0.000 4.739 9906.038 5899.293
(3R,4R)-3-(1-carboxyethenoxy)-4-hydroxycyclohexa-1,5-diene-1-carboxylic acid226.185 3.000 6.450 0.487 2.468 1.215
2-methyl-5-prop-1-en-2-ylcyclohexan-1-ol154.252 1.000 1.700 2.720 3907.754 2158.506
5-methylfuran-2-carbaldehyde110.112 0.000 2.500 0.269 1639.770 844.316
4-[(4-hydroxyphenyl)methyl]phenol200.237 2.000 1.500 2.745 912.461 448.070
3-phenylprop-2-enamide147.176 2.000 2.500 1.500 731.660 352.927
hexan-3-ol 102.176 1.000 1.700 1.909 4523.388 2528.301
methyl butanoate 102.133 0.000 2.000 1.289 2607.578 1393.969
decan-4-one 156.267 0.000 2.000 2.932 5186.489 2931.188
2-methylbutyl acetate130.186 0.000 2.000 1.761 2509.242 1337.237
nonan-3-ol 144.256 1.000 1.700 2.897 4535.297 2535.497
2-methylhexan-2-ol 116.203 1.000 0.750 2.321 4577.036 2560.728
hexan-2-ol 102.176 1.000 1.700 1.907 3929.307 2171.377
pentyl acetate 130.186 0.000 2.000 1.878 2234.308 1179.594
ethyl hexadecanoate 284.481 0.000 2.000 6.273 2898.177 1562.616
nonan-2-ol 144.256 1.000 1.700 2.892 3922.186 2167.124
1-(propyldisulfanyl)propane150.297 0.000 1.000 3.184 9906.038 10000.000
tridecane 184.364 0.000 0.000 7.803 9906.038 5899.293
tetradecane 198.391 0.000 0.000 8.360 9906.038 5899.293
hexadec-1-ene 224.429 0.000 0.000 8.441 9906.038 5899.293
hexadec-1-yne 222.413 0.500 0.000 8.370 9906.038 5899.293
heptadecane 240.471 0.000 0.000 9.990 9906.038 5899.293
nonadecane 268.525 0.000 0.000 11.100 9906.038 5899.293
henicosane 296.579 0.000 0.000 12.171 9906.038 5899.293
docosane 310.605 0.000 0.000 12.715 9906.038 5899.293
pentacosane 352.686 0.000 0.000 14.401 9906.038 5899.293
hexacosane 366.713 0.000 0.000 14.916 9906.038 5899.293
octacosane 394.766 0.000 0.000 16.033 9906.038 5899.293
nonacosane 408.793 0.000 0.000 16.589 9906.038 5899.293
hentriacontane 436.847 0.000 0.000 17.694 9906.038 5899.293
tritriacontane 464.900 0.000 0.000 18.805 9906.038 5899.293



hexatriacontane 506.981 0.000 0.000 20.393 9906.038 5899.293
pentatriacontane 492.954 0.000 0.000 19.843 9906.038 5899.293
propan-2-yl propanoate116.160 0.000 2.000 1.362 3615.234 1984.401
butanedial 86.090 0.000 4.000 -0.613 363.128 165.511
tridecanoic acid 214.347 1.000 2.000 4.114 235.301 131.700
octadecanal 268.482 0.000 2.000 5.829 1940.251 1012.722
tricosane 324.632 0.000 0.000 13.326 9906.038 5899.293
triacontane 422.820 0.000 0.000 17.188 9906.038 5899.293
2-propylphenol 136.193 1.000 0.750 2.271 4127.134 2289.777
3-hydroxy-4-methoxybenzoic acid168.149 2.000 3.500 1.045 76.749 39.236
1,3-dioxolane 74.079 0.000 3.400 -0.886 9906.038 5899.293
tetracosane 338.659 0.000 0.000 13.844 9906.038 5899.293
(3S,3aR,6R,6aR)-2,3,3a,5,6,6a-hexahydrofuro[3,2-b]furan-3,6-diol146.143 2.000 6.800 -0.830 1010.433 500.290
(3S,4S,5R,6R)-1,3,4,5,6,7-hexahydroxyheptan-2-one210.183 5.000 11.200 -2.497 23.779 8.694
docosan-1-ol 326.605 1.000 1.700 7.561 3299.903 1797.995
(2S)-2-amino-4-hydroxybutanoic acid119.120 4.000 4.700 -3.181 7.202 3.364
2-N,4-N-diethyl-6-methoxy-1,3,5-triazine-2,4-diamine197.239 2.000 4.000 1.719 2283.766 1207.841
5-ethyloxolan-2-one 114.144 0.000 3.000 0.421 2177.859 1147.414
6-propyloxan-2-one 142.197 0.000 3.000 1.272 2410.323 1280.348
6-heptyloxan-2-one 198.305 0.000 3.000 2.827 2406.696 1278.266
8-(2-octylcyclopropen-1-yl)octanoic acid294.476 1.000 2.000 6.229 235.293 131.696
icos-1-yne 278.520 0.500 0.000 10.475 9906.038 5899.293
nonan-2-one 142.241 0.000 2.000 2.451 3051.460 1652.135
undec-1-ene 154.295 0.000 0.000 5.677 9906.038 5899.293
cyclododecanone 182.305 0.000 2.000 2.796 4318.041 2404.472
ethyl 3,4,5-trihydroxybenzoate198.175 3.000 4.250 0.180 113.401 47.044
1-methylpyrrolidin-2-one99.132 0.000 3.000 -0.362 1412.992 1575.876
2-N-tert-butyl-4-N-ethyl-6-methylsulfanyl-1,3,5-triazine-2,4-diamine241.354 2.000 4.000 3.736 3628.519 3530.970
1,1,3-trichloropropan-2-one161.415 0.000 2.000 1.573 3685.775 10000.000
2,2-dimethylpropyl acetate130.186 0.000 2.000 1.634 2774.320 1490.561
methyl docosanoate 354.615 0.000 2.000 8.160 2619.519 1400.871
1-ethenoxyoctadecane296.535 0.000 1.700 7.385 7371.339 4286.126
cyclopent-2-en-1-one82.102 0.000 2.000 0.450 2472.378 1316.014



3H-1,3-benzothiazol-2-one151.183 1.000 2.500 1.132 1255.100 1172.976
4-ethyl-1,2-dimethylbenzene134.221 0.000 0.000 3.795 9906.038 5899.293
3-hydroxychromen-2-one162.145 1.000 3.250 0.759 727.456 350.735
(8R,9S,10R,13S,14S,17R)-10,13-dimethylspiro[2,8,9,11,12,14,15,16-octahydro-1H-cyclopenta[a]phenanthrene-17,5'-oxolane]-2',3-dione340.461 0.000 5.000 3.183 695.526 334.125
pentadecanoic acid 242.401 1.000 2.000 4.923 235.311 131.707
2-methylthiirane 74.140 0.000 0.500 1.749 9906.038 10000.000
1-(1H-pyrrol-2-yl)ethanone109.127 1.000 2.000 1.223 1784.573 925.185
2-methoxy-4-methyl-1-propan-2-ylbenzene164.247 0.000 0.750 3.287 9906.038 5899.293
(2-methyl-6-methylideneoct-7-en-2-yl) acetate196.289 0.000 2.000 3.521 4706.598 2639.166
dodecanamide 199.336 2.000 2.500 2.186 406.533 394.035
undecane 156.311 0.000 0.000 6.688 9906.038 5899.293
methyl icosanoate 326.562 0.000 2.000 7.393 2616.633 1399.203
tetradec-1-ene 196.375 0.000 0.000 7.395 9906.038 5899.293
2,3,5,6-tetramethylpyrazine136.196 0.000 2.000 1.904 5948.083 3399.068
1-methylpyrrole-2-carbaldehyde109.127 0.000 2.000 1.396 1860.646 967.887
1-(5-methylfuran-2-yl)ethanone124.139 0.000 2.500 1.322 2662.782 1425.895
1,3,3-trimethylbicyclo[2.2.1]heptan-2-one152.236 0.000 2.000 2.079 4820.363 2708.185
2-(4-methylphenyl)propan-2-ol150.220 1.000 0.750 3.167 4759.610 2671.311
N-ethyl-3-phenylbicyclo[2.2.1]heptan-2-amine215.338 1.000 1.500 3.432 2287.670 1338.725
6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptane136.236 0.000 0.000 3.528 9906.038 5899.293
(2S,3S,4S,5R,6R)-6-[(2S,3R,4S,5S,6S)-2-[[(3S,4aR,6aR,6bS,8aS,11S,12aR,14aR,14bS)-11-carboxy-4,4,6a,6b,8a,11,14b-heptamethyl-14-oxo-2,3,4a,5,6,7,8,9,10,12,12a,14a-dodecahydro-1H-picen-3-yl]oxy]-6-carboxy-4,5-dihydroxyoxan-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid822.942 6.000 21.300 1.957 0.006 0.002
(2R)-2,5,7,8-tetramethyl-2-[(4R,8R)-4,8,12-trimethyltridecyl]-3,4-dihydrochromen-6-ol430.713 1.000 1.500 8.974 4533.643 2534.497
1-(furan-2-ylmethyl)pyrrole147.176 0.000 1.000 2.949 9773.490 5814.020
heptadecan-1-ol 256.471 1.000 1.700 5.631 3303.020 1799.830
methyl (15S,17S,19S)-15-ethyl-17-hydroxy-1,11-diazapentacyclo[9.6.2.02,7.08,18.015,19]nonadeca-2,4,6,8(18)-tetraene-17-carboxylate354.448 1.000 4.750 3.457 616.109 324.246
1,3,3-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.209 4867.875 2737.049
undecan-2-ol 172.310 1.000 1.700 3.360 3916.079 2163.477
tridecan-2-ol 200.364 1.000 1.700 4.138 3921.722 2166.847
4-hydroxy-3,5-diiodobenzonitrile370.916 1.000 2.250 1.949 866.507 3173.089
methyl 1-methylpiperidine-3-carboxylate157.212 0.000 4.000 0.665 919.858 500.053
cyclododecanol 184.321 1.000 1.700 2.851 3856.425 2127.877
decane 142.284 0.000 0.000 6.129 9906.038 5899.293
methyl nonanoate 172.267 0.000 2.000 3.068 2610.052 1395.399



methyl tridecanoate 228.374 0.000 2.000 4.640 3022.709 1635.315
methyl heptadecanoate284.481 0.000 2.000 6.207 2874.762 1548.975
2-(2-hydroxyethyldisulfanyl)ethanol154.242 2.000 4.400 0.512 1287.234 1546.608
2-tert-butylbenzene-1,4-diol166.219 2.000 1.500 1.814 1513.979 774.530
3-(prop-2-enyltrisulfanyl)prop-1-ene178.325 0.000 0.500 4.285 9906.038 10000.000
4-benzylpyridine 169.226 0.000 1.500 3.174 5348.614 3030.348
3-(prop-2-enyldisulfanyl)prop-1-ene146.265 0.000 1.000 3.172 9906.038 10000.000
1-(methyldisulfanyl)propane122.243 0.000 1.000 2.631 9906.038 10000.000
2-[(4-methylphenoxy)methyl]oxirane164.204 0.000 2.750 1.881 9906.038 5899.293
(5S)-2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-one150.220 0.000 2.000 2.160 3566.109 1955.271
1,6,7-trimethylnaphthalene170.254 0.000 0.000 4.580 9906.038 5899.293
(6aS)-1,2,9,10-tetramethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline355.433 0.000 5.000 3.764 2243.244 1310.647
5-octyloxolan-2-one 198.305 0.000 3.000 2.865 2177.938 1147.459
henicosanoic acid 326.562 1.000 2.000 7.176 236.292 132.300
octadec-9-enal 266.466 0.000 2.000 5.684 2289.451 1211.092
didodecyl benzene-1,2-dicarboxylate502.776 0.000 4.000 9.886 1917.314 999.788
tricosanoic acid 354.615 1.000 2.000 7.964 235.356 131.734
tridec-1-ene 182.348 0.000 0.000 6.825 9906.038 5899.293
2-(4-methylcyclohex-3-en-1-yl)propan-2-ol154.252 1.000 0.750 2.963 4936.525 2778.794
(3S,4R,5S,6S)-6-methyloxane-2,3,4,5-tetrol164.158 4.000 8.500 -1.470 268.930 119.635
1-decoxydecane 298.551 0.000 1.700 6.599 9906.038 5899.293
2-(dodecoxymethyl)oxirane242.401 0.000 3.700 3.680 9906.038 5899.293
2-methylhexadecan-1-ol256.471 1.000 1.700 5.625 3818.877 2105.492
1-(4-hydroxy-3-methoxyphenyl)propan-2-one180.203 1.000 3.500 1.492 1074.868 534.861
(3-methyl-5-propan-2-ylphenyl) N-methylcarbamate207.272 1.000 3.000 2.483 2455.562 1306.342
pentadecanal 226.401 0.000 2.000 4.678 1940.110 1012.643
4-methyldecane 156.311 0.000 0.000 6.581 9906.038 5899.293
2-methyl-5-propan-2-ylbicyclo[3.1.0]hex-2-ene136.236 0.000 0.000 3.889 9906.038 5899.293
1,4-diamino-2-methoxyanthracene-9,10-dione268.271 2.000 4.750 1.367 215.496 94.162
octadecane-1-thiol 286.558 0.800 0.500 7.365 9906.038 10000.000
2-[2-(dimethylamino)ethoxy]-N,N-dimethylethanamine160.259 0.000 5.700 0.169 548.911 316.623
N-[(7S)-10-amino-1,2,3-trimethoxy-9-oxo-6,7-dihydro-5H-benzo[a]heptalen-7-yl]acetamide384.431 3.000 7.750 1.572 244.380 177.763
3-methylsulfanylpropanal104.167 0.000 2.500 0.317 1831.771 1640.832



3,7-dimethylocta-1,3,6-triene136.236 0.000 0.000 4.403 9906.038 5899.293
4-methylidene-1-propan-2-ylbicyclo[3.1.0]hexane136.236 0.000 0.000 3.814 9906.038 5899.293
oct-1-en-3-ol 128.214 1.000 1.700 2.826 4009.644 2219.402
icos-1-ene 280.536 0.000 0.000 10.590 9906.038 5899.293
(3S,4S,5S,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.237 65.988 26.202
(2S,3R,5R,9R,10R,13R,14S,17R)-17-[(2S,3R)-3,6-dihydroxy-6-methylheptan-2-yl]-2,3,14-trihydroxy-10,13-dimethyl-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one464.641 5.000 8.600 2.717 91.614 37.355
dotriacontanoic acid 480.856 1.000 2.000 11.398 235.991 132.118
4-hydroxy-2,5-dimethylfuran-3-one128.127 1.000 3.500 0.221 1117.360 557.752
(methyltrisulfanyl)methane126.249 0.000 0.500 2.810 9906.038 10000.000
but-2-enoic acid 86.090 1.000 2.000 0.722 203.439 112.535
2-pentylfuran 138.209 0.000 0.500 2.893 9906.038 5899.293
1,3-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene204.355 0.000 0.000 5.965 9906.038 5899.293
2-butyloctan-1-ol 186.337 1.000 1.700 3.636 3362.060 1834.629
methyl 4-hydroxy-3-methoxybenzoate182.176 1.000 3.500 1.779 849.416 414.703
1-iodododecane 296.234 0.000 0.000 7.031 9906.038 10000.000
2-(2-ethylhexoxycarbonyl)benzoic acid278.347 1.000 4.000 3.784 127.491 67.907
methyl (1R,12R,19S)-12-ethyl-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2,4,6,9,13-pentaene-10-carboxylate336.433 0.000 3.000 4.182 674.239 357.436
5,8-dihydroxy-7-methoxy-2-phenylchromen-4-one284.268 1.000 3.750 2.571 479.952 223.750
icosylcyclohexane 364.697 0.000 0.000 14.277 9906.038 5899.293
2,4,5-trimethoxybenzaldehyde196.202 0.000 4.250 1.230 1841.805 957.298
undecan-5-ylbenzene232.408 0.000 0.000 7.474 9906.038 5899.293
6,7-dimethoxy-1-methylisoquinoline203.240 0.000 2.500 2.804 6659.475 3840.530
4-ethylbenzaldehyde134.177 0.000 2.000 1.722 1833.282 952.511
2,3-dimethylpentan-2-ol116.203 1.000 0.750 2.158 4934.918 2777.817
hept-1-en-3-ol 114.187 1.000 1.700 2.445 3858.690 2129.228
(1S)-16,17-dimethoxy-5,7-dioxa-13-azapentacyclo[11.8.0.02,10.04,8.015,20]henicosa-2,4(8),9,15(20),16,18-hexaene339.390 0.000 5.000 3.143 2407.631 1414.762
methyl 12-methyltridecanoate242.401 0.000 2.000 4.971 3212.614 1746.643
methyl 14-methylpentadecanoate270.454 0.000 2.000 5.724 3032.901 1641.277
(2S,3R,5R,9R,10R,13R,14S,17S)-2,3,14-trihydroxy-10,13-dimethyl-17-[(3R)-2,3,6-trihydroxy-6-methylheptan-2-yl]-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one480.640 6.000 9.350 2.140 47.468 18.352
methyl 3-methoxy-2-(methylamino)benzoate195.218 0.000 2.750 2.351 2597.784 1388.311
3,8-dimethyl-5-propan-2-ylnaphthalene-1,2-dione228.290 0.000 4.000 2.099 1554.362 796.884
ethyl docosanoate 368.642 0.000 2.000 8.621 2883.685 1554.172
2,3-dimethylpyrazine108.143 0.000 2.000 0.856 4121.295 2286.276



1-methyl-4-prop-1-en-2-ylcyclohexene136.236 0.000 0.000 3.998 9906.038 5899.293
1-(propyltrisulfanyl)propane182.357 0.000 0.500 4.259 9906.038 10000.000
methyl henicosanoate340.588 0.000 2.000 7.759 2616.217 1398.962
2,2-diethoxy-1-phenylethanone208.257 0.000 5.400 1.782 3672.092 2018.156
hexyl hexanoate 200.320 0.000 2.000 3.892 3074.103 1665.390
(3aR,5R,5aR,8aR,9S,9aS)-9-hydroxy-5,8a-dimethyl-1-methylidene-3a,4,5,5a,9,9a-hexahydroazuleno[6,7-b]furan-2,8-dione262.305 0.000 5.700 1.024 574.604 271.804
heptadec-1-ene 238.456 0.000 0.000 9.076 9906.038 5899.293
1-hydroxypyridin-4-one111.100 1.000 4.200 -0.336 685.487 328.916
1-benzylisoquinoline 219.285 0.000 1.000 4.492 8466.127 4978.144
2-methylcyclohexan-1-amine113.202 2.000 1.000 0.920 842.356 454.673
2-methylundecane 170.337 0.000 0.000 7.148 9906.038 5899.293
tetratetracontane 619.195 0.000 0.000 24.850 9906.038 5899.293
methyl pentadecanoate256.428 0.000 2.000 5.382 2604.809 1392.370
heptacosanoic acid 410.722 1.000 2.000 9.510 235.387 131.753
2-tetradecyloxirane 240.428 0.000 2.000 4.715 9906.038 5899.293
N-[(7S)-2-hydroxy-1,3,10-trimethoxy-9-oxo-6,7-dihydro-5H-benzo[a]heptalen-7-yl]acetamide385.416 2.000 7.500 1.885 281.617 207.024
2-hexadecyloxirane 268.482 0.000 2.000 5.415 9906.038 5899.293
N-[(7S)-1,2,3,10-tetramethoxy-9-oxo-6,7-dihydro-5H-benzo[a]heptalen-7-yl]formamide385.416 1.000 7.500 1.951 337.926 266.028
3,4,5,14,15,16-hexamethoxy-9,10-dimethyltricyclo[10.4.0.02,7]hexadeca-1(16),2,4,6,12,14-hexaen-9-ol432.513 1.000 5.250 5.082 4720.312 2647.479
silane 32.117 4.000 0.000 0.212 9906.038 5899.293
ethyl 2-methylbutanoate130.186 0.000 2.000 1.820 4140.291 2297.668
(2R,3S,4R,5R)-2-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 8.300 -1.693 100.926 41.476
(19S)-19-ethyl-19-hydroxy-17-oxa-3,13-diazapentacyclo[11.8.0.02,11.04,9.015,20]henicosa-1(21),2,4,6,8,10,15(20)-heptaene-14,18-dione348.357 1.000 7.750 1.742 446.558 206.971
phosphane 33.997 3.000 0.000 0.271 9906.038 10000.000
2-methyl-5-prop-1-en-2-ylcyclohexan-1-one152.236 0.000 2.000 2.273 3729.617 2052.350
1,1,3-triethoxypropane176.255 0.000 5.100 1.300 9906.038 5899.293
butan-2-amine 73.138 2.000 1.000 0.125 824.813 444.447
3-(2-ethylhexoxymethyl)heptane242.444 0.000 1.700 4.902 9906.038 5899.293
2,2,4,4,6,6,8-heptamethyl-8-phenyl-1,3,5,7,2,4,6,8-tetraoxatetrasilocane358.688 0.000 0.800 5.923 9906.038 5899.293
tridecanal 198.348 0.000 2.000 3.838 1839.264 955.870
methyl N-(1H-benzimidazol-2-yl)carbamate191.189 0.000 1.000 2.666 612.299 291.128
3-[(3S,5S,10R,13R,14S,17R)-3-[(2R,5S)-6-[[(3R,6S)-4,6-dihydroxy-2-methyloxan-3-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-5,14-dihydroxy-10-(hydroxymethyl)-13-methyl-2,3,4,6,7,8,9,11,12,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]-2H-furan-5-one698.803 8.000 21.500 -0.542 11.704 4.041
2-(2-methoxypropoxy)propan-1-ol148.202 1.000 5.100 0.838 3097.196 1678.916



(2S)-2-amino-4-ethylsulfanylbutanoic acid163.234 3.000 3.500 -1.402 24.892 19.965
6-methyltridecane 198.391 0.000 0.000 8.207 9906.038 5899.293
pentadec-1-ene 210.402 0.000 0.000 7.876 9906.038 5899.293
3,7,7-trimethylbicyclo[4.1.0]hept-3-ene136.236 0.000 0.000 3.899 9906.038 5899.293
(2S,5R)-5-methyl-2-propan-2-ylcyclohexan-1-one154.252 0.000 2.000 2.276 4326.362 2409.481
tetratriacontane 478.927 0.000 0.000 19.374 9906.038 5899.293
3-hydroxydecanoic acid188.266 1.000 2.700 2.588 114.809 60.636
3-hydroxyoctanoic acid160.213 1.000 2.700 1.831 115.500 61.031
2,3,5-trimethylpyrazine122.169 0.000 2.000 1.700 4836.147 2717.772
1,1,2,3,3-pentachloropropane216.322 0.000 0.000 3.227 9906.038 10000.000
4-methyl-1-(6-methylhept-5-en-2-yl)cyclohex-3-en-1-ol222.370 1.000 0.750 4.560 5688.684 3239.130
(5-methyl-2-propan-2-ylcyclohexyl) acetate198.305 0.000 2.000 3.135 3959.338 2189.320
(3-hydroxy-2,2-dimethyl-3H-1-benzofuran-7-yl) N-methylcarbamate237.255 2.000 5.450 1.441 1275.001 643.271
3,3,4-trimethylhexane128.257 0.000 0.000 4.895 9906.038 5899.293
2-hydroxybutane-1,2,4-tricarboxylic acid206.152 3.000 5.750 0.298 0.200 0.102
2,6-dimethylundecane184.364 0.000 0.000 7.595 9906.038 5899.293
2,2-dimethyldecane 170.337 0.000 0.000 7.041 9906.038 5899.293
1,1,7,7a-tetramethyl-2,3,5,6,7,7b-hexahydro-1aH-cyclopropa[a]naphthalene204.355 0.000 0.000 5.116 9906.038 5899.293
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-2-[(2R,3R,4R,5R,6R)-4,5-dihydroxy-2-(hydroxymethyl)-6-[(1R,2S,4S,5'S,6S,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-piperidine]-16-yl]oxyoxan-3-yl]oxy-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1034.200 13.000 35.750 -2.949 0.432 0.126
2,3-diethyl-5-methylpyrazine150.223 0.000 2.000 1.987 5687.425 3238.355
7,7-dimethyl-2-methylidenebicyclo[2.2.1]heptane136.236 0.000 0.000 3.528 9906.038 5899.293
ethyl nonadecanoate326.562 0.000 2.000 7.432 2751.347 1477.224
4,6,6-trimethylbicyclo[3.1.1]hept-3-en-2-one150.220 0.000 2.000 1.924 3152.657 1711.435
nonadec-1-ene 266.509 0.000 0.000 10.029 9906.038 5899.293
4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undecane206.370 0.000 0.000 6.562 9906.038 5899.293
(2R,3R,4R,5S)-2-(hydroxymethyl)piperidine-3,4,5-triol163.173 5.000 8.300 -2.200 30.149 12.431
(4S,4aS,8aR)-4,8a-dimethyl-1,2,3,4,5,6,7,8-octahydronaphthalen-4a-ol182.305 1.000 0.750 3.151 6472.699 3724.237
ethyl 3-methyloxirane-2-carboxylate130.143 0.000 4.000 0.417 3373.198 1841.199
(5-methyl-2-prop-1-en-2-ylhex-4-enyl) acetate196.289 0.000 2.000 3.352 2815.896 1514.720
(2-methyl-5-prop-1-en-2-ylcyclohexyl) acetate196.289 0.000 2.000 3.251 4100.155 2273.603
2-[[4-chloro-6-(ethylamino)-1,3,5-triazin-2-yl]amino]-2-methylpropanenitrile240.695 2.000 5.500 1.849 719.531 909.412
tetradeca-1,13-diene194.359 0.000 0.000 7.275 9906.038 5899.293
(6aS)-2-methoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-1-ol281.354 1.000 3.500 3.038 1055.504 580.213



4-(4-hydroxy-3-methoxyphenyl)butan-2-one194.230 1.000 3.500 1.757 949.572 467.800
1-(4-methoxyphenyl)propan-2-one164.204 0.000 2.750 2.156 3515.537 1925.318
2-phenoxyethanol 138.166 1.000 2.450 1.624 2848.478 1533.673
dodecylbenzene 246.435 0.000 0.000 8.701 9906.038 5899.293
4-methoxybenzaldehyde136.150 0.000 2.750 1.154 1832.747 952.210
7-methyl-3-methylideneocta-1,6-diene136.236 0.000 0.000 4.606 9906.038 5899.293
4-hydroxy-4-methylpentan-2-one116.160 0.000 1.750 1.267 1936.450 1010.578
3-methylbutan-1-ol 88.149 1.000 1.700 1.392 2863.558 1542.451
pentane-2,4-dione 100.117 0.000 4.000 -0.316 1225.638 616.395
ethyl hexanoate 144.213 0.000 2.000 2.466 2908.513 1568.641
prop-2-enyl hexanoate156.224 0.000 2.000 2.701 3224.721 1753.758
butyl acetate 116.160 0.000 2.000 1.418 2233.237 1178.982
3-methylbutyl acetate130.186 0.000 2.000 1.766 2232.182 1178.380
ethyl tetradecanoate256.428 0.000 2.000 5.463 3114.818 1689.244
methyl tetradecanoate242.401 0.000 2.000 5.016 2572.510 1373.718
nonanal 142.241 0.000 2.000 2.675 2276.792 1203.855
tetradecanal 212.375 0.000 2.000 4.268 1840.681 956.666
octadecanamide 283.496 2.000 2.500 4.488 408.022 394.952
(1R,3R,5S,8S,13R,14S)-1-hydroxy-14-(2-hydroxypropan-2-yl)-13-methyl-4,7,10-trioxapentacyclo[6.4.1.19,12.03,5.05,13]tetradecane-6,11-dione;(1R,5S,8S,13R,14R)-1-hydroxy-13-methyl-14-prop-1-en-2-yl-4,7,10-trioxapentacyclo[6.4.1.19,12.03,5.05,13]tetradecane-6,11-dione310.303 1.000 8.500 0.089 508.147 237.990
(4R)-4-[(3R,5S,7S,8R,9S,10S,13R,14S,17R)-3,7-dihydroxy-10,13-dimethyl-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-17-yl]pentanoic acid392.578 3.000 5.400 3.817 39.702 19.243
2,6-ditert-butyl-4-methylphenol220.354 1.000 0.750 4.378 8422.958 4950.713
3-methyloct-1-en-3-ol142.241 1.000 0.750 2.892 4656.743 2608.963
2,6-di(propan-2-yl)naphthalene212.334 0.000 0.000 6.149 9906.038 5899.293
3-dodec-1-enyloxolane-2,5-dione266.380 0.000 4.500 3.172 707.891 340.550
[10,13-dimethyl-17-(6-methylheptan-2-yl)-2,3,8,9,11,12,14,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-yl] benzoate488.752 0.000 2.000 9.434 4216.285 2343.286
(2S)-2-aminopentanedioic acid147.130 4.000 5.000 -3.017 0.620 0.302
(1R,2R)-2-[(dimethylamino)methyl]-1-(3-methoxyphenyl)cyclohexan-1-ol263.379 1.000 3.500 3.176 1498.129 847.184
2-ethyl-4-hydroxy-5-methylfuran-3-one142.154 1.000 3.500 0.955 1112.415 555.084
bis(6-methylheptyl) benzene-1,2-dicarboxylate390.562 0.000 4.000 6.170 1620.952 833.848
ethyl 1-methyl-3,6-dihydro-2H-pyridine-5-carboxylate169.223 0.000 4.000 0.855 630.624 332.511
2-methylfuran-3-thiol114.162 0.000 3.200 0.260 8628.360 10000.000
2,4-dimethylthiophene112.189 0.000 0.000 2.884 9906.038 10000.000
1,6-dimethyl-4-propan-2-yl-1,2,3,4,4a,5,6,7,8,8a-decahydronaphthalene208.386 0.000 0.000 7.042 9906.038 5899.293



2,6,11-trimethyldodecane212.418 0.000 0.000 8.608 9906.038 5899.293
2-methyl-5-propylthiophene140.243 0.000 0.000 3.960 9906.038 9104.933
(6aS)-1,2-dimethoxy-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline281.354 1.000 3.000 3.358 1516.991 858.719
2,6,10,15-tetramethylheptadecane296.579 0.000 0.000 11.752 9906.038 5899.293
4a-methyl-1,2,4,5,6,7,8,9,10,10a-decahydrobenzo[8]annulen-3-one194.316 0.000 2.000 2.791 3298.470 1797.151
3,5,24-trimethyltetracontane605.168 0.000 0.000 23.862 9906.038 5899.293
(2,2-dimethyl-3H-1-benzofuran-7-yl) N-(dibutylamino)sulfanyl-N-methylcarbamate380.544 0.000 5.250 5.694 7663.169 6398.777
7-methylheptadecan-7-ol270.498 1.000 0.750 6.376 4589.577 2568.313
[4-[(1-benzylpiperidin-1-ium-4-yl)carbamoyl]-3-methoxyphenyl]azanium;dichloride339.436 2.500 6.250 2.929 278.813 137.619
7-methoxy-1-methyl-1,2,3,4-tetrahydroisoquinolin-6-ol193.245 2.000 3.000 1.260 488.369 252.234
(1R)-1-[[3-[4-[[(1R)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]phenoxy]-4-hydroxyphenyl]methyl]-6-methoxy-2-methyl-3,4-dihydro-1H-isoquinolin-7-ol610.749 2.000 8.250 5.662 69.257 33.790
[(1S,3R,7S,8S,8aR)-8-[2-[(2R,4R)-4-hydroxy-6-oxooxan-2-yl]ethyl]-3,7-dimethyl-1,2,3,7,8,8a-hexahydronaphthalen-1-yl] (2S)-2-methylbutanoate404.545 1.000 6.700 4.258 712.823 343.116
(3R,5R)-7-[(1S,2S,6S,8S,8aR)-6-hydroxy-2-methyl-8-[(2S)-2-methylbutanoyl]oxy-1,2,6,7,8,8a-hexahydronaphthalen-1-yl]-3,5-dihydroxyheptanoic acid424.533 3.000 8.100 3.380 21.302 9.818
3-(5-nitro-1,3-thiazol-2-yl)-4H-imidazol-2-one212.183 1.000 4.500 0.114 109.064 70.438
2-methylundecanal 184.321 0.000 2.000 3.469 2245.310 1185.873
2,6,6-trimethylcyclohexa-1,3-diene-1-carbaldehyde150.220 0.000 2.000 2.019 3183.542 1729.565
2-(2,6,6-trimethylcyclohexen-1-yl)acetaldehyde166.263 0.000 2.000 2.301 2564.228 1368.938
4,4,8-trimethyltricyclo[6.3.1.02,5]dodecan-1-ol222.370 1.000 0.750 3.716 4370.013 2435.768
6,6-dimethylbicyclo[3.1.1]hept-2-ene-2-carbaldehyde150.220 0.000 2.000 1.800 2073.202 1087.933
octyl 3,4,5-trihydroxybenzoate282.336 3.000 4.250 2.280 116.727 48.537
(6,6-dimethyl-2-bicyclo[3.1.1]hept-2-enyl)methyl acetate194.273 0.000 2.000 2.919 2641.265 1413.444
pentadecan-2-one 226.401 0.000 2.000 4.780 3062.104 1658.365
ethyl hex-3-enoate 142.197 0.000 2.000 2.227 2902.203 1564.963
oct-1-en-3-one 126.198 0.000 2.000 2.110 3913.088 2161.691
3-butyl-3H-2-benzofuran-1-one190.241 0.000 3.000 2.274 2281.559 1206.580
3-methylbutyl dodecanoate270.454 0.000 2.000 5.822 3334.590 1818.432
[(2R,3R,4R,5R)-1,2,4,5,6-pentanitrooxyhexan-3-yl] nitrate452.159 0.000 15.000 -4.980 0.028 0.006
dec-4-enal 154.252 0.000 2.000 2.645 1837.426 954.838
3-(methyltrisulfanyl)prop-1-ene152.287 0.000 0.500 3.590 9906.038 10000.000
6-methyl-3-propan-2-ylidene-7-oxabicyclo[4.1.0]heptan-2-one166.219 0.000 4.000 1.141 4256.157 2367.247
2,6,6-trimethylbicyclo[3.1.1]heptane-2,3-diol170.251 2.000 2.450 1.568 2114.890 1111.598
4-(hydroxymethyl)-2-methoxyphenol154.165 2.000 3.200 0.706 913.693 448.725
2-methyl-5-propan-2-ylbicyclo[3.1.0]hexan-2-ol154.252 1.000 0.750 2.720 4747.981 2664.257



2,6,6-trimethylcyclohex-2-ene-1,4-dione152.193 0.000 4.000 0.655 1549.287 794.072
1-methyl-4-prop-1-en-2-ylbenzene132.205 0.000 0.000 3.570 9906.038 5899.293
3-(methyldisulfanyl)prop-1-ene120.227 0.000 1.000 2.642 9906.038 10000.000
4-ethenylphenol 120.151 1.000 0.750 2.199 3005.223 1625.093
4-ethyl-2-methoxyphenol152.193 1.000 1.500 2.717 3043.094 1647.239
(1S,2R,6S,7R,8S)-1-methyl-5-methylidene-8-propan-2-yltricyclo[5.3.0.02,6]decane204.355 0.000 0.000 5.222 9906.038 5899.293
2-methyl-3-[(2-phenyl-1H-indol-3-yl)methyl]quinazolin-4-one365.434 1.000 4.000 5.022 2798.100 1504.375
2-(1-adamantyl)ethyl pyridine-3-carboxylate285.385 0.000 3.500 3.681 1536.677 787.089
1,7,7-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.080 4398.979 2453.224
(2R,3R,4S,5S,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.262 61.032 24.081
(8-methyl-8-azabicyclo[3.2.1]octan-3-yl) 2-phenylprop-2-enoate271.358 0.000 4.000 3.207 1246.529 694.501
[(1S,7S,8S,8aR)-8-[2-[(2R,4R)-4-hydroxy-6-oxooxan-2-yl]ethyl]-7-methyl-1,2,3,7,8,8a-hexahydronaphthalen-1-yl] (2S)-2-methylbutanoate390.519 1.000 6.700 4.175 906.960 445.152
(1S,2R,4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-hydroxy-1,2,6a,6b,9,9,12a-heptamethyl-2,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydro-1H-picene-4a-carboxylic acid456.707 2.000 3.700 6.197 310.003 177.425
(1R,3aS,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bR)-9-hydroxy-5a,5b,8,8,11a-pentamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysene-3a-carboxylic acid456.707 2.000 3.700 6.240 254.896 143.594
(2S,3S,4S,5R,6S)-6-(5,6-dihydroxy-4-oxo-2-phenylchromen-7-yl)oxy-3,4,5-trihydroxyoxane-2-carboxylic acid446.367 4.000 11.550 0.393 1.091 0.395
(2R,3R,11bS)-2-[(6,7-dimethoxy-3,4-dihydroisoquinolin-1-yl)methyl]-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizine478.630 1.000 6.000 6.019 1894.968 1092.155
3-prop-2-enylsulfinylsulfanylprop-1-ene162.264 0.000 4.000 1.387 170.619 4213.105
[(2S,3S)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate442.378 7.000 8.000 0.412 2.606 0.797
[(2R,3R)-5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate458.378 8.000 8.750 -0.130 1.030 0.292
(2R,3S)-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol306.271 6.000 6.200 -0.209 17.756 6.340
9-hydroxyfuro[3,2-g]chromen-7-one202.166 1.000 3.750 0.988 619.214 294.683
(2S)-2-aminopentanoic acid117.147 3.000 3.000 -1.647 24.846 12.827
8-tert-butyl-6,12,17-trihydroxy-16-methyl-2,4,14,19-tetraoxahexacyclo[8.7.2.01,11.03,7.07,11.013,17]nonadecane-5,15,18-trione424.404 2.000 12.900 -0.695 98.042 40.196
(3S,4S,5S,10S,13R,14R,17R)-4,10,13,14-tetramethyl-17-[(2R)-6-methyl-5-methylideneheptan-2-yl]-1,2,3,4,5,6,7,11,12,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.778 3964.882 2192.634
1-[[(2R,3R,11bS)-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-2-yl]methyl]-7-methoxy-3,4-dihydroisoquinolin-6-ol464.603 2.000 6.000 5.120 594.034 311.707
3-methylsulfanylhexan-1-ol148.263 1.000 2.200 2.394 2861.661 2240.367
(1S,2R,5S,7R,8R)-2,6,6,8-tetramethyltricyclo[5.3.1.01,5]undecan-8-ol222.370 1.000 0.750 3.745 5307.312 3005.064
[(1S,4aS,6S,7R,7aS)-6-acetyloxy-1-(3-methylbutanoyloxy)spiro[4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-4-yl]methyl 3-methylbutanoate424.490 0.000 9.700 2.940 1024.098 507.607
(2R,3S,4S,4aR,10bS)-3,4,8,10-tetrahydroxy-2-(hydroxymethyl)-9-methoxy-3,4,4a,10b-tetrahydro-2H-pyrano[3,2-c]isochromen-6-one328.275 5.000 12.050 -1.567 36.307 13.736
N'-ethylethane-1,2-diamine88.152 3.000 2.500 -0.837 107.788 54.505
2-methylpropyl pentanoate158.240 0.000 2.000 2.715 3170.435 1721.869
1-O-butyl 2-O-octyl benzene-1,2-dicarboxylate334.455 0.000 4.000 5.442 1567.442 804.135
1-(2-hydroxy-4,6-dimethoxyphenyl)ethanone196.202 0.000 3.250 1.646 1669.252 860.736



N,N-dimethyl-2-(4-methylpiperazin-1-yl)ethanamine171.285 0.000 6.000 -0.540 104.070 58.055
2-bromododecanoic acid279.216 1.000 2.000 4.332 280.022 361.352
1-(4-methoxyphenyl)propan-1-one164.204 0.000 2.750 2.043 3916.234 2163.570
methyl (1R,15S,16S,20S)-6,7-dimethoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate412.485 1.000 7.200 3.469 680.970 361.294
6H-indolo[2,3-b]quinoline218.257 1.000 1.000 3.523 3570.004 1957.580
1,2,4-triazine 81.077 0.000 4.500 -0.733 1279.585 645.772
cyclotetradecane 196.375 0.000 0.000 6.928 9906.038 5899.293
cyclohexadecane 224.429 0.000 0.000 7.910 9906.038 5899.293
2-oxooctanoic acid 158.197 1.000 4.000 1.184 98.678 51.482
methanimidamide 44.056 3.000 2.000 -1.317 248.056 109.630
5,6,7,8-tetramethoxy-2-(4-methoxyphenyl)chromen-4-one372.374 0.000 6.250 3.582 3811.651 2101.186
4,9-dimethoxyfuro[3,2-g]chromen-7-one246.219 0.000 4.500 1.624 2391.550 1269.573
4-(3-methylbut-2-enoxy)furo[3,2-g]chromen-7-one270.284 0.000 3.750 2.946 2055.856 1078.098
1,2-dimethoxy-4-methylbenzene152.193 0.000 1.500 2.819 9906.038 5899.293
4-prop-2-enylphenol 134.177 1.000 0.750 2.208 3006.666 1625.936
3-hydroxypropanoic acid90.079 1.000 2.700 -0.133 69.235 35.101
hexacosan-1-ol 382.712 1.000 1.700 9.106 2854.804 1537.355
8,8-dimethylpyrano[2,3-f]chromen-2-one228.247 0.000 3.250 2.597 2063.406 1082.378
(7S)-4,7-dimethyl-6,7-dihydro-5H-cyclopenta[c]pyridine147.219 0.000 1.500 2.408 5358.819 3036.599
(5-methyl-2-propan-2-ylphenyl) acetate192.257 0.000 2.500 2.829 4751.262 2666.247
1,3-benzodioxol-5-ol 138.123 1.000 2.250 0.920 3003.883 1624.310
3-(4-methylpent-3-enyl)furan150.220 0.000 0.500 3.223 9906.038 5899.293
hentriacontan-1-ol 452.846 1.000 1.700 11.014 2853.996 1536.884
3,3,6-trimethylhepta-1,5-dien-4-one152.236 0.000 2.000 2.602 6115.507 3502.599
octacosan-1-ol 410.766 1.000 1.700 9.894 3296.221 1795.827
6,7-dimethoxy-3H-2-benzofuran-1-one194.187 0.000 4.500 0.869 2897.813 1562.404
triacontan-1-ol 438.819 1.000 1.700 10.713 3297.315 1796.471
ethyl pyridine-3-carboxylate151.165 0.000 3.500 1.098 1568.937 804.964
2,4-ditert-butyl-6-methylphenol220.354 1.000 0.750 4.120 6225.948 3571.018
phenyl carbamate 137.138 2.000 3.000 0.562 746.470 360.655
hexadecanoyl hexadecanoate494.840 0.000 4.500 10.176 1496.989 765.140
heptyl heptanoate 228.374 0.000 2.000 4.617 3083.090 1670.653
3-hydroxy-3-methylbutanoic acid118.132 1.000 1.750 1.266 144.920 77.995



octanamide 143.228 2.000 2.500 0.716 407.904 394.831
nonadecan-2-one 282.509 0.000 2.000 6.390 3375.633 1842.636
octadec-1-yne 250.467 0.500 0.000 9.426 9906.038 5899.293
9-hydroxy-4-(3-methylbut-2-enyl)furo[3,2-g]chromen-7-one270.284 1.000 3.750 2.434 622.158 296.197
3,4,5-trimethoxyphenol184.191 1.000 3.000 1.694 3016.883 1631.909
4-methyl-1,3-oxazole83.090 0.000 2.000 0.058 5588.310 3177.399
(3,5-dimethoxyphenyl)methanol168.192 1.000 3.200 1.635 2964.130 1601.088
8-hydroxyoctanoic acid160.213 2.000 3.700 1.155 67.973 34.410
1H-indole-3-carboxylic acid161.160 1.000 1.000 2.148 147.804 79.674
6-hydroxy-7-methoxychromen-2-one192.171 1.000 4.000 0.857 632.846 301.701
1-ethenoxyhexadecane268.482 0.000 1.700 6.558 7369.831 4285.178
furan-2,5-dicarbaldehyde124.096 0.000 4.500 -0.929 271.694 120.964
cyclopent-4-ene-1,3-dione96.085 0.000 4.000 -1.197 616.589 293.332
3,5-dihydroxy-2-methylpyran-4-one142.111 2.000 4.000 -0.338 364.598 166.235
nonanamide 157.255 2.000 2.500 1.085 408.894 395.400
4-prop-2-enylbenzene-1,2-diol150.177 2.000 1.500 1.594 1068.862 531.632
3,5-ditert-butylphenol206.327 1.000 0.750 3.712 3011.184 1628.577
2,5-dihydroxybenzaldehyde138.123 1.000 2.500 1.173 209.719 91.437
heptadecanal 254.455 0.000 2.000 5.483 2160.177 1137.348
2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,4,5,7-tetrol306.271 6.000 7.150 -0.327 27.002 9.974
(2R,3R,4R)-2-(hydroxymethyl)piperidine-3,4-diol147.174 4.000 6.600 -1.516 79.483 35.445
(2R,3R)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol290.272 5.000 5.450 0.469 53.201 20.760
(2R,3R)-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol306.271 6.000 6.200 -0.187 19.067 6.848
(2S)-5,7-dihydroxy-2-(3-hydroxy-4-methoxyphenyl)-2,3-dihydrochromen-4-one302.283 2.000 4.750 1.780 130.638 54.818
2-[(4R,5S,7R,8R,11S,12S,13S,21S)-13,17,18-trihydroxy-2,10,14-trioxo-5,21-bis[(3,4,5-trihydroxybenzoyl)oxy]-7-[(3,4,5-trihydroxybenzoyl)oxymethyl]-3,6,9,15-tetraoxatetracyclo[10.7.1.14,8.016,20]henicosa-1(19),16(20),17-trien-11-yl]acetic acid956.688 13.000 26.150 -3.651 0.000 0.000
5-[(3S,3aR,6S,6aR)-3-(1,3-benzodioxol-5-yl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-6-yl]-1,3-benzodioxole354.359 0.000 6.400 1.738 9906.038 5899.293
[(1R,2R,4S,7S,8S,11R,12R,13S,18R)-7-(furan-3-yl)-1,8,12,17,17-pentamethyl-5,15,20-trioxo-3,6,16-trioxapentacyclo[9.9.0.02,4.02,8.012,18]icosan-13-yl] acetate514.571 0.000 12.500 1.066 249.135 110.146
(1R,3aS,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bR)-3a-(hydroxymethyl)-5a,5b,8,8,11a-pentamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-ol442.724 2.000 3.400 5.981 1736.227 898.124
methyl (1S,15S,16R,20S)-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate352.432 1.000 5.700 3.105 571.061 298.698
methyl (1S,15S,16S,20S)-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate352.432 1.000 5.700 3.174 565.218 295.396
(1R)-1-[[(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-2-yl]methyl]-2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-6-ol475.630 3.000 5.750 4.331 98.892 49.659
2-(3,4-dimethoxyphenyl)-5,6,7,8-tetramethoxychromen-4-one402.400 0.000 7.000 3.618 3793.457 2090.347
(1S,17S,18S,19S)-5,7-dioxa-12-azapentacyclo[10.6.1.02,10.04,8.015,19]nonadeca-2,4(8),9,15-tetraene-17,18-diol287.315 2.000 6.900 0.701 366.715 185.064



4-[3-[(4-hydroxyphenyl)methyl]-2-methylidenebut-3-enyl]phenol266.339 2.000 1.500 5.025 912.553 448.119
(2S)-2-acetamido-N-[(2S)-1-[[(2S)-5-(diaminomethylideneamino)-1-oxopentan-2-yl]amino]-4-methyl-1-oxopentan-2-yl]-4-methylpentanamide426.558 4.750 9.250 0.448 6.205 6.689
6,7-dimethoxy-12-methyl-16,18-dioxa-12-azatetracyclo[12.7.0.04,9.015,19]henicosa-1(14),4,6,8,15(19),20-hexaen-3-one369.416 0.000 7.000 2.450 1241.119 691.243
(3aR,5S,8aR,9aR)-5,8a-dimethyl-3-methylidene-5,6,7,8,9,9a-hexahydro-3aH-benzo[f][1]benzofuran-2-one232.322 0.000 3.000 2.785 2921.199 1576.038
1H-indole-2-carboxylic acid161.160 2.000 2.000 1.907 143.171 76.978
(9R)-9-[(9R)-2-carboxy-4-hydroxy-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracen-9-yl]-4-hydroxy-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracene-2-carboxylic acid862.750 10.000 26.000 -1.389 0.008 0.002
6-[(3R,3aR,6R,6aR)-6-(3,4,5-trimethoxyphenyl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-4-methoxy-1,3-benzodioxole430.454 0.000 7.900 1.528 9906.038 5899.293
(3S,4aR,6aR,6bS,8aR,12aR,14aR,14bR)-4,4,6a,6b,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 7.113 4371.736 2436.806
(2S,3R)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol290.272 5.000 5.450 0.451 49.421 19.170
(3S,4aR,6aR,6bS,8aR,11R,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,11,12,14b-octamethyl-2,3,4a,5,6,7,8,9,10,11,12,12a,14,14a-tetradecahydro-1H-picen-3-ol426.724 1.000 1.700 7.038 4371.411 2436.611
[(1S,2R)-1-[(10R,11R)-3,4,5,11,17,18,19-heptahydroxy-8,14-dioxo-9,13-dioxatricyclo[13.4.0.02,7]nonadeca-1(19),2,4,6,15,17-hexaen-10-yl]-3-oxo-1-(3,4,5-trihydroxybenzoyl)oxypropan-2-yl] 3,4,5-trihydroxybenzoate786.566 14.000 20.900 -3.355 0.010 0.002
3,5-ditert-butyl-4-hydroxybenzaldehyde234.338 1.000 2.750 2.891 1552.189 795.680
(3aR,4aS,8aR,9aR)-8a-methyl-3,5-dimethylidene-3a,4,4a,6,7,8,9,9a-octahydrobenzo[f][1]benzofuran-2-one232.322 0.000 3.000 2.754 2806.632 1509.334
(4aS,6aR,6aS,6bR,8aR,9R,10S,12aR,14bS)-10-hydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid472.707 3.000 5.400 5.260 128.312 68.380
[(10S,11R,12R,13S,15R)-3,4,5,11,12,21,22,23-octahydroxy-8,18-dioxo-9,14,17-trioxatetracyclo[17.4.0.02,7.010,15]tricosa-1(23),2,4,6,19,21-hexaen-13-yl] 3,4,5-trihydroxybenzoate634.460 11.000 17.850 -3.088 0.027 0.006
(1S)-1-[(3,4-dimethoxyphenyl)methyl]-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinoline357.449 0.000 5.000 3.034 2470.586 1454.789
4-[[(1R)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]-2-[4-[[(1R)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]phenoxy]phenol624.775 1.000 8.250 6.485 300.932 165.347
(1R,4S,8S,9R,10R,12R)-9-[2-(furan-3-yl)ethyl]-9-hydroxy-4,8,10-trimethyl-2-oxatricyclo[6.3.1.04,12]dodecan-3-one332.439 1.000 4.250 3.723 2559.001 1365.922
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5S,6R)-5-hydroxy-6-(hydroxymethyl)-2-[(1S,2S,4S,5'S,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-piperidine]-16-yl]oxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol884.069 10.000 27.250 -0.767 1.099 0.347
(1S,2R,5S,7S,10S,11S,14S,15R,16S,17R,20R,22S,24R)-7-amino-10,14,16,20-tetramethyl-23-oxa-18-azahexacyclo[12.11.0.02,11.05,10.015,24.017,22]pentacosan-22-ol430.673 4.000 4.000 3.899 71.656 35.057
(3S,5R,8R,9R,10R,12R,13R,14R,17S)-4,4,8,10,14-pentamethyl-17-[(2R)-2,6,6-trimethyloxan-2-yl]-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene-3,12-diol460.739 2.000 4.150 6.117 3059.483 1656.830
[(1S,19R,21S,22R,23R)-6,7,8,11,12,13,22,23-octahydroxy-3,16-dioxo-2,17,20-trioxatetracyclo[17.3.1.04,9.010,15]tricosa-4,6,8,10,12,14-hexaen-21-yl] 3,4,5-trihydroxybenzoate634.460 11.000 17.850 -2.971 0.104 0.024
(2S)-5-hydroxy-2-(4-hydroxyphenyl)-7-methoxy-2,3-dihydrochromen-4-one286.284 1.000 4.000 2.462 425.914 196.649
(2S)-2-(4-hydroxyphenyl)-7-methoxy-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one448.426 5.000 13.500 -0.051 30.661 11.443
(2S,3R,4S,5S,6R)-2-[4-[6-[3,5-dimethoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-2,6-dimethoxyphenoxy]-6-(hydroxymethyl)oxane-3,4,5-triol742.727 8.000 24.900 -1.220 9.916 3.378
(4aS,6aR,6aS,6bR,8aR,9R,10R,11R,12aR,14bS)-10,11-dihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid488.706 4.000 7.100 4.267 51.415 25.446
(4aS,6aR,6aS,6bR,8aR,10R,11R,12aR,14bS)-10,11-dihydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid472.707 3.000 5.400 5.260 123.172 65.424
trimethyl 2-hydroxypropane-1,2,3-tricarboxylate234.205 0.000 5.750 0.773 323.929 146.287
naphthalen-2-ylmethanol158.199 1.000 1.700 2.458 2976.429 1608.269
docos-1-ene 308.590 0.000 0.000 11.736 9906.038 5899.293
decyl decanoate 312.535 0.000 2.000 7.041 3168.286 1720.608
1-phenyldodecan-1-one260.419 0.000 2.000 5.352 3709.598 2040.445
8-prop-1-en-2-ylfuro[2,3-h]chromen-2-one226.231 0.000 3.000 2.544 2056.463 1078.442



heptacosan-1-ol 396.739 1.000 1.700 9.467 2854.360 1537.096
3-ethyloctan-3-ol 158.283 1.000 0.750 3.257 5959.761 3406.282
naphthalene-1,2-dicarboxylic acid216.193 2.000 4.000 1.792 13.780 7.798
2-octadecoxyethanol314.551 1.000 3.400 6.209 2854.984 1537.459
3-methylideneoxolane-2,5-dione112.085 0.000 4.500 -1.169 488.985 228.305
decanamide 171.282 2.000 2.500 1.461 402.315 391.619
methyl tetracosanoate382.669 0.000 2.000 8.960 2908.046 1568.368
cyclopropylmethanol72.107 1.000 1.700 0.535 3016.113 1631.459
6-methyl-3-(3-methylbut-2-enyl)hept-5-en-2-one194.316 0.000 2.000 3.707 6757.392 3901.602
nonacosan-15-one 422.777 0.000 2.000 10.310 3440.809 1881.120
1,4,5-trihydroxyanthracene-9,10-dione256.214 0.000 3.250 1.421 114.029 47.326
methyl 2,4-dihydroxy-6-methylbenzoate182.176 1.000 2.500 1.708 415.521 191.467
butylphosphonic acid138.103 2.000 5.000 0.522 26.996 16.829
9-methoxy-2,3-dihydrofuro[3,2-g]chromen-7-one218.209 0.000 4.000 1.458 2168.941 1142.336
3,4-dihydroxy-5-methoxybenzaldehyde168.149 2.000 4.250 -0.044 202.142 87.871
5-[[4-[2-[methyl(pyridin-2-yl)amino]ethoxy]phenyl]methyl]-1,3-thiazolidine-2,4-dione357.426 1.000 5.250 3.527 498.318 352.229
1-isothiocyanatohexane143.246 0.000 2.500 2.535 7236.066 10000.000
1-isothiocyanatoheptane157.273 0.000 2.500 2.866 7254.893 10000.000
methyl 3-aminobenzoate151.165 1.500 3.000 0.752 720.487 347.105
2-(4-butoxyphenyl)acetic acid208.257 1.000 2.750 2.763 265.453 150.033
15-hydroxypentadecanoic acid258.400 2.000 3.700 3.738 67.643 34.229
thiophene-2-carbonyl chloride146.591 0.000 2.000 1.706 2657.665 5917.522
4-methyl-1-propan-2-ylbicyclo[3.1.0]hexane138.252 0.000 0.000 5.136 9906.038 5899.293
(2S,3R,4S,5S,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.184 76.316 30.661
3,3,5-trimethylcyclohexene124.225 0.000 0.000 3.391 9906.038 5899.293
1,7,7-trimethyltricyclo[2.2.1.02,6]heptane136.236 0.000 0.000 4.660 9906.038 5899.293
3-methyl-6-prop-1-en-2-ylcyclohex-2-en-1-one150.220 0.000 2.000 2.073 3914.075 2162.280
3,7,7-trimethylbicyclo[4.1.0]hept-2-ene136.236 0.000 0.000 3.884 9906.038 5899.293
2,3-dihydroxypropyl tetradecanoate302.453 2.000 5.400 3.678 375.931 171.827
3,4-dimethylthiophene112.189 0.000 0.000 2.828 9906.038 10000.000
1,3-dimethylpyrazole96.132 0.000 1.500 0.978 6254.135 3588.497
4-(methoxymethyl)phenol138.166 1.000 2.450 1.573 3006.625 1625.912
2-methoxy-4-(methoxymethyl)phenol168.192 1.000 3.200 1.619 3043.266 1647.340



methyl 3-(4-hydroxyphenyl)propanoate180.203 1.000 2.750 1.921 794.039 385.559
2-[[1,3-dihydroxy-2-(hydroxymethyl)propan-2-yl]amino]acetic acid179.172 5.000 8.100 -3.683 2.776 1.200
(methyltetrasulfanyl)methane158.309 0.000 0.000 3.134 9906.038 10000.000
(3,4-dimethoxyphenyl)methanamine167.207 2.000 2.500 1.602 624.535 329.042
2,5-ditert-butylphenol206.327 1.000 0.750 3.851 4999.324 2817.023
dodecan-6-one 184.321 0.000 2.000 3.696 3919.476 2165.505
nonadecan-1-ol 284.524 1.000 1.700 6.386 3297.326 1796.477
2-methoxy-1-methyl-4-propan-2-ylbenzene164.247 0.000 0.750 3.278 9906.038 5899.293
(2-methyl-5-propan-2-ylphenyl) acetate192.257 0.000 2.500 2.841 4238.639 2356.718
quinoline-3-carboxylic acid173.171 1.000 3.000 1.656 154.011 83.297
heptyl hexanoate 214.347 0.000 2.000 4.252 2831.138 1523.584
2,2-dimethylpropane-1,3-diamine102.179 4.000 2.000 -0.954 61.967 29.962
phenanthren-4-ol 194.232 1.000 0.750 3.207 4318.051 2404.478
4-(2-hydroxyethyl)benzene-1,2-diol154.165 3.000 3.200 0.217 308.965 138.996
(2S)-2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-2,3-dihydrochromen-4-one596.541 8.000 20.050 -2.052 1.476 0.431
(2S)-2-hydroxy-4-methylpentanoic acid132.159 2.000 3.700 0.500 112.227 59.164
dicyclopropylmethanol112.171 1.000 1.700 1.462 3791.468 2089.163
(1S,2S,5R)-2,6,6-trimethylbicyclo[3.1.1]heptan-3-one152.236 0.000 2.000 2.009 3876.649 2139.941
(2R,3R,4S,5R,6S)-2-(hydroxymethyl)-6-[(2R,3S,4R,5R,6S)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.867 7.870 2.631
3-methylsulfanylpropyl acetate148.220 0.000 2.500 1.839 2233.521 2036.167
(1R,6S)-3-methyl-6-propan-2-ylcyclohex-2-en-1-ol154.252 1.000 1.700 2.734 4471.968 2497.251
(1R,6R)-3-methyl-6-propan-2-ylcyclohex-2-en-1-ol154.252 1.000 1.700 2.738 4567.448 2554.930
hexadecan-2-ol 242.444 1.000 1.700 5.308 3923.785 2168.079
2,5,8-trimethyl-2-(4,8,12-trimethyltridecyl)-3,4-dihydrochromen-6-ol416.686 1.000 1.500 8.634 3674.673 2019.689
[(2R)-2,5,7,8-tetramethyl-2-[(4R,8R)-4,8,12-trimethyltridecyl]-3,4-dihydrochromen-6-yl] acetate472.750 0.000 3.250 9.050 4433.143 2473.824
2,6-dimethyl-6-(4-methylpent-3-enyl)bicyclo[3.1.1]hept-2-ene204.355 0.000 0.000 5.813 9906.038 5899.293
4,10-dimethyl-7-propan-2-yltricyclo[4.4.0.01,5]dec-3-ene204.355 0.000 0.000 5.187 9906.038 5899.293
1-methyl-4-[(1R)-1,2,2-trimethylcyclopentyl]benzene202.339 0.000 0.000 5.282 9906.038 5899.293
2,2,3,3,5,5,6,6-octadeuterio-1,4-dioxane88.106 0.000 3.400 -0.271 9906.038 5899.293
(2R)-2-amino-3-prop-2-enylsulfinylpropanoic acid177.218 2.000 6.000 -2.277 0.453 6.397
trimethylsilyl octadecanoate356.663 0.000 2.000 8.121 6396.424 3676.823
tetradecane-1,14-diol230.390 2.000 3.400 3.337 950.494 468.291
4-methyl-4-sulfanylpentan-2-one132.220 0.000 1.500 1.941 3925.299 4122.847



(2R,3R,4S,5R)-2,3,4,6-tetrahydroxy-5-sulfanylhexanal196.218 3.800 8.300 -1.290 75.403 64.100
(3S,4R)-4-ethenyl-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4,6-dihydro-3H-pyrano[3,4-c]pyran-8-one356.329 4.000 14.900 -1.621 57.039 22.383
7-hydroxy-6-methoxy-2-methyl-3,4-dihydroisoquinolin-1-one207.229 1.000 4.500 1.292 1151.954 576.440
3-methylnonan-3-ol 158.283 1.000 0.750 3.275 5234.813 2960.718
tetradecane-1,2-diol 230.390 2.000 3.400 3.408 1260.647 635.448
4-propan-2-ylcyclohexene-1-carbaldehyde152.236 0.000 2.000 2.028 1926.890 1005.187
3-[(2S)-1-methylpyrrolidin-2-yl]pyridine162.234 0.000 3.500 1.192 1256.093 700.262
(1R,2S,5R)-4,6,6-trimethylbicyclo[3.1.1]hept-3-en-2-ol152.236 1.000 1.700 2.101 3568.011 1956.398
2,6-dimethylocta-1,7-dien-3-ol154.252 1.000 1.700 2.615 3874.032 2138.380
1,4-dimethyl-7-prop-1-en-2-yl-1,2,3,3a,4,5,6,7-octahydroazulene204.355 0.000 0.000 5.363 9906.038 5899.293
octane-1,3-diol 146.229 2.000 3.400 1.319 2042.440 1070.495
3-methylbutyl cyclohexanecarboxylate198.305 0.000 2.000 3.458 3632.982 1994.933
1,1,7-trimethyl-4-methylidene-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulene204.355 0.000 0.000 5.176 9906.038 5899.293
(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-ol416.643 1.000 3.200 6.180 3398.806 1856.312
(9S)-9-[(9R)-2-carboxy-4-hydroxy-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracen-9-yl]-4-hydroxy-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracene-2-carboxylic acid862.750 10.000 26.000 -1.681 0.001 0.000
(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18S)-16-hydroxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-10-one430.626 1.000 5.200 5.355 1673.699 863.214
(1S,4S,5R)-4-methyl-1-propan-2-ylbicyclo[3.1.0]hexan-3-one152.236 0.000 2.000 2.144 3400.552 1857.342
2-[(2R,4aR,8aS)-4a-methyl-8-methylidene-1,2,3,4,5,6,7,8a-octahydronaphthalen-2-yl]propan-2-ol222.370 1.000 0.750 4.012 4881.208 2745.153
(3S)-3-(4-hydroxyphenyl)-3,4-dihydro-2H-chromen-7-ol242.274 2.000 2.250 2.747 909.965 446.746
(4R,4aS,6aS,6aS,6bR,8aR,12aR,14aS,14bS)-4,4a,6a,6b,8a,11,11,14a-octamethyl-2,4,5,6,6a,7,8,9,10,12,12a,13,14,14b-tetradecahydro-1H-picen-3-one426.724 0.000 2.000 6.946 4027.353 2229.999
1-methyl-4-prop-1-en-2-yl-7-oxabicyclo[4.1.0]heptane152.236 0.000 2.000 1.577 9906.038 5899.293
(2S)-4-[2-[(2S)-2-carboxy-6-hydroxy-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydroindol-1-yl]ethenyl]-2,3-dihydropyridine-2,6-dicarboxylic acid550.475 8.000 17.000 -0.776 0.002 0.001
(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-ol416.643 1.000 3.200 6.148 3404.310 1859.561
(3S,4aR,6aR,6aS,8aR,12aR,14aR,14bR)-4,4,6a,6a,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,8,9,10,12,12a,13,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 7.098 4368.675 2434.962
(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methylhept-5-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol426.724 1.000 1.700 7.676 4384.823 2444.692
(3S,8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(2R)-6-methyl-5-methylideneheptan-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.256 3382.361 1846.605
2-[(1R,3S,4S)-4-ethenyl-4-methyl-3-prop-1-en-2-ylcyclohexyl]propan-2-ol222.370 1.000 0.750 4.223 4917.575 2767.266
1-methyl-4-(6-methylhept-5-en-2-yl)benzene202.339 0.000 0.000 6.216 9906.038 5899.293
[(1R,3aR,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bR)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-yl] acetate468.762 0.000 2.000 8.009 3915.762 2163.288
(1R,3aR,5aR,5bR,7aR,11aR,11bR,13aR,13bR)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-2,3,4,5,6,7,7a,10,11,11b,12,13,13a,13b-tetradecahydro-1H-cyclopenta[a]chrysen-9-one424.709 0.000 2.000 7.079 4220.775 2345.983
(1aR,4aR,7S,7aR,7bR)-1,1,7-trimethyl-4-methylidene-1a,2,3,4a,5,6,7a,7b-octahydrocyclopropa[h]azulen-7-ol220.354 1.000 0.750 3.913 4867.709 2736.948
3-methyldecane 156.311 0.000 0.000 6.583 9906.038 5899.293
(1R,4aS,8aS)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,6,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.561 9906.038 5899.293



2,2,3,3-tetramethylpentane128.257 0.000 0.000 4.197 9906.038 5899.293
(2R)-2,7,8-trimethyl-2-[(4R,8R)-4,8,12-trimethyltridecyl]-3,4-dihydrochromen-6-ol416.686 1.000 1.500 8.595 3676.888 2021.005
N-[(7S)-1,2,10-trimethoxy-9-oxo-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-6,7-dihydro-5H-benzo[a]heptalen-7-yl]acetamide547.558 5.000 16.000 -0.269 18.357 11.001
methyl (1S,15R,18S,19S,20S)-18-hydroxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate354.448 1.000 4.700 3.508 327.323 163.673
(5R)-2-methyl-5-[(2S)-6-methylhept-5-en-2-yl]cyclohexa-1,3-diene204.355 0.000 0.000 6.458 9906.038 5899.293
4-propan-2-ylcyclohex-2-en-1-one138.209 0.000 2.000 1.851 2781.051 1494.470
5-propan-2-ylbicyclo[3.1.0]hexan-2-one138.209 0.000 2.000 1.756 2938.220 1585.965
(1aR,4R,4aS,7R,7aS,7bS)-1,1,4,7-tetramethyl-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulen-4-ol222.370 1.000 0.750 3.961 5998.510 3430.226
(2R,3R,4S,5S,6R)-2-[(2S,3S,4R,5R)-4-hydroxy-2,5-bis(hydroxymethyl)-2-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxolan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol504.441 11.000 25.300 -5.218 0.553 0.149
2-hydroxyhexadecanoic acid272.427 2.000 3.700 4.248 111.699 58.863
[(3S,4aR,6aR,6bS,8aR,11R,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,11,12,14b-octamethyl-2,3,4a,5,6,7,8,9,10,11,12,12a,14,14a-tetradecahydro-1H-picen-3-yl] acetate468.762 0.000 2.000 7.945 3922.168 2167.113
1-[(3S,8R,9S,10R,13S,14S)-3-hydroxy-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15-decahydro-1H-cyclopenta[a]phenanthren-17-yl]ethanone314.467 1.000 3.700 3.557 1542.666 790.405
(4S)-2-(6-hydroxy-1,3-benzothiazol-2-yl)-4,5-dihydro-1,3-thiazole-4-carboxylic acid280.316 2.000 5.750 1.643 50.428 73.425
3-hydroxy-5-methyl-2-[(2R)-6-methylhept-5-en-2-yl]cyclohexa-2,5-diene-1,4-dione248.321 1.000 4.750 2.315 893.968 438.263
1-piperidin-2-ylpropan-2-one141.213 0.000 2.500 1.009 579.115 303.254
6-methyl-3-propan-2-yl-7-oxabicyclo[4.1.0]heptan-2-one168.235 0.000 4.000 1.142 4156.214 2307.221
5-methyldecane 156.311 0.000 0.000 6.581 9906.038 5899.293
3,3-dimethylbicyclo[2.2.1]heptan-2-one138.209 0.000 2.000 1.676 3967.787 2194.370
(1R,5S,6R,7S,10R)-10-methyl-4-methylidene-7-propan-2-yltricyclo[4.4.0.01,5]decane204.355 0.000 0.000 5.531 9906.038 5899.293
2-methyl-5-[(2R)-6-methylhept-5-en-2-yl]phenol218.338 1.000 0.750 4.305 3689.342 2028.405
(2R,3R,4S,5S,6R)-2-dodecoxy-6-(hydroxymethyl)oxane-3,4,5-triol348.479 4.000 10.200 1.582 203.625 88.568
7-chloro-3-imidazol-1-yl-1-oxido-1,2,4-benzotriazin-1-ium247.643 0.000 4.500 1.716 998.149 1215.705
heptadec-1-en-4,6-diyne-3,9,10-triol278.391 3.000 5.100 3.185 644.920 307.927
5-methyl-2-prop-1-en-2-ylhex-4-en-1-ol154.252 1.000 1.700 2.585 3499.742 1915.969
1,7-dimethyl-7-(4-methylpent-3-enyl)tricyclo[2.2.1.02,6]heptane204.355 0.000 0.000 5.684 9906.038 5899.293
(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol440.751 1.000 1.700 7.988 4386.777 2445.870
(2R,3R,4S,5R,6R)-2-(hydroxymethyl)-6-methoxyoxane-3,4,5-triol194.184 4.000 10.200 -1.650 220.038 96.309
(1S,5R)-2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-ol152.236 1.000 1.700 2.235 3952.776 2185.399
[(3S,4aR,6aR,6aS,8aR,12aR,14aR,14bR)-4,4,6a,6a,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,8,9,10,12,12a,13,14,14a-tetradecahydropicen-3-yl] acetate468.762 0.000 2.000 7.998 3932.916 2173.533
2-methyl-1,2,3,4,4a,5,6,7,8,8a-decahydronaphthalene152.279 0.000 0.000 5.367 9906.038 5899.293
(3S,3aS,5R)-3,8-dimethyl-5-prop-1-en-2-yl-1,2,3,3a,4,5,6,7-octahydroazulene204.355 0.000 0.000 5.533 9906.038 5899.293
4,8,12-trimethyl-2-oxatricyclo[7.3.1.05,13]trideca-1(12),5(13),6,8-tetraene-10,11-dione242.274 0.000 4.750 1.711 1551.038 795.042
4,8,12-trimethyl-2-oxatricyclo[7.3.1.05,13]trideca-1(12),3,5(13),6,8-pentaene-10,11-dione240.258 0.000 4.500 1.765 1498.877 766.183



2-ethylhexyl benzoate234.338 0.000 2.000 4.355 3012.469 1629.329
1-(4-hydroxy-3-methoxyphenyl)decan-3-one278.391 1.000 3.500 4.100 1197.809 601.281
(1R,4aS,10aR)-1,4a-dimethyl-7-propan-2-yl-2,3,4,9,10,10a-hexahydrophenanthrene-1-carboxylic acid300.440 1.000 2.000 4.941 449.675 265.224
(2S,3S,4S,5R)-3,4,5,6-tetrahydroxyoxane-2-carboxylic acid194.141 4.000 9.500 -1.883 5.567 2.302
hentriacontan-16-one450.830 0.000 2.000 11.181 4949.099 2786.446
2-hexyldecan-1-ol 242.444 1.000 1.700 5.165 3360.141 1833.497
1,2-diphenylethane-1,2-diol214.263 2.000 3.400 2.469 2306.056 1220.589
6,10-dimethylundecan-2-one198.348 0.000 2.000 3.843 3072.349 1664.363
2-methyl-3-phenylpropanal148.204 0.000 2.000 2.162 2869.102 1545.679
4-hydroxyoxolan-2-one102.090 1.000 4.700 -0.877 694.301 333.489
2-methyl-5-propan-2-ylbenzene-1,4-diol166.219 2.000 1.500 1.920 1421.351 723.439
pentyl 3-methylbutanoate172.267 0.000 2.000 3.122 3704.874 2037.637
5,6,7-trimethoxy-2-(4-methoxyphenyl)chromen-4-one342.348 0.000 5.500 3.388 3870.696 2136.390
pentadecan-2-ol 228.417 1.000 1.700 4.916 3923.048 2167.639
methyl 8-methoxy-6-nitronaphtho[2,1-g][1,3]benzodioxole-5-carboxylate355.303 0.000 5.250 2.686 836.193 407.730
14-methoxy-3,5-dioxa-10-azapentacyclo[9.7.1.02,6.08,19.013,18]nonadeca-1(18),2(6),7,11(19),12,14,16-heptaen-9-one293.278 1.000 4.750 2.216 1286.967 649.799
3-methyl-2-propan-2-ylbutanoic acid144.213 1.000 2.000 2.506 522.873 312.181
(6,7-dimethoxyisoquinolin-1-yl)-(3,4-dimethoxyphenyl)methanone353.374 0.000 6.000 3.489 3139.378 1703.645
1-methoxy-9H-carbazole-3-carbaldehyde225.246 1.000 2.750 2.385 1059.820 526.772
3,3,5-trimethyl-11H-pyrano[3,2-a]carbazole263.338 1.000 0.750 4.809 6680.241 3853.476
3-methoxy-6-methyl-9H-carbazole211.263 1.000 0.750 3.575 5702.427 3247.589
decyl 3-(aziridin-1-yl)propanoate255.400 0.000 2.000 5.183 2238.867 1182.195
4-[(4-methoxyphenyl)methylideneamino]phenol227.262 1.000 2.500 3.245 2549.909 1360.677
4-(aminomethyl)phenol123.154 3.000 1.750 0.090 189.579 90.700
8-methoxy-3,3,5-trimethyl-11H-pyrano[3,2-a]carbazole293.365 1.000 1.500 4.916 6670.470 3847.384
5,7,18,20-tetraoxa-24-azahexacyclo[11.11.0.02,10.04,8.014,22.017,21]tetracosa-1(24),2,4(8),9,11,13,15,17(21),22-nonaene317.300 0.000 4.000 3.200 7524.079 4382.201
ethyl 1-methylpiperidine-3-carboxylate171.239 0.000 4.000 1.064 944.433 514.509
7,8-dimethoxy-11-methyl-17,19-dioxa-11-azatetracyclo[12.7.0.04,9.016,20]henicosa-1(21),4(9),5,7,14,16(20)-hexaen-2-one369.416 0.000 7.000 2.236 1185.244 657.669
4-methoxy-9-(3-methylbut-2-enoxy)furo[3,2-g]chromen-7-one300.310 0.000 4.500 3.116 2483.560 1322.449
10H-indolo[3,2-b]quinoline218.257 1.000 1.000 3.598 4259.107 2369.021
(2S,3S)-2-amino-3-hydroxybutanoic acid119.120 3.000 3.700 -3.351 10.910 5.270
(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-ol414.627 1.000 3.200 6.445 3380.828 1845.701
(2S)-3-acetyloxy-2-aminopropanoic acid147.130 3.000 5.000 -2.755 6.010 2.766



(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-ol416.643 1.000 3.200 6.170 3392.841 1852.791
(1R,3aS,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bR)-9-hydroxy-5a,5b,8,8,11a-pentamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysene-3a-carbaldehyde440.708 1.000 3.700 6.005 1722.088 890.221
2-hydroxy-3-methylbutanoic acid118.132 2.000 3.700 -0.054 139.034 74.577
4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-ene204.355 0.000 0.000 6.519 9906.038 5899.293
(2-hexadecanoyloxy-3-hydroxypropyl) hexadecanoate568.919 1.000 5.700 10.826 618.730 294.433
N-(1-hydroxy-3-phenylpropan-2-yl)benzamide255.316 2.000 4.200 3.018 2195.841 1157.658
methyl 2-[6-(furan-3-yl)-7,9,11,15-tetramethyl-12,16-dioxo-3,17-dioxapentacyclo[9.6.1.02,9.04,8.015,18]octadeca-7,13-dien-10-yl]acetate466.530 0.000 9.200 2.264 708.714 340.978
4-[6-(4-hydroxy-3,5-dimethoxyphenyl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-2,6-dimethoxyphenol418.443 2.000 7.900 2.846 971.315 479.389
N-(2,3-dihydroxy-1,10-dimethoxy-9-oxo-6,7-dihydro-5H-benzo[a]heptalen-7-yl)acetamide371.389 3.000 7.500 1.107 99.313 67.207
N-(5,19-dimethoxy-6-oxo-15,17-dioxatetracyclo[10.7.0.02,8.014,18]nonadeca-1(19),2,4,7,12,14(18)-hexaen-9-yl)acetamide383.400 1.000 7.500 1.973 723.714 583.636
3,3,6-trimethylhepta-1,5-dien-4-ol154.252 1.000 1.700 2.558 4349.047 2423.140
(6S,7aR)-6-hydroxy-4,4,7a-trimethyl-6,7-dihydro-5H-1-benzofuran-2-one196.246 1.000 4.700 0.939 1079.248 537.218
[3-hydroxy-4,5-bis(hydroxymethyl)-2-(3-methylbut-2-enyl)phenyl] 2,4-dihydroxy-6-methylbenzoate388.416 4.000 7.150 1.824 55.810 21.862
9-(1,3-benzodioxol-5-yl)-4-hydroxy-6,7-dimethoxy-3H-benzo[f][2]benzofuran-1-one380.353 1.000 6.750 2.572 1346.503 682.351
(3aS,6aR,9aR,9bS)-6-methyl-3,9-dimethylidene-4,6a,7,8,9a,9b-hexahydro-3aH-azuleno[4,5-b]furan-2-one230.306 0.000 3.000 2.825 2419.156 1285.421
2-bicyclo[2.2.1]heptanyl acetate154.208 0.000 2.000 2.008 3644.052 2001.504
(3R,4R,4aS,6aS,6aS,6bR,8aR,12aR,14aS,14bS)-4,4a,6a,6b,8a,11,11,14a-octamethyl-1,2,3,4,5,6,6a,7,8,9,10,12,12a,13,14,14b-hexadecahydropicen-3-ol428.740 1.000 1.700 7.035 4013.672 2221.812
2,5-dimethoxycyclohexa-2,5-diene-1,4-dione168.149 0.000 5.500 -0.334 1123.974 561.321
2,3,3-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 0.750 2.699 5378.405 3048.596
(1R,2S,5S,6S,9R,12S,13R,16S)-N,6,13-trimethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icos-18-en-16-amine328.540 2.000 3.000 3.634 235.958 127.121
(1S,3R,6S,7S,8S,11S,12S,15R,16R)-7,12,16-trimethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol426.724 1.000 1.700 7.546 3976.618 2199.650
1,1,4,7-tetramethyl-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulen-4-ol222.370 1.000 0.750 3.994 5359.387 3036.946
(1S,3R,6S,8R,11S,12S,15R,16R)-15-[(2R,5S)-5,6-dimethylhept-6-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol440.751 1.000 1.700 7.971 4379.586 2441.536
(2S,3S,4R,5R)-2,5-bis(3,4-dimethoxyphenyl)-3,4-dimethyloxolane372.460 0.000 4.700 4.004 9906.038 5899.293
(3S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-8a-(hydroxymethyl)-4,4,6a,6b,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-ol442.724 2.000 3.400 6.018 1787.572 926.866
(3R)-3,7-dimethyloct-6-en-1-ol156.267 1.000 1.700 2.710 3436.802 1878.753
(2S,3R,4S,5S)-2-methoxyoxane-3,4,5-triol164.158 3.000 8.500 -1.185 602.384 286.035
6-methyl-2-(oxiran-2-yl)hept-5-en-2-ol170.251 0.000 1.750 2.740 4804.329 2698.449
6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptan-3-ol152.236 1.000 1.700 2.107 4083.989 2263.915
2,6-dimethyloct-7-en-4-one154.252 0.000 2.000 2.749 5512.837 3131.041
methyl 2-(3-oxo-2-pentylcyclopentyl)acetate226.315 0.000 4.000 2.574 1243.479 626.099
2,4-bis(1-phenylethyl)phenol302.415 1.000 0.750 5.773 4051.745 2244.601
3-(2-methylpropyl)-2,3,6,7,8,8a-hexahydropyrrolo[1,2-a]pyrazine-1,4-dione210.275 1.000 5.500 -0.108 322.529 503.236



2,3-diacetyloxybutanedioic acid234.162 2.000 8.000 -0.043 1.713 0.819
1-(propyltetrasulfanyl)propane214.417 0.000 0.000 5.255 9906.038 10000.000
N-[5-(diethylamino)-2-[(2-iodo-4,6-dinitrophenyl)diazenyl]-4-methoxyphenyl]acetamide556.316 1.000 8.250 3.298 72.140 69.969
1-methyl-1-nitrosoguanidine102.096 3.000 5.000 -1.420 142.646 60.285
2-amino-2-(hydroxymethyl)propane-1,3-diol;carbonic acid121.136 5.000 6.100 -1.975 43.773 18.601
(1,3,3-trimethyl-2-bicyclo[2.2.1]heptanyl) acetate196.289 0.000 2.000 2.909 4529.167 2531.793
methyl 8-[(1S,2R)-2-octylcyclopropyl]octanoate310.519 0.000 2.000 6.262 5645.957 3212.842
(6R)-3-methyl-6-propan-2-ylcyclohex-2-en-1-one152.236 0.000 2.000 2.184 4036.740 2235.618
(2S)-2-hydroxypropanoic acid90.079 2.000 3.700 -0.215 92.924 48.246
methyl (1S,4aS,7aS)-7-(hydroxymethyl)-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,4a,5,7a-tetrahydrocyclopenta[c]pyran-4-carboxylate388.371 5.000 15.600 -1.689 23.955 8.763
2-(3,4-dihydroxyphenyl)-2-[[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3,4-dihydro-2H-chromen-3-yl]oxy]-3,4-dihydrochromene-3,4,5,7-tetrol594.528 10.000 11.650 0.013 0.429 0.113
(1S,12S)-16-methoxy-5,7,11,19-tetraoxapentacyclo[10.8.0.02,10.04,8.013,18]icosa-2,4(8),9,13(18),14,16-hexaen-1-ol314.294 1.000 4.500 2.811 4296.926 2391.766
[(2R,3R)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate442.378 7.000 8.000 0.443 2.852 0.878
3-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one416.384 5.000 12.500 -0.190 29.434 10.949
octadeca-9,11,13,15-tetraenoic acid276.418 1.000 2.000 5.738 235.962 132.100
methyl (1S,2R,3R,4R,8R,9S,10R,13R,15R)-2-acetyloxy-13-(furan-3-yl)-9-(2-methoxy-2-oxoethyl)-4,8,10,12-tetramethyl-7-oxo-16-oxatetracyclo[8.6.0.03,8.011,15]hexadeca-5,11-diene-4-carboxylate540.609 0.000 10.200 3.773 717.575 345.589
ethyl 2-methylbut-2-enoate128.171 0.000 2.000 1.633 3036.489 1643.375
1-hydroxypropan-2-yl acetate118.132 1.000 3.700 0.225 982.827 485.533
2-methoxycyclohexan-1-one128.171 0.000 3.700 0.605 3921.280 2166.583
2-(4-methylcyclohex-3-en-1-yl)propan-2-yl acetate196.289 0.000 2.000 3.210 4086.974 2265.703
(3R,4S,5R)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-one148.115 3.000 8.100 -1.894 97.073 39.767
(3S,4aR,6aS,6bS,8aR,11R,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,11,12,14b-octamethyl-2,3,4a,5,7,8,9,10,11,12,12a,13,14,14a-tetradecahydro-1H-picen-3-ol426.724 1.000 1.700 7.041 4329.949 2411.640
ethyl 2-hydroxy-4-methylpentanoate160.213 1.000 3.700 1.420 1502.138 767.984
(2R,4aS,6aR,6aS,6bR,8aR,10S,12aS,14bR)-10-hydroxy-2,4a,6a,6b,9,9,12a-heptamethyl-13-oxo-3,4,5,6,6a,7,8,8a,10,11,12,14b-dodecahydro-1H-picene-2-carboxylic acid470.691 2.000 5.700 5.166 95.645 49.774
2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-4,5,7-triol290.272 5.000 5.450 0.467 53.844 21.031
(2S)-7-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5-hydroxy-2,3-dihydrochromen-4-one596.541 8.000 20.050 -2.171 0.834 0.233
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-6-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one448.382 7.000 13.000 -1.223 2.964 0.916
1-[(4-hydroxyphenyl)methyl]-1,2,3,4-tetrahydroisoquinoline-6,7-diol271.315 4.000 3.750 1.118 53.996 23.338
6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline235.328 0.000 2.000 3.483 2250.112 1314.985
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[4-(hydroxymethyl)phenoxy]oxane-3,4,5-triol286.281 5.000 10.950 -1.064 74.634 29.931
[(2S,3R,4S,5S,6R)-2-[[(3S,4R,4aS)-4-ethenyl-8-oxo-4,4a,5,6-tetrahydro-3H-pyrano[3,4-c]pyran-3-yl]oxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl] 2,4-dihydroxy-6-(3-hydroxyphenyl)benzoate586.548 5.000 16.450 0.325 26.738 9.869
(3S,4aR,6aR,6aR,6bR,8aR,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,12,14b-heptamethyl-11-methylidene-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-ol426.724 1.000 1.700 7.040 4368.537 2434.879
methyl 8-(2-octylcyclopropen-1-yl)octanoate308.503 0.000 2.000 6.724 2573.945 1374.546



2-[5-methyl-5-(4-methylcyclohex-3-en-1-yl)oxolan-2-yl]propan-2-ol238.369 1.000 1.500 4.160 5187.987 2932.102
[5-hydroxy-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl benzoate406.388 5.000 12.000 -0.004 42.068 16.107
bis(2-ethylhexyl) 3,4,5,6-tetrachlorobenzene-1,2-dicarboxylate528.342 0.000 4.000 7.684 2081.857 10000.000
(1S,2R,4aS,6aR,6aS,6bR,8aR,9R,10R,11R,12aR,14bS)-10,11-dihydroxy-9-(hydroxymethyl)-1,2,6a,6b,9,12a-hexamethyl-2,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydro-1H-picene-4a-carboxylic acid488.706 4.000 7.100 4.173 51.025 25.238
(12R)-11-methyl-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14,16,18-hexaene279.338 0.000 3.500 2.998 2252.547 1316.523
(3S,4R,4aS,6aS,6aS,6bR,8aR,12aR,14aS,14bS)-4,4a,6a,6b,8a,11,11,14a-octamethyl-1,2,3,4,5,6,6a,7,8,9,10,12,12a,13,14,14b-hexadecahydropicen-3-ol428.740 1.000 1.700 7.075 4874.579 2741.123
(2R,3R)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2,3-dihydrochromen-4-one450.398 6.000 13.250 -0.972 5.110 1.650
(6aR,11aR)-10-(3-methylbut-2-enyl)-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromene-3,9-diol324.376 2.000 3.000 3.867 1204.723 605.034
3-(2,4-dihydroxyphenyl)-5,7-dihydroxy-8-(3-methylbut-2-enyl)-2,3-dihydrochromen-4-one356.374 3.000 4.750 2.593 92.649 37.812
9-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3H-benzo[f][2]benzofuran-1-one542.495 4.000 15.250 0.452 122.433 51.106
8-methoxynaphtho[2,1-g][1,3]benzodioxole-5-carboxylic acid296.279 1.000 4.250 3.050 304.395 173.958
3,5-dihydroxy-6-methyl-2,3-dihydropyran-4-one144.127 2.000 5.200 -0.576 435.919 201.647
2-ethyl-4-(2,2,3-trimethylcyclopent-3-en-1-yl)but-2-en-1-ol208.343 1.000 1.700 3.590 3353.005 1829.288
(4aR,5R,9aS)-2,5,9,9-tetramethyl-4,4a,6,7,8,9a-hexahydro-3H-benzo[7]annulen-5-ol222.370 1.000 0.750 3.962 5502.801 3124.881
6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptan-3-one150.220 0.000 2.000 1.975 3760.983 2071.012
(2S,3S,4S,5R,6R)-6-[[(3S,4S,4aR,6aR,6bS,8aR,9R,12aS,14aR,14bR)-9-hydroxy-4-(hydroxymethyl)-4,6a,6b,8a,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl]oxy]-5-[(2S,3R,4S,5R,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-3,4-dihydroxyoxane-2-carboxylic acid943.133 10.000 28.200 -0.040 0.232 0.074
(1R,4S)-1-methyl-4-propan-2-ylcyclohex-2-en-1-ol154.252 1.000 0.750 2.940 3938.954 2177.140
2,6,6,8-tetramethyl-9-oxatetracyclo[5.4.1.01,5.08,10]dodecane220.354 0.000 2.000 2.471 9906.038 5899.293
1,3,8-trihydroxy-6-methyl-10H-anthracen-9-one256.257 1.000 2.250 2.322 209.418 91.295
(2R,4aS,6aR,6aS,14aS,14bR)-10-hydroxy-2,4a,6a,6a,9,14a-hexamethyl-11-oxo-1,3,4,5,6,13,14,14b-octahydropicene-2-carboxylic acid450.617 2.000 4.750 5.064 70.620 35.861
(2R,3R)-2-(3,4-dihydroxyphenyl)-8-[(2R,3R,4R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol578.528 10.000 10.900 0.610 4.276 1.361
(2R,3R)-3,5,7-trihydroxy-2-(4-hydroxyphenyl)-2,3-dihydrochromen-4-one288.256 3.000 5.700 0.727 59.228 23.313
7-(2,4-dihydroxyphenyl)-2-(hydroxymethyl)-5-methoxy-2-methyl-3,4-dihydropyrano[3,2-g]chromen-8-one384.385 3.000 7.200 2.021 128.404 53.806
1,3,5-tris(trifluoromethyl)benzene282.108 0.000 0.000 5.189 9906.038 10000.000
1-chloro-2-isothiocyanatobenzene169.628 0.000 2.500 2.299 7489.865 10000.000
1,3-dihydroxypropan-2-yl hexadecanoate330.507 2.000 5.400 4.438 460.127 213.777
2-pyrrolidin-2-ylacetic acid129.158 1.000 2.500 -1.333 38.528 20.609
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] 3,4,5-trihydroxybenzoate332.263 7.000 12.750 -2.506 4.052 1.284
(1R,5R,6R,13S,21R)-5,13-bis(3,4-dihydroxyphenyl)-4,12,14-trioxapentacyclo[11.7.1.02,11.03,8.015,20]henicosa-2(11),3(8),9,15,17,19-hexaene-6,9,17,19,21-pentol576.512 9.000 10.900 0.302 1.581 0.464
4-[(3R)-8,8-dimethyl-3,4-dihydro-2H-pyrano[2,3-f]chromen-3-yl]benzene-1,3-diol324.376 2.000 3.000 3.982 1140.665 570.336
methyl 6-hydroxy-2,2-dimethylbenzo[h]chromene-5-carboxylate284.311 0.000 2.500 3.870 1612.925 829.385
(3S,7S,8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5,6-dimethylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene-3,7-diol416.686 2.000 3.400 6.202 1541.864 789.961
(2R,3R,4S,5R)-oxane-2,3,4,5-tetrol150.131 4.000 8.500 -1.757 172.569 74.062



(E)-2-methylbut-2-enoic acid100.117 1.000 2.000 0.942 251.215 141.354
6,7-dihydroxy-2-(4-hydroxyphenyl)-8-(3-methylbut-2-enyl)-5-[3,4,5-trihydroxy-6-[(3,4,5-trihydroxy-6-methyloxan-2-yl)oxymethyl]oxan-2-yl]oxy-2,3-dihydrochromen-4-one664.659 9.000 21.050 -0.694 6.412 2.108
(3S,3aS,7aR)-3,6-dimethyl-2,3,3a,4,5,7a-hexahydro-1-benzofuran152.236 0.000 1.700 1.971 9906.038 5899.293
[(1R,4bR,5R,6aR,10aR,10bR,12aR)-1-(furan-3-yl)-1-(2-hydroxyethoxy)-4b,7,7,10a,12a-pentamethyl-3,8-dioxo-5,6,6a,10b,11,12-hexahydronaphtho[2,1-f]isochromen-5-yl] acetate526.625 1.000 9.950 3.479 265.090 117.789
2-(6-aminopurin-9-yl)-5-[carboxy(hydroxy)methyl]-3-hydroxy-3,3a-dihydro-2H-furo[3,2-b]furan-5-carboxylic acid379.285 5.000 11.900 -0.714 0.242 0.099
2-[4-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyphenyl]acetonitrile279.292 3.000 9.050 0.009 138.972 58.608
(6aS,11aS)-6,11a-dihydro-[1]benzofuro[3,2-c]chromene-3,6a,9-triol272.257 3.000 3.750 1.662 394.597 181.067
4-[2,13-dihydroxy-13-[5-[5-(1-hydroxyundecyl)oxolan-2-yl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 6.503 455.548 211.478
2-(3,4-dihydroxyphenyl)-8-[2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol578.528 10.000 10.900 0.610 4.276 1.361
4-[3-(1,3-benzodioxol-5-yl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-6-yl]-2-methoxyphenol356.374 1.000 6.400 2.784 3040.737 1645.860
(4R)-2,6,6-trimethyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxycyclohexene-1-carbaldehyde330.377 4.000 12.200 -0.607 97.647 40.021
4-[[(3R,4R,5S)-5-(4-hydroxy-3-methoxyphenyl)-4-(hydroxymethyl)oxolan-3-yl]methyl]-2,6-dimethoxyphenol390.432 3.000 7.150 2.768 401.185 184.337
4-[9-[5-[1,4-dihydroxy-4-[5-(1-hydroxyundecyl)oxolan-2-yl]butyl]oxolan-2-yl]-2-hydroxynonyl]-2-methyl-2H-furan-5-one638.924 4.000 13.200 6.182 789.484 383.169
(6aS)-2,10-dimethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline-1,9-diol327.379 2.000 5.000 2.462 353.591 177.915
1-[2,4-dihydroxy-3-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]phenyl]-3-hydroxy-3-(4-hydroxyphenyl)propan-1-one436.415 6.000 12.450 -0.500 5.801 1.892
2,6-dihydroxy-2-[(4-hydroxyphenyl)methyl]-4-methoxy-1-benzofuran-3-one302.283 3.000 5.750 1.357 163.324 69.783
(3R,4S,5R)-oxane-2,3,4,5-tetrol150.131 4.000 8.500 -1.757 172.569 74.062
2,6,6-trimethylcyclohepta-2,4-dien-1-one150.220 0.000 2.000 2.085 4389.913 2447.760
2,3,5,6-tetramethylbenzene-1,4-diol166.219 2.000 1.500 1.858 2071.495 1086.965
2-hydroxy-2-methylpropanedioic acid134.088 1.000 2.750 0.583 5.463 2.869
2-methyl-1,3-dioxane102.133 0.000 3.400 -0.185 9906.038 5899.293
[dimethyl(phenyl)silyl]-dimethyl-phenylsilane270.521 0.000 0.000 6.595 9906.038 5899.293
5-methyl-1,3-thiazole99.150 0.000 1.500 0.934 5159.767 5477.653
1-hexylcyclopentene 152.279 0.000 0.000 5.144 9906.038 5899.293
bicyclo[3.2.0]hept-6-ene94.156 0.000 0.000 2.517 9906.038 5899.293
3,7,11-trimethyldodecan-1-ol228.417 1.000 1.700 4.595 2866.228 1544.005
7-methyloct-3-yne 124.225 0.000 0.000 4.546 9906.038 5899.293
3,7,11,15-tetramethylhexadec-2-en-1-ol296.535 1.000 1.700 6.304 2861.605 1541.314
2-(3,4-dimethoxyphenyl)-5,6,7-trimethoxychromen-4-one372.374 0.000 6.250 3.474 3871.737 2137.010
3-methylbut-2-ene-1-thiol102.194 0.800 0.500 2.612 9906.038 10000.000
5-hydroxy-6-(1-hydroxy-6-methyl-5,8-dioxonaphthalen-2-yl)-2-methylnaphthalene-1,4-dione374.349 0.000 7.500 1.410 50.056 19.436
(2R,3S)-2-(3,4-dihydroxyphenyl)-8-[(2R,3S,4S)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol578.528 10.000 10.900 0.547 1.594 0.468
(2R,3R)-2-(3,4-dihydroxyphenyl)-8-[(2R,3S,4S)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol578.528 10.000 10.900 0.243 1.114 0.318



4-[1-carboxy-3-[[6,7,8,11,12,13,22-heptahydroxy-3,16-dioxo-21-(3,4,5-trihydroxybenzoyl)oxy-2,17,20-trioxatetracyclo[17.3.1.04,9.010,15]tricosa-4,6,8,10,12,14-hexaen-23-yl]oxy]-3-oxoprop-1-en-2-yl]-5,6,7-trihydroxy-1-oxo-3,4-dihydroisochromene-3-carboxylic acid970.671 15.000 27.400 -3.893 0.000 0.000
[(1S,2S,3R,4S,7R,9S,10S,12R,15S)-4-acetyloxy-1,9,12-trihydroxy-15-[(2R,3S)-2-hydroxy-3-[(2-methylpropan-2-yl)oxycarbonylamino]-3-phenylpropanoyl]oxy-10,14,17,17-tetramethyl-11-oxo-6-oxatetracyclo[11.3.1.03,10.04,7]heptadec-13-en-2-yl] benzoate807.890 4.000 17.350 4.329 54.201 21.182
carbazole-9-carbaldehyde195.220 0.000 3.000 2.121 2088.632 1096.687
1-hydroxy-2-(1-hydroxypropan-2-yl)-8-methylphenanthrene-3,4-dione296.322 2.000 6.450 1.628 394.555 181.046
(2S,3R)-2,3,4-trihydroxybutanoic acid136.104 3.000 6.100 -1.131 15.695 7.057
(4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-acetyloxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid498.745 1.000 4.000 7.215 279.582 158.683
(2R,3S,4S,5S,6S)-2-(hydroxymethyl)-6-[(2R,3S,4R,5S)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol342.299 8.000 18.700 -3.845 6.924 2.291
(2R,3R,4S,5R)-2,3,4,5,6-pentahydroxyhexanoic acid196.157 5.000 9.500 -1.861 4.477 1.819
[(1S,5R)-8-methyl-8-azabicyclo[3.2.1]octan-3-yl] (2S)-3-hydroxy-2-phenylpropanoate289.374 0.000 4.700 1.870 410.099 208.838
icosyl 2-methylprop-2-enoate366.626 0.000 2.000 8.543 3049.266 1650.851
1-methyl-4-prop-1-en-2-ylcyclohex-2-en-1-ol152.236 1.000 0.750 3.042 3939.008 2177.172
(1S,4aS,7R,7aR)-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,4a,5,6,7,7a-hexahydrocyclopenta[c]pyran-4-carbaldehyde344.361 4.000 13.900 -1.296 54.487 21.303
10-(7-hydroxy-1,3-benzodioxol-5-yl)-9H-[2]benzofuro[6,5-g][1,3]benzodioxol-7-one364.311 1.000 6.750 1.795 644.723 307.826
(3R,11S)-7,11,14-trihydroxy-18,18-dimethyl-3-(3-methylbut-2-enyl)-2,10,19-trioxapentacyclo[11.8.0.03,11.04,9.015,20]henicosa-1(13),4(9),5,7,14,16,20-heptaen-12-one436.460 2.000 5.500 3.896 282.379 126.114
2-[6-[4,5-dihydroxy-6-methyl-2-[[3,4,5-trihydroxy-6-(5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl)oxyoxan-2-yl]methoxy]oxan-3-yl]oxy-4,5-dihydroxy-2-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1047.196 12.000 35.500 -1.723 5.764 1.879
2-[4,5-dihydroxy-6-methyl-2-[[3,4,5-trihydroxy-6-(5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl)oxyoxan-2-yl]methoxy]oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol885.054 9.000 27.000 0.156 7.495 2.496
nonacos-1-ene 406.777 0.000 0.000 15.680 9906.038 5899.293
(10R)-1,2,8-trihydroxy-6-(hydroxymethyl)-10-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]-10H-anthracen-9-one434.399 6.000 12.450 -1.015 3.565 1.118
(2R,3R,11bS)-3-ethyl-2-(2-hydroxyethyl)-10-methoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-9-ol305.416 2.000 5.200 2.345 210.517 101.574
(1R,4aR,7S,7aS)-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,4a,5,6,7,7a-hexahydrocyclopenta[c]pyran-4-carboxylic acid360.360 5.000 13.900 -0.887 11.414 5.002
3,4-dimethoxyphenanthrene-2,7-diol270.284 2.000 3.000 2.627 1238.598 623.443
1,5-dimethoxyphenanthrene-2,7-diol270.284 2.000 3.000 2.697 1158.738 580.110
(1R,4R)-1,7,7-trimethylbicyclo[2.2.1]heptan-2-one152.236 0.000 2.000 1.943 3958.705 2188.942
(2R,3S,4S,5R,6R)-2-(hydroxymethyl)-6-[2-(4-hydroxyphenyl)ethoxy]oxane-3,4,5-triol300.308 5.000 10.950 -0.769 65.400 25.949
4-[[(1R)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]-2-[[(1R)-6-methoxy-1-[(4-methoxyphenyl)methyl]-2-methyl-3,4-dihydro-1H-isoquinolin-7-yl]oxy]phenol624.775 1.000 8.250 6.372 205.903 109.713
(7-formylcyclopenta[c]pyran-4-yl)methyl acetate218.209 0.000 4.500 1.162 478.807 223.173
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-2-[(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl]oxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol885.054 9.000 27.000 0.252 5.737 1.870
9-(1,3-benzodioxol-5-yl)-4,6,7-trimethoxy-3H-benzo[f][2]benzofuran-1-one394.380 0.000 6.750 2.889 3262.552 1776.007
7-hydroxy-5-methyl-2-(2-oxopropyl)-8-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one394.377 5.000 13.750 -1.163 25.185 9.251
(2S)-5,7-dihydroxy-2-(4-methoxyphenyl)-2,3-dihydrochromen-4-one286.284 1.000 4.000 2.471 424.701 196.043
(3S,4S,5S,9R,10S,13R,14R,17R)-4,10,13-trimethyl-17-[(2R)-6-methylheptan-2-yl]-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.334 3931.869 2172.907
(2R,3S,4S,5R)-3-(dimethylamino)-2,4,5-trihydroxyhexanal191.227 3.000 9.100 -1.420 94.090 42.536
(6R,7R,8S)-8-(4-hydroxy-3-methoxyphenyl)-6,7-bis(hydroxymethyl)-3-methoxy-5,6,7,8-tetrahydronaphthalen-2-ol360.406 4.000 6.400 2.024 164.263 70.217



6-methyl-7,8-dihydro-[1,3]dioxolo[4,5-g]isoquinolin-5-one205.213 0.000 4.500 1.081 3759.211 2069.958
4-[(3,3-dimethyloxiran-2-yl)methoxy]furo[3,2-g]chromen-7-one286.284 0.000 5.750 1.891 2055.788 1078.059
(12R)-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14,16,18-hexaene265.311 1.000 3.000 2.991 1523.713 862.832
8-(2-hydroxypropan-2-yl)furo[2,3-h]chromen-2-one244.246 1.000 3.750 2.186 941.298 463.396
4-[[(1R)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]-2-[[(1R)-1-[(4-hydroxyphenyl)methyl]-6-methoxy-2-methyl-3,4-dihydro-1H-isoquinolin-7-yl]oxy]phenol610.749 2.000 8.250 5.941 73.031 35.785
(6aR)-1-methoxy-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-2-ol267.327 2.000 3.000 2.478 564.548 295.018
(3S,4R,4aS)-4-ethenyl-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4,4a,5,6-tetrahydro-3H-pyrano[3,4-c]pyran-8-one358.344 4.000 14.900 -1.591 67.219 26.730
(3S,8S,9S,10R,13S,14S,17R)-10,13-dimethyl-17-[(1S)-1-[(3S)-3-methyl-2,3,4,5-tetrahydropyridin-6-yl]ethyl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol397.643 2.000 2.700 5.988 2693.588 1443.733
(2S)-5,6-dihydroxy-2,3-dihydro-1H-indole-2-carboxylic acid195.174 4.000 4.500 -2.384 4.562 2.053
methyl (1S,15S,16S,20S)-6,7-dimethoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate412.485 1.000 7.200 3.401 567.772 296.839
(4aR,5R,6aR,6aS,6bR,9R,10R,11S,12aR,14bR)-5,10,11-trihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid504.706 4.000 7.800 3.951 38.653 18.694
4-(diaminomethylideneamino)butyl 4-hydroxy-3,5-dimethoxybenzoate311.337 5.000 6.250 0.970 35.963 13.596
(4R,4aS,6R)-4,4a-dimethyl-6-prop-1-en-2-yl-2,3,4,5,6,7-hexahydro-1H-naphthalene204.355 0.000 0.000 4.785 9906.038 5899.293
(3aS,5aR,9bR)-5a,9-dimethyl-3-methylidene-4,5,6,7,8,9b-hexahydro-3aH-benzo[g][1]benzofuran-2-one232.322 0.000 3.000 2.737 3053.045 1653.063
(4aS,6aR,6bR,8aR,10S,12aR,14aS,14bS)-10-acetyloxy-2,2,6b,9,9,12a,14a-heptamethyl-1,3,4,5,6a,7,8,8a,10,11,12,13,14,14b-tetradecahydropicene-4a-carboxylic acid498.745 1.000 4.000 7.192 274.912 155.820
(1S,2R,6S,7R,9R,11S,12S,15S,16S)-15-[(1R)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-1-hydroxyethyl]-6-hydroxy-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one470.605 2.000 9.450 3.053 351.308 159.695
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-2-[(2R,3R,4R,5R,6R)-4,5-dihydroxy-2-(hydroxymethyl)-6-[(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxyoxan-3-yl]oxy-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1035.185 12.000 35.500 -2.399 0.614 0.167
4-(2-aminoethyl)cyclohexa-3,5-diene-1,2-dione151.165 2.000 5.000 -0.836 46.688 19.943
6,7-dihydroxy-1-methyl-1,2,3,4-tetrahydroisoquinoline-3-carboxylic acid223.228 4.000 5.000 -1.876 6.253 2.887
(2,7,7-trimethyl-6-bicyclo[3.1.1]hept-2-enyl) acetate194.273 0.000 2.000 2.961 3878.563 2141.083
methyl (1S,4aS,5R,7S,7aS)-7-acetyloxy-5-hydroxy-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-4-carboxylate448.423 5.000 17.600 -1.771 20.611 7.449
(6aR,11aR)-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromene-3,9-diol256.257 2.000 3.000 2.336 908.414 445.923
methyl (1S,15R,16S,20S)-6-methoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4(9),5,7,18-pentaene-19-carboxylate382.458 1.000 6.450 3.275 620.311 326.637
(1S,2S,4S,5R)-6-methoxycyclohexane-1,2,3,4,5-pentol194.184 5.000 10.200 -1.860 129.087 54.115
2-hydroxy-3-methylpentanoic acid132.159 2.000 3.700 0.545 138.569 74.307
(2S)-1-[(2S)-piperidin-2-yl]propan-2-ol143.228 2.000 3.200 0.715 658.885 348.646
1-[3-methoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]ethanone328.318 4.000 12.000 -0.796 74.597 29.915
(12R)-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14(19),15,17-hexaen-16-ol281.310 2.000 3.750 1.999 461.230 237.118
15-methylhexadecanoic acid270.454 1.000 2.000 5.603 236.347 132.333
(1S,3R,4R,5R)-1,3,4-trihydroxy-5-[3-(4-hydroxyphenyl)prop-2-enoyloxy]cyclohexane-1-carboxylic acid338.313 5.000 8.900 0.373 4.354 1.765
(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2-[[(1R)-2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-1-yl]methyl]-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizine459.630 2.000 5.000 5.297 324.504 179.389
(1R,4aR,7R,8aR)-7-(2-hydroxypropan-2-yl)-1,4a-dimethyl-2,3,4,5,6,7,8,8a-octahydronaphthalen-1-ol240.385 2.000 1.500 3.358 2335.219 1237.282
(1S)-1-[[(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-2-yl]methyl]-2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-6-ol475.630 3.000 5.750 4.614 100.974 50.790



(1aR,7R,7aR,7bS)-1,1,7,7a-tetramethyl-1a,4,5,6,7,7b-hexahydrocyclopropa[a]naphthalen-2-one218.338 0.000 2.000 3.178 3204.845 1742.078
(1R,2R,9R,17S)-7,13-diazatetracyclo[7.7.1.02,7.013,17]heptadecan-6-one248.367 0.000 5.000 0.965 495.069 484.899
(2-acetyloxy-4-prop-2-enylphenyl) acetate234.251 0.000 5.000 1.968 1557.263 798.492
[(1R,2S,5S,8R)-7,7-dimethyl-6-methylidene-2-tricyclo[6.2.1.01,5]undecanyl]methanol220.354 1.000 1.700 3.226 3282.868 1787.964
2-hydroxy-6-pentadecylbenzoic acid348.525 1.000 1.750 6.888 132.878 71.014
5-(furan-3-yl)-12-hydroxy-3,11-dimethyl-6,14,16-trioxapentacyclo[10.3.2.02,11.03,8.013,15]heptadecane-7,17-dione374.390 1.000 9.250 0.941 570.685 269.801
(1S,2S,5S,8R)-2,6-dimethyl-9-propan-2-ylidene-11-oxatricyclo[6.2.1.01,5]undec-6-en-8-ol234.338 1.000 1.500 3.703 4305.832 2397.125
3,5-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazole331.457 1.000 0.750 6.412 6676.346 3851.047
(3aR,9R,9aR,9bS)-1,1,9,9a-tetramethyl-3a,4,7,8,9,9b-hexahydronaphtho[2,1-c]dioxol-5-one250.337 0.000 4.450 1.834 1719.208 888.612
7,8,9,12,13,14,25,26,27,30,31,32,35,36,37,46-hexadecahydroxy-3,18,21,41,43-pentaoxanonacyclo[27.13.3.138,42.02,20.05,10.011,16.023,28.033,45.034,39]hexatetraconta-5,7,9,11,13,15,23,25,27,29(45),30,32,34(39),35,37-pentadecaene-4,17,22,40,44-pentone934.641 16.000 23.950 -4.673 0.001 0.000
(3R,4R,4aR,6aR,6bS,8aR,11R,12S,12aR,14aR,14bR)-3-hydroxy-4,6a,6b,8a,11,12,14b-heptamethyl-2,3,4a,5,6,7,8,9,10,11,12,12a,14,14a-tetradecahydro-1H-picene-4-carboxylic acid456.707 1.000 2.700 6.847 292.000 166.314
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-6-[(1S,2S,4S,5'S,6S,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-piperidine]-16-yl]oxy-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol868.069 9.000 25.550 0.433 2.766 0.940
methyl carbamimidate;sulfuric acid74.082 3.000 1.500 -0.734 370.038 168.918
(1R,2S,5R)-5-methyl-2-prop-1-en-2-ylcyclohexan-1-ol154.252 1.000 1.700 2.740 4132.474 2292.980
(4aR,7S,8aS)-4a,8a-dimethyl-7-propan-2-yl-3,4,5,6,7,8-hexahydro-2H-naphthalen-1-one222.370 0.000 2.000 3.512 4376.413 2439.625
5-[(3aS,4S,6aR)-2-oxo-1,3,3a,4,6,6a-hexahydrothieno[3,4-d]imidazol-4-yl]pentanoic acid244.308 3.000 4.500 1.284 23.201 16.494
bis[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl] (2R)-2-hydroxy-2-(2-methylpropyl)butanedioate726.727 8.000 22.250 -0.821 2.493 0.759
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5,6-dimethylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.298 3381.406 1846.042
[(2S)-2-benzamido-3-phenylpropyl] (2S)-2-benzamido-3-phenylpropanoate506.600 1.250 6.250 7.134 1547.165 792.897
[(1S,5R)-8-methyl-8-azabicyclo[3.2.1]octan-3-yl] 3-hydroxy-2-phenylpropanoate289.374 0.000 4.700 1.872 485.007 250.357
[(3aR,4S,9aS,9bR)-9-(hydroxymethyl)-6-methyl-3-methylidene-2,7-dioxo-4,5,9a,9b-tetrahydro-3aH-azuleno[4,5-b]furan-4-yl] 2-(4-hydroxyphenyl)acetate410.423 2.000 9.450 1.663 59.020 23.224
(2S,3S,4S,5R,6R)-6-[[(3S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-8a-carboxy-4,4,6a,6b,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl]oxy]-3,4,5-trihydroxyoxane-2-carboxylic acid632.833 4.000 11.500 4.693 1.848 0.889
methyl (2R,3S,4R)-4-[(2R,5R,7S,8R,9S)-2-[(2R,5S)-5-ethyl-5-[(2S,3R,5S)-5-[(2S,3S,5R,6R)-6-hydroxy-6-(hydroxymethyl)-3,5-dimethyloxan-2-yl]-3-methyloxolan-2-yl]oxolan-2-yl]-7-hydroxy-2,8-dimethyl-1,10-dioxaspiro[4.5]decan-9-yl]-3-methoxy-2-methylpentanoate684.906 3.000 12.550 5.646 814.111 396.105
1-methyl-4-prop-1-en-2-ylcyclohexa-1,3-diene134.221 0.000 0.000 4.025 9906.038 5899.293
10-(1,3-benzodioxol-5-yl)-9H-[2]benzofuro[6,5-g][1,3]benzodioxol-7-one348.311 0.000 6.000 2.154 2137.574 1124.491
(4aR,5S)-4a,5-dimethyl-3-propan-2-ylidene-5,6,7,8-tetrahydro-4H-naphthalen-2-one218.338 0.000 2.000 3.412 4038.355 2236.584
(1R,2R,8S)-1,5-dimethyl-8-[2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxypropan-2-yl]tricyclo[4.4.0.02,7]dec-4-en-3-one396.480 4.000 11.250 0.732 96.884 39.683
4-methyl-1,2,4-triazolidine-3,5-dione115.091 2.000 4.000 -1.070 157.198 66.958
2-methyl-5-pentadecylbenzene-1,3-diol334.541 2.000 1.500 6.564 1374.083 697.470
[(3S,4aR,6aS,6bS,8aR,11R,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,11,12,14b-octamethyl-2,3,4a,5,7,8,9,10,11,12,12a,13,14,14a-tetradecahydro-1H-picen-3-yl] acetate468.762 0.000 2.000 7.954 3936.585 2175.725
(6aS)-2,10,11-trimethoxy-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-1-ol327.379 2.000 4.500 2.905 887.471 481.050
(2R)-2-[(1S)-1-hydroxy-1-[(8R,9S,10R,13S,17R)-17-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,16-hexahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one452.589 2.000 6.500 4.490 826.861 402.814
(1R,2R,7S,10R,13R,14R,16S,19S,20S)-19-(furan-3-yl)-9,9,13,20-tetramethyl-4,8,15,18-tetraoxahexacyclo[11.9.0.02,7.02,10.014,16.014,20]docosane-5,12,17-trione470.518 0.000 11.250 1.064 423.763 195.575



2-methyl-4-[2,8,13-trihydroxy-13-[5-(1-hydroxytridecyl)oxolan-2-yl]tridecyl]-2H-furan-5-one596.886 4.000 11.500 6.634 157.989 67.322
3-[(2S,3S)-2-(1,3-benzodioxol-5-yl)-7-methoxy-3-methyl-2,3-dihydro-1-benzofuran-5-yl]propan-1-ol342.391 1.000 4.700 3.850 3299.668 1797.856
3,13,13,17-tetramethyl-21-oxa-12-azahexacyclo[10.7.1.12,17.05,20.06,11.014,19]henicosa-1,3,5(20),6,8,10-hexaen-16-ol347.456 1.000 2.450 4.960 4503.111 2516.053
5-(furan-3-yl)-3,11-dimethyl-12-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-6,14,16-trioxapentacyclo[10.3.2.02,11.03,8.013,15]heptadecane-7,17-dione536.532 4.000 17.750 -0.688 101.267 41.627
(5S)-3,4,5-trimethyl-5,6,7,8-tetrahydrobenzo[f][1]benzofuran-9-ol230.306 1.000 1.250 3.396 3547.107 1944.012
(6aR)-9-[4-[[(1S)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]phenoxy]-1,2-dimethoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-10-ol622.760 1.000 8.250 6.606 169.787 89.069
5-methoxypyrrolidin-2-one115.132 1.000 4.200 -0.768 575.572 694.220
octa-3,5-dien-2-one 124.182 0.000 2.000 1.860 3112.386 1687.818
4-[(3S,3aR,6S,6aR)-3-(4-hydroxy-3-methoxyphenyl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-6-yl]-2,6-dimethoxyphenol388.416 2.000 7.150 3.063 953.717 470.008
(1S,4S,4aR,8aS)-1-methyl-6-methylidene-4-propan-2-yl-3,4,5,7,8,8a-hexahydro-2H-naphthalene-1,4a-diol238.369 2.000 1.500 3.550 4040.617 2237.939
(7R,8R,9S)-9-(3,4-dimethoxyphenyl)-4-methoxy-7,8-bis(methoxymethyl)-6,7,8,9-tetrahydrobenzo[g][1,3]benzodioxole430.497 0.000 7.150 3.140 9906.038 5899.293
(2S,3S)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol290.272 5.000 5.450 0.470 53.974 21.086
(3aR,4aR,8aR,9aR)-5,8a-dimethyl-3-methylidene-4,4a,7,8,9,9a-hexahydro-3aH-benzo[f][1]benzofuran-2-one232.322 0.000 3.000 2.760 2821.282 1517.852
(5R,6S,7S)-5-(3,4-dimethoxyphenyl)-4-methoxy-6,7-bis(methoxymethyl)-5,6,7,8-tetrahydrobenzo[f][1,3]benzodioxole430.497 0.000 7.150 2.728 9906.038 5899.293
(2S,4R,4aS,6R)-4,4a-dimethyl-6-prop-1-en-2-yl-3,4,5,6,7,8-hexahydro-2H-naphthalen-2-ol220.354 1.000 1.700 3.512 3309.486 1803.639
5-hydroxy-3-(8-hydroxy-3-methyl-1,4-dioxonaphthalen-2-yl)-2-methylnaphthalene-1,4-dione374.349 0.000 7.500 1.605 137.310 57.851
methyl (1R,15S,17R,18R,19S,20S)-6,18-dimethoxy-17-[3-(3,4,5-trimethoxyphenyl)propanoyloxy]-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate636.741 1.000 10.700 5.831 634.872 334.932
(6R,11S,12S,15R,16R)-15-[(2R,5S)-5,6-dimethylhept-6-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol440.751 1.000 1.700 7.840 4381.819 2442.882
4-[2-hydroxy-3-(4-hydroxyphenyl)propyl]phenol244.290 3.000 3.200 2.293 477.429 222.479
11-ethyl-4,6,16,18-tetramethoxy-13-(methoxymethyl)-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecane-8,9-diol481.628 2.000 12.000 2.322 816.170 439.415
2-phenylquinoline-4-carboxamide248.284 2.000 3.500 2.528 911.794 447.717
2,3-dihydroxypropanamide105.093 3.000 4.900 -2.113 49.212 43.089
5-(6-hydroxy-1-benzofuran-2-yl)benzene-1,3-diol242.231 3.000 2.750 1.709 277.391 123.708
3-(4-hydroxyphenyl)-6-methoxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one446.410 5.000 13.250 -0.047 31.071 11.608
(1S,2S,3S,5S,8R,11R,12S)-5-(furan-3-yl)-12-hydroxy-3,11-dimethyl-6,14-dioxatetracyclo[10.2.2.02,11.03,8]hexadec-15-ene-7,13-dione358.390 1.000 7.250 1.791 592.201 280.812
5-hydroxy-7,8-dimethoxy-2-phenylchromen-4-one298.295 0.000 3.750 3.088 1250.518 629.931
5-hydroxy-2-(4-hydroxyphenyl)-6,7-dimethoxychromen-4-one314.294 1.000 4.500 2.664 456.153 211.782
(2S)-2-[[(2S)-2-amino-3-(1H-imidazol-5-yl)propanoyl]amino]-4-methylpentanoic acid268.315 4.250 6.250 -1.848 7.905 5.111
1,2,13-trimethoxy-12-methyl-13H-[1,3]benzodioxolo[5,6-c]phenanthridine379.412 0.000 5.700 2.745 9906.038 5899.293
(4bS,8aR)-3,4b,8,8-tetramethyl-7,10-dioxo-5,6,8a,9-tetrahydrophenanthrene-2-carboxylic acid314.380 1.000 6.000 2.306 51.200 25.331
(4bS,8aR)-2,4b,8,8-tetramethyl-7,10-dioxo-5,6,8a,9-tetrahydrophenanthrene-3-carboxylic acid314.380 1.000 6.000 2.309 47.325 23.266
(4bS,8aS)-3,4b,8,8-tetramethyl-10-oxo-6,7,8a,9-tetrahydro-5H-phenanthrene-2-carboxylic acid300.397 1.000 4.000 3.315 122.606 65.099
(2S,3R,4S,5R)-2-[3-hydroxy-5-(6-hydroxy-7,7-dimethyl-5,6-dihydrofuro[3,2-g]chromen-2-yl)phenoxy]oxane-3,4,5-triol458.464 5.000 11.250 1.253 66.911 26.598



[1-(3,4,5,11,17,18,19-heptahydroxy-8,14-dioxo-9,13-dioxatricyclo[13.4.0.02,7]nonadeca-1(19),2,4,6,15,17-hexaen-10-yl)-1-hydroxy-3-oxopropan-2-yl] 3,4,5-trihydroxybenzoate634.460 10.000 17.150 -2.722 0.043 0.009
(12R)-17-methoxy-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14(19),15,17-hexaene295.337 1.000 3.750 2.847 1522.097 861.843
2,3-diacetyloxypropyl hexadecanoate414.581 0.000 6.000 6.063 325.784 147.192
(6aR)-9-[4-[[(1S)-6,7-dimethoxy-2-methyl-3,4-dihydro-1H-isoquinolin-1-yl]methyl]phenoxy]-2-methoxy-6-methyl-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinoline-1,10-diol608.733 2.000 8.250 5.960 87.549 43.532
(3R,4aS,5R,8aR)-5,8a-dimethyl-3-propan-2-yl-2,3,4,4a,5,6,7,8-octahydro-1H-naphthalene208.386 0.000 0.000 7.104 9906.038 5899.293
(2R,4R,8S)-4-methoxy-14-oxa-7-azatetracyclo[6.6.1.01,11.02,7]pentadeca-9,11-dien-13-one247.293 0.000 6.700 0.401 559.959 292.426
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R)-5,6-dimethylhept-5-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.205 3383.813 1847.463
2-methyl-6-(4-methylidenecyclohex-2-en-1-yl)hept-2-en-4-one218.338 0.000 2.000 4.068 5362.475 3038.838
1-(2,4-dihydroxyphenyl)-17-(6-hydroxy-1-benzofuran-2-yl)-11-methyl-2,20-dioxapentacyclo[11.7.1.03,8.09,21.014,19]henicosa-3(8),4,6,11,14,16,18-heptaene-5,15-diol562.575 5.000 5.750 4.840 62.397 24.664
1,8-dihydroxy-3-methyl-6-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyanthracene-9,10-dione416.384 3.000 11.050 0.157 16.435 5.832
(2S)-2-[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]-8,8-dimethyl-2,3-dihydropyrano[2,3-f]chromen-4-one390.478 1.000 4.250 5.265 1399.568 711.463
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-6-[(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxy-5-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-3-yl]oxy-6-methyloxane-3,4,5-triol1049.211 12.000 35.500 -1.923 0.958 0.270
methyl 11-acetyloxy-12-ethyl-4-(17-ethyl-17-hydroxy-13-methoxycarbonyl-1,11-diazapentacyclo[13.3.1.04,12.04,16.05,10]nonadeca-5,7,9,11-tetraen-13-yl)-10-hydroxy-5-methoxy-8-methyl-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2,4,6,13-tetraene-10-carboxylate808.970 2.000 14.750 4.793 12.423 5.836
[(2S,3R)-5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate458.378 8.000 8.750 -0.217 1.118 0.319
(4R)-10,11-dimethoxy-5-methylspiro[5-azatricyclo[6.3.1.04,12]dodeca-1(12),8,10-triene-2,4'-cyclohexa-2,5-diene]-1'-one311.380 0.000 5.500 2.275 660.607 349.631
methyl (1S,15R,16R,20S)-6,7-dimethoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate412.485 1.000 7.200 3.458 610.428 321.015
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.622 3381.651 1846.187
dodecyl 2-chloroacetate262.819 0.000 2.000 5.269 2919.557 3887.547
(8S,9S,10R,11R,13S,14S,17R)-11,17-dihydroxy-17-(2-hydroxyacetyl)-10,13-dimethyl-2,6,7,8,9,11,12,14,15,16-decahydro-1H-cyclopenta[a]phenanthren-3-one362.465 3.000 8.150 1.603 133.936 56.316
2,2,5,5-tetramethylhexan-3-ol158.283 1.000 1.700 2.763 6048.590 3461.191
(1R,4S)-1,7,7-trimethylbicyclo[2.2.1]heptan-2-one152.236 0.000 2.000 1.943 3958.370 2188.741
ethyl 3,4,5-trimethoxybenzoate240.255 0.000 4.250 2.404 2919.862 1575.258
2-(4-methylpiperazin-1-yl)ethanol144.216 1.000 5.700 -0.748 137.785 71.070
2-(2-chloroethylsulfanyl)ethyl dodecanoate322.933 0.000 2.500 6.326 2891.472 5433.983
3,6-bis(3,4-dimethoxyphenyl)-3,4,6,6a-tetrahydro-1H-furo[3,4-c]furan-3a-ol402.443 1.000 7.150 3.954 5337.420 3023.494
5-(hydroxymethyl)furan-2-carbaldehyde126.112 1.000 4.200 -0.174 480.822 224.188
2,2,4,9,11,11-hexamethyldodecane254.498 0.000 0.000 9.702 9906.038 5899.293
methyl (1R,9R,10S,11R,12R,19R)-11-acetyloxy-12-ethyl-4-[(13S,15S,17S)-17-ethyl-17-hydroxy-13-methoxycarbonyl-1,11-diazatetracyclo[13.3.1.04,12.05,10]nonadeca-4(12),5,7,9-tetraen-13-yl]-10-hydroxy-5-methoxy-8-methyl-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2,4,6,13-tetraene-10-carboxylate810.986 2.000 12.250 6.112 11.030 5.132
nonacosan-1-ol 424.792 1.000 1.700 10.289 3296.921 1796.238
4,4a,6a,6b,8a,11,11,14a-octamethyl-2,4,5,6,6a,7,8,9,10,12,12a,13,14,14b-tetradecahydro-1H-picen-3-one426.724 0.000 2.000 6.995 3827.045 2110.360
N-[(10S,12R,16S)-3,4,5,14-tetramethoxy-13-oxo-10-tetracyclo[9.5.0.02,7.012,16]hexadeca-1(11),2,4,6,14-pentaenyl]acetamide399.443 1.000 7.500 2.708 923.434 916.547
[(1S,2R,3R,4R,5R,6S,7S,8R,9R,13R,14R,16S,17S,18R)-8-acetyloxy-11-ethyl-5,7,14-trihydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] benzoate645.745 3.000 16.950 1.884 106.365 48.564
(1R,2S,6R,7S,10S,11R,12S)-11-methyl-5-methylidene-13-oxa-16-azahexacyclo[9.6.3.24,7.01,10.02,7.012,16]docosan-6-ol343.508 1.000 5.400 3.117 1179.459 654.200



octan-3-one 128.214 0.000 2.000 2.091 3698.321 2033.741
(3S,5R,10S,13R,14R,17R)-4,4,10,13,14-pentamethyl-17-[(2R)-6-methylhept-5-en-2-yl]-2,3,5,6,7,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.721 4345.380 2420.932
benzyl (E)-2-methylbut-2-enoate190.241 0.000 2.000 3.208 3515.372 1925.220
[3,5-dihydroxy-4,6-bis[(3,4,5-trihydroxybenzoyl)oxy]oxan-2-yl]methyl 3,4,5-trihydroxybenzoate636.476 11.000 17.850 -2.616 0.091 0.021
methyl (1R,15S,16S,20S)-6-methoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4(9),5,7,18-pentaene-19-carboxylate382.458 1.000 6.450 3.347 679.288 360.330
methyl (1R,15S,17R,18R,19S,20S)-17-hydroxy-18-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate564.634 2.000 9.950 4.480 258.052 126.577
methyl (1R,15S,17R,18R,19S,20S)-18-hydroxy-17-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate564.634 1.000 8.950 4.619 239.492 116.766
methyl (1S,15S,16S,20S)-7-methoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4(9),5,7,18-pentaene-19-carboxylate382.458 1.000 6.450 3.265 565.964 295.818
(1R,16R)-10,25-dimethoxy-15,30-dimethyl-7,23-dioxa-15,30-diazaheptacyclo[22.6.2.23,6.18,12.118,22.027,31.016,34]hexatriaconta-3(36),4,6(35),8(34),9,11,18(33),19,21,24,26,31-dodecaene-9,21-diol594.706 2.000 8.000 5.057 136.665 70.446
(1R,3aR,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bR)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-ol426.724 1.000 1.700 7.087 4367.727 2434.391
methyl (1R,9R,10S,11R,12R,19R)-11-acetyloxy-12-ethyl-10-hydroxy-5-methoxy-8-methyl-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2(7),3,5,13-tetraene-10-carboxylate456.538 1.000 8.500 2.719 123.851 63.335
(1S,4R,5R)-4-methyl-1-propan-2-ylbicyclo[3.1.0]hexan-3-one152.236 0.000 2.000 2.142 3432.402 1876.153
(3R)-6,7-dimethoxy-3-[(5S)-4-methoxy-6-methyl-7,8-dihydro-5H-[1,3]dioxolo[4,5-g]isoquinolin-5-yl]-3H-2-benzofuran-1-one413.426 0.000 8.750 2.024 1151.775 637.618
(1S,2R,6S,7R,9R,11S,12S,15R,16S)-6-hydroxy-15-[(1S)-1-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one470.605 1.000 9.400 3.022 215.677 94.248
methyl 4-amino-1H-imidazole-5-carboxylate141.129 1.000 2.000 0.941 247.956 109.582
14-oxa-7-azatetracyclo[6.6.1.01,11.02,7]pentadeca-9,11-dien-13-one217.267 0.000 5.000 0.689 582.144 304.969
2,16-dihydroxy-4,4,9,13,14-pentamethyl-17-(2,5,6-trihydroxy-6-methyl-3-oxoheptan-2-yl)-8,10,12,15,16,17-hexahydro-7H-cyclopenta[a]phenanthrene-3,11-dione532.673 4.000 10.650 2.613 53.826 21.023
10,11-dimethoxy-6-oxido-4a,5,5a,7,8,13a,15,15a,15b,16-decahydro-2H-4,6-methanoindolo[3,2,1-ij]oxepino[2,3,4-de]pyrrolo[2,3-h]quinolin-6-ium-14-one410.469 0.000 9.200 1.519 1761.079 912.027
8,9-dimethoxy-3,3,5-trimethyl-11H-pyrano[3,2-a]carbazole323.391 1.000 2.250 5.069 6691.877 3860.732
4,4,10,13-tetramethyl-17-(6-methylheptan-2-yl)-1,2,3,7,8,9,11,12,14,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.624 4805.591 2699.216
1-hydroxypyrimidin-2-imine111.103 2.000 2.500 -0.233 554.446 261.512
1-benzhydrylimidazole234.300 0.000 2.000 4.094 4984.272 2807.856
phenanthrene-1-carboxylic acid222.243 1.000 2.000 3.192 303.426 173.360
6,8a-dimethyl-3-propan-2-yl-1,2,3,4,5,8-hexahydroazulen-3a-ol222.370 1.000 0.750 4.012 5883.897 3359.439
3,4,10,11-tetramethoxy-6-methyl-5,7,8,14-tetrahydrobenzo[e][2]benzazecin-13-one385.459 0.000 7.000 3.165 1258.343 701.618
[2-[(1S,2S,4R,8S,9S,11S,12R,13S)-16-(2-chloroethoxy)-12-fluoro-19-formyl-11-hydroxy-6,6,9,13-tetramethyl-5,7-dioxapentacyclo[10.8.0.02,9.04,8.013,18]icosa-16,18-dien-8-yl]-2-oxoethyl] acetate569.066 1.000 9.950 4.301 203.641 248.513
2-(6,10-dimethylspiro[4.5]dec-9-en-3-yl)propan-2-ol222.370 1.000 0.750 4.095 5826.169 3323.828
tetramethyl pyrazine-2,3,5,6-tetracarboxylate312.235 0.000 10.000 -0.587 64.724 25.660
3-ethyl-5-(2-ethylbutyl)octadecane366.713 0.000 0.000 14.278 9906.038 5899.293
methyl 20-ethyl-15-hydroxy-6-methoxy-17-oxa-3,13-diazahexacyclo[11.7.0.02,10.03,18.04,9.016,20]icosa-2(10),4(9),5,7-tetraene-18-carboxylate398.458 1.000 7.200 2.623 393.519 199.727
(1S,2R,7S,9R,11R,12R,15S,16S)-15-[(1S)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-1-hydroxyethyl]-12,15-dihydroxy-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one486.604 3.000 9.250 3.229 764.613 370.139
[6-(4-acetamido-3-methylbutyl)-7,9,13-trimethyl-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl] acetate499.732 1.000 6.200 5.905 669.800 592.673
(3S,8S,9S,10R,13S,14S,17S)-17-[(1S)-1-aminoethyl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol317.514 3.000 2.700 3.455 364.760 183.997



3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-2,3,4,5,6,7,7a,10,11,11b,12,13,13a,13b-tetradecahydro-1H-cyclopenta[a]chrysen-9-one424.709 0.000 2.000 7.079 4220.775 2345.983
(3,4,5,11,13,21,22,23-octahydroxy-8,18-dioxo-9,14,17-trioxatetracyclo[17.4.0.02,7.010,15]tricosa-1(23),2,4,6,19,21-hexaen-12-yl) 3,4,5-trihydroxybenzoate634.460 11.000 17.850 -3.113 0.032 0.007
2,6,6,14,17-pentamethyl-10-oxatetracyclo[7.7.1.02,7.013,17]heptadeca-3,12,14-triene-5,11-dione326.435 0.000 5.000 2.917 998.724 494.027
(1R,5R)-2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-ol152.236 1.000 1.700 2.329 3963.280 2191.676
(2S)-2-(2-hydroxypropan-2-yl)-2,3-dihydrofuro[3,2-g]chromen-7-one246.262 1.000 4.000 2.115 965.547 476.312
5,11,17,23-tetratert-butylpentacyclo[19.3.1.13,7.19,13.115,19]octacosa-1(24),3,5,7(28),9,11,13(27),15(26),16,18,21(25),22-dodecaene-25,26,27,28-tetrol648.924 4.000 3.000 9.661 4573.259 2558.444
(6aR,11aR)-9-methoxy-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromen-3-ol270.284 1.000 3.000 3.117 2998.179 1620.976
[(1R,7S,8R)-7-methyl-2,3,5,6,7,8-hexahydro-1H-pyrrolizin-1-yl] 4-methoxybenzoate275.347 0.000 4.750 2.514 1083.619 596.935
3-chloro-5-hydroxy-2-methylnaphthalene-1,4-dione222.627 0.000 3.750 1.275 568.026 553.583
10-methoxy-2,2-dimethylpyrano[3,2-g]chromen-8-one258.273 0.000 4.000 2.540 2176.694 1146.750
3-[3-(3,4-dihydroxyphenyl)prop-2-enoyloxy]-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.129 2.505 0.971
(2S)-2-methyl-4-[(2R,8R,13R)-2,8,13-trihydroxy-13-[(2R,5R)-5-[(1R)-1-hydroxytridecyl]oxolan-2-yl]tridecyl]-2H-furan-5-one596.886 4.000 11.500 6.315 230.490 101.263
5-ethenyl-3,4-dihydropyrano[3,4-c]pyridin-1-one175.187 0.000 4.500 0.561 1444.259 736.050
4-[(2S,3S)-3-[(3,4-dimethoxyphenyl)methyl]-4-methoxy-2-(methoxymethyl)butyl]-1,2-dimethoxybenzene418.529 0.000 6.400 4.054 9906.038 5899.293
5-methyl-2-[(2R)-6-methylhept-5-en-2-yl]phenol218.338 1.000 0.750 4.320 4068.712 2254.763
1,3,8-trihydroxy-6-(hydroxymethyl)anthracene-9,10-dione286.240 2.000 5.950 0.247 23.482 8.577
(1R,14S)-20,25-dimethoxy-15,30-dimethyl-8,23-dioxa-15,30-diazaheptacyclo[22.6.2.29,12.13,7.114,18.027,31.022,33]hexatriaconta-3(36),4,6,9(35),10,12(34),18,20,22(33),24,26,31-dodecaene-6,21-diol594.706 2.000 8.000 4.788 88.929 44.274
5-(1,3-benzodioxol-5-yl)-6H-[2]benzofuro[6,5-f][1,3]benzodioxol-8-one348.311 0.000 6.000 2.011 2139.381 1125.518
5-[6-hydroxy-4-[6-hydroxy-2-(4-hydroxyphenyl)-4-[2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-3-yl]-2-(4-hydroxyphenyl)-2,3-dihydro-1-benzofuran-3-yl]benzene-1,3-diol680.709 7.000 6.750 4.907 6.497 2.139
20,21,25-trimethoxy-15,30-dimethyl-8,23-dioxa-15,30-diazaheptacyclo[22.6.2.29,12.13,7.114,18.027,31.022,33]hexatriaconta-3(36),4,6,9(35),10,12(34),18,20,22(33),24,26,31-dodecaen-6-ol608.733 1.000 8.000 5.377 217.028 116.135
3,13,13,17-tetramethyl-21-oxa-12-azahexacyclo[10.7.1.12,17.05,20.06,11.014,19]henicosa-1,3,5(20),6,8,10-hexaene331.457 0.000 0.750 6.103 7351.960 4273.948
13,16-dimethyl-19-prop-1-en-2-yl-15-oxa-4-azapentacyclo[14.3.1.02,14.03,11.05,10]icosa-2(14),3(11),5,7,9,12-hexaene331.457 1.000 0.750 6.082 8270.571 4853.972
3,8-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazol-9-ol347.456 2.000 1.500 5.874 2507.732 1336.367
3,5-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazol-9-ol347.456 2.000 1.500 5.500 2034.514 1066.006
(1-methoxy-9H-carbazol-3-yl)methanol227.262 2.000 2.450 2.653 1729.921 894.599
3-methyl-6-propan-2-ylidenecyclohex-2-en-1-one150.220 0.000 2.000 2.139 4041.973 2238.751
2-(3,4-dimethoxyphenyl)-3,5,6,7-tetramethoxychromen-4-one402.400 0.000 7.000 3.576 5347.642 3029.754
4b,8b-dimethyl-3,7-di(propan-2-yl)-4a,8a-dihydrobiphenylene-1,4,5,8-tetrone328.407 0.000 8.000 1.616 756.791 366.048
2-(2,4-dihydroxyphenyl)-5,7-dihydroxy-6-(3-methylbut-2-enyl)chromen-4-one354.359 3.000 4.500 2.741 113.153 46.933
1-methyl-4-(6-methylhepta-1,5-dien-2-yl)cyclohexene204.355 0.000 0.000 6.466 9906.038 5899.293
ethyl (E)-but-2-enoate114.144 0.000 2.000 1.326 2541.156 1355.629
4-[2-(diethylamino)ethoxy]furo[3,2-g]chromen-7-one301.341 0.000 5.750 2.001 512.725 265.858
(3S,4R,5S)-2-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 8.300 -1.694 105.181 43.369



(3R,4S,5S)-oxane-2,3,4,5-tetrol150.131 4.000 8.500 -1.728 188.298 81.385
(2S,3R,4S,5R)-3,4,5,6-tetrahydroxyoxane-2-carboxylic acid194.141 4.000 9.500 -1.862 5.837 2.423
3,7,11-trimethyldodeca-6,10-dien-1-ol224.386 1.000 1.700 4.326 2866.315 1544.056
(2S)-2-(3-aminopropanoylamino)-3-(1H-imidazol-5-yl)propanoic acid226.235 3.250 5.250 -2.424 2.264 1.506
(2S,3R,4S,5R,6R)-2-[[(2R,3S,4S,5R,6R)-6-[(2S,3S,4S,5R)-3,4-dihydroxy-2,5-bis(hydroxymethyl)oxolan-2-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-6-(hydroxymethyl)oxane-3,4,5-triol504.441 11.000 25.300 -4.909 1.545 0.453
(4S)-1-methyl-4-prop-1-en-2-ylcyclohexene136.236 0.000 0.000 3.998 9906.038 5899.293
4-[(1R)-2-amino-1-hydroxyethyl]benzene-1,2-diol169.180 5.000 4.200 -1.048 27.711 11.348
[(2R,3S,4S,5R,6S)-3,4,5,6-tetrahydroxyoxan-2-yl]methyl dihydrogen phosphate260.137 6.000 13.500 -2.404 0.356 0.160
(2R,3R,4S,5R,6S)-2-(hydroxymethyl)-6-[[(2R,3S,4R,5S,6R)-4,5,6-trihydroxy-3-[(2S,3S,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]methoxy]oxane-3,4,5-triol504.441 11.000 27.200 -5.647 1.192 0.342
3-[(1R,3S,5S,8R,9S,10R,11R,13R,14S,17R)-1,5,11,14-tetrahydroxy-10-(hydroxymethyl)-13-methyl-3-[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2,3,4,6,7,8,9,11,12,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]-2H-furan-5-one584.659 8.000 18.100 -1.983 12.333 4.276
(5S,8S,9S,10S,13R,14S,17S)-17-ethyl-10,13-dimethyl-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthrene288.515 0.000 0.000 8.909 9906.038 5899.293
6-methoxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-2-one354.313 4.000 12.500 -0.926 50.607 19.668
(2R,3R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-2,3-dihydrochromen-4-one304.256 4.000 6.450 0.080 21.125 7.650
(5R)-2-methyl-5-prop-1-en-2-ylcyclohex-2-en-1-one150.220 0.000 2.000 2.161 3565.782 1955.077
(1S)-1-[(3-hydroxy-4-methoxyphenyl)methyl]-6-methoxy-2-methyl-3,4-dihydro-1H-isoquinolin-7-ol329.395 2.000 5.000 2.664 261.622 128.471
(13aS)-3,10-dimethoxy-6,8,13,13a-tetrahydro-5H-isoquinolino[2,1-b]isoquinoline-2,9-diol327.379 2.000 5.000 2.497 292.739 145.064
(1S,2S,4R)-1,3,3-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.200 4786.972 2687.914
(1S,6S)-2,7,7-trimethyl-3-oxatricyclo[4.1.1.02,4]octane152.236 0.000 2.000 1.405 9906.038 5899.293
(2S,3S)-butane-2,3-diol90.122 2.000 3.400 -0.704 1654.273 852.391
(2S,4S)-4-hydroxypyrrolidine-2-carboxylic acid131.131 3.000 5.200 -2.895 12.787 6.256
(1S,2S,4R,5S)-6-methoxycyclohexane-1,2,3,4,5-pentol194.184 5.000 10.200 -1.874 119.112 49.610
2-(4-hydroxyphenyl)acetaldehyde136.150 1.000 2.750 1.434 597.177 283.364
[(2R,3S,4S,5R,6S)-3,4,5-trihydroxy-6-(3,4,5-trihydroxybenzoyl)oxyoxan-2-yl]methyl 3,4,5-trihydroxybenzoate484.370 9.000 15.300 -2.721 0.185 0.046
(1S)-1-[(4-hydroxyphenyl)methyl]-6-methoxy-2-methyl-3,4-dihydro-1H-isoquinolin-7-ol299.369 2.000 4.250 2.501 234.066 113.909
(5R)-5-[(1S)-1,2-dihydroxyethyl]oxolane-2,3,4-trione174.110 1.000 9.400 -2.692 30.237 11.272
(2S)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-2,3-dihydrochromen-4-one288.256 3.000 4.750 0.943 45.802 17.657
(2R,3S,4S)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,4,5,7-tetrol306.271 6.000 7.150 -0.365 23.569 8.611
(4aS,4bS,7S,10aS)-7-ethenyl-1,1,4a,7-tetramethyl-3,4,4b,5,6,9,10,10a-octahydro-2H-phenanthrene272.473 0.000 0.000 6.621 9906.038 5899.293
(4R)-1-methyl-4-prop-1-en-2-ylcyclohexene136.236 0.000 0.000 3.998 9906.038 5899.293
1-[(2R)-1-methylpyrrolidin-2-yl]propan-2-one141.213 0.000 4.000 0.483 881.027 477.276
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-(4-hydroxyphenoxy)oxane-3,4,5-triol272.254 5.000 10.000 -1.053 69.170 27.570
(1S,4R)-2,2-dimethyl-3-methylidenebicyclo[2.2.1]heptane136.236 0.000 0.000 3.347 9906.038 5899.293
(1S,5S)-6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptane136.236 0.000 0.000 3.529 9906.038 5899.293



(1R)-1-[(4-hydroxyphenyl)methyl]-1,2,3,4-tetrahydroisoquinoline-6,7-diol271.315 4.000 3.750 1.118 53.996 23.338
(1S,8aR)-4,7-dimethyl-1-propan-2-yl-1,2,3,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.549 9906.038 5899.293
(3S,4R,5S,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.212 70.504 28.145
(3S,4S,5R,6R)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.182 79.384 31.996
(S)-[(2R,4S,5R)-5-ethenyl-1-azabicyclo[2.2.2]octan-2-yl]-(6-methoxyquinolin-4-yl)methanol324.422 1.000 5.450 3.440 623.617 328.519
(1R,2S,5S,6S,9R,12S,13R,16S)-N,N,6,7,13-pentamethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icos-18-en-16-amine356.593 0.000 4.000 4.429 537.757 309.674
(1S,2S)-2-amino-1-phenylpropan-1-ol151.208 3.000 2.700 0.483 308.228 153.377
(3S,5R)-5-[(11R)-11-hydroxy-11-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]oxolan-2-yl]undecyl]-3-(2-oxopropyl)oxolan-2-one622.924 2.000 11.800 7.369 242.853 107.147
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-(1H-indol-3-yloxy)oxane-3,4,5-triol295.291 5.000 9.250 -0.272 123.408 51.547
(2S)-4-[(13R)-13-[(2R,5R)-5-[(2R,5R)-5-[(1S,5S)-1,5-dihydroxyundecyl]oxolan-2-yl]oxolan-2-yl]-13-hydroxytridecyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 7.471 304.664 136.906
(1S,2R,4S,6R,7S,10R,11R)-11-methyl-5-methylidene-16-oxa-13-azahexacyclo[9.6.3.24,7.01,10.02,7.013,17]docosan-6-ol343.508 1.000 5.400 3.124 1201.503 667.426
[(1S,2R,3R,4R,5R,6S,7S,8R,9R,13S,16S,17R,18R)-8-acetyloxy-5,7-dihydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-methyl-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] benzoate615.719 2.000 15.250 2.676 232.249 112.954
[(1S,2R,3R,4R,5R,6S,7S,8R,9R,13R,14R,16S,17S,18R)-8-acetyloxy-11-ethyl-5,7,14-trihydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] 4-methoxybenzoate675.772 3.000 17.700 1.944 108.225 49.483
[(1S,2S,3S,4S,5R,6S,8S,9S,13S,16S,17S)-11-ethyl-3,8-dihydroxy-4,6,16-trimethoxy-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-13-yl] 2-acetamidobenzoate584.708 2.000 12.100 3.677 231.983 112.814
(1S,2R,3R,4S,5R,6S,8R,9S,13S,16S,17R,18S)-11-ethyl-13-(hydroxymethyl)-4,6,16,18-tetramethoxy-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecane-8,9-diol467.601 3.000 12.000 1.689 449.291 230.491
(2S)-7-hydroxy-2-[4-hydroxy-3,5-bis(3-methylbut-2-enyl)phenyl]-8-(3-methylbut-2-enyl)-2,3-dihydrochromen-4-one460.612 2.000 4.250 6.882 1199.549 602.225
(2S,3R,5R,9R,10R,13R,14S,17S)-2,3,14-trihydroxy-10,13-dimethyl-17-[(2R,3R,5R)-2,3,7-trihydroxy-5,6-dimethylheptan-2-yl]-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one494.667 6.000 10.300 2.098 53.988 21.092
(2S,3R,5R,9R,10R,13R,14S,17S)-2,3,14-trihydroxy-10,13-dimethyl-17-[(2R,3R,5S)-2,3,5-trihydroxy-6-methylheptan-2-yl]-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one480.640 6.000 10.300 1.904 66.871 26.581
(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,15R,16R,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-15,16-diol432.642 2.000 4.900 5.100 1299.331 656.550
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-6-[[(1S,2S,4S,6R,7S,8R,9S,12S,13R,16S)-6-hydroxy-7,9,13-trimethyl-6-[(3R)-3-methyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1049.211 13.000 35.500 -2.309 0.240 0.060
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-2-[[(1S,2S,4S,6R,7S,8R,9S,12S,13R,16S)-6-hydroxy-7,9,13-trimethyl-6-[(3R)-3-methyl-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1065.211 14.000 37.200 -3.134 0.178 0.044
(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,14R,16R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-14,16-diol430.626 2.000 4.900 5.131 1736.972 898.541
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-6-[(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxy-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol887.069 9.000 27.000 0.339 8.286 2.782
(1S,2S,4S,5'S,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-ol414.627 1.000 3.200 5.948 3382.300 1846.569
(2R,3R,4S,5S,6R)-2-[[(3S,5R,6S,8R,9R,10R,12R,13R,14R,17S)-3,12-dihydroxy-4,4,8,10,14-pentamethyl-17-[(2S)-6-methyl-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyhept-5-en-2-yl]-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-6-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol801.022 10.000 22.850 0.661 7.915 2.647
(1R,2S,4S,5S,8R,10S,14R,15R,18S,20R)-18-hydroxy-1,2,8,15,19,19-hexamethylhexacyclo[12.8.0.02,11.04,8.05,10.015,20]docos-11-ene-5-carboxylic acid440.665 2.000 3.700 5.706 280.547 159.275
[(3S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-8a-[(2S,3R,4S,5S,6R)-6-[[(2R,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl]oxyoxan-2-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxycarbonyl-4,4,6a,6b,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl] sulfate1185.334 14.000 40.000 -3.232 0.008 0.002
5,7-dihydroxy-2-methyl-6-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one354.313 5.000 11.500 -0.994 27.170 10.041
methyl (1S,15R,16S,20S)-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,18-pentaene-19-carboxylate352.432 1.000 5.700 3.166 619.199 326.004
(1S,4S,5R,9S,10R,13R,14R)-14-hydroxy-14-(hydroxymethyl)-5,9-dimethyltetracyclo[11.2.1.01,10.04,9]hexadecane-5-carboxylic acid336.470 3.000 4.450 3.094 116.270 61.471
(4bS,8aS)-4b,8,8-trimethyl-2-propan-2-yl-5,6,7,8a,9,10-hexahydrophenanthren-3-ol286.456 1.000 0.750 5.120 4218.262 2344.474
(1S,4S,5R,6R,9S,10R,12R,14R)-4,5,6-trihydroxy-7-(hydroxymethyl)-3,11,11,14-tetramethyltetracyclo[7.5.1.01,5.010,12]pentadeca-2,7-dien-15-one348.438 4.000 7.850 1.478 338.922 153.618
(1S,2S,6R,10S,11R,13S,14R,15R)-1,6,13,14-tetrahydroxy-8-(hydroxymethyl)-4,12,12,15-tetramethyltetracyclo[8.5.0.02,6.011,13]pentadeca-3,8-dien-5-one364.438 5.000 7.650 1.128 46.037 17.755



(2R,3S)-2-(4-hydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol274.273 4.000 4.700 1.122 139.568 58.880
2-hydroxy-12-[(1R)-1-hydroxyethyl]-3-methoxy-5,6-dihydroisoquinolino[2,1-b][2,7]naphthyridin-8-one338.362 2.000 7.700 1.529 245.287 108.308
(2R,3R,11bS)-3-ethyl-2-[(6-hydroxy-7-methoxy-3,4-dihydroisoquinolin-1-yl)methyl]-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-8-ol480.603 3.000 6.750 4.074 290.135 143.669
(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2-[[(1R)-2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-1-yl]methyl]-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-8-ol475.630 3.000 5.750 4.526 157.066 81.878
12-ethenyl-2-hydroxy-3-methoxy-5,6-dihydroisoquinolino[2,1-b][2,7]naphthyridin-8-one320.347 1.000 6.000 2.433 636.786 303.732
(1R,15S,16R,17S)-16-ethenyl-4-hydroxy-5-methoxy-15-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-14-oxa-10-azatetracyclo[8.8.0.02,7.012,17]octadeca-2,4,6,12-tetraen-11-one505.521 5.000 16.400 -0.247 35.305 13.327
(2R,3R,11bS)-3-ethyl-2-(2-hydroxyethyl)-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-8-ol335.442 2.000 5.950 2.578 307.802 153.148
(1S,9S)-4,5,12,13-tetramethoxy-17-methyl-17-azatetracyclo[7.7.1.02,7.010,15]heptadeca-2,4,6,10,12,14-hexaene355.433 0.000 5.000 3.825 2211.316 1290.495
(1R)-1-[[(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-2-yl]methyl]-7-methoxy-1,2,3,4-tetrahydroisoquinolin-6-ol466.619 2.000 6.500 4.545 146.674 76.039
(6S)-9-methoxy-6-(2-methoxyphenyl)-6,7-dihydro-[1,3]dioxolo[4,5-g]chromen-8-one328.321 0.000 5.750 2.838 3635.884 1996.656
(3aR,4S,9aS,9bR)-4-hydroxy-9-(hydroxymethyl)-6-methyl-3-methylidene-4,5,9a,9b-tetrahydro-3aH-azuleno[4,5-b]furan-2,7-dione276.288 2.000 8.400 0.101 202.944 88.248
(3S)-3-[(5R)-4-hydroxy-6-methyl-7,8-dihydro-5H-[1,3]dioxolo[4,5-g]isoquinolin-5-yl]-6,7-dimethoxy-3H-2-benzofuran-1-one399.399 1.000 8.750 1.712 449.715 230.726
(1R,14S)-20,21,25-trimethoxy-15,30-dimethyl-8,23-dioxa-15,30-diazaheptacyclo[22.6.2.29,12.13,7.114,18.027,31.022,33]hexatriaconta-3(36),4,6,9(35),10,12(34),18,20,22(33),24,26,31-dodecaen-6-ol608.733 1.000 8.000 5.619 172.379 90.539
(2S)-6-methyl-2-[(1S)-4-methylcyclohex-3-en-1-yl]hept-5-en-2-ol222.370 1.000 0.750 4.583 5954.769 3403.199
(3R,3aS,8aR)-6,8a-dimethyl-3-propan-2-yl-1,2,3,4,5,8-hexahydroazulen-3a-ol222.370 1.000 0.750 4.061 6447.677 3708.678
(6R)-5,5,9-trimethyl-1-methylidenespiro[5.5]undec-9-ene204.355 0.000 0.000 5.010 9906.038 5899.293
(1R)-1,3-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene204.355 0.000 0.000 5.331 9906.038 5899.293
1-methyl-4-[(2R)-6-methylhept-5-en-2-yl]benzene202.339 0.000 0.000 6.216 9906.038 5899.293
3,7,11-trimethyldodeca-1,3,6,10-tetraene204.355 0.000 0.000 7.001 9906.038 5899.293
(3R,4aS,8aR)-8a-methyl-5-methylidene-3-prop-1-en-2-yl-1,2,3,4,4a,6,7,8-octahydronaphthalene204.355 0.000 0.000 5.376 9906.038 5899.293
(3R,5S,6R)-6,10-dimethyl-3-prop-1-en-2-ylspiro[4.5]dec-9-en-8-one218.338 0.000 2.000 3.410 2808.417 1510.372
(1aS,4aS,8aS)-2,4a,8,8-tetramethyl-1,1a,4,5,6,7-hexahydrocyclopropa[j]naphthalene204.355 0.000 0.000 4.936 9906.038 5899.293
(4R,4aS)-4,4a-dimethyl-6-propan-2-ylidene-4,5,7,8-tetrahydro-3H-naphthalen-2-one218.338 0.000 2.000 3.315 2738.301 1469.655
(5R,6R)-6,10-dimethyl-3-propan-2-ylidenespiro[4.5]dec-9-en-8-one218.338 0.000 2.000 3.308 2815.780 1514.652
(2S)-2-phenyl-3,4-dihydro-2H-chromen-7-ol226.274 1.000 1.500 3.561 2998.642 1621.247
methyl (1R,4aS,7aS)-1-hydroxy-7-(hydroxymethyl)-1,4a,5,7a-tetrahydrocyclopenta[c]pyran-4-carboxylate226.229 2.000 7.100 0.206 554.513 261.546
(2S)-7-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxy-2-(4-hydroxyphenyl)-2,3-dihydrochromen-4-one580.541 7.000 19.300 -1.510 3.202 0.995
(2S)-5-hydroxy-2-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-2,3-dihydrochromen-4-one580.541 7.000 19.300 -1.481 3.236 1.007
(2S)-7-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxy-2-(3-hydroxy-4-methoxyphenyl)-2,3-dihydrochromen-4-one610.568 7.000 20.050 -1.559 2.328 0.705
(2S)-7-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxy-2-(4-methoxyphenyl)-2,3-dihydrochromen-4-one594.568 6.000 19.300 -0.768 7.037 2.331
(1R,6S)-3,7,7-trimethylbicyclo[4.1.0]hept-3-ene136.236 0.000 0.000 3.828 9906.038 5899.293
2,7,7-trimethylbicyclo[3.1.1]hept-2-en-6-one150.220 0.000 2.000 2.001 3254.190 1771.088
(5R)-5-methyl-2-propan-2-ylidenecyclohexan-1-one152.236 0.000 2.000 2.226 4304.652 2396.415



(1S,11R,13S,14S,24R,26S)-13,26-dimethyl-2,15-dioxa-12,25-diazatricyclo[22.2.2.211,14]triacontane-3,16-dione478.714 2.000 7.000 4.681 56.906 27.326
3-(3,4-dihydro-2H-pyrrol-5-yl)pyridine146.191 1.000 2.500 1.168 869.424 470.486
5,6-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-7,8-dimethoxychromen-4-one360.320 2.000 6.000 2.020 155.245 66.059
5,7-dihydroxy-2-(4-hydroxyphenyl)-6,8-bis[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one594.525 10.000 20.750 -3.293 0.205 0.051
7-(2-hydroxyphenyl)-9-methoxy-[1,3]dioxolo[4,5-g]chromen-8-one312.278 1.000 5.500 2.398 2141.147 1126.522
2-[(4R,5S,7R,25S,26R,29S,30S,31S)-13,14,15,18,19,20,31,35,36-nonahydroxy-2,10,23,28,32-pentaoxo-5-(3,4,5-trihydroxybenzoyl)oxy-3,6,9,24,27,33-hexaoxaheptacyclo[28.7.1.04,25.07,26.011,16.017,22.034,38]octatriaconta-1(37),11,13,15,17,19,21,34(38),35-nonaen-29-yl]acetic acid954.672 13.000 26.150 -3.757 0.000 0.000
[(2R,3R)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-8-[(2R,3R,4R)-3,5,7-trihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate746.634 13.000 14.200 -0.207 0.045 0.010
(2R,3R)-2-(3,4,5-trihydroxyphenyl)-8-[(2R,3S,4S)-3,5,7-trihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol610.527 12.000 12.400 -0.713 0.325 0.084
(1R,2S,19R,22R)-7,8,9,12,13,14,20,28,29,30,33,34,35-tridecahydroxy-3,18,21,24,39-pentaoxaheptacyclo[20.17.0.02,19.05,10.011,16.026,31.032,37]nonatriaconta-5,7,9,11,13,15,26,28,30,32,34,36-dodecaene-4,17,25,38-tetrone784.550 13.000 20.400 -3.589 0.005 0.001
1-(2,7-dihydroxy-4-methoxy-9,10-dihydrophenanthren-1-yl)-4-methoxyphenanthrene-2,7-diol480.516 4.000 4.500 4.650 167.358 71.648
7-methoxy-9,10-dihydrophenanthrene-2,5-diol242.274 2.000 2.250 2.622 1297.742 655.682
3-methoxy-5-[2-(3-methoxyphenyl)ethyl]phenol258.316 1.000 2.250 3.807 3003.054 1623.825
4,5-dihydroxy-3,8-dimethylnaphthalene-1,2-dione218.209 2.000 5.500 0.423 319.711 144.229
4,8-dihydroxy-3-methylnaphthalene-1,2-dione204.182 1.000 4.500 0.516 234.432 103.137
3-[(2S,3R,4R)-3,4-dihydroxy-4-(hydroxymethyl)oxolan-2-yl]oxy-1,8-dihydroxy-6-methylanthracene-9,10-dione402.357 3.000 10.100 0.335 20.918 7.569
4-[(3R)-8,8-dimethyl-3,4-dihydro-2H-pyrano[2,3-f]chromen-3-yl]-2-(3-methylbut-2-enyl)benzene-1,3-diol392.494 2.000 3.000 5.827 2627.018 1405.206
3-(4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one430.410 4.000 12.500 0.584 99.923 41.030
(2S,3R,4S,5S,6R)-2-[4-[(3R,3aS,6R,6aS)-6-[3,5-dimethoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-2,6-dimethoxyphenoxy]-6-(hydroxymethyl)oxane-3,4,5-triol742.727 8.000 24.900 -0.942 14.189 4.975
(5S)-3-(1,3-dihydroxypropan-2-ylamino)-5-hydroxy-5-(hydroxymethyl)-2-methoxycyclohex-2-en-1-one261.274 5.000 8.350 -0.589 82.396 33.310
(1S,2R,8S)-14-oxa-7-azatetracyclo[6.6.1.01,11.02,7]pentadeca-9,11-dien-13-one217.267 0.000 5.000 0.774 561.514 293.304
4-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-1H-benzo[f][2]benzofuran-3-one364.354 0.000 6.000 2.896 3187.619 1731.959
(3S)-1,2,3,9-tetrahydropyrrolo[2,1-b]quinazoline-3,7-diol204.228 2.000 3.950 1.193 710.855 342.092
(3S)-3-hydroxy-2,3-dihydro-1H-pyrrolo[2,1-b]quinazolin-9-one202.212 1.000 5.700 0.625 858.052 419.262
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-6-[[(1S,2S,7S,10R,11S,14S,15R,16S,17R,20S,23S)-10,14,16,20-tetramethyl-22-azahexacyclo[12.10.0.02,11.05,10.015,23.017,22]tetracos-4-en-7-yl]oxy]-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol852.070 8.000 25.800 0.180 2.353 0.789
(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-piperidine]-16-ol413.642 2.000 3.450 5.300 725.582 386.944
1,3-bis[(2R)-piperidin-2-yl]propan-2-one224.345 0.000 3.000 2.161 175.030 92.046
(3R)-3,7-dimethylocta-1,6-dien-3-ol154.252 1.000 0.750 3.143 5250.646 2970.398
(5S)-2-methyl-5-propan-2-ylcyclohexa-1,3-diene136.236 0.000 0.000 3.912 9906.038 5899.293
(1R,2R,5S)-2-methyl-5-prop-1-en-2-ylcyclohexan-1-ol154.252 1.000 1.700 2.617 3971.111 2196.357
(2R,5S)-2-methyl-5-prop-1-en-2-ylcyclohexan-1-one152.236 0.000 2.000 2.231 4448.989 2483.384
(1S,4aS,7aS)-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,4a,5,7a-tetrahydrocyclopenta[c]pyran-4-carboxylic acid358.344 5.000 13.900 -1.049 6.290 2.627
(1S,4aS,7aS)-7-(hydroxymethyl)-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,4a,5,7a-tetrahydrocyclopenta[c]pyran-4-carboxylic acid374.344 6.000 15.600 -1.864 2.304 0.887
(4aS,4bR,10aS)-1,1,4a-trimethyl-7-propan-2-yl-2,3,4,4b,5,6,10,10a-octahydrophenanthrene272.473 0.000 0.000 6.839 9906.038 5899.293



[(1R,4aR,4bR,10aR)-1,4a-dimethyl-7-propan-2-yl-2,3,4,4b,5,6,10,10a-octahydrophenanthren-1-yl]methanol288.472 1.000 1.700 4.831 4041.500 2238.467
(2R,3R)-2-(4-hydroxyphenyl)-3,4-dihydro-2H-chromene-3,5,7-triol274.273 4.000 4.700 1.136 151.776 64.465
1-(1,2-dimethoxy-12-methyl-13H-[1,3]benzodioxolo[5,6-c]phenanthridin-13-yl)propan-2-one405.449 0.000 6.000 4.052 3879.645 2141.729
(3R,4R)-4,8-dihydroxy-3-methyl-3,4-dihydro-2H-naphthalen-1-one192.214 1.000 3.450 1.258 660.519 315.985
(6aR,9R)-N-[(2S)-1-hydroxypropan-2-yl]-7-methyl-6,6a,8,9-tetrahydro-4H-indolo[4,3-fg]quinoline-9-carboxamide325.410 3.000 6.200 1.467 155.334 111.292
(1S,3R,5R,6S,8R,10R,11S,13R,15R,16S,18R,20R,21S,23R,25R,26S,28R,30R,31S,33R,35R,36R,37R,38R,39R,40R,41R,42R,43R,44R,45R,46R,47R,48R,49R)-5,10,15,20,25,30,35-heptakis(hydroxymethyl)-2,4,7,9,12,14,17,19,22,24,27,29,32,34-tetradecaoxaoctacyclo[31.2.2.23,6.28,11.213,16.218,21.223,26.228,31]nonatetracontane-36,37,38,39,40,41,42,43,44,45,46,47,48,49-tetradecol1134.994 21.000 59.500 -12.888 0.003 0.001
[[(2R,3S,4R,5R)-5-(6-aminopurin-9-yl)-3,4-dihydroxyoxolan-2-yl]methoxy-hydroxyphosphoryl] [(2R,3S,4R,5S)-5-(6-carbamoylpyridin-2-yl)-3,4-dihydroxyoxolan-2-yl]methyl hydrogen phosphate663.430 8.000 25.700 -3.794 0.003 0.001
(Z)-but-2-enedioic acid116.073 2.000 4.000 -0.177 6.089 3.225
(E)-3-phenylprop-2-enoic acid148.161 1.000 2.000 1.901 204.435 113.130
(3S,9S,10R,13R,14R,17R)-17-[(E,2R,5R)-5,6-dimethylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,9,11,12,14,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol396.655 1.000 1.700 7.173 3381.469 1846.079
(5Z,8Z,11Z,14Z)-icosa-5,8,11,14-tetraenoic acid304.472 1.000 2.000 5.843 422.125 247.704
(E)-but-2-enedioic acid116.073 2.000 4.000 -0.255 4.215 2.167
5-[(E)-2-(4-hydroxyphenyl)ethenyl]benzene-1,3-diol228.247 3.000 2.250 1.993 276.741 123.395
(2E,4E,6E,8E)-3,7-dimethyl-9-(2,6,6-trimethylcyclohexen-1-yl)nona-2,4,6,8-tetraen-1-ol286.456 1.000 1.700 5.410 2876.193 1549.808
(Z)-hexadec-9-enoic acid254.412 1.000 2.000 5.136 279.897 158.876
(Z)-octadec-9-enoic acid282.465 1.000 2.000 5.941 280.018 158.950
phosphono [(2E,6E)-3,7,11-trimethyldodeca-2,6,10-trienyl] hydrogen phosphate382.330 0.000 7.000 3.840 1.334 0.894
(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoic acid194.187 2.000 3.500 1.373 62.815 31.597
[(2E)-3,7-dimethylocta-2,6-dienyl] phosphono hydrogen phosphate314.211 0.000 7.000 2.357 1.172 0.776
(6E,10E,14E)-2,6,10,14-tetramethylhexadeca-2,6,10,14-tetraene274.489 0.000 0.000 9.599 9906.038 5899.293
methyl (1R,2R,3S,5S)-3-benzoyloxy-8-methyl-8-azabicyclo[3.2.1]octane-2-carboxylate303.357 0.000 6.000 2.298 489.384 252.801
(2R,3R,4S)-2-(hydroxymethyl)pyrrolidine-3,4-diol133.147 4.000 6.600 -1.773 64.448 28.257
(E)-3-(2,4-dihydroxyphenyl)prop-2-enoic acid180.160 3.000 3.500 0.547 22.898 10.615
(6E,8E,10E,12E,14E,16E,18E,20E,22E,24E,26E)-2,6,10,14,19,23,27,31-octamethyldotriaconta-2,6,8,10,12,14,16,18,20,22,24,26,30-tridecaene536.882 0.000 0.000 18.394 9906.038 5899.293
(1R,3S,6S)-6-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(1S,4S,6R)-4-hydroxy-2,2,6-trimethyl-7-oxabicyclo[4.1.0]heptan-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-1,5,5-trimethyl-7-oxabicyclo[4.1.0]heptan-3-ol600.880 0.000 5.400 10.205 1163.324 582.593
(3R,4R,5S)-4-acetamido-5-amino-3-pentan-3-yloxycyclohexene-1-carboxylic acid284.355 4.000 7.200 -1.667 6.772 5.549
(2R,3R,4R)-2-(hydroxymethyl)pyrrolidine-3,4-diol133.147 4.000 6.600 -1.819 56.929 24.711
5-[(1S)-1-[(1aR,4R,4aR,7S,7aS,7bR)-4-hydroxy-1,1,4,7-tetramethyl-1a,2,3,4a,5,6,7a,7b-octahydrocyclopropa[h]azulen-7-yl]-3-methylbutyl]-2,4,6-trihydroxybenzene-1,3-dicarbaldehyde472.620 1.000 4.000 5.111 59.281 23.336
5-[(1R)-1-[(1aR,4aR,7S,7aR,7bR)-1,1,7-trimethyl-4-methylidene-1a,2,3,4a,5,6,7a,7b-octahydrocyclopropa[h]azulen-7-yl]-3-methylbutyl]-2,4,6-trihydroxybenzene-1,3-dicarbaldehyde454.605 0.000 3.250 5.614 150.557 63.906
2,4,6-trihydroxy-5-[1-[7-(2-hydroxypropan-2-yl)-1,4-dimethyl-3,3a,4,5,6,7-hexahydro-2H-azulen-1-yl]-3-methylbutyl]benzene-1,3-dicarbaldehyde472.620 1.000 4.000 5.123 58.935 23.188
2,4,6-trihydroxy-5-[1-[6-(2-hydroxypropan-2-yl)-4,8a-dimethyl-2,3,4,6,7,8-hexahydro-1H-naphthalen-1-yl]-3-methylbutyl]benzene-1,3-dicarbaldehyde472.620 1.000 4.000 5.429 78.898 31.784
[5-(5-thiophen-2-ylthiophen-2-yl)thiophen-2-yl]methanol278.401 1.000 1.700 4.202 3118.961 6111.293
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5S)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.634 3383.140 1847.065



9-[[(2R)-3,3-dimethyloxiran-2-yl]methoxy]furo[3,2-g]chromen-7-one286.284 0.000 5.750 2.079 2592.437 1385.223
3-(2-hydroxy-4-methoxyphenyl)propanoic acid196.202 2.000 3.500 1.542 96.384 50.190
2-[3-[(4-hydroxyphenyl)methyl]-2-methylidenebut-3-enyl]-5-methoxyphenol296.365 2.000 2.250 4.293 1276.825 644.267
2-[(2-hydroxy-4-methoxyphenyl)methyl]-3-[(4-hydroxyphenyl)methyl]but-3-ene-1,2-diol330.380 4.000 4.700 2.812 507.587 237.707
(2S)-2-(1,3-benzodioxol-5-yl)-3,4-dihydro-2H-chromen-7-ol270.284 1.000 3.000 3.116 2998.561 1621.199
[(2R,3R)-5,7-dihydroxy-2-(4-hydroxyphenyl)-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate426.379 6.000 7.250 1.068 6.528 2.150
(6aR,11aR)-9-methoxy-10-(3-methylbut-2-enyl)-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromen-3-ol338.402 1.000 3.000 4.750 2998.206 1620.992
[(5R,9S,13S,14S)-5-formyl-14-hydroxy-5,9-dimethyl-14-tetracyclo[11.2.1.01,10.04,9]hexadecanyl]methyl acetate362.508 1.000 4.750 3.593 389.320 178.452
(3aR,8aR,9aR)-5,8a-dimethyl-3-methylidene-4,6,7,8,9,9a-hexahydro-3aH-benzo[f][1]benzofuran-2-one232.322 0.000 3.000 2.796 2787.282 1498.090
(1R,8S,9S,16R)-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,9,12-tetrol470.478 6.000 6.200 2.339 19.938 7.186
5,8-dihydroxy-2-[(1R)-1-hydroxy-4-methylpent-3-enyl]naphthalene-1,4-dione288.299 0.000 4.200 2.123 120.574 50.268
8-(7-hydroxy-2H-chromen-3-yl)-2,2-dimethylchromen-5-ol322.360 2.000 3.000 3.722 1077.978 536.534
1-(2,4-dihydroxyphenyl)-17-(6-hydroxy-1-benzofuran-2-yl)-11-methyl-2,20-dioxapentacyclo[11.7.1.03,8.09,21.014,19]henicosa-3(8),4,6,9(21),10,12,14,16,18-nonaene-5,15-diol558.543 5.000 5.750 4.629 62.512 24.713
(6aR,11aR)-1-methoxy-2,8-bis(3-methylbut-2-enyl)-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromene-3,9-diol422.520 2.000 3.750 5.605 1701.378 878.655
(4bR,5R,9bR,10R)-5,10-bis(4-hydroxyphenyl)-4b,5,9b,10-tetrahydroindeno[2,1-a]indene-1,3,6,8-tetrol454.478 6.000 4.500 2.981 18.573 6.656
1,2-dimethoxy-12-methyl-13H-[1,3]benzodioxolo[5,6-c]phenanthridine349.385 0.000 4.000 4.296 9642.705 5729.972
4-aminoheptanedioic acid175.184 4.000 5.000 -2.256 0.549 0.265
9-(1,3-benzodioxol-5-yl)-5-hydroxy-6H-[2]benzofuro[5,6-f][1,3]benzodioxol-8-one364.311 1.000 6.750 1.924 1347.670 682.990
9-(1,3-benzodioxol-5-yl)-4,6,7-trimethoxy-1H-benzo[f][2]benzofuran-3-one394.380 0.000 6.750 2.838 2825.158 1520.106
7,8-dimethyl-10-[(2S,3S,4R)-2,3,4,5-tetrahydroxypentyl]benzo[g]pteridine-2,4-dione376.368 5.000 12.300 -1.089 8.019 2.685
5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosa-16,18-diene-6,2'-piperidine]395.627 1.000 1.750 6.376 1978.319 1144.171
8,16-bis(4-hydroxyphenyl)-9-[4,6,12-trihydroxy-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaen-9-yl]-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,12-triol906.941 10.000 9.000 5.583 0.476 0.127
2-[5-hydroxy-6-(hydroxymethyl)-2-[[6-hydroxy-7,9,13-trimethyl-6-[3-methyl-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1065.211 14.000 37.200 -2.864 0.435 0.115
7,7,12,16-tetramethyl-15-(6-methylhept-5-en-2-yl)pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol426.724 1.000 1.700 7.665 4615.321 2583.888
(2R,3R,4R,5S)-2-(hydroxymethyl)-1-nonylpiperidine-3,4,5-triol289.414 4.000 8.800 0.475 68.754 30.303
(2S)-7-hydroxy-2-[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-2,3-dihydrochromen-4-one418.399 5.000 12.750 -0.246 22.981 8.379
2-hydroxy-9H-carbazole-3-carbaldehyde211.220 1.000 1.750 2.099 405.315 186.389
sodium;benzoate 122.123 1.000 2.000 1.868 249.517 140.322
methyl 2-hydroxy-3-phenylpropanoate180.203 1.000 3.700 1.840 1288.719 650.756
methyl 2-(4-hydroxyphenyl)acetate166.176 1.000 2.750 2.258 888.190 435.202
2-methyloctacosane 408.793 0.000 0.000 16.531 9906.038 5899.293
2-(4-methylcyclohexa-2,4-dien-1-yl)propan-2-ol152.236 1.000 0.750 3.117 4580.947 2563.094
4,7-dimethylundecane184.364 0.000 0.000 7.540 9906.038 5899.293



1-(furan-2-yl)-2-hydroxyethanone126.112 1.000 4.200 -0.017 1025.816 508.528
(2,6,8-trimethyl-6-tricyclo[5.3.1.01,5]undec-8-enyl)methanol220.354 1.000 1.700 3.282 3801.430 2095.096
trimethylsilyl tetradecanoate300.556 0.000 2.000 6.483 5310.027 3006.725
2,2,4,4,6,6,8,8,10,10,12,12,14,14,16,16,18,18,20,20-icosamethyl-1,3,5,7,9,11,13,15,17,19-decaoxa-2,4,6,8,10,12,14,16,18,20-decasilacycloicosane741.543 0.000 2.000 14.832 9892.682 5890.697
1,3,4,5,6-pentakis(trimethylsilyloxy)hexan-2-one541.066 0.000 6.250 7.829 6671.085 3847.768
1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 3.934 4494.140 2510.636
3,6,8-trimethyl-2-methylidenetricyclo[5.3.1.03,8]undecane204.355 0.000 0.000 4.616 9906.038 5899.293
3-(6-methylhept-5-en-2-yl)-6-methylidenecyclohexene204.355 0.000 0.000 6.369 9906.038 5899.293
2-(5-ethenyl-5-methyloxolan-2-yl)-6-methylhept-5-en-3-one236.353 0.000 2.750 4.028 5046.565 2845.806
trimethyl-(2-trimethylsilylphenyl)silane222.477 0.000 0.000 5.719 9906.038 5899.293
trimethylsilyl 3,4,5-tris(trimethylsilyloxy)benzoate458.848 0.000 4.550 7.007 5463.706 3100.891
4,7-dimethyl-1-propan-2-yl-2,3,4,5,6,8a-hexahydro-1H-naphthalen-4a-ol222.370 1.000 0.750 4.109 7189.984 4172.261
1,2-dimethyl-8-propan-2-yltetracyclo[4.4.0.02,4.03,7]decane204.355 0.000 0.000 6.584 9906.038 5899.293
trimethyl-[2,3,4,5,6-pentakis(trimethylsilyloxy)cyclohexyl]oxysilane613.247 0.000 5.100 6.077 9906.038 5899.293
1-(2,3,4,5-tetrahydropyridin-6-yl)ethanone125.170 1.000 3.000 0.919 2037.972 1067.964
4-methyl-1-propan-2-ylbicyclo[3.1.0]hex-2-ene136.236 0.000 0.000 3.877 9906.038 5899.293
cyclotetracosane 336.643 0.000 0.000 11.510 9906.038 5899.293
1-methyl-4-(6-methylheptan-2-yl)cyclohexane210.402 0.000 0.000 7.950 9906.038 5899.293
2,5-dihydroperoxy-2,5-dimethylhexane178.228 2.000 4.900 0.779 979.681 483.853
decyl 2,2,2-trifluoroacetate254.292 0.000 2.000 4.664 3159.204 8502.365
3-ethenyl-3-methyl-6-propan-2-yl-2-prop-1-en-2-ylcyclohexan-1-ol222.370 1.000 1.700 3.717 5420.005 3074.091
3,8-dimethyl-5-prop-1-en-2-yl-1,2,3,3a,4,5,6,7-octahydroazulene204.355 0.000 0.000 5.461 9906.038 5899.293
3,5,5-trimethyl-9-methylidene-2,4a,6,7,8,9a-hexahydro-1H-benzo[7]annulene204.355 0.000 0.000 5.286 9906.038 5899.293
2,6,6,9-tetramethyltricyclo[5.4.0.02,8]undec-9-ene204.355 0.000 0.000 5.066 9906.038 5899.293
3,3-dimethylheptane128.257 0.000 0.000 4.979 9906.038 5899.293
1,4a-dimethyl-7-propan-2-ylidene-3,4,5,6,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 3.957 4719.669 2647.090
3-methyl-1-(3-methylfuran-2-yl)butan-1-one166.219 0.000 2.500 2.329 5039.763 2841.660
1,1,4,7-tetramethyl-1a,2,3,4,4a,5,6,7b-octahydrocyclopropa[e]azulene204.355 0.000 0.000 5.029 9906.038 5899.293
methyl 7-methylnonanoate186.294 0.000 2.000 3.353 2629.835 1406.835
2,6,10,14,18-pentamethylicosane352.686 0.000 0.000 13.761 9906.038 5899.293
2,6,10,14-tetramethyloctadecane310.605 0.000 0.000 12.304 9906.038 5899.293
trimethyl-(5-methyl-2-propan-2-ylphenoxy)silane222.402 0.000 0.850 3.946 9906.038 5899.293
trimethylsilyl hexadecanoate328.609 0.000 2.000 7.306 5189.575 2933.073



trimethylsilyl icosanoate384.716 0.000 2.000 8.891 5801.581 3308.669
tetrapentacontane 759.463 0.000 0.000 30.260 9906.038 5899.293
4-methyl-1-prop-1-en-2-ylcyclohexene136.236 0.000 0.000 4.016 9906.038 5899.293
2-(propyldisulfanyl)butane164.323 0.000 1.000 3.172 9906.038 10000.000
1-(methyldisulfanyl)butane136.270 0.000 1.000 3.065 9906.038 10000.000
propan-2-yl 2-methylbutanoate144.213 0.000 2.000 2.306 4814.374 2704.548
2,3,4,5,6-pentakis(trimethylsilyloxy)hexanal541.066 0.000 6.250 7.193 3917.771 2164.487
5,8a-dimethyl-3-propan-2-ylidene-1,2,4,4a,7,8-hexahydronaphthalene204.355 0.000 0.000 5.322 9906.038 5899.293
methyl 15-methylhexadecanoate284.481 0.000 2.000 6.238 1682.463 868.101
1-(propyldisulfanyl)butane164.323 0.000 1.000 3.599 9906.038 10000.000
1-(methyldisulfanyl)pentane150.297 0.000 1.000 3.342 9906.038 10000.000
2-bromoadamantane215.132 0.000 0.000 3.684 9906.038 10000.000
2,5,5,8a-tetramethyl-3,4,4a,6-tetrahydro-2H-chromene194.316 0.000 0.750 3.121 9906.038 5899.293
hexadecyl 2,2,2-trichloroacetate387.816 0.000 2.000 7.820 3803.959 10000.000
1-ethynyl-4-fluorobenzene120.126 0.500 0.000 2.653 9906.038 10000.000
2-(4-methylcyclohex-3-en-1-yl)propan-2-yl 2-methylpropanoate224.342 0.000 2.000 4.016 5475.661 3108.225
methyl 2,2-dimethylbutanoate130.186 0.000 2.000 1.340 4491.287 2508.913
tetradec-13-enal 210.359 0.000 2.000 4.161 1941.254 1013.288
octadecyl 2-chloropropanoate361.007 0.000 2.000 7.892 3342.171 4067.185
1,3,3-trimethyl-2-oxabicyclo[2.2.2]oct-5-ene152.236 0.000 0.750 2.576 9906.038 5899.293
(2-methyl-5-propan-2-yl-2-bicyclo[3.1.0]hexanyl) acetate196.289 0.000 2.000 3.149 6116.326 3503.106
hexadec-2-ene 224.429 0.000 0.000 8.540 9906.038 5899.293
hexadecyl 2,2,3,3,3-pentafluoropropanoate388.461 0.000 2.000 7.668 3314.871 10000.000
6-methyl-3-prop-1-en-2-yl-7-oxabicyclo[4.1.0]heptan-2-one166.219 0.000 4.000 1.111 3990.093 2207.707
2-(1,2-dimethyl-8-tetracyclo[4.4.0.02,4.03,7]decanyl)propan-1-ol220.354 1.000 1.700 3.305 3351.083 1828.155
2,7,7-trimethyl-6-methylidenetricyclo[6.2.1.01,5]undecan-3-one218.338 0.000 2.000 3.152 3451.667 1887.537
2,6,6,7-tetramethyltricyclo[6.2.1.01,5]undecan-7-ol222.370 1.000 0.750 3.707 5474.036 3107.228
2-(4a-methyl-8-methylidene-1,4,5,6,7,8a-hexahydronaphthalen-2-yl)propan-1-ol220.354 1.000 1.700 3.447 3314.277 1806.462
2-methyl-5-propan-2-ylbicyclo[3.1.0]hexan-1-ol154.252 1.000 0.750 2.704 5153.304 2910.921
(3R,4S,5S)-1,3,4,5,6-pentakis(trimethylsilyloxy)hexan-2-one541.066 0.000 6.250 7.949 7600.417 4430.278
1,1,7-trimethylspiro[2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulene-4,2'-oxirane]220.354 0.000 2.000 2.511 9906.038 5899.293
(3,5-ditert-butylphenoxy)-trimethylsilane278.509 0.000 0.850 4.876 9906.038 5899.293
3,4-dimethyl-2,3-dihydrothiophene-2-thiol146.265 0.800 1.000 2.964 9906.038 10000.000



furan-3-one 84.074 0.000 3.700 -0.599 2420.602 1286.251
7-methylidene-4-propan-2-yltricyclo[6.2.1.02,6]undecane204.355 0.000 0.000 5.376 9906.038 5899.293
trimethylsilyl 2-[[(4-methoxyphenyl)-trimethylsilyloxymethylidene]amino]acetate353.565 0.000 3.750 5.038 5202.295 2940.844
pent-2-en-4-ynyl 4-chlorobenzoate220.655 0.500 2.000 3.175 2964.445 3947.283
ethenyl-dimethyl-(3-methylphenoxy)silane192.332 0.000 0.850 3.717 9906.038 5899.293
N-(2-fluorophenyl)cyclopentanecarboxamide207.247 1.000 2.500 3.023 5291.510 5051.982
6',6'-dimethylspiro[1,3-dioxane-4,4'-bicyclo[3.1.1]hept-2-ene]194.273 0.000 2.450 1.821 9906.038 5899.293
2,7,7,10-tetramethyl-3-oxatetracyclo[7.3.0.02,4.06,8]dodecane220.354 0.000 2.000 2.505 9906.038 5899.293
3,7,7,10-tetramethyl-2-oxatetracyclo[7.3.0.01,3.06,8]dodecane220.354 0.000 2.000 2.657 9906.038 5899.293
2-prop-2-enylsulfanylacetonitrile113.177 0.000 2.000 1.330 2040.727 1769.645
11-cyclopentylundecanoic acid254.412 1.000 2.000 4.891 278.895 158.262
methyl 8-[2-[(2-pentylcyclopropyl)methyl]cyclopropyl]octanoate322.530 0.000 2.000 6.764 3032.954 1641.308
cyclohexadec-8-en-1-one236.397 0.000 2.000 4.139 5182.986 2929.048
2,2,6-trimethyl-10-methylidenetricyclo[5.3.1.01,6]undecan-9-ol220.354 1.000 1.700 3.192 4185.163 2324.596
2,6,6,8-tetramethyl-10-oxatetracyclo[5.4.1.01,5.09,11]dodecane220.354 0.000 2.000 2.401 9906.038 5899.293
5-methyl-2-propan-2-ylidenehex-4-enal152.236 0.000 2.000 2.291 2424.379 1288.421
N-cyclopropyl-2-methylpropan-1-imine111.186 0.000 1.500 2.019 6550.239 3772.483
3-methyl-3-(4-methylpent-3-enyl)oxirane-2-carbaldehyde168.235 0.000 4.000 1.419 2351.684 1246.714
[6-(hydroxymethyl)-1-methyl-4-propan-2-ylspiro[bicyclo[3.2.1]octane-7,2'-oxirane]-8-yl]methanol254.369 1.000 4.400 2.247 1593.942 818.840
2,6,6-trimethyl-9-methylidenetricyclo[5.4.0.02,8]undecan-10-one218.338 0.000 2.000 3.274 3808.526 2099.324
S-[2-[3-[(2,4-dihydroxy-3,3-dimethylbutanoyl)amino]propanoylamino]ethyl] tetradec-2-ynethioate484.693 3.000 9.400 3.657 41.494 55.659
3-[3-(aziridin-1-yl)propoxy]-2,5-dimethylpyrazine207.275 0.000 2.000 3.592 4505.042 2517.220
(2,8,9,13-tetraacetyloxy-3,6,6,10,14-pentamethyl-16-oxatetracyclo[10.3.1.01,12.05,7]hexadec-10-en-4-yl) acetate578.655 0.000 12.000 3.502 313.990 141.441
1-(4-bromobutyl)piperidin-2-one234.135 0.000 3.000 1.864 2147.294 5466.060
5,9-dimethyl-2-propan-2-ylidenecyclodecan-1-ol224.386 1.000 1.700 3.756 4394.330 2450.422
4a-hydroperoxy-2,5,5,8a-tetramethyl-4-methylidene-7,8-dihydro-6H-chromene238.326 1.000 3.200 2.772 3955.977 2187.311
4-hydroperoxy-8-methyl-3-methylidene-5-propan-2-yl-2,4,4a,5,8,8a-hexahydro-1H-naphthalene236.353 1.000 3.400 2.951 2654.479 1421.089
1,2-diethylcyclohexadecane280.536 0.000 0.000 9.574 9906.038 5899.293
10,13-dimethyl-17-(6-methylheptan-2-yl)-1,2,3,4,6,7,8,9,11,12,14,15,16,17-tetradecahydrocyclopenta[a]phenanthrene-3,5,6-triol420.674 3.000 4.150 5.463 1282.933 647.598
[7,12,16-trimethyl-15-(6-methyl-5-methylideneheptan-2-yl)-6-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] acetate468.762 0.000 2.000 8.549 3858.471 2129.097
13-methyl-6,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-ol256.387 1.000 1.700 3.683 3922.963 2167.588
9,10-dibromopentacosane510.478 0.000 0.000 14.178 9906.038 10000.000
[7,7,12,16-tetramethyl-15-(6-methylheptan-2-yl)-6-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] acetate470.777 0.000 2.000 8.638 3916.267 2163.589



propan-2-yl 2-sulfanylpropanoate148.220 0.800 2.500 1.973 4535.060 6026.182
(2,8,13-triacetyloxy-9-hydroxy-3,6,6,10,14-pentamethyl-16-oxatetracyclo[10.3.1.01,12.05,7]hexadec-10-en-4-yl) acetate536.618 1.000 11.700 3.473 582.966 276.082
2,3,6,7-tetramethyloctane170.337 0.000 0.000 6.755 9906.038 5899.293
tetradec-11-ynyl acetate252.396 0.000 2.000 5.245 2223.705 1173.544
pentacosa-10,12-diynoic acid374.606 1.000 2.000 8.452 279.322 158.523
methyl octadeca-12,15-diynoate290.445 0.000 2.000 6.274 2607.321 1393.821
4,4,8-trimethylnon-7-en-2-one182.305 0.000 2.000 3.247 3962.205 2191.033
S-methyl heptanethioate160.274 0.000 2.000 2.744 4303.359 4058.344
(5-acetyl-2,10-diacetyloxy-14-methoxy-17-methyl-18-oxapentacyclo[12.3.1.01,9.04,8.012,17]octadec-5-en-4-yl)methyl acetate518.603 0.000 9.500 3.436 511.430 239.653
dimethyl 4-acetamidobenzene-1,2-dicarboxylate251.238 1.000 6.500 0.992 292.529 131.021
(3a,10a-dihydroxy-2,10-dimethyl-3,8-dioxo-4,6a,7,9,10,10b-hexahydrobenzo[e]azulen-5-yl)methyl acetate348.395 2.000 7.500 1.692 134.737 56.680
(5-acetyl-2-acetyloxy-8-hydroxy-14-methoxy-17-methyl-18-oxapentacyclo[12.3.1.01,9.04,8.012,17]octadec-5-en-4-yl)methyl acetate476.566 1.000 8.250 3.946 859.170 419.853
diethyl 15-acetyloxy-2,16-dimethyl-6-oxopentacyclo[9.7.0.02,8.03,5.012,16]octadecane-4,4-dicarboxylate488.620 0.000 8.000 4.202 306.746 137.917
5-(2-aminoethyl)-1H-imidazole-2-carbaldehyde139.157 3.000 4.500 -1.069 39.877 16.818
1-methoxy-13-methylhexadecane270.498 0.000 1.700 5.717 9906.038 5899.293
5-(methoxymethoxy)hex-3-yn-2-ol158.197 1.000 5.100 0.948 3153.677 1712.034
hexadec-7-enoic acid254.412 1.000 2.000 5.208 235.340 131.724
tridecan-4-yl 2,2,2-trifluoroacetate296.372 0.000 2.000 5.793 3911.851 10000.000
methyl hexadec-7-enoate268.439 0.000 2.000 5.655 2585.611 1381.281
2-heptadec-7-ynoxyoxane336.557 0.000 3.400 6.177 9906.038 5899.293
3-(cyclopropylmethyl)-7-[(4-nitro-2,1,3-benzoxadiazol-7-yl)amino]-2,4,4a,5,6,7,7a,13-octahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinoline-6,9-diol505.529 3.000 9.700 1.533 5.350 1.918
methyl 8-(2-octylcyclopropyl)octanoate310.519 0.000 2.000 6.753 2625.213 1404.162
2-[12-(oxiran-2-yl)dodecyl]oxirane254.412 0.000 4.000 3.354 9906.038 5899.293
pentadecyl prop-2-enoate282.465 0.000 2.000 6.215 2821.060 1517.723
5-methylundec-4-ene168.322 0.000 0.000 6.121 9906.038 5899.293
3-hexylthiane 1,1-dioxide218.354 0.000 4.000 2.243 1581.395 821.969
4a-methyl-2,4,5,6,7,8,9,9a-octahydro-1H-benzo[7]annulen-3-one180.289 0.000 2.000 2.487 3293.422 1794.178
tridecanedial 212.331 0.000 4.000 2.448 360.224 164.081
7,9-ditert-butyl-1-oxaspiro[4.5]deca-6,9-diene-2,8-dione276.375 0.000 5.000 2.746 1981.670 1036.109
1-chloroheptacosane415.184 0.000 0.000 15.219 9906.038 10000.000
2,6-dimethylheptadecane268.525 0.000 0.000 10.893 9906.038 5899.293
henicosyl formate 340.588 0.000 2.000 7.538 1197.285 600.997
1-(3-methylfuran-2-yl)propan-2-one138.166 0.000 2.500 1.553 3184.380 1730.057



1,54-dibromotetrapentacontane917.255 0.000 0.000 30.871 9906.038 10000.000
pentadecan-3-one 226.401 0.000 2.000 4.901 4249.051 2362.976
3-(3,3-dimethylbutyl)cyclohexan-1-ol184.321 1.000 1.700 3.113 3386.131 1848.831
N-(2,7-diethoxyfluoren-9-ylidene)hydroxylamine283.326 1.000 4.200 3.293 2086.328 1095.380
dimethyl 2-oxopropanedioate146.099 0.000 6.000 -1.252 224.854 98.590
cyclohexane-1,2,3,5-tetrol148.158 4.000 6.800 -1.240 200.765 87.224
2-(2-hydroxyethylsulfanyl)propanoic acid150.192 2.000 4.200 0.266 97.523 69.714
bicyclo[10.1.0]tridec-1-ene178.317 0.000 0.000 4.510 9906.038 5899.293
nonadeca-1,3,12-triene262.478 0.000 0.000 9.783 9906.038 5899.293
methyl hexadeca-9,12-dienoate266.423 0.000 2.000 5.594 3033.611 1641.692
methyl octadeca-10,13-dienoate294.476 0.000 2.000 5.995 3115.506 1689.647
pentadec-7-yne 208.386 0.000 0.000 8.017 9906.038 5899.293
icos-3-yne 278.520 0.000 0.000 10.811 9906.038 5899.293
15-ethenyl-15-methyl-oxacyclopentadecan-2-one266.423 0.000 2.000 4.694 6164.455 3532.911
icosa-1,4-diene 278.520 0.000 0.000 10.680 9906.038 5899.293
15,15-dimethyl-oxacyclopentadecan-2-one254.412 0.000 2.000 4.396 5859.590 3344.441
2-(3-ethenyl-9-methoxy-1,2,3,4,6,7,12,12b-octahydroindolo[2,3-a]quinolizin-2-yl)ethyl acetate368.475 1.000 4.750 4.231 390.348 197.987
(16-ethyl-15-methyl-9,15-diazatetracyclo[10.3.1.02,10.03,8]hexadeca-2(10),3,5,7-tetraen-11-yl)methyl acetate326.438 1.000 4.000 3.646 420.102 214.349
8-(2-octylcyclopropyl)octanal280.493 0.000 2.000 5.992 2154.951 1134.374
1-(12-ethyl-12-hydroxy-10-methylidene-8,14-diazapentacyclo[9.5.2.01,9.02,7.014,17]octadeca-2,4,6-trien-8-yl)ethanone338.449 1.000 5.750 2.724 769.318 412.215
2-hydroxyhexadecyl butanoate328.534 1.000 3.700 5.900 1179.186 591.183
3-methoxyhex-1-ene 114.187 0.000 1.700 1.986 9906.038 5899.293
butyl tetradecane-6-sulfonate334.556 0.000 4.000 5.567 3279.096 1785.744
N,6,7,13-tetramethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icos-18-en-16-amine342.567 1.000 3.500 4.159 442.287 250.702
2-(9-hydroxyimino-3,6-diazatricyclo[4.3.1.13,8]undecan-1-yl)ethyl acetate267.327 1.000 8.700 -0.747 21.917 9.743
[butoxy-bis(trimethylsilyloxy)silyl] dibutyl trimethylsilyl silicate559.081 0.000 3.350 10.813 9905.931 5899.224
methyl 8-[2-(2-hexylcyclopropyl)cyclopropyl]octanoate322.530 0.000 2.000 6.374 3310.392 1804.173
[2,2-dimethyl-5-[2-(2-trimethylsilylethoxymethoxy)propyl]-1,3-dioxolan-4-yl]methanol320.500 1.000 6.600 3.573 2843.179 1530.589
trimethylsilyl 3-(1,3-benzodioxol-5-yl)-2-trimethylsilyloxypropanoate354.549 0.000 4.350 4.690 7682.304 4481.893
1-(4-methoxyphenyl)-5-prop-2-enylsulfanyltetrazole248.302 0.000 3.750 2.399 1150.146 868.733
7-[6-methyl-3,4,5-tris(trimethylsilyloxy)oxan-2-yl]oxy-3-[6-[[6-methyl-3,4,5-tris(trimethylsilyloxy)oxan-2-yl]oxymethyl]-3,4,5-tris(trimethylsilyloxy)oxan-2-yl]oxy-5-trimethylsilyloxy-2-(4-trimethylsilyloxyphenyl)chromen-4-one1534.666 0.000 20.150 9.163 9906.038 5899.293
methyl 10-methylundecanoate214.347 0.000 2.000 4.149 2587.645 1382.456
methyl 13-methylpentadecanoate270.454 0.000 2.000 5.702 2576.863 1376.230



hydroxy-tri(propan-2-yl)silane174.358 1.000 0.850 3.319 6530.025 3759.902
7,7-dimethylbicyclo[4.1.0]hept-2-ene-3-carbaldehyde150.220 0.000 2.000 1.902 1916.289 999.210
icos-9-yne 278.520 0.000 0.000 10.706 9906.038 5899.293
hexacos-11-yne 362.681 0.000 0.000 13.935 9906.038 5899.293
7-butylbicyclo[4.1.0]heptane152.279 0.000 0.000 5.784 9906.038 5899.293
octadec-16-enal 266.466 0.000 2.000 5.725 1937.867 1011.377
2-nitroprop-2-enylcyclohexane169.223 0.000 2.000 2.044 1522.298 779.131
pentatriacontan-1-ol 508.953 1.000 1.700 12.554 2853.233 1536.440
2-methyl-6-(4-methylcyclohexa-1,3-dien-1-yl)hept-2-en-4-one218.338 0.000 2.000 3.689 4162.618 2311.064
11-oxadispiro[4.0.46.15]undecan-10-ol168.235 1.000 3.700 1.447 4646.353 2602.671
N-(2-hydroxyethyl)hexanamide159.228 2.000 4.200 0.442 719.908 563.250
methyl cycloundecanecarboxylate212.331 0.000 2.000 3.397 4095.800 2270.993
2,3-dimethyldecan-3-ol186.337 1.000 0.750 4.023 5598.988 3183.962
ethyl 5-methylnonanoate200.320 0.000 2.000 3.832 2927.984 1579.994
methyl 2,6,10-trimethyltridecanoate270.454 0.000 2.000 5.340 3824.227 2108.680
22-(1-hydroxyethyl)-9-methoxy-6,16-dimethyl-10,19-dioxa-16-azahexacyclo[12.5.3.15,9.01,14.02,11.06,11]tricosa-3,21-dien-12-ol431.571 2.000 7.650 3.013 908.892 493.613
2-[1-(1-ethoxyethoxy)-2-phenylmethoxyethyl]oxirane266.336 0.000 7.100 1.922 9906.038 5899.293
[2-(benzenesulfinylmethyl)-3-phenylcyclopropyl]benzene332.459 0.000 4.000 5.132 213.531 3551.419
3-methyl-8-methylidene-5-prop-1-en-2-yl-2,3,3a,4,5,6,7,8a-octahydro-1H-azulene204.355 0.000 0.000 5.539 9906.038 5899.293
3,7-dimethylocta-1,6-dien-3-yl hexanoate252.396 0.000 2.000 5.117 5399.735 3061.667
1-(4-methylcyclohex-3-en-1-yl)ethanol140.225 1.000 1.700 2.019 4061.982 2250.732
2,5,9,9-tetramethyl-3,4,4a,5,8,9a-hexahydrobenzo[7]annulene204.355 0.000 0.000 5.241 9906.038 5899.293
2,6-dimethyloct-7-en-3-ol156.267 1.000 1.700 2.824 4741.247 2660.173
3,3,7-trimethyltricyclo[5.4.0.02,9]undecane-8-carbaldehyde220.354 0.000 2.000 3.110 2853.480 1536.584
(5-ethylcyclopenten-1-yl)methanol126.198 1.000 1.700 1.728 3503.288 1918.068
cyclopentane-1,2-dione98.101 1.000 2.750 -0.121 820.578 399.506
oxacyclododecane-2,8-dione198.261 0.000 4.000 1.468 2115.254 1111.805
2-hexyl-5-methylfuran-3-one182.262 0.000 2.750 2.647 3004.311 1624.560
hexadecan-4-yl hexanoate340.588 0.000 2.000 7.845 4684.989 2626.071
5-methyl-5-(4,8,12-trimethyltridecyl)oxolan-2-one324.546 0.000 3.000 6.102 2333.385 1236.231
ethyl 4-oxo-5-phenylpentanoate220.268 0.000 4.000 2.597 1419.215 722.264
methyl 3-acetyloxy-3-hydroxypropanoate162.142 0.000 4.700 -0.066 302.054 135.638
6-decylsulfonylhexane-1,2,3,4,5-pentol370.500 4.000 11.500 0.637 63.574 25.216



4,4-dimethyldecan-2-ylbenzene246.435 0.000 0.000 7.457 9906.038 5899.293
7,7-dimethylbicyclo[4.1.0]hept-3-ene-3-carbaldehyde150.220 0.000 2.000 1.897 1923.740 1003.410
2-ethylidene-6-methylhepta-3,5-dienal150.220 0.000 2.000 2.331 2095.949 1100.841
bis(4-methylphenyl) methanedisulfonate356.408 0.000 9.000 1.114 412.564 194.910
1,2,3,5,6,7-hexahydroinden-4-one136.193 0.000 2.000 1.614 3269.502 1780.097
2,2,7,7-tetramethyloct-5-yn-4-one180.289 0.000 2.000 3.167 3328.495 1814.839
4,8,12,12-tetramethyl-3-oxatricyclo[5.5.0.02,4]dodec-7-ene220.354 0.000 2.000 2.335 9906.038 5899.293
5-ethylcyclopentene-1-carboxylic acid140.182 1.000 2.000 1.822 295.144 168.251
(3,5-dimethylcyclohexyl) thiophene-2-carboxylate238.344 0.000 2.000 3.913 4215.014 4180.027
1H-imidazole-2-carboxylic acid112.088 2.000 3.500 -0.298 70.621 35.861
3H-pyran-2,6-dione 112.085 0.000 4.500 -1.138 463.981 215.713
octan-4-yl heptanoate242.401 0.000 2.000 5.080 4416.997 2464.087
(3-nitrophenyl) heptanoate251.282 0.000 3.500 2.814 532.991 250.592
S-tert-butyl 5-oxohexanethioate202.311 0.000 4.000 2.165 2134.119 1516.687
3-[[ethyl(fluoro)phosphoryl]oxymethyl]heptane224.255 0.000 5.000 2.113 3844.239 3272.553
octadecyl hexanoate 368.642 0.000 2.000 8.530 3117.631 1690.893
2-[[2-[(2-aminoacetyl)amino]-3-(1H-indol-3-yl)propanoyl]amino]acetic acid318.332 4.500 6.500 -2.304 0.989 1.014
1-methyl-4-(6-methylheptan-2-yl)benzene204.355 0.000 0.000 6.472 9906.038 5899.293
4-(2,6,6-trimethylcyclohexa-1,3-dien-1-yl)butan-2-one192.300 0.000 2.000 3.087 3248.284 1767.614
1-(2,3-dihydroindol-1-yl)-4-phenylbutane-1,4-dione279.338 0.000 5.000 3.068 1839.457 955.979
octacosa-13,15-diyne386.703 0.000 0.000 14.927 9906.038 5899.293
(2,3-dimethyl-3-tricyclo[2.2.1.02,6]heptanyl)methanol152.236 1.000 1.700 1.999 4396.126 2451.504
1-methyl-6-propan-2-ylidenebicyclo[3.1.0]hexane136.236 0.000 0.000 4.023 9906.038 5899.293
tricyclo[8.6.0.02,9]hexadecane-3,11-dione248.364 0.000 4.000 2.490 2331.635 1235.229
5-ethylcyclopentene-1-carbaldehyde124.182 0.000 2.000 1.563 1995.946 1044.180
2-cyclopropylthiophene124.200 0.000 0.000 3.153 9906.038 10000.000
methyl 12-ethyl-8-methyl-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2,4,6,9-tetraene-10-carboxylate352.475 0.000 4.000 4.089 1090.505 601.036
4-hydroxy-5-methyl-1H-pyrimidin-6-one126.115 2.000 3.500 -0.347 366.224 167.037
1-propan-2-yl-1,2,3,4-tetrahydroisoquinoline175.273 1.000 1.500 2.374 1547.098 877.154
methyl N-hydroxybenzenecarboximidate151.165 1.000 2.700 1.567 1514.326 774.722
1-(3-methoxyphenyl)propan-1-one164.204 0.000 2.750 2.041 3915.565 2163.170
2-ethenyl-1,3,3-trimethylcyclohexene150.263 0.000 0.000 3.957 9906.038 5899.293
1,6-naphthyridin-4-amine145.163 1.500 3.500 0.507 1008.833 499.434



trimethyl-[2-(trimethylsilyloxymethyl)butoxy]silane248.512 0.000 1.700 3.934 9906.038 5899.293
7-(2,2-dimethyl-1,3-dioxolan-4-yl)-1,4b,7-trimethyl-4,4a,5,6,8,8a,9,10-octahydro-3H-phenanthren-2-one346.509 0.000 3.500 4.736 3550.928 1946.276
2,3-dimethyl-5-(trifluoromethyl)benzene-1,4-diol206.164 2.000 1.500 2.215 1857.677 3982.361
2-methyl-5-oxo-7-(2-phenyl-1,3-dioxolan-2-yl)heptanenitrile287.358 0.000 5.000 2.879 1043.295 517.900
[3-cyano-1-(2-phenyl-1,3-dioxolan-2-yl)heptan-3-yl] ethaneperoxoate347.410 0.000 5.750 3.363 804.776 391.197
1-[5-tert-butyl-5-hydroxy-3-(trifluoromethyl)-4H-pyrazol-1-yl]-2-(5-methyl-2-propan-2-ylphenoxy)ethanone400.440 0.000 4.000 5.829 3937.119 9474.381
4-(2,2,6-trimethyl-1-bicyclo[4.1.0]heptanyl)butan-2-one208.343 0.000 2.000 3.333 3243.601 1764.860
3-ethenyl-3-methyl-6-propan-2-yl-2-prop-1-en-2-ylcyclohexan-1-one220.354 0.000 2.000 3.769 5961.309 3407.238
2-hydroxy-6-methoxybenzoic acid168.149 1.000 2.500 1.681 119.987 63.598
3-propyladamantan-1-ol194.316 1.000 0.750 3.195 3861.438 2130.867
methyl 2-oxo-3,4-dihydro-1H-pyridine-5-carboxylate155.153 0.000 3.500 0.367 427.934 197.657
2,5-dimethyl-8-propan-2-yl-1,2,8,8a-tetrahydronaphthalene202.339 0.000 0.000 5.392 9906.038 5899.293
3,3,6-trimethyl-2H-inden-1-one174.242 0.000 2.000 2.515 2987.140 1614.526
3-(2,4-dinitrophenyl)chromen-2-one312.238 0.000 4.500 1.668 70.409 28.104
2-methoxy-3-prop-2-enylphenol164.204 1.000 1.500 2.675 3841.058 2118.713
ethyl 1-(2,2,2-trifluoroacetyl)pyrrolidine-2-carboxylate239.194 0.000 5.000 1.057 1140.649 3973.179
1-(2,5-dimethoxyphenyl)butan-1-ol210.272 1.000 3.200 2.731 4321.868 2406.776
7,7-dimethyl-1-(2-methylpropyl)-1,3,4,5,6,7a-hexahydro-2-benzofuran-3a-ol226.358 1.000 2.450 3.340 5652.798 3217.049
2-(2,4,5-trimethoxyphenyl)-2,3-dihydro-1H-perimidine336.390 2.000 4.250 4.275 6068.427 3473.462
3-methyl-2-octyl-1H-quinolin-4-one271.402 1.000 2.500 4.681 3045.460 1648.624
6-hydroxy-2-methyl-1H-quinolin-4-one175.187 2.000 3.250 1.066 640.834 305.819
2,2,7,7-tetramethyltricyclo[6.2.1.01,6]undec-5-en-10-one218.338 0.000 2.000 3.254 4843.452 2722.209
9-hydroxy-8,8-dimethyl-9,10-dihydropyrano[2,3-h]chromen-2-one246.262 1.000 4.950 1.683 911.815 447.728
15,16-diazatetracyclo[6.6.2.02,7.09,14]hexadeca-2,4,6,9,11,13-hexaene208.262 2.000 2.000 1.499 144.903 75.047
(3,3-dimethylcyclohexen-1-yl)oxy-trimethylsilane198.380 0.000 0.850 3.594 9906.038 5899.293
2,3,8,8-tetramethyltricyclo[5.2.2.01,6]undec-2-ene204.355 0.000 0.000 5.042 9906.038 5899.293
6-(diethylamino)-1-benzofuran-3-one205.256 0.000 3.750 1.861 2579.178 1377.566
2-tert-butyl-4-(2,4,4-trimethylpentan-2-yl)phenol262.434 1.000 0.750 5.039 4984.780 2808.166
(2,4-ditert-butylphenyl) 5-hydroxypentanoate306.444 1.000 4.200 4.223 1908.593 994.873
(5,7-dimethyl-1,3-diazatricyclo[3.3.1.13,7]decan-6-ylidene)hydrazine194.279 2.000 5.500 -0.343 94.123 47.076
9-methoxy-9-(9-methoxyfluoren-9-yl)fluorene390.481 0.000 1.500 6.210 9906.038 5899.293
3-methyl-9H-carbazol-1-ol197.236 2.000 0.750 2.669 1959.987 1023.861
2-(4a,8-dimethyl-3,4,5,6-tetrahydro-2H-naphthalen-2-yl)prop-2-en-1-ol218.338 1.000 1.700 3.477 4134.743 2294.341



[2,4,6-tri(propan-2-yl)phenyl]phosphane236.336 2.000 0.000 6.596 9906.038 10000.000
7-hydroxy-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-2,3,4,5,6,7,7a,10,11,11b,12,13,13a,13b-tetradecahydro-1H-cyclopenta[a]chrysen-9-one440.708 1.000 3.700 6.127 2566.008 1369.965
3,6,8-trimethyltricyclo[5.3.1.03,8]undecan-2-one206.327 0.000 2.000 2.826 4052.010 2244.760
N-(2-amino-2-oxoethyl)tetradec-2-ynamide280.409 2.250 4.250 2.682 98.655 84.148
1-(5-methyl-2-trimethylsilyloxyphenyl)ethanone222.358 0.000 2.850 2.898 5559.707 3159.824
1,5,5,8-tetramethyltricyclo[5.4.0.04,8]undecan-7-ol222.370 1.000 0.750 3.696 6352.344 3649.443
2-methyl-7-phenyl-1H-indole207.274 1.000 0.000 4.486 7685.535 4483.930
2,4-dimethylbenzo[h]quinoline207.274 0.000 1.000 4.105 8716.386 5137.388
N-(3-chloro-1,4-dioxonaphthalen-2-yl)-4-cyclohexylbutanamide359.852 0.250 5.750 3.703 603.665 560.643
5,6,11,12-tetrahydrobenzo[c][1]benzazocine209.290 1.000 1.000 3.739 6775.347 3912.809
4,8a-dimethyl-6-prop-1-en-2-yl-1,3,5,6,7,8-hexahydronaphthalen-2-one218.338 0.000 2.000 3.280 3320.830 1810.323
(4,4,6a,6b,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl)oxy-trimethylsilane498.906 0.000 0.850 7.248 9906.038 5899.293
methyl 4,6a,6b,8a,11,12,14b-heptamethyl-3-oxo-1,2,4a,5,6,7,8,9,10,11,12,12a,14,14a-tetradecahydropicene-4-carboxylate468.718 0.000 4.000 6.470 2358.258 1250.481
4-[(3-methoxyphenyl)iminomethyl]phenol227.262 1.000 2.500 3.240 2552.080 1361.930
5,5,11,11-tetramethyltetracyclo[6.2.1.01,6.06,10]undec-2-ene-3-carbaldehyde230.349 0.000 2.000 3.235 2136.317 1123.776
6-hydroxy-4,8,12-trimethyl-2-oxatricyclo[7.3.1.05,13]trideca-1(12),5,7,9(13)-tetraene-10,11-dione258.273 1.000 5.500 1.367 664.894 318.248
5,7-dimethoxy-8-(3-methylbut-2-enoyl)chromen-2-one288.299 0.000 6.000 2.145 1341.309 679.507
5-[4-(3-methylbut-2-enoxy)phenyl]-2-pyridin-3-yl-1,3-oxazole306.363 0.000 4.250 4.359 3390.366 1851.330
6-methoxy-2-methyl-3-phenyl-1-benzofuran-5-ol254.285 1.000 2.000 3.584 3074.618 1665.691
5-methyl-4-naphthalen-1-yl-1,3-thiazol-2-amine240.322 2.000 2.000 3.092 1828.689 1698.892
7-hydroxy-2,4b,8,8-tetramethyl-3,4,4a,5,6,7,8a,9-octahydro-1H-phenanthrene-2-carbaldehyde290.445 1.000 3.700 3.341 1327.638 672.024
7-(hydroxymethyl)-4,9-dimethoxyfuro[3,2-g]chromen-5-one276.245 1.000 6.200 1.443 1190.683 597.416
2,6-dimethoxyanthracene-1,5-dicarbaldehyde294.306 0.000 5.500 2.062 519.716 243.852
(1,4-dimethyl-7-propan-2-ylazulen-2-yl)-phenylmethanone302.415 0.000 2.000 5.425 4682.577 2624.610
15-propan-2-yltetracyclo[8.7.0.01,14.03,8]heptadeca-3(8),5-diene-4,7,11-trione312.408 0.000 6.000 2.054 441.345 204.361
methyl 7-(2-hydroxypropan-2-yl)-1,4a-dimethyl-2,3,4,9,10,10a-hexahydrophenanthrene-1-carboxylate330.466 1.000 2.750 4.807 2397.432 1272.948
2-(3-ethyl-9-methoxy-1,2,3,4,6,7,12,12b-octahydroindolo[2,3-a]quinolizin-2-yl)ethanol328.453 2.000 4.450 3.337 513.971 266.556
2-(2,6-dimethoxyphenyl)-5,6-dimethoxychromen-4-one342.348 0.000 5.500 3.580 3847.817 2122.743
23,24-dimethoxy-18-methyl-8,10-dioxa-2-azaheptacyclo[16.7.1.02,14.05,13.07,11.014,19.020,25]hexacosa-5,7(11),12,20(25),21,23-hexaen-16-one433.503 0.000 6.000 3.521 851.492 460.006
4-[(3,5-ditert-butyl-4-hydroxyphenyl)methyl]-2,6-dimethylphenol340.505 2.000 1.500 5.963 3873.449 2138.032
N-(13,14,15-trimethoxy-8-tricyclo[9.4.0.02,7]pentadeca-1(15),2,4,6,11,13-hexaenyl)acetamide341.406 1.000 4.750 3.391 2305.593 2114.195
5-hydroxy-3-(1-hydroxy-6-methyl-5,8-dioxonaphthalen-2-yl)-2-methylnaphthalene-1,4-dione374.349 0.000 7.500 1.419 53.059 20.700
11,16,17-trimethoxy-22-methyl-6,8,12-trioxa-22-azapentacyclo[11.9.0.02,10.05,9.014,19]docosa-2(10),3,5(9),14,16,18-hexaene399.443 0.000 8.400 2.475 2349.551 1377.909



(2S,4aS,6aR,6aS,6bR,8aR,10S,12aS,14bR)-10-(3-carboxypropanoyloxy)-2,4a,6a,6b,9,9,12a-heptamethyl-13-oxo-3,4,5,6,6a,7,8,8a,10,11,12,14b-dodecahydro-1H-picene-2-carboxylic acid570.765 2.000 8.000 5.735 2.801 1.393
1,2,4-trimethoxy-5-[(E)-prop-1-enyl]benzene208.257 0.000 2.250 2.879 9906.038 5899.293
(5R)-2-hydroxy-5-[(4-hydroxyphenyl)methyl]-5-methoxycyclopent-2-en-1-one234.251 2.000 4.250 1.573 554.054 261.313
[(1S,4S,5R,9S,10R,13R,14S)-5-formyl-14-hydroxy-5,9-dimethyl-14-tetracyclo[11.2.1.01,10.04,9]hexadecanyl]methyl (1S,4S,5R,9S,10R,13R,14R)-5-formyl-5,9-dimethyltetracyclo[11.2.1.01,10.04,9]hexadecane-14-carboxylate620.911 1.000 6.750 7.317 343.557 155.890
(E)-but-2-enoic acid 86.090 1.000 2.000 0.722 203.439 112.535
(2R)-2-[(1R)-1-[(8S,9S,10R,13S,14S,17S)-10,13-dimethyl-1-oxo-4,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one438.606 1.000 5.750 4.931 830.394 404.675
3-[(E)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethenyl]-5-propan-2-ylidenefuran-2-one372.503 2.000 5.900 3.588 455.050 211.229
(E)-3-phenylprop-2-enal132.162 0.000 2.000 1.870 1562.016 801.126
(E)-octadec-9-enoic acid282.465 1.000 2.000 5.871 653.188 397.069
(1R)-2-methyl-5-propan-2-ylbicyclo[3.1.0]hex-2-ene136.236 0.000 0.000 3.889 9906.038 5899.293
methyl (E)-3-phenylprop-2-enoate162.188 0.000 2.000 2.359 2317.411 1227.086
hexyl (E)-2-methylbut-2-enoate184.278 0.000 2.000 3.363 2974.460 1607.119
(E)-3-(2-hydroxyphenyl)prop-2-enoic acid164.160 2.000 2.750 1.474 75.593 38.597
(E)-3-(4-hydroxyphenyl)prop-2-enoic acid164.160 2.000 2.750 1.430 61.960 31.132
1-methoxy-4-[(E)-prop-1-enyl]benzene148.204 0.000 0.750 3.170 9906.038 5899.293
(2E)-3,7-dimethylocta-2,6-dien-1-ol154.252 1.000 1.700 2.608 2850.313 1534.741
ethyl (E)-3-phenylprop-2-enoate176.215 0.000 2.000 2.813 2548.593 1359.918
(E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoic acid224.213 2.000 4.250 1.534 64.024 32.254
1,2-dimethoxy-4-[(E)-prop-1-enyl]benzene178.230 0.000 1.500 2.802 9906.038 5899.293
1-[(E)-3-(3,4,5-trimethoxyphenyl)prop-2-enoyl]-2,3-dihydropyridin-6-one317.341 0.000 5.250 3.194 1785.550 925.733
(2R,3R)-2-(4-hydroxyphenyl)-7-methoxy-8-methyl-3,4-dihydro-2H-chromen-3-ol286.327 2.000 3.950 3.013 1345.092 681.578
(2E)-3,7-dimethylocta-2,6-dienal152.236 0.000 2.000 2.314 1634.222 841.229
(E)-4-(2,6,6-trimethylcyclohexen-1-yl)but-3-en-2-one192.300 0.000 2.000 3.100 3397.034 1855.266
(2E,4E)-5-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylpenta-2,4-dien-1-one285.342 0.000 4.500 3.261 4158.907 2308.837
[(2E,4E,6E,8E)-3,7-dimethyl-9-(2,6,6-trimethylcyclohexen-1-yl)nona-2,4,6,8-tetraenyl] acetate328.494 0.000 2.000 6.374 2317.536 1227.158
(6E,10E,14E,18E)-2,6,10,15,19,23-hexamethyltetracosa-2,6,10,14,18,22-hexaene410.725 0.000 0.000 12.587 9906.038 5899.293
(E)-stilbene 180.249 0.000 0.000 4.775 9906.038 5899.293
methyl (E)-but-2-enoate100.117 0.000 2.000 0.612 2307.995 1221.698
(E)-1-(2,4-dihydroxyphenyl)-3-(4-hydroxyphenyl)prop-2-en-1-one256.257 2.000 3.250 2.043 147.437 62.476
[(2E,6E)-3,7,11-trimethyldodeca-2,6,10-trienyl] acetate264.407 0.000 2.000 5.215 2293.845 1213.604
(4S)-4-bromo-5,5-dichlorospiro[2.3]hexan-6-one243.915 0.000 2.000 2.474 3574.326 10000.000
(13aR)-2,3,6-trimethoxy-9,11,12,13,13a,14-hexahydrophenanthro[9,10-f]indolizine363.455 0.000 4.250 4.345 2031.622 1177.528
(E)-3-(4-methoxyphenyl)prop-2-enal162.188 0.000 2.750 2.055 1561.733 800.969



1-methoxy-4-[(E)-2-(4-methoxyphenyl)ethenyl]benzene240.301 0.000 1.500 4.442 9906.038 5899.293
(3Z)-3-butylidene-2-benzofuran-1-one188.226 0.000 2.500 2.487 2115.842 1112.138
methyl (1S,15S,18S,19S,20S)-18-hydroxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate354.448 1.000 4.700 3.377 242.988 118.609
(Z,12R)-12-hydroxyoctadec-9-enoic acid298.465 2.000 3.700 4.322 176.958 96.789
(2E,6Z)-nona-2,6-dienal138.209 0.000 2.000 2.078 1559.171 799.550
(Z)-prop-1-ene-1,2,3-tricarboxylic acid174.110 3.000 6.000 -0.091 0.288 0.151
(2Z)-3,7-dimethylocta-2,6-dienal152.236 0.000 2.000 2.330 1794.669 930.844
(Z)-2-methylbut-2-enedioic acid130.100 2.000 4.000 0.077 7.693 4.153
methyl (Z)-hexadec-9-enoate268.439 0.000 2.000 5.693 3034.623 1642.284
(2Z)-3,7-dimethylocta-2,6-dien-1-ol154.252 1.000 1.700 2.571 2898.911 1563.044
[[(2R,3S,4R,5R)-5-(6-aminopurin-9-yl)-3,4-dihydroxyoxolan-2-yl]methoxy-hydroxyphosphoryl] [(2R,3S,4S)-5-(7,8-dimethyl-2,4-dioxobenzo[g]pteridin-10-yl)-2,3,4-trihydroxypentyl] hydrogen phosphate785.557 8.000 27.700 -2.922 0.009 0.003
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] 2-(4-hydroxy-1H-indol-3-yl)-N-sulfooxyethanimidothioate464.461 7.000 14.750 -1.002 1.582 0.898
(1R,4R)-1,7,7-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.080 4398.979 2453.224
(3S)-1,2,3,9-tetrahydropyrrolo[2,1-b]quinazolin-3-ol188.229 1.000 3.200 1.899 2347.200 1244.144
4-[(E)-2-(3,5-dihydroxyphenyl)ethenyl]benzene-1,2-diol244.246 4.000 3.000 1.286 98.622 40.454
[(9S)-8,8-dimethyl-2-oxo-9,10-dihydropyrano[2,3-h]chromen-9-yl] (Z)-2-methylbut-2-enoate328.364 0.000 5.250 3.285 1158.490 579.976
ethyl (E)-3-(4-hydroxyphenyl)prop-2-enoate192.214 1.000 2.750 2.055 791.001 383.965
(2S)-7-hydroxy-2-phenyl-2,3-dihydrochromen-4-one240.258 1.000 3.500 2.451 992.450 490.674
(E)-3-(3,4-dihydroxyphenyl)prop-2-enoic acid180.160 3.000 3.500 0.550 22.104 10.218
(E)-3-(2-bromo-4,5-dimethoxyphenyl)prop-2-enoic acid287.109 1.000 3.500 2.686 204.668 266.584
phenyl 4-methylpiperidine-1-carboxylate219.283 0.000 3.000 3.172 4515.353 2523.447
phenyl (E)-3-phenylprop-2-enoate224.259 0.000 2.500 3.525 4118.506 2284.604
15,16-dimethoxy-10-methyl-10-azatetracyclo[7.7.1.02,7.013,17]heptadeca-1(17),2,4,6,8,13,15-heptaene293.365 0.000 2.500 4.507 9162.405 5422.111
2-methoxy-4-[(E)-prop-1-enyl]phenol164.204 1.000 1.500 2.818 3043.888 1647.704
(2R)-2-hydroxy-2-(3-hydroxy-4-methoxyphenyl)acetic acid198.175 3.000 5.200 0.337 34.919 16.750
9-hydroxy-6-phenyl-[1,3]dioxolo[4,5-g]chromen-8-one282.252 0.000 3.750 2.460 1204.588 604.960
(3aR,5aS,9aS,9bR)-3a,6,6,9a-tetramethyl-1,4,5,5a,7,8,9,9b-octahydrobenzo[e][1]benzofuran-2-one250.380 0.000 3.000 2.896 2379.410 1262.609
(1E,6E)-1,7-bis(4-hydroxy-3-methoxyphenyl)hepta-1,6-diene-3,5-dione368.385 2.000 7.000 2.803 151.730 64.444
(1S,2R,4S)-1,7,7-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.061 4097.081 2271.760
(1S,3R,5S)-6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptan-3-ol152.236 1.000 1.700 2.145 4052.534 2245.074
1-[(2S)-1-methylpyrrolidin-2-yl]-3-[(2R)-1-methylpyrrolidin-2-yl]propan-2-one224.345 0.000 6.000 0.953 364.845 203.610
(4R,4aS,6R)-4,4a-dimethyl-6-prop-1-en-2-yl-3,4,5,6,7,8-hexahydronaphthalen-2-one218.338 0.000 2.000 3.395 2805.564 1508.713
(1R,2R,5S)-2,6,6-trimethylbicyclo[3.1.1]heptan-2-ol154.252 1.000 0.750 2.578 5451.921 3093.662



(1R,2R,4S,5S)-9-methyl-3-oxa-9-azatricyclo[3.3.1.02,4]nonan-7-ol155.196 1.000 5.700 -0.353 799.156 429.522
2-piperidin-4-ylacetic acid143.185 2.000 3.500 -1.549 36.503 19.441
(E)-N-[(4-hydroxy-3-methoxyphenyl)methyl]-8-methylnon-6-enamide305.416 2.000 4.000 3.628 1017.850 695.281
3-methyl-2-[(Z)-pent-2-enyl]cyclopent-2-en-1-one164.247 0.000 2.000 2.593 3659.159 2010.474
[(2E)-3,7-dimethylocta-2,6-dienyl] acetate196.289 0.000 2.000 3.505 2265.727 1197.532
2-methoxy-4-[(Z)-prop-1-enyl]phenol164.204 1.000 1.500 2.764 3042.608 1646.955
1,2-dimethoxy-4-[(Z)-prop-1-enyl]benzene178.230 0.000 1.500 2.665 9906.038 5899.293
4-[(E)-3-hydroxyprop-1-enyl]-2-methoxyphenol180.203 2.000 3.200 1.372 1030.179 510.866
(2Z,6Z)-3,7,11-trimethyldodeca-2,6,10-trien-1-ol222.370 1.000 1.700 3.988 2887.569 1556.435
(5E)-6,10-dimethylundeca-5,9-dien-2-one194.316 0.000 2.000 3.683 3163.586 1717.849
7-[(2E)-3,7-dimethylocta-2,6-dienoxy]chromen-2-one298.381 0.000 3.250 4.612 2056.174 1078.278
piperidine-1-carbothioamide144.234 2.000 2.500 1.300 2867.994 3589.018
(5E,9E)-6,10,14-trimethylpentadeca-5,9,13-trien-2-one262.434 0.000 2.000 4.796 3802.366 2095.654
(5Z)-6,10-dimethylundeca-5,9-dien-2-one194.316 0.000 2.000 3.717 6529.271 3759.433
(1R,12R)-16-methoxy-5,7,11,19-tetraoxapentacyclo[10.8.0.02,10.04,8.013,18]icosa-2,4(8),9,13(18),14,16-hexaene298.295 0.000 3.750 2.568 9906.038 5899.293
(1R,4R,6R,10S)-4,12,12-trimethyl-9-methylidene-5-oxatricyclo[8.2.0.04,6]dodecane220.354 0.000 2.000 2.487 9906.038 5899.293
(1S,3R,4R,5R)-3-[(Z)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.120 2.905 1.139
(1S,3R,4R,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylate354.313 6.000 9.650 -0.230 1.726 0.649
(1S,3R,4R,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.230 1.725 0.649
(1R,2S,7S,9S)-3,3,7-trimethyl-8-methylidenetricyclo[5.4.0.02,9]undecane204.355 0.000 0.000 4.845 9906.038 5899.293
(3S,4aR,6aS,10aS,10bR)-3-ethenyl-3,4a,7,7,10a-pentamethyl-2,5,6,6a,8,9,10,10b-octahydro-1H-benzo[f]chromene290.488 0.000 0.750 4.438 9906.038 5899.293
(3S,4R,5R)-2-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 8.300 -1.693 100.926 41.476
(1R,2S,3S,4R,5R)-6,8-dioxabicyclo[3.2.1]octane-2,3,4-triol162.142 3.000 8.500 -1.390 470.808 219.146
(5S)-5-(hydroxymethyl)oxolan-2-one116.116 1.000 4.700 -0.581 622.758 296.506
4-fluoro-2-methoxyphenol142.130 1.000 1.500 1.826 3042.908 2971.965
(2S,3R)-2-amino-4-hydroxy-3-methylpentanoic acid147.174 4.000 4.700 -2.500 13.761 6.773
1-(2-hydroxy-6-phenylmethoxyphenyl)ethanone242.274 0.000 2.500 3.302 1479.604 755.540
3-(4-fluorophenyl)aniline187.216 1.500 1.000 2.930 2580.808 2489.218
4-methoxy-2-oxo-1H-pyridine-3-carbonitrile150.137 1.000 4.750 -0.045 340.178 154.234
[(1R,2R,4S,5S)-9-methyl-3-oxa-9-azatricyclo[3.3.1.02,4]nonan-7-yl] (2S)-3-hydroxy-2-phenylpropanoate303.357 0.000 6.700 1.246 470.459 242.251
2-(dithiocarboxyamino)ethylcarbamodithioic acid212.361 3.600 4.000 2.015 5103.117 10000.000
[(1R,7R,8S,26R,28S,29R,38R)-1,13,14,15,18,19,20,34,35,39,39-undecahydroxy-2,5,10,23,31-pentaoxo-6,9,24,27,30,40-hexaoxaoctacyclo[34.3.1.04,38.07,26.08,29.011,16.017,22.032,37]tetraconta-3,11,13,15,17,19,21,32,34,36-decaen-28-yl] 3,4,5-trihydroxybenzoate952.656 14.000 24.950 -4.108 0.001 0.000
3,8-dimethyl-5-propan-2-yl-5,6,7,8-tetrahydronaphthalen-2-ol218.338 1.000 0.750 3.869 3628.816 1992.460



3-methylidenepentane-1,5-diol116.160 2.000 3.400 0.375 1218.350 612.435
2-acetyl-4-hydroxy-3-methoxybenzoic acid210.186 2.000 5.500 0.704 77.653 39.736
octadecanoate 284.481 1.000 2.000 6.064 292.253 166.470
2-carbamothioylsulfanylethyl carbamodithioate212.361 4.000 4.000 0.953 443.963 2456.838
(4Z)-1-methyl-4-(6-methylhept-5-en-2-ylidene)cyclohexene204.355 0.000 0.000 6.215 9906.038 5899.293
[(1S,6S,7aS)-4-(acetyloxymethyl)-1-(3-methylbutanoyloxy)spiro[6,7a-dihydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-6-yl] 3-methylbutanoate422.474 0.000 9.700 2.980 638.447 304.588
(R)-[(2S,4S,5R)-5-ethenyl-1-azabicyclo[2.2.2]octan-2-yl]-(6-methoxyquinolin-4-yl)methanol324.422 1.000 5.450 3.438 636.817 336.041
(3R)-5-[(1S,4aS,8aS)-5,5,8a-trimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-3-methylpent-1-en-3-ol290.488 1.000 0.750 5.601 5259.381 2975.740
(1R,2S,4S,6R,7S,8R,9S,12S,13S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-ol416.643 1.000 3.200 6.181 3632.379 1994.575
(2S,3S)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one466.398 7.000 14.950 -1.643 2.970 0.918
(2S,3R,4S,5R)-2,3,4,5-tetrahydroxyhexanedioic acid210.140 4.000 8.800 -1.478 0.360 0.152
methyl (2R)-2-[(2S,3R,12bS)-3-ethenyl-1,2,3,4,6,7,12,12b-octahydroindolo[2,3-a]quinolizin-2-yl]-3-hydroxypropanoate354.448 1.000 4.700 3.659 258.870 127.011
9-[[(2R)-3,3-dimethyloxiran-2-yl]methoxy]-4-methoxyfuro[3,2-g]chromen-7-one316.310 0.000 6.500 2.096 2664.221 1426.728
[(1S,4aS,6S,7aS)-6-acetyloxyspiro[4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-1-yl] 3-methyl-5-(3-methylbutanoyloxy)pentanoate;[(1S,6S,7aS)-4-(acetyloxymethyl)-1-(3-methylbutanoyloxy)spiro[6,7a-dihydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-6-yl] 3-acetyloxy-3-methylbutanoate;[(1S,6S,7aS)-4-(acetyloxymethyl)-1-(3-methylbutanoyloxy)spiro[6,7a-dihydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-6-yl] 3-methylbutanoate480.511 0.000 11.700 2.698 574.697 271.851
2-(dimethylamino)ethyl octanoate215.335 0.000 4.000 2.684 676.897 358.959
(2R)-3,3,3-trifluoro-2-methoxy-2-phenylpropanoyl chloride252.620 0.000 2.000 3.193 4483.524 10000.000
15-hydroxy-14-methoxy-10-azatetracyclo[7.6.1.02,7.012,16]hexadeca-1(16),2,4,6,8,12,14-heptaen-11-one265.268 2.000 4.000 1.884 563.370 266.065
2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromene-3,4,5,7-tetrol322.271 7.000 7.900 -0.962 9.904 3.373
(5R,6R)-6-ethenyl-3,6-dimethyl-5-prop-1-en-2-yl-5,7-dihydro-1-benzofuran-4-one230.306 0.000 2.500 3.349 5707.497 3250.710
5-hydroxy-7-methoxy-2,6-dimethylchromen-4-one220.224 0.000 3.000 2.167 1569.583 805.322
(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,15R,16R)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-15,16-diol430.626 2.000 4.900 5.075 1305.296 659.808
hexa-2,4-diynylbenzene154.211 0.000 0.000 5.048 9906.038 5899.293
(3S,4S,4aR,6aR,6bS,8aS,12aR,14aR,14bR)-4-(hydroxymethyl)-4,6a,6b,8a,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,12,12a,14,14a-dodecahydropicen-3-ol440.708 2.000 3.400 6.088 2076.924 1090.044
17-methyloctadecanoic acid298.508 1.000 2.000 6.356 235.543 131.847
furo[2,3-f]chromen-7-one186.167 0.000 3.000 0.969 2057.275 1078.902
1,5,8-trimethyl-1,2-dihydrobenzo[e][1]benzofuran-6,7-dione242.274 0.000 4.750 1.650 1545.521 791.986
(3R,3aS,6S,6aR)-3,6-bis(1,3-benzodioxol-5-yl)-3,4,6,6a-tetrahydro-1H-furo[3,4-c]furan-3a-ol370.358 1.000 7.150 2.498 5085.496 2869.543
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-(2-methoxy-4-prop-2-enylphenoxy)oxane-3,4,5-triol326.346 4.000 10.000 0.496 234.584 103.209
(1R,4S,4aR,8aS)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.055 4677.161 2621.329
(1S,4S,4aR,8aS)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.080 5030.076 2835.757
(2S,3S,4S,5R,6S)-3,4,5-trihydroxy-6-(5-hydroxy-8-methoxy-4-oxo-2-phenylchromen-7-yl)oxyoxane-2-carboxylic acid460.393 3.000 11.550 1.003 2.452 0.949
N-[6-(2-hydroxy-3,4-dimethoxyphenyl)benzo[f][1,3]benzodioxol-5-yl]-N-methylformamide381.384 1.000 6.750 3.039 1732.257 895.905
5-[2-(3-hydroxy-5-methoxyphenyl)ethyl]-2-methoxyphenol274.316 2.000 3.000 3.422 923.328 453.841



2-(4-hydroxyphenyl)-3,4-dihydro-2H-chromene-3,4,5,7-tetrol290.272 5.000 6.400 0.320 76.723 30.838
3-hydroxybutanoate 104.105 1.000 2.700 0.819 101.032 52.811
2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[3,4,5-trihydroxy-6-[(3,4,5-trihydroxy-6-methyloxan-2-yl)oxymethyl]oxan-2-yl]oxy-2,3-dihydrochromen-4-one596.541 8.000 20.050 -2.045 0.921 0.259
2-hydroxy-2-oxoacetate90.035 2.000 4.000 -0.701 4.221 2.171
5-[[2-(dimethylamino)ethylamino]methyl]-10,14-dimethyl-2,7-dioxatetracyclo[8.4.0.01,3.04,8]tetradecan-6-one336.473 0.000 7.500 1.630 197.374 104.810
(2,4-dinitrophenyl)hydrazine198.138 3.000 3.500 -1.014 7.157 2.627
3-methyl-5-propylcyclohex-2-en-1-one152.236 0.000 2.000 2.149 2793.411 1501.651
3-benzamido-3-(4-propoxyphenyl)propanoic acid327.379 1.000 4.250 4.547 164.398 89.385
2-[[2-amino-3-(1H-imidazol-5-yl)propanoyl]amino]-3-methylpentanoic acid268.315 4.250 6.250 -1.886 4.989 3.298
3,8-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazole331.457 1.000 0.750 6.462 6660.663 3841.270
1,4,4,8-tetramethyl-12-oxatricyclo[6.3.1.02,5]dodecan-9-one236.353 0.000 2.750 3.191 4392.066 2449.058
1,3,3-trimethyl-2-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohex-2-en-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohexene536.882 0.000 0.000 16.736 9906.038 5899.293
3-[(3S,5R,8R,9S,10S,13R,14S,17R)-3,14-dihydroxy-10,13-dimethyl-1,2,3,4,5,6,7,8,9,11,12,15,16,17-tetradecahydrocyclopenta[a]phenanthren-17-yl]-2H-furan-5-one374.519 2.000 5.450 3.119 483.972 225.776
[2-[[(2S)-1-[[(2S)-3-carboxy-1-[(2S)-2-[[(2S)-4-carboxy-1-[[(2S,3R)-1-[[2-[[(2S,3R)-1-[[(2S)-1-(carboxymethylamino)-3-(1H-indol-3-yl)-1-oxopropan-2-yl]amino]-3-hydroxy-1-oxobutan-2-yl]amino]-2-oxoethyl]amino]-3-hydroxy-1-oxobutan-2-yl]amino]-1-oxobutan-2-yl]carbamoyl]pyrrolidin-1-yl]-1-oxopropan-2-yl]amino]-3-(4-hydroxyphenyl)-1-oxopropan-2-yl]amino]-2-oxoethyl]azanium1082.089 8.750 25.900 -4.853 0.000 0.000
2-hydroxy-2-methylbutanedioate148.115 2.000 3.750 0.172 5.909 3.123
1-N,4-N-bis(3-methylbutan-2-ylideneamino)benzene-1,4-dicarboxamide330.429 2.000 4.000 4.422 766.347 371.046
2-[[2-amino-3-(1H-imidazol-5-yl)propanoyl]amino]-3-phenylpropanoic acid302.332 4.250 6.250 -1.262 8.301 5.345
N-(3-chlorophenyl)-3-(3-phenylpropanoylamino)benzamide378.857 2.000 5.000 4.940 1324.562 1651.028
N-[3-(3,5-dimethylpyrazol-1-yl)-1,2,4-triazol-4-yl]-1-phenylmethanimine266.305 0.000 4.500 2.997 1817.379 943.582
[2-(9H-pyrido[3,4-b]indol-1-yl)furan-3-yl]methanol264.283 2.000 3.200 3.084 2366.556 1255.238
3-(2,4-dihydroxyphenyl)-1-(4-hydroxyphenyl)prop-2-en-1-one256.257 3.000 4.250 1.444 126.608 52.993
2-(3,4,5-trihydroxyphenyl)-8-[3,5,7-trihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol610.527 12.000 12.400 -0.436 0.768 0.213
17-methoxy-5,7-dioxa-1-azapentacyclo[11.8.0.03,11.04,8.014,19]henicosa-3(11),4(8),9,14,16,18-hexaen-16-ol325.363 1.000 5.000 2.642 718.326 382.763
methyl 14-ethylidene-6-hydroxy-2-methyl-18-oxa-2,12-diazahexacyclo[13.3.2.01,9.03,8.09,16.012,19]icosa-3(8),4,6-triene-16-carboxylate382.458 1.000 6.500 2.135 99.923 50.219
diethyl phosphate 154.102 1.000 5.000 0.723 375.049 230.858
methyl 4-hydroxy-2-[[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]methyl]-3-(4-hydroxyphenyl)-5-oxofuran-2-carboxylate424.449 3.000 7.250 2.765 76.454 30.721
dibutyl (E)-but-2-enedioate228.288 0.000 4.000 2.624 656.603 313.961
5,7-dihydroxy-8-[5-(5-hydroxy-7-methoxy-4-oxochromen-2-yl)-2-methoxyphenyl]-2-(4-hydroxyphenyl)chromen-4-one566.520 2.000 7.500 4.433 19.351 6.958
7,8-dihydroxy-6-methoxychromen-2-one208.170 2.000 4.750 0.292 235.020 103.416
(2S,3S,4S,5R,6S)-6-[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid478.365 6.000 13.050 -0.795 0.325 0.107
(1R)-1-[[4-hydroxy-3-[[(1R)-6-methoxy-1-[(4-methoxyphenyl)methyl]-2-methyl-3,4-dihydro-1H-isoquinolin-7-yl]oxy]phenyl]methyl]-6-methoxy-2-methyl-3,4-dihydro-1H-isoquinolin-7-ol610.749 2.000 8.250 5.888 109.623 55.508
(2S)-2-(2,4-dihydroxyphenyl)-5,7-dihydroxy-8-(3-methylbut-2-enyl)-2,3-dihydrochromen-4-one356.374 3.000 4.750 2.640 105.449 43.488
[(3S,6aR,6bS,8aR,11R,12S,14bR)-4,4,6a,6b,8a,11,12,14b-octamethyl-2,3,4a,5,6,7,8,9,10,11,12,12a,14,14a-tetradecahydro-1H-picen-3-yl] acetate468.762 0.000 2.000 7.945 3922.168 2167.113



(E,2S,3R)-2-aminooctadec-4-ene-1,3-diol299.496 4.000 4.400 3.350 134.176 62.424
2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxychromen-4-one302.240 4.000 5.250 0.367 18.199 6.511
4-hydroxyfuro[3,2-g]chromen-7-one202.166 1.000 3.750 1.002 834.209 406.684
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[4-[(E)-3-hydroxyprop-1-enyl]-2-methoxyphenoxy]oxane-3,4,5-triol342.345 5.000 11.700 -0.459 79.355 31.983
5,7-dihydroxy-3-(4-methoxyphenyl)chromen-4-one284.268 1.000 3.750 2.546 531.546 249.857
7-hydroxy-3-(4-methoxyphenyl)chromen-4-one268.268 1.000 4.000 2.629 1242.040 625.316
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoate386.355 5.000 12.750 -0.665 29.056 10.797
(E,7R,11R)-3,7,11,15-tetramethylhexadec-2-en-1-ol296.535 1.000 1.700 6.304 2861.605 1541.314
5,7-dihydroxy-2-(4-hydroxyphenyl)-8-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one432.383 6.000 12.250 -0.687 6.673 2.202
5,7-dihydroxy-2-(4-methoxyphenyl)chromen-4-one284.268 1.000 3.750 2.461 377.526 172.615
2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one286.240 3.000 4.500 0.926 40.856 15.606
7-hydroxy-3-(3-hydroxy-4-methoxyphenyl)chromen-4-one284.268 2.000 4.750 1.948 382.000 174.828
(9Z,12Z)-octadeca-9,12-dienoic acid280.450 1.000 2.000 5.290 239.318 134.132
(1R,3S,5Z)-5-[(2E)-2-[(1R,3aS,7aR)-1-[(2R)-6-hydroxy-6-methylheptan-2-yl]-7a-methyl-2,3,3a,5,6,7-hexahydro-1H-inden-4-ylidene]ethylidene]-4-methylidenecyclohexane-1,3-diol416.643 3.000 4.150 5.595 689.880 331.195
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxychromen-4-one448.382 6.000 12.050 -0.548 7.035 2.331
7-hydroxy-6-methoxychromen-2-one192.171 1.000 4.000 0.854 632.798 301.676
[(1R,10S,12R,13E,14R,16S,18R)-13-ethylidene-14-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6,8-tetraen-18-yl] acetate512.558 5.000 13.200 1.380 82.114 33.187
1,3,3-trimethyl-2-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohexene536.882 0.000 0.000 16.599 9906.038 5899.293
4-[(E)-3-hydroxyprop-1-enyl]-2,6-dimethoxyphenol210.229 2.000 3.950 1.384 1050.261 521.639
(2S)-2-hydroxy-2-propan-2-ylbutanedioic acid176.169 2.000 3.750 0.572 9.352 5.129
(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enal178.187 1.000 3.500 1.132 479.894 223.720
3,5,7,8-tetrahydroxy-2-(4-hydroxyphenyl)chromen-4-one302.240 4.000 5.250 0.429 19.986 7.205
methyl (E)-octadec-9-enoate296.492 0.000 2.000 6.511 3034.999 1642.504
(1R,3R,4S,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.236 1.680 0.631
2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one448.382 6.000 13.000 -0.912 4.102 1.301
2-(3,4-dihydroxyphenyl)-3,5,7,8-tetrahydroxychromen-4-one318.239 5.000 6.000 -0.227 8.545 2.876
[(2S,3R,4S,5S,6R)-4,5-dihydroxy-2-[(E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoyl]oxy-6-(hydroxymethyl)oxan-3-yl] (E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoate592.552 5.000 15.300 1.540 14.152 4.961
5,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)chromen-4-one300.267 2.000 4.500 1.759 115.921 48.175
5-hydroxy-2-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one432.383 5.000 12.250 -0.318 10.046 3.426
7-[(2S,3R,4S,5S,6R)-3-[(2S,3R,4R)-3,4-dihydroxy-4-(hydroxymethyl)oxolan-2-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-5-hydroxy-2-(4-hydroxyphenyl)chromen-4-one564.499 7.000 18.100 -1.274 2.770 0.851
5-hydroxy-3-(4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one446.410 4.000 12.250 0.458 37.847 14.367
(6E,10E,14E,16E,18E,22E,26E)-2,6,10,14,19,23,27,31-octamethyldotriaconta-2,6,10,14,16,18,22,26,30-nonaene544.946 0.000 0.000 17.758 9906.038 5899.293
(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.737 3379.989 1845.206



2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one464.382 7.000 13.750 -1.427 2.509 0.765
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one610.524 9.000 20.550 -2.595 0.740 0.204
(Z)-3-(2-hydroxyphenyl)prop-2-enoic acid164.160 2.000 2.750 1.527 106.282 55.784
3,5,7-trihydroxy-2-(4-hydroxyphenyl)chromen-4-one286.240 3.000 4.500 1.041 51.240 19.934
(2Z,4E)-5-[(1S)-1-hydroxy-2,6,6-trimethyl-4-oxocyclohex-2-en-1-yl]-3-methylpenta-2,4-dienoic acid264.321 2.000 4.750 2.193 50.274 24.837
(1R)-4-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(4R)-4-hydroxy-2,6,6-trimethylcyclohexen-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-3,5,5-trimethylcyclohex-3-en-1-ol568.881 2.000 3.400 10.567 1146.262 573.362
(6Z,9Z,12Z)-octadeca-6,9,12-trienoic acid278.434 1.000 2.000 5.487 385.656 224.657
(9Z,12Z,15Z)-octadeca-9,12,15-trienoic acid278.434 1.000 2.000 5.281 235.280 131.688
methyl (1R,15S,17R,18R,19S,20S)-6,18-dimethoxy-17-[(E)-3-(3,4,5-trimethoxyphenyl)prop-2-enoyl]oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate634.725 1.000 10.700 5.938 565.409 295.504
(E)-3-(4-hydroxyphenyl)-1-(2,4,6-trihydroxyphenyl)prop-2-en-1-one272.257 2.000 3.000 1.994 75.865 30.465
5,7-dihydroxy-3-(4-hydroxyphenyl)chromen-4-one270.241 2.000 3.750 1.694 161.820 69.089
(E)-1-chloro-3-ethylpent-1-en-4-yn-3-ol144.600 1.500 0.750 2.429 5019.226 7536.448
(Z)-docos-13-enoic acid338.573 1.000 2.000 7.468 279.316 158.520
(Z)-tetradec-9-enoic acid226.358 1.000 2.000 4.353 235.292 131.695
(Z)-tetracos-15-enoic acid366.626 1.000 2.000 8.163 235.920 132.075
(Z)-octadec-6-enoic acid282.465 1.000 2.000 5.917 301.371 172.091
(3R,8S,9Z)-heptadeca-1,9-dien-4,6-diyne-3,8-diol260.375 2.000 3.400 3.371 1043.513 518.017
ethyl (2E,4Z)-deca-2,4-dienoate196.289 0.000 2.000 3.669 2610.272 1395.526
(Z)-hex-3-en-1-ol 100.160 1.000 1.700 1.382 2878.516 1551.161
(E)-hex-2-enal 98.144 0.000 2.000 1.218 1559.189 799.559
(2S,4E)-4-(2-oxoethylidene)-2,3-dihydro-1H-pyridine-2,6-dicarboxylic acid211.174 3.000 7.000 -0.332 0.888 0.402
(1R,3S,6S)-6-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(4R)-4-hydroxy-2,6,6-trimethylcyclohexen-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-1,5,5-trimethyl-7-oxabicyclo[4.1.0]heptan-3-ol584.881 1.000 4.400 10.483 1154.697 577.924
(6S)-6-hydroxy-3-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(4S)-4-hydroxy-2,6,6-trimethyl-3-oxocyclohexen-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-2,4,4-trimethylcyclohex-2-en-1-one596.848 2.000 7.400 8.322 202.861 88.209
2,2,6-trimethyl-1-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-7-oxabicyclo[4.1.0]heptane552.882 0.000 2.000 10.548 9906.038 5899.293
(2E,4E,6E,8E,10E,12E,14E)-2,6,11,15-tetramethylhexadeca-2,4,6,8,10,12,14-heptaenedioic acid328.407 2.000 4.000 4.857 6.433 3.423
(1R)-3,5,5-trimethyl-4-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-[(1R)-2,6,6-trimethylcyclohex-2-en-1-yl]octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohex-3-en-1-ol552.882 1.000 1.700 11.860 3371.655 1840.289
(1R)-3,5,5-trimethyl-4-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohex-3-en-1-ol552.882 1.000 1.700 11.797 3369.288 1838.892
2,4,4-trimethyl-3-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohex-2-en-1-one550.866 0.000 2.000 11.805 3667.777 2015.592
(1R)-4-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(1R,4R)-4-hydroxy-2,6,6-trimethylcyclohex-2-en-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-3,5,5-trimethylcyclohex-3-en-1-ol568.881 2.000 3.400 10.666 1129.274 564.183
(1R,3S,6S)-6-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-18-[(1R,4R)-4-hydroxy-2,6,6-trimethylcyclohex-2-en-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-1,5,5-trimethyl-7-oxabicyclo[4.1.0]heptan-3-ol584.881 1.000 4.400 10.512 1137.622 568.692
(2E,6E,8E,10E,12E,14E,16E,18E,20E,22E,24E,26E)-2,6,10,14,19,23,27,31-octamethyldotriaconta-2,6,8,10,12,14,16,18,20,22,24,26,30-tridecaen-1-ol552.882 1.000 1.700 12.853 4344.689 2420.516
(E)-1-[2,4-dihydroxy-3-(3-methylbut-2-enyl)phenyl]-3-(4-hydroxyphenyl)prop-2-en-1-one324.376 2.000 3.250 3.875 336.513 152.439
dimethyl (1S,4S,5R,6S,7S,8R,11S,12R,14S,15R)-12-acetyloxy-4,7-dihydroxy-6-[(1S,2S,6S,8S,9R,11S)-2-hydroxy-11-methyl-5,7,10-trioxatetracyclo[6.3.1.02,6.09,11]dodec-3-en-9-yl]-6-methyl-14-[(E)-2-methylbut-2-enoyl]oxy-3,9-dioxatetracyclo[6.6.1.01,5.011,15]pentadecane-4,11-dicarboxylate720.723 3.000 19.050 1.275 259.433 115.075



[(1S,4R,5R,6R,7S,8R,11S,12R,13S,17S,18S,19R)-8-acetyloxy-4,5,17-trihydroxy-6,14,18-trimethyl-9,16-dioxo-3,10-dioxapentacyclo[9.8.0.01,7.04,19.013,18]nonadec-14-en-12-yl] (E)-2-methylbut-2-enoate534.559 3.000 13.900 1.012 70.282 28.050
(2S,3S,8S,9R,10R,13R,14S,16R,17R)-17-[(E,2R)-2,6-dihydroxy-6-methyl-3-oxohept-4-en-2-yl]-2,3,16-trihydroxy-4,4,9,13,14-pentamethyl-1,2,3,7,8,10,12,15,16,17-decahydrocyclopenta[a]phenanthren-11-one518.689 5.000 10.600 2.693 97.982 40.170
(2R,3S,8S,9R,10R,13R,14S,16R,17R)-17-[(E,2R)-2,6-dihydroxy-6-methyl-3-oxohept-4-en-2-yl]-2,3,16-trihydroxy-4,4,9,13,14-pentamethyl-1,2,3,7,8,10,12,15,16,17-decahydrocyclopenta[a]phenanthren-11-one518.689 5.000 10.600 2.773 124.352 51.973
(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5R)-5,6-dimethylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.244 3378.695 1844.442
(3S,8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(E,2R)-5-propan-2-ylhept-5-en-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.590 3382.367 1846.609
(3S,5S,9R,10S,13R,14R,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.425 3397.390 1855.476
5,7-dihydroxychromen-4-one178.144 1.000 3.000 0.698 376.474 172.096
(2E,6E,10E)-3,7,11,15-tetramethylhexadeca-2,6,10,14-tetraen-1-ol290.488 1.000 1.700 5.971 2856.643 1538.425
5-hydroxy-3-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one432.383 5.000 12.250 -0.277 13.051 4.545
1-methyl-9H-pyrido[3,4-b]indole182.224 1.000 1.000 2.952 4464.132 2492.521
6,7-dihydroxychromen-2-one178.144 2.000 4.000 0.103 222.490 97.470
7-hydroxy-6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-2-one340.286 5.000 12.500 -1.574 18.609 6.670
7-hydroxychromen-2-one162.145 1.000 3.250 0.709 623.262 296.765
(1R,4E,9S)-4,11,11-trimethyl-8-methylidenebicyclo[7.2.0]undec-4-ene204.355 0.000 0.000 5.888 9906.038 5899.293
(3E,6E)-3,7,11-trimethyldodeca-1,3,6,10-tetraene204.355 0.000 0.000 7.001 9906.038 5899.293
(6E)-7,11-dimethyl-3-methylidenedodeca-1,6,10-triene204.355 0.000 0.000 6.866 9906.038 5899.293
(1E,5E)-1,5-dimethyl-8-propan-2-ylidenecyclodeca-1,5-diene204.355 0.000 0.000 4.937 9906.038 5899.293
(1E,4E,8E)-2,6,6,9-tetramethylcycloundeca-1,4,8-triene204.355 0.000 0.000 5.193 9906.038 5899.293
(1R,4Z,9S)-4,11,11-trimethyl-8-methylidenebicyclo[7.2.0]undec-4-ene204.355 0.000 0.000 5.343 9906.038 5899.293
(Z)-5-(2,3-dimethyl-3-tricyclo[2.2.1.02,6]heptanyl)-2-methylpent-2-en-1-ol220.354 1.000 1.700 3.651 3357.079 1831.691
(2E,6E,9E)-2,6,10-trimethyldodeca-2,6,9,11-tetraenal218.338 0.000 2.000 4.046 1966.227 1027.385
(3E)-3,7-dimethylocta-1,3,6-triene136.236 0.000 0.000 4.403 9906.038 5899.293
2-[(3E)-3-(aminomethylidene)-4-hydroxy-2-oxooxan-4-yl]but-3-enal211.217 1.000 4.750 0.438 194.084 84.091
(4S,12E)-16,18-dihydroxy-4-methyl-3-oxabicyclo[12.4.0]octadeca-1(14),12,15,17-tetraene-2,8-dione318.369 2.000 5.500 2.400 405.967 186.713
8-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-6-yl]-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one538.466 4.000 7.500 2.843 3.685 1.159
8-[5-(5,7-dihydroxy-4-oxochromen-2-yl)-2-hydroxyphenyl]-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one538.466 4.000 7.500 2.770 2.776 0.853
5-hydroxy-7-methoxy-2-(4-methoxyphenyl)chromen-4-one298.295 0.000 3.750 3.144 1247.947 628.531
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3,6-dimethoxychromen-4-one346.293 3.000 6.000 1.427 84.908 34.409
5,6,7-trihydroxy-2-phenylchromen-4-one270.241 2.000 3.750 1.723 166.306 71.161
3,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one270.241 3.000 4.750 1.145 119.198 49.649
5,7-dihydroxy-2-(3-hydroxy-4-methoxyphenyl)chromen-4-one300.267 2.000 4.500 1.764 116.486 48.429
5-hydroxy-2-(3-hydroxy-4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one608.552 7.000 19.800 -1.437 3.010 0.931
2-(3,4-dihydroxyphenyl)-3,7-dihydroxychromen-4-one286.240 4.000 5.500 0.481 42.370 16.232



3,5,7-trihydroxy-2-phenylchromen-4-one270.241 2.000 3.750 1.777 168.867 72.347
5-hydroxy-2-(4-hydroxyphenyl)-7-methoxychromen-4-one284.268 1.000 3.750 2.462 378.255 172.976
1,3,5,8-tetrahydroxyxanthen-9-one260.203 2.000 3.500 0.979 62.745 24.813
5,7-dihydroxy-2-(4-hydroxyphenyl)-6-methoxychromen-4-one300.267 2.000 4.500 1.854 176.379 75.831
2-(3,4-dihydroxyphenyl)-5,6,7-trihydroxychromen-4-one302.240 4.000 5.250 0.317 17.984 6.428
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one464.382 7.000 13.750 -1.397 2.795 0.859
5,9,10-trihydroxy-2,2-dimethylpyrano[3,2-b]xanthen-6-one326.305 2.000 4.500 2.351 208.712 90.962
1,3,6,7-tetrahydroxy-2-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]xanthen-9-one422.345 7.000 13.000 -1.785 2.597 0.794
1,8-dihydroxy-2,6-dimethoxyxanthen-9-one288.256 0.000 3.500 2.496 659.966 315.700
3,5,7-trihydroxy-2-(4-hydroxy-3-methoxyphenyl)chromen-4-one316.267 3.000 5.250 1.199 51.836 20.185
1,8-dihydroxy-3,5-dimethoxyxanthen-9-one288.256 0.000 3.500 2.480 645.347 308.148
1,2,8-trihydroxy-6-methoxyxanthen-9-one274.229 1.000 3.500 1.829 236.607 104.171
2-(2,4-dihydroxyphenyl)-3,5,7-trihydroxychromen-4-one302.240 4.000 5.250 0.399 20.472 7.394
2-(2,4-dihydroxyphenyl)-5-hydroxy-8,8-dimethyl-3-(3-methylbut-2-enyl)pyrano[2,3-h]chromen-4-one420.461 2.000 4.500 4.408 241.517 106.510
3,5,7-trihydroxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one318.239 5.000 6.000 -0.299 6.527 2.149
5,7-dihydroxy-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one464.382 7.000 12.800 -1.189 2.504 0.763
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-8-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one448.382 7.000 13.000 -1.351 2.387 0.725
2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-6-methoxychromen-4-one332.266 4.000 6.000 0.615 30.830 11.511
2-(3,4-dihydroxyphenyl)-3,5,6,7-tetrahydroxychromen-4-one318.239 5.000 6.000 -0.237 8.798 2.968
2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-7-methoxychromen-4-one316.267 3.000 5.250 1.218 60.032 23.655
3,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one302.240 5.000 6.250 -0.178 15.200 5.360
5-hydroxy-2-(4-hydroxyphenyl)-7-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-[[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one740.668 10.000 26.600 -3.132 0.468 0.125
5,7-dihydroxy-2-(4-hydroxy-3,5-dimethoxyphenyl)chromen-4-one330.293 2.000 5.250 1.913 118.421 49.299
5,7-dihydroxy-8-methoxy-2-phenylchromen-4-one284.268 1.000 3.750 2.428 452.096 209.747
3,9-dihydroxy-[1]benzofuro[3,2-c]chromen-6-one268.225 2.000 4.500 1.305 236.404 104.074
7-hydroxy-3-(4-hydroxyphenyl)chromen-4-one254.242 2.000 4.000 1.790 376.266 171.993
4,5,6,12,19,20,21,27-octahydroxy-10,14,25,29-tetraoxaoctacyclo[14.14.2.02,11.03,8.013,31.017,26.018,23.028,32]dotriaconta-1,3,5,7,11,13(31),16,18,20,22,26,28(32)-dodecaene-9,15,24,30-tetrone602.377 8.000 16.000 -2.895 0.049 0.011
5-[(E)-2-(2,4-dihydroxyphenyl)ethenyl]-2-[(2E)-3,7-dimethylocta-2,6-dienyl]benzene-1,3-diol380.483 4.000 3.000 4.754 273.260 121.718
4-[(E)-2-(3,5-dihydroxyphenyl)ethenyl]benzene-1,3-diol244.246 4.000 3.000 1.290 102.260 42.069
(2S,3R,4S,5S,6R)-2-[3-hydroxy-5-[(E)-2-(4-hydroxyphenyl)ethenyl]phenoxy]-6-(hydroxymethyl)oxane-3,4,5-triol390.389 6.000 10.750 0.138 25.137 9.232
5-[(E)-2-(4-hydroxyphenyl)ethenyl]-2-(3-methylbut-2-enyl)benzene-1,3-diol296.365 3.000 2.250 3.822 626.791 298.582
4-[(E)-2-(3,5-dimethoxyphenyl)ethenyl]phenol256.301 1.000 2.250 3.930 3004.809 1624.851
1,2,4-trimethoxy-5-[(Z)-prop-1-enyl]benzene208.257 0.000 2.250 2.780 9906.038 5899.293



(2R,3R)-2,3-bis[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy]butanedioic acid474.377 6.000 11.000 0.916 0.028 0.009
(3R,5R)-1,3,5-trihydroxy-4-[(E)-3-(4-hydroxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid338.313 5.000 8.900 0.415 4.778 1.951
(E)-1,7-bis(4-hydroxy-3-methoxyphenyl)hept-4-en-3-one356.418 2.000 5.000 3.835 393.706 180.626
9-hydroxy-7-(4-hydroxyphenyl)-[1,3]dioxolo[4,5-g]chromen-8-one298.251 1.000 4.500 2.008 516.424 242.183
(1S,3R,4R,5R)-3,4-bis[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy]-1,5-dihydroxycyclohexane-1-carboxylic acid516.457 7.000 11.450 0.939 0.289 0.094
5,7-dihydroxy-6-methoxy-3-(4-methoxyphenyl)chromen-4-one314.294 1.000 4.500 2.710 843.597 411.634
ethyl (E)-3-(4-methoxyphenyl)prop-2-enoate206.241 0.000 2.750 2.837 2615.611 1398.612
3-[2,4-dihydroxy-3-(3-methylbut-2-enyl)phenyl]-5,7-dihydroxychromen-4-one354.359 3.000 4.500 2.813 173.587 74.535
(2R)-3-(3,4-dihydroxyphenyl)-2-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxypropanoic acid360.320 5.000 7.000 1.213 1.738 0.654
(2R)-3-(3,4-dihydroxyphenyl)-2-[(E)-3-[2-[(E)-2-(3,4-dihydroxyphenyl)ethenyl]-3,4-dihydroxyphenyl]prop-2-enoyl]oxypropanoic acid494.454 7.000 8.500 1.936 0.374 0.124
(E)-1-(4-hydroxy-3-methoxyphenyl)dec-4-en-3-one276.375 1.000 3.500 4.043 1203.090 604.147
5-hydroxy-3-(4-hydroxyphenyl)-7-methoxychromen-4-one284.268 1.000 3.750 2.536 533.709 250.957
3-(1,3-benzodioxol-5-yl)-7-hydroxychromen-4-one282.252 1.000 4.750 2.087 1240.427 624.438
3,9-dihydroxy-2-(3-methylbut-2-enyl)-[1]benzofuro[3,2-c]chromen-6-one336.343 2.000 4.500 2.973 304.516 136.834
7-hydroxy-3-(4-hydroxyphenyl)-8-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one416.384 6.000 12.500 -0.626 11.776 4.068
7-hydroxy-17,17-dimethyl-4,12,18-trioxapentacyclo[11.8.0.02,11.05,10.014,19]henicosa-1(13),2(11),5(10),6,8,14(19),20-heptaen-3-one336.343 1.000 4.500 3.168 776.856 376.549
5-hydroxy-3-(4-hydroxyphenyl)-6-methoxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one462.409 5.000 13.000 -0.114 16.527 5.867
5,7-dihydroxy-3-(4-hydroxyphenyl)-6-methoxychromen-4-one300.267 2.000 4.500 1.892 255.572 113.225
6,7-dihydroxy-3-(4-methoxyphenyl)chromen-4-one284.268 2.000 4.750 1.966 444.229 205.805
1,8,9-trihydroxy-3-methoxy-[1]benzofuro[3,2-c]chromen-6-one314.251 3.000 6.000 0.845 102.902 42.354
(E)-1-[6-[(3-acetyl-2,4,6-trihydroxy-5-methylphenyl)methyl]-5,7-dihydroxy-2,2-dimethylchromen-8-yl]-3-phenylprop-2-en-1-one516.546 2.000 5.500 5.589 152.437 64.769
5-[(Z)-pentadec-8-enyl]benzene-1,3-diol318.498 2.000 1.500 5.775 909.965 446.746
6,7,13,14-tetrahydroxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione302.197 4.000 8.000 -1.295 7.907 2.645
2-hydroxy-6-[(Z)-pentadec-8-enyl]benzoic acid346.509 1.000 1.750 6.518 132.554 70.827
6-hydroxy-7,13,14-trimethoxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione344.277 1.000 8.000 0.866 261.160 115.903
[(6R,7S)-6,7-dihydroxy-8-methyl-8-azabicyclo[3.2.1]octan-3-yl] (E)-2-methylbut-2-enoate255.313 2.000 7.400 0.505 214.904 103.864
3,5,7-trihydroxy-2-(4-hydroxy-3,5-dimethoxyphenyl)chromen-4-one346.293 3.000 6.000 1.353 52.806 20.593
7-hydroxy-2-(4-hydroxyphenyl)chromen-4-one254.242 2.000 4.000 1.799 268.555 119.455
3-(2,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one286.240 3.000 4.500 1.059 67.862 27.007
5,7-dihydroxy-2-(4-hydroxyphenyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one448.382 6.000 13.000 -0.749 9.568 3.250
(E)-4-(2,6,6-trimethylcyclohex-2-en-1-yl)but-3-en-2-one192.300 0.000 2.000 3.143 3403.889 1859.312
7-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxy-2-(4-hydroxyphenyl)chromen-4-one578.526 7.000 19.050 -1.505 2.076 0.623
3-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one610.524 9.000 21.500 -2.678 1.096 0.312



3-[[(2R,3S,4S,5R,6S)-6-[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-3-oxopropanoic acid550.429 6.000 15.050 -0.687 0.107 0.032
2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one464.382 7.000 13.750 -1.455 1.817 0.540
ethyl (9Z,12Z)-octadeca-9,12-dienoate308.503 0.000 2.000 6.541 3979.983 2201.662
(1R,3S,6S)-6-[(1E,3E,5E,7E,9E,11E,13E,15Z,17E)-18-[(1S,4S,6R)-4-hydroxy-2,2,6-trimethyl-7-oxabicyclo[4.1.0]heptan-1-yl]-3,7,12,16-tetramethyloctadeca-1,3,5,7,9,11,13,15,17-nonaenyl]-1,5,5-trimethyl-7-oxabicyclo[4.1.0]heptan-3-ol600.880 0.000 5.400 10.104 1164.112 583.019
(2R)-2,5,7,8-tetramethyl-2-[(3E,7E)-4,8,12-trimethyltrideca-3,7,11-trienyl]-3,4-dihydrochromen-6-ol424.665 1.000 1.500 8.655 4550.351 2544.595
(9E,12E)-octadeca-9,12-dienoic acid280.450 1.000 2.000 5.840 235.423 131.774
2-propyltridecanoic acid256.428 1.000 2.000 5.335 405.188 236.980
(E)-hexadec-2-enoic acid254.412 1.000 2.000 5.171 203.580 112.619
(Z)-heptadec-9-enoic acid268.439 1.000 2.000 5.471 235.968 132.104
(E)-octadec-6-enoic acid282.465 1.000 2.000 5.943 244.413 137.222
(Z)-octadec-11-enoic acid282.465 1.000 2.000 5.937 288.590 164.216
(Z)-icos-9-enoic acid 310.519 1.000 2.000 6.215 450.397 265.684
(Z)-icos-11-enoic acid310.519 1.000 2.000 6.752 235.251 131.670
(7E,10E,13E)-hexadeca-7,10,13-trienoic acid250.380 1.000 2.000 5.141 279.463 158.610
(8E,11E,14E)-icosa-8,11,14-trienoic acid306.487 1.000 2.000 6.572 235.902 132.064
(10E,12E)-9-oxooctadeca-10,12-dienoic acid294.433 1.000 4.000 4.827 109.123 57.397
8-(3-heptyloxiran-2-yl)oct-1-en-4,6-diyn-3-ol260.375 1.000 3.700 4.279 3084.982 1671.761
(E)-dec-5-en-1-ol 156.267 1.000 1.700 2.830 2854.105 1536.947
(E)-hept-2-enal 112.171 0.000 2.000 1.349 1559.198 799.564
(E)-hept-4-enal 112.171 0.000 2.000 1.455 1835.682 953.858
(2E,4E)-hepta-2,4-dienal110.155 0.000 2.000 1.301 1559.920 799.964
(E)-oct-2-enal 126.198 0.000 2.000 1.935 1709.813 883.364
(E)-non-2-enal 140.225 0.000 2.000 2.326 1710.013 883.476
(2E,4E)-nona-2,4-dienal138.209 0.000 2.000 2.243 1559.668 799.825
(E)-dec-2-enal 154.252 0.000 2.000 2.590 1559.318 799.631
(2E,4E)-deca-2,4-dienal152.236 0.000 2.000 2.562 1559.705 799.846
(E)-undec-2-enal 168.278 0.000 2.000 2.887 1561.188 800.668
(E)-dodec-2-enal 182.305 0.000 2.000 3.334 1559.155 799.541
(E)-tridec-2-enal 196.332 0.000 2.000 3.733 1559.316 799.630
(Z)-octadec-9-enamide281.481 2.000 2.500 4.415 511.948 471.486
2,3-dihydroxypropyl (Z)-octadec-9-enoate356.545 2.000 5.400 4.469 442.995 205.187
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5S)-5,6-dimethylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.287 3381.922 1846.347
(3S,8S,9S,10R,13R,14S,17R)-17-[(2R)-5-ethyl-6-methylhept-5-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.547 3380.917 1845.754



(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R)-5,6-dimethylhept-4-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.179 3378.578 1844.373
(3S,5S,9R,10S,13R,14R,17R)-10,13-dimethyl-17-[(2R)-6-methyl-5-methylideneheptan-2-yl]-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.219 3395.278 1854.229
(3S,5S,9R,10S,13R,14R,17R)-17-[(E,2R,5R)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.452 3392.327 1852.487
(4R,4aR,7S,7aR,12bS)-9-methoxy-3-methyl-2,4,4a,7,7a,13-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinolin-7-ol299.369 1.000 5.200 1.148 883.139 478.513
methyl (9Z,12Z)-octadeca-9,12-dienoate294.476 0.000 2.000 5.819 5066.721 2858.094
(Z)-octadec-9-en-1-ol268.482 1.000 1.700 5.876 2853.664 1536.691
(E)-hex-3-en-1-ol 100.160 1.000 1.700 1.626 3242.485 1764.203
(6E)-3,7,11-trimethyldodeca-1,6,10-trien-3-ol222.370 1.000 0.750 4.912 5263.998 2978.564
2-methyl-3-[(E,7R,11R)-3,7,11,15-tetramethylhexadec-2-enyl]naphthalene-1,4-dione450.703 0.000 4.000 8.318 2136.303 1123.768
ethyl (Z)-3-phenylprop-2-enoate176.215 0.000 2.000 2.874 3641.763 2000.145
(1R,2R,3E,7S,11E,13S,15S)-2,15-dihydroxy-7-methyl-6-oxabicyclo[11.3.0]hexadeca-3,11-dien-5-one280.363 2.000 5.400 2.109 726.441 350.207
(4R,4aR,7S,7aR,12bS)-3-methyl-2,4,4a,7,7a,13-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinoline-7,9-diol285.342 2.000 5.200 0.897 279.531 138.002
cobalt(3+);[(2R,3S,4R,5S)-5-(5,6-dimethylbenzimidazol-1-yl)-4-hydroxy-2-(hydroxymethyl)oxolan-3-yl] [(2R)-1-[3-[(1R,2R,3R,5Z,7S,10Z,12S,13S,15Z,17S,18S,19R)-2,13,18-tris(2-amino-2-oxoethyl)-7,12,17-tris(3-amino-3-oxopropyl)-3,5,8,8,13,15,18,19-octamethyl-2,7,12,17-tetrahydro-1H-corrin-24-id-3-yl]propanoylamino]propan-2-yl] phosphate;cyanide1272.445 17.000 34.600 -7.529 0.000 0.000
(Z)-hexadec-11-enoic acid254.412 1.000 2.000 5.192 278.365 157.936
(Z)-heptadec-10-enoic acid268.439 1.000 2.000 5.552 235.353 131.732
(Z)-octadec-13-enoic acid282.465 1.000 2.000 5.887 235.883 132.053
(13E)-octadeca-13,17-dienoic acid280.450 1.000 2.000 5.800 279.600 158.694
(2E,4E)-octadeca-2,4-dienoic acid280.450 1.000 2.000 5.847 203.801 112.752
octadeca-12,15-diynoic acid276.418 1.000 2.000 5.784 278.981 158.314
(E)-octadec-11-en-9-ynoic acid278.434 1.000 2.000 5.901 280.509 159.251
(9S,10E,12Z)-9-hydroxyoctadeca-10,12-dienoic acid296.449 2.000 3.700 4.707 93.122 48.357
2-pentanoylbenzoic acid206.241 1.000 4.000 2.030 177.744 97.254
5-[(2S,3S)-6-hydroxy-2-(4-hydroxyphenyl)-4-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-3-yl]benzene-1,3-diol454.478 5.000 4.500 3.622 30.798 11.498
1-methyl-4-[(2E)-6-methylhepta-2,5-dien-2-yl]cyclohexene204.355 0.000 0.000 6.181 9906.038 5899.293
9-(3,4-dimethoxyphenyl)-5-methoxy-6H-[2]benzofuro[5,6-f][1,3]benzodioxol-8-one394.380 0.000 6.750 2.926 3201.719 1740.241
(E)-3-phenylprop-2-en-1-ol134.177 1.000 1.700 2.016 3350.979 1828.093
(4-hydroxy-3,5-dimethoxyphenyl)-[(3R,4R,5S)-5-(4-hydroxy-3,5-dimethoxyphenyl)-4-(hydroxymethyl)oxolan-3-yl]methanone434.442 3.000 9.900 1.794 188.529 81.493
3,8-dimethyl-5-propan-2-yl-1,2-dihydronaphthalene200.323 0.000 0.000 5.529 9906.038 5899.293
11-hydroxy-10-[(Z)-3-(4-hydroxyphenyl)prop-2-enoyl]oxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid618.852 3.000 6.450 7.436 59.684 29.898
(1R)-1,8-dimethyl-4-prop-1-en-2-ylspiro[4.5]dec-8-ene204.355 0.000 0.000 5.273 9906.038 5899.293
6,7,15-trihydroxy-19,19-dimethyl-22-(3-methylbut-2-enyl)-11-(2-methylprop-1-enyl)-2,10,20-trioxapentacyclo[12.8.0.03,12.04,9.016,21]docosa-1(14),3(12),4,6,8,15,17,21-octaen-13-one502.563 2.000 5.250 5.470 396.586 182.054
7,15-dihydroxy-19,19-dimethyl-11-(2-methylprop-1-enyl)-2,10,20-trioxapentacyclo[12.8.0.03,12.04,9.016,21]docosa-1(22),3(12),4(9),5,7,14,16(21),17-octaen-13-one418.445 1.000 4.500 4.806 868.155 424.601
5,7-dihydroxy-2-(4-hydroxyphenyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxychromen-4-one432.383 5.000 11.300 0.022 15.765 5.575



1,5-dihydroxy-3-methylanthracene-9,10-dione254.242 0.000 3.500 1.790 256.042 113.450
8,11-dihydroxy-[1,3]dioxolo[4,5-b]xanthen-10-one272.214 1.000 4.500 1.337 441.124 204.250
(3'Z)-3'-butylidene-6'-propylspiro[4,5-dihydro-2-benzofuran-3,7'-5,5a,6,7a-tetrahydro-4H-cyclobuta[g][2]benzofuran]-1,1'-dione380.483 0.000 5.500 4.383 1232.292 620.013
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[4-[(E)-3-hydroxyprop-1-enyl]-2,6-dimethoxyphenoxy]oxane-3,4,5-triol372.371 5.000 12.450 -0.266 83.879 33.958
1-(3-methylbut-2-enoxy)-4-[(E)-prop-1-enyl]benzene202.296 0.000 0.750 4.566 9906.038 5899.293
7-hydroxy-2,5-dimethylchromen-4-one190.198 1.000 3.250 1.499 1154.887 578.027
2-(1H-indol-3-yl)-N,N-dimethylethanamine oxide204.271 1.000 3.000 2.204 2793.565 1501.740
5-hydroxy-2-(4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one592.552 6.000 19.050 -0.971 7.398 2.461
(4Z)-4-butylidene-1a,2,3,6b-tetrahydrooxireno[2,3-g][2]benzofuran-6-one206.241 0.000 4.500 1.340 2147.285 1130.013
ethyl (E)-3-(3,4-dihydroxyphenyl)prop-2-enoate208.213 2.000 3.500 1.414 281.731 125.802
2-[(2R,4aR)-4a-methyl-8-methylidene-1,2,3,4,5,6,7,8a-octahydronaphthalen-2-yl]propan-2-ol222.370 1.000 0.750 3.987 5099.192 2877.897
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-6-methoxychromen-4-one316.267 3.000 5.250 1.183 62.960 24.905
3,5-dihydroxy-2-(3-hydroxy-4-methoxyphenyl)-6,7-dimethoxychromen-4-one360.320 2.000 6.000 2.239 226.890 99.555
(6Z)-7,11-dimethyl-3-methylidenedodeca-1,6,10-triene204.355 0.000 0.000 6.384 9906.038 5899.293
2-(4-hydroxyphenyl)-3,4-dihydro-2H-chromene-3,4,7,8-tetrol290.272 5.000 6.400 0.318 69.389 27.665
3,4a,5-trimethyl-5,6,7,8,8a,9-hexahydro-4H-benzo[f][1]benzofuran218.338 0.000 0.500 3.560 9906.038 5899.293
9-[(2E)-3,7-dimethylocta-2,6-dienoxy]furo[3,2-g]chromen-7-one338.402 0.000 3.750 4.872 2090.340 1097.657
(1E,6E,8S)-1-methyl-5-methylidene-8-propan-2-ylcyclodeca-1,6-diene204.355 0.000 0.000 5.414 9906.038 5899.293
8-(3-heptyloxiran-2-yl)octa-4,6-diyn-3-ol262.391 1.000 3.700 4.339 3183.872 1729.759
7-hydroxy-3-(5-hydroxy-2,2-dimethylchromen-6-yl)chromen-4-one336.343 2.000 4.750 2.885 628.869 299.652
7-hydroxy-5-methyl-2-(2-oxopropyl)chromen-4-one232.235 1.000 5.250 1.091 366.786 167.314
7-hydroxy-3-(4-hydroxyphenyl)-6-methoxychromen-4-one284.268 2.000 4.750 1.941 383.655 175.646
(1S,4S,7R)-1,4-dimethyl-7-prop-1-en-2-yl-1,2,3,4,5,6,7,8-octahydroazulene204.355 0.000 0.000 5.640 9906.038 5899.293
(E)-hex-2-en-1-ol 100.160 1.000 1.700 1.733 2824.981 1520.003
(1E,2R,3R)-2-(3,5-dihydroxyphenyl)-3-(4-hydroxyphenyl)-1-[(4-hydroxyphenyl)methylidene]-2,3-dihydroindene-4,6-diol454.478 6.000 4.500 2.973 14.169 4.968
1,1,4,8-tetramethylcycloundecane210.402 0.000 0.000 7.297 9906.038 5899.293
(E)-1-[6-[(3-acetyl-2,4,6-trihydroxy-5-methylphenyl)methyl]-5,7-dihydroxy-2,2-dimethylchromen-8-yl]-3-(4-hydroxyphenyl)prop-2-en-1-one532.546 3.000 6.250 4.805 46.505 17.950
7,8-dimethoxy-2-phenyl-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one460.437 4.000 13.250 0.702 93.911 38.369
5-hydroxy-7,8-dimethoxy-2-(2-methoxyphenyl)chromen-4-one328.321 0.000 4.500 3.147 1248.919 629.060
(2E,4E)-N-(2-methylpropyl)deca-2,4-dienamide223.358 1.000 2.500 4.098 3699.261 2034.300
(3E,4S)-3-[2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethylidene]-4-hydroxyoxolan-2-one350.454 3.000 8.100 1.490 245.116 108.227
1,2,3-trimethoxy-5-[(E)-prop-1-enyl]benzene208.257 0.000 2.250 2.861 9906.038 5899.293
7-hydroxy-6,8-dimethoxychromen-2-one222.197 1.000 4.750 1.069 830.555 404.759



8-[5-(5,7-dihydroxy-4-oxochromen-2-yl)-2-methoxyphenyl]-5,7-dihydroxy-2-(4-methoxyphenyl)chromen-4-one566.520 2.000 7.500 4.548 19.334 6.951
1,3,6,7-tetrahydroxy-4-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]xanthen-9-one422.345 7.000 13.000 -1.811 3.058 0.947
(E)-oct-2-en-1-ol 128.214 1.000 1.700 2.611 2825.292 1520.184
5,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one478.409 6.000 13.750 -0.684 9.268 3.140
5-[(E)-2-(4-hydroxy-3-methoxyphenyl)ethenyl]benzene-1,3-diol258.273 3.000 3.000 2.175 280.347 125.134
9-(1,3-benzodioxol-5-yl)-5-methoxy-8H-[2]benzofuro[6,5-f][1,3]benzodioxol-6-one378.337 0.000 6.750 2.103 2829.251 1522.487
(2S,3S,4S,5R,6S)-6-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid462.366 5.000 12.300 -0.196 0.834 0.296
5,7-dihydroxy-2-(4-hydroxyphenyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one594.525 8.000 19.800 -1.826 3.178 0.987
3,3,5-trimethyl-11H-pyrano[3,2-a]carbazol-8-ol279.338 2.000 1.500 3.928 2034.192 1065.823
5-hydroxy-2-(4-hydroxyphenyl)-3,7-dimethoxychromen-4-one314.294 1.000 4.500 2.691 511.974 239.929
(E)-3-[4-hydroxy-2-methoxy-5-(2-methylbut-3-en-2-yl)phenyl]-1-(4-hydroxyphenyl)prop-2-en-1-one338.402 2.000 4.250 4.249 590.606 279.995
(3Z)-3-butylidene-4,5-dihydro-2-benzofuran-1-one190.241 0.000 2.500 2.509 2174.151 1145.303
3,4,8,9,10-pentahydroxy-6-oxobenzo[c]chromene-1-carboxylic acid320.212 6.000 8.250 -1.183 0.797 0.282
5,7-dihydroxy-2-[3-hydroxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]chromen-4-one448.382 6.000 13.000 -0.960 3.097 0.960
7-hydroxy-3-(4-hydroxy-3-methoxyphenyl)chromen-4-one284.268 2.000 4.750 1.946 382.213 174.933
7-hydroxy-3-(4-hydroxy-3-methoxyphenyl)-8-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one446.410 6.000 13.250 -0.366 20.399 7.366
(8E,11E,14E)-heptadeca-1,8,11,14-tetraene232.408 0.000 0.000 8.847 9906.038 5899.293
methyl (E)-icos-11-enoate324.546 0.000 2.000 7.296 2576.017 1375.742
methyl (9Z,12Z,15Z)-octadeca-9,12,15-trienoate292.461 0.000 2.000 6.139 3037.388 1643.901
methyl (8E,11E)-octadeca-8,11-dienoate294.476 0.000 2.000 6.437 3040.457 1645.696
(E)-2-methylpent-2-enal98.144 0.000 2.000 1.210 1870.175 973.246
1-(methyltrisulfanyl)propane154.303 0.000 0.500 3.583 9906.038 10000.000
3,4-dimethoxy-1-methyl-2H-pyridine155.196 0.000 2.950 1.799 9211.546 5453.550
2-(2,4-dihydroxyphenyl)-5,7-dihydroxy-8-[(2E,6E)-3,7,11-trimethyldodeca-2,6,10-trienyl]chromen-4-one490.595 3.000 4.500 5.797 96.908 39.694
methyl 1-methoxy-9H-carbazole-3-carboxylate255.273 1.000 2.750 3.115 1611.432 828.556
2-(2,4-dihydroxyphenyl)-5,7-dihydroxy-3,6-bis(3-methylbut-2-enyl)chromen-4-one422.477 3.000 4.500 4.319 194.374 84.227
8-(2,4-dihydroxyphenyl)-5-hydroxy-2,2-dimethyl-7-(3-methylbut-2-enyl)pyrano[3,2-g]chromen-6-one420.461 2.000 4.500 4.692 435.070 201.222
4-(2,4-dihydroxyphenyl)-10,18-dihydroxy-8-(6-hydroxy-1-benzofuran-2-yl)-14-methyl-3,5,15-trioxahexacyclo[12.7.1.02,4.02,12.06,11.016,21]docosa-6,8,10,16(21),17,19-hexaen-13-one592.558 5.000 9.750 3.302 35.198 13.284
(E)-3-(4-hydroxyphenyl)-1-[2-hydroxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]prop-2-en-1-one418.399 5.000 11.750 0.032 11.051 3.797
(2E,6E)-nona-2,6-dien-1-ol140.225 1.000 1.700 2.523 2825.104 1520.074
(3Z)-3,7-dimethylocta-1,3,6-triene136.236 0.000 0.000 4.609 9906.038 5899.293
5,7-dihydroxy-6-methoxy-2-phenylchromen-4-one284.268 1.000 3.750 2.582 581.806 275.488
5-hydroxy-2-(2-hydroxyphenyl)-7,8-dimethoxychromen-4-one314.294 1.000 4.500 2.718 711.409 342.380



5,13,17-trihydroxy-12-(hydroxymethyl)-7-methyl-9,15-dioxo-2,10,16-trioxatetracyclo[9.7.0.03,8.014,18]octadeca-1(11),3(8),4,6,12,14(18)-hexaene-4-carbaldehyde388.287 2.000 10.900 -1.134 6.641 2.190
4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-en-6-one218.338 0.000 2.000 3.236 4417.227 2464.226
2-(2,5-dihydroxy-4-methoxyphenyl)-5-hydroxy-7-methoxy-3-(3-methylbut-2-enyl)chromen-4-one398.412 2.000 5.250 3.551 280.729 125.318
5,7-dihydroxy-2-(5-hydroxy-2,4-dimethoxyphenyl)-3-(3-methylbut-2-enyl)chromen-4-one398.412 2.000 5.250 3.527 217.850 95.275
1,4,8,10-tetrahydroxy-3-methoxy-5-prop-1-en-2-yl-5,6-dihydrobenzo[c]xanthen-7-one382.369 3.000 5.250 2.450 131.048 55.004
(E)-5-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylpent-2-en-1-one287.358 0.000 4.500 3.358 4256.233 2367.293
(2E,4E)-5-(1,3-benzodioxol-5-yl)-N-(2-methylpropyl)penta-2,4-dienamide273.331 1.000 4.000 3.478 3334.732 1818.515
1-[[(E)-prop-1-enyl]disulfanyl]propane148.281 0.000 1.000 3.306 9906.038 10000.000
[(1S,19R,21S,22R,23R)-6,7,8,11,12,13-hexahydroxy-3,16-dioxo-21,22-bis[(3,4,5-trihydroxybenzoyl)oxy]-2,17,20-trioxatetracyclo[17.3.1.04,9.010,15]tricosa-4,6,8,10,12,14-hexaen-23-yl] 3,4,5-trihydroxybenzoate938.672 15.000 22.950 -3.230 0.003 0.000
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one626.524 10.000 22.250 -3.336 0.251 0.063
5,7-dihydroxy-2-[3-hydroxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one626.524 10.000 22.250 -3.392 0.328 0.085
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxychromen-4-one434.356 6.000 12.050 -0.904 4.343 1.384
3,5-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-7-methoxychromen-4-one330.293 2.000 5.250 2.045 171.201 73.428
4-hydroxy-9,10-dioxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyanthracene-2-carboxylic acid446.367 5.000 15.000 -1.382 0.518 0.177
(3S,5R,8S)-3,8-dimethyl-5-prop-1-en-2-yl-3,4,5,6,7,8-hexahydro-2H-azulen-1-one218.338 0.000 2.000 3.549 3695.846 2032.270
(Z)-5-(2,3-dimethyl-3-tricyclo[2.2.1.02,6]heptanyl)-2-methylpent-2-enal218.338 0.000 2.000 3.412 2258.804 1193.578
3-[(2S,3R,4R,5R)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one434.356 6.000 12.050 -0.820 5.727 1.866
(2S,3S,6S)-3-ethenyl-3-methyl-6-propan-2-yl-2-prop-1-en-2-ylcyclohexan-1-one220.354 0.000 2.000 3.766 5962.844 3408.187
3,5,7-trihydroxy-2-(4-hydroxy-3-methoxyphenyl)-6-methoxychromen-4-one346.293 3.000 6.000 1.465 93.307 38.102
(E)-1-(7-hydroxy-2,2-dimethylchromen-6-yl)-3-(4-hydroxyphenyl)prop-2-en-1-one322.360 1.000 3.250 4.029 488.055 227.836
2,3-dimethyltricyclo[2.2.1.02,6]heptane-3-carboxylic acid166.219 1.000 2.000 2.184 501.103 298.157
(E)-3-(4-hydroxy-3-methoxyphenyl)-N-[4-[[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]amino]butyl]prop-2-enamide440.495 4.000 8.000 3.489 84.264 34.127
9-hydroxy-1,5,8-trimethyl-1,2-dihydrobenzo[e][1]benzofuran-6,7-dione258.273 1.000 5.500 1.434 962.713 474.802
1,5,8-trimethylbenzo[e][1]benzofuran-6,7-dione240.258 0.000 4.500 1.729 1533.293 785.215
(E)-8,11,12-trihydroxyoctadec-9-enoic acid330.464 4.000 7.100 2.837 24.813 11.578
2-(4-hydroxy-3-methoxyphenyl)-N-[2-(4-hydroxyphenyl)ethyl]-5-[(E)-3-[2-(4-hydroxyphenyl)ethylamino]-3-oxoprop-1-enyl]-7-methoxy-2,3-dihydro-1-benzofuran-3-carboxamide624.689 5.000 9.500 4.678 32.615 18.932
1,3,8-trihydroxy-5-methoxyxanthen-9-one274.229 1.000 3.500 1.803 195.153 84.592
2,3-bis[[(9Z,12Z)-octadeca-9,12-dienoyl]oxy]propyl (9Z,12Z)-octadeca-9,12-dienoate879.398 0.000 6.000 18.558 883.047 432.479
(4R,7aR,12bS)-7,9-dimethoxy-3-methyl-2,4,7a,13-tetrahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinoline311.380 0.000 4.250 3.069 2137.725 1244.138
3-[2,4-dihydroxy-3-(3-methylbut-2-enyl)phenyl]-7-hydroxy-8-(3-methylbut-2-enyl)chromen-2-one406.477 3.000 4.750 4.556 497.678 232.695
methyl (13Z)-13-ethylidene-8,15-diazapentacyclo[10.5.1.01,9.02,7.010,15]octadeca-2,4,6,8-tetraene-18-carboxylate322.406 1.000 3.000 4.195 3104.462 1683.174
2-(2,5-dihydroxy-4-methoxyphenyl)-5,7-dihydroxy-3-(1-hydroxy-3-methylbut-2-enyl)-8-(3-methylbut-2-enyl)chromen-4-one468.502 3.000 5.950 4.073 82.770 33.473
5,9,11,14-tetrahydroxy-3,3-dimethyl-6-prop-1-en-2-yl-6,7-dihydrochromeno[7,6-c]xanthen-8-one434.445 3.000 5.250 3.555 161.296 68.847



5-hydroxy-7-(1-hydroxy-3-methylbut-2-enyl)-2,2-dimethyl-10-(3-methylbut-2-enyl)-8-(2,4,5-trihydroxyphenyl)pyrano[3,2-g]chromen-6-one520.578 3.000 5.950 4.650 85.417 34.632
(1S,2R,5R,6R,9R,10R,13S,15S)-5-[(E,2R,5R)-5,6-dimethylhept-3-en-2-yl]-6,10-dimethyl-16,17-dioxapentacyclo[13.2.2.01,9.02,6.010,15]nonadec-18-en-13-ol428.654 1.000 3.200 6.470 1981.814 1036.191
5,7-dihydroxy-3-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one464.382 7.000 12.800 -1.152 3.711 1.167
2-(3,4-dimethoxyphenyl)-5-hydroxy-3,7-dimethoxychromen-4-one358.347 0.000 5.250 3.432 1686.222 870.198
(4Z)-5,9-dimethyl-2-prop-1-en-2-yldeca-4,8-dien-1-ol222.370 1.000 1.700 4.179 4444.670 2480.777
(E)-hexadec-7-ene 224.429 0.000 0.000 8.342 9906.038 5899.293
[(E)-hex-3-enyl] butanoate170.251 0.000 2.000 3.028 2902.004 1564.847
trimethylsilyl (9Z,12Z)-octadeca-9,12-dienoate352.631 0.000 2.000 7.333 6543.648 3768.381
(4E)-1-methyl-4-(6-methylhept-5-en-2-ylidene)cyclohexene204.355 0.000 0.000 6.197 9906.038 5899.293
[(Z)-hex-3-enyl] butanoate170.251 0.000 2.000 3.035 3172.752 1723.229
(2E)-2-hexa-2,4-diynylidene-1,6-dioxaspiro[4.4]non-3-ene200.237 0.000 1.500 3.615 9906.038 5899.293
[(Z)-hex-3-enyl] hexanoate198.305 0.000 2.000 3.750 3132.598 1699.669
[(E)-hex-3-enyl] acetate142.197 0.000 2.000 2.208 2230.775 1177.577
1-methyl-4-[(2Z)-6-methylhepta-2,5-dien-2-yl]cyclohexene204.355 0.000 0.000 5.608 9906.038 5899.293
(Z)-1-(methyltrisulfanyl)prop-1-ene152.287 0.000 0.500 3.221 9906.038 10000.000
1-[[(E)-prop-1-enyl]trisulfanyl]propane180.341 0.000 0.500 4.063 9906.038 10000.000
4-[(E)-3-hydroxybut-1-enyl]-3,5,5-trimethylcyclohex-3-en-1-ol210.316 2.000 3.400 2.132 1276.882 644.297
(2E,7E)-1,7-dimethyl-4-propan-2-ylcyclodeca-2,7-dien-1-ol222.370 1.000 0.750 3.976 4227.976 2350.310
1-[[(Z)-prop-1-enyl]disulfanyl]propane148.281 0.000 1.000 3.192 9906.038 10000.000
(Z)-hexadec-8-ene 224.429 0.000 0.000 8.275 9906.038 5899.293
(E)-tetradec-2-en-1-ol212.375 1.000 1.700 4.413 2825.744 1520.446
(2Z,8E)-3,7,7,10-tetramethylcycloundeca-2,8-dien-1-ol222.370 1.000 1.700 3.633 3647.879 2003.776
(E)-octadec-9-enamide281.481 2.000 2.500 4.352 406.096 393.803
(E)-4-(4-hydroxy-3-methoxyphenyl)but-3-en-2-one192.214 1.000 3.500 1.680 969.334 478.332
(Z)-dec-2-enal 154.252 0.000 2.000 2.641 2141.043 1126.463
[(2E)-3,7-dimethylocta-2,6-dienyl] butanoate224.342 0.000 2.000 4.368 2889.429 1557.519
2-phenylethyl (E)-2-methylbut-2-enoate204.268 0.000 2.000 3.439 3128.268 1697.129
(Z)-hept-2-enal 112.171 0.000 2.000 1.395 2128.900 1119.559
(Z)-dec-4-enal 154.252 0.000 2.000 2.585 1845.677 959.473
ethyl (E)-hex-3-enoate142.197 0.000 2.000 2.227 2902.203 1564.963
methyl (6E,9E,12E,15E)-docosa-6,9,12,15-tetraenoate346.552 0.000 2.000 7.822 2991.912 1617.314
(E)-hexadec-2-en-1-ol240.428 1.000 1.700 5.130 2825.373 1520.231
(Z)-non-6-enal 140.225 0.000 2.000 2.215 1940.568 1012.901



(3E)-3-(butoxymethylidene)heptane184.321 0.000 1.700 4.054 8450.225 4968.038
methyl (9E,12E)-octadeca-9,12-dienoate294.476 0.000 2.000 6.384 2572.708 1373.832
(Z)-dec-4-en-1-ol 156.267 1.000 1.700 2.724 2956.480 1596.622
(2E,6Z)-nona-2,6-dien-1-ol140.225 1.000 1.700 2.497 2824.822 1519.910
1,3-bis(trimethylsilyloxy)propan-2-yl (9E,12E,15E)-octadeca-9,12,15-trienoate496.876 0.000 3.700 9.879 4015.250 2222.756
(3Z,6E)-3,7,11-trimethyldodeca-1,3,6,10-tetraene204.355 0.000 0.000 6.971 9906.038 5899.293
(2E)-5-methyl-4-propan-2-ylhexa-2,4-dien-1-ol154.252 1.000 1.700 2.447 2875.934 1549.657
1-methyl-4-[(2Z)-6-methylhepta-2,5-dien-2-yl]-7-oxabicyclo[4.1.0]heptane220.354 0.000 2.000 2.918 9906.038 5899.293
methyl (E)-docos-13-enoate352.599 0.000 2.000 8.093 2613.994 1397.677
5,6,6-trimethyl-5-[(E)-3-oxobut-1-enyl]-1-oxaspiro[2.5]octan-4-one236.310 0.000 6.000 1.150 1793.113 929.972
2-hydroxy-2,4,4-trimethyl-3-[(1E)-3-methylbuta-1,3-dienyl]cyclohexan-1-one222.327 1.000 2.750 2.974 2240.949 1183.383
(E)-4-(5-hydroxy-2,2-dimethyl-6-methylidenecyclohexyl)but-3-en-2-one208.300 1.000 3.700 2.089 1315.601 665.440
[(E)-dec-2-enyl] acetate198.305 0.000 2.000 3.769 2471.690 1315.619
[(Z)-7-methyltetradec-8-enyl] acetate268.439 0.000 2.000 5.456 2609.861 1395.288
[(E)-10-methyltetradec-8-enyl] acetate268.439 0.000 2.000 5.651 2222.898 1173.083
[(Z)-hex-3-enyl] acetate142.197 0.000 2.000 2.162 2229.399 1176.792
(2E,6E)-2,6-dimethylocta-2,6-diene-1,8-diol170.251 2.000 3.400 1.441 945.781 465.782
(1E)-3,7-dimethylocta-1,6-diene-1,3-diol170.251 0.000 1.750 2.530 1194.328 599.393
[(2Z,6E)-10,11-dihydroxy-3,7,11-trimethyldodeca-2,6-dienyl] acetate298.422 2.000 4.450 3.544 648.869 309.966
(2E,7E,11E)-1,7,11-trimethyl-4-propan-2-ylcyclotetradeca-2,7,11-trien-1-ol290.488 1.000 0.750 5.652 4825.980 2711.596
(E)-4-(2,4,4-trimethylcyclohexa-1,5-dien-1-yl)but-3-en-2-one190.285 0.000 2.000 3.179 3124.604 1694.981
ethyl (E)-oct-2-enoate170.251 0.000 2.000 2.998 2606.368 1393.271
methyl (E)-hex-2-enoate128.171 0.000 2.000 1.609 2308.824 1222.172
(3Z,13Z)-2-methyloctadeca-3,13-dien-1-ol280.493 1.000 1.700 5.841 8359.275 4910.267
methyl (E)-octadec-8-enoate296.492 0.000 2.000 6.501 2578.444 1377.143
methyl (E)-tetracos-15-enoate380.653 0.000 2.000 8.733 3030.705 1639.992
(E)-tridec-6-ene 182.348 0.000 0.000 6.769 9906.038 5899.293
methyl (E)-octadec-7-enoate296.492 0.000 2.000 6.472 4338.479 2416.776
(Z)-tetradec-4-ene 196.375 0.000 0.000 7.096 9906.038 5899.293
(2Z,13E)-octadeca-2,13-dien-1-ol266.466 1.000 1.700 5.796 3003.170 1623.893
(Z)-octadec-9-enal 266.466 0.000 2.000 5.665 1941.507 1013.431
methyl (E)-octadec-13-enoate296.492 0.000 2.000 6.494 2605.953 1393.030
methyl (Z)-octadec-9-enoate296.492 0.000 2.000 6.467 3247.261 1767.012



methyl (13E,16E)-octadeca-13,16-dienoate294.476 0.000 2.000 6.379 3150.910 1710.410
(E)-octadec-5-ene 252.482 0.000 0.000 9.677 9906.038 5899.293
(E)-octadec-9-ene 252.482 0.000 0.000 9.669 9906.038 5899.293
(Z)-non-3-en-1-ol 142.241 1.000 1.700 2.647 2878.567 1551.191
2,3-bis[[(E)-octadec-9-enoyl]oxy]propyl (E)-octadec-9-enoate885.445 0.000 6.000 19.496 514.118 241.014
(Z)-14-methylhexadec-8-enal252.439 0.000 2.000 5.185 1841.797 957.293
methyl (E)-hexadec-11-enoate268.439 0.000 2.000 5.731 2613.990 1397.675
(3E,12Z)-nonadeca-1,3,12-triene-5,14-diol294.476 2.000 3.400 5.096 1502.196 768.016
ethyl (E)-hex-2-enoate142.197 0.000 2.000 2.278 2606.151 1393.145
2,3-dihydroxypropyl (E)-octadec-9-enoate356.545 2.000 5.400 5.179 564.766 266.777
(Z)-pent-2-en-1-ol 86.133 1.000 1.700 0.906 2877.039 1550.301
(E)-non-2-en-1-ol 142.241 1.000 1.700 2.771 2824.998 1520.013
(E)-dec-2-en-1-ol 156.267 1.000 1.700 2.874 2826.106 1520.657
(E)-tridec-2-en-1-ol 198.348 1.000 1.700 4.022 2824.209 1519.554
(Z)-dodec-2-en-1-ol 184.321 1.000 1.700 3.571 2966.256 1602.329
(E)-pentatriacont-17-ene490.938 0.000 0.000 18.733 9906.038 5899.293
[(Z)-2-hydroxypentadec-9-enyl] propanoate298.465 1.000 3.700 5.004 1263.906 637.223
(5E,6E)-5,6-bis(2,2-dimethylpropylidene)decane278.520 0.000 0.000 8.334 9906.038 5899.293
(Z)-tricos-9-ene 322.616 0.000 0.000 12.082 9906.038 5899.293
(Z)-docos-13-enamide337.588 2.000 2.500 4.987 421.469 408.588
(6Z,9Z)-pentadeca-6,9-dien-1-ol224.386 1.000 1.700 4.384 3915.017 2162.842
(11E,13Z)-octadeca-1,11,13-triene248.451 0.000 0.000 9.170 9906.038 5899.293
(9Z)-octadeca-9,17-dienal264.450 0.000 2.000 5.670 2276.968 1203.956
2-chloroethyl (9Z,12Z)-octadeca-9,12-dienoate342.948 0.000 2.000 7.010 3538.507 4236.623
ethyl (9E,12E)-octadeca-9,12-dienoate308.503 0.000 2.000 6.870 2933.429 1583.170
2-[(9Z,12Z)-octadeca-9,12-dienoxy]ethanol310.519 1.000 3.400 6.022 3234.745 1759.652
1,3-dihydroxypropan-2-yl (9Z,12Z)-octadeca-9,12-dienoate354.529 2.000 5.400 4.985 570.805 269.862
methyl (11E,14E)-octadeca-11,14-dienoate294.476 0.000 2.000 6.465 2575.429 1375.402
methyl (10E,13E)-octadeca-10,13-dienoate294.476 0.000 2.000 5.995 3115.506 1689.647
(3E,6E)-nona-3,6-dien-1-ol140.225 1.000 1.700 2.504 2876.506 1549.991
(1Z,5Z)-3,4-dimethylcycloocta-1,5-diene136.236 0.000 0.000 3.776 9906.038 5899.293
(6E)-3,7,11-trimethyldodeca-6,10-dien-1-yn-3-ol220.354 1.500 0.750 4.549 4315.415 2402.892
(E)-4,4,8-trimethylnon-5-enal182.305 0.000 2.000 3.064 2039.598 1068.885



(E)-3,7-dimethyloct-2-en-1-ol156.267 1.000 1.700 2.692 2857.248 1538.777
(6E,10E)-3,7,11,15-tetramethylhexadeca-1,6,10,14-tetraen-3-ol290.488 1.000 0.750 6.525 4821.633 2708.956
(6E,8E,10E,12E,14E,16E,18E,20E,22E,24E,26E)-2,6,10,14,19,23,27,31-octamethyldotriaconta-6,8,10,12,14,16,18,20,22,24,26,30-dodecaen-2-ol554.898 1.000 0.750 13.404 4579.297 2562.095
(3E,6E,10E)-3,7,11,15-tetramethylhexadeca-1,3,6,10,14-pentaene272.473 0.000 0.000 9.097 9906.038 5899.293
methyl (2E)-3,7-dimethylocta-2,6-dienoate182.262 0.000 2.000 3.133 2813.243 1513.177
(1,2,6-trimethylspiro[4,9-dioxatetracyclo[8.2.1.02,8.03,5]tridec-6-ene-13,2'-oxirane]-12-yl) (Z)-but-2-enoate332.396 0.000 7.700 1.981 5147.795 2907.558
(E)-5-(1-hydroperoxy-2,2-dimethyl-6-methylidenecyclohexyl)pent-4-ene-1,3-diol256.341 3.000 5.850 1.511 631.293 300.901
(6Z,28Z)-heptatriaconta-6,28-dien-2-one530.959 0.000 2.000 13.188 3377.159 1843.536
(E)-octadec-3-ene 252.482 0.000 0.000 9.615 9906.038 5899.293
(6E,10E,14E,18E)-2,6,10,14,18-pentamethylicosa-2,6,10,14,18-pentaene342.607 0.000 0.000 11.422 9906.038 5899.293
2,2-dimethyl-3-[(3E,7E,11E,15E)-3,7,12,16,20-pentamethylhenicosa-3,7,11,15,19-pentaenyl]oxirane426.724 0.000 2.000 7.702 9906.038 5899.293
(E)-2,2-dimethyloct-3-ene140.268 0.000 0.000 4.816 9906.038 5899.293
(E)-1-(2,6,6-trimethylcyclohexa-1,3-dien-1-yl)but-2-en-1-one190.285 0.000 2.000 3.273 6131.352 3512.409
[17-[(E)-5,6-dimethylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,12,14,15,16,17-octahydro-1H-cyclopenta[a]phenanthren-3-yl] benzoate498.747 0.000 2.000 9.546 4244.699 2360.360
(E)-9-methylundec-2-ene168.322 0.000 0.000 6.104 9906.038 5899.293
(E)-3,7,11,15-tetramethylhexadec-2-en-1-ol296.535 1.000 1.700 6.304 2861.605 1541.314
(6E,8E,10E,12E,14E,16E,18E,20E,22E,24E,26E)-2,31-dimethoxy-2,6,10,14,19,23,27,31-octamethyldotriaconta-6,8,10,12,14,16,18,20,22,24,26-undecaene600.966 0.000 1.500 13.532 9906.038 5899.293
trimethylsilyl (9Z,12Z,15Z)-octadeca-9,12,15-trienoate350.615 0.000 2.000 7.459 6456.138 3713.938
(E)-1-(methyldisulfanyl)prop-1-ene120.227 0.000 1.000 2.634 9906.038 10000.000
trimethyl-[(E)-pentadec-10-enoxy]silane298.583 0.000 0.850 7.038 9906.038 5899.293
2,3-dihydroxypropyl (9Z,12Z,15Z)-octadeca-9,12,15-trienoate352.513 2.000 5.400 4.847 358.906 163.432
methyl (5Z,11Z,14Z,17Z)-icosa-5,11,14,17-tetraenoate318.498 0.000 2.000 6.429 3153.910 1712.171
(7Z,10Z,13Z)-hexadeca-7,10,13-trienal234.381 0.000 2.000 4.264 2776.495 1491.824
methyl (E)-heptadec-10-en-8-ynoate278.434 0.000 2.000 5.970 2928.852 1580.501
ethyl (9Z,12Z,15Z)-octadeca-9,12,15-trienoate306.487 0.000 2.000 6.320 2922.866 1577.009
methyl (9E,12E,15E)-octadeca-9,12,15-trienoate292.461 0.000 2.000 6.369 3029.587 1639.338
(2-phenyl-1,3-dioxan-5-yl) (9E,12E,15E)-octadeca-9,12,15-trienoate440.622 0.000 5.400 7.702 4347.250 2422.057
(6Z,10Z)-3,6,10-trimethyl-3a,4,5,8,9,11a-hexahydro-3H-cyclodeca[b]furan-2-one234.338 0.000 3.000 2.926 2853.474 1536.580
[(Z)-hex-3-enyl] 3-methylbutanoate184.278 0.000 2.000 3.361 3115.344 1689.552
[(Z)-hex-3-enyl] benzoate204.268 0.000 2.000 3.570 2866.838 1544.361
2-methylpropyl (Z)-2-methylbut-2-enoate156.224 0.000 2.000 2.550 3807.247 2098.562
(Z)-5-(2,6-dimethyl-6-bicyclo[3.1.1]hept-2-enyl)-2-methylpent-2-en-1-ol220.354 1.000 1.700 3.791 3351.678 1828.506
(1Z,4Z,7Z)-1,5,9,9-tetramethylcycloundeca-1,4,7-triene204.355 0.000 0.000 5.296 9906.038 5899.293



(5E)-2,6-dimethylocta-5,7-dien-2-ol154.252 1.000 0.750 3.108 4582.538 2564.055
(4E,6E)-2,6-dimethylocta-2,4,6-triene136.236 0.000 0.000 4.572 9906.038 5899.293
1-methyl-6-[(1Z)-3-methylbuta-1,3-dienyl]-7-oxabicyclo[4.1.0]heptane178.274 0.000 2.000 2.097 9906.038 5899.293
(E)-2-methyl-4-(2,6,6-trimethylcyclohexen-1-yl)but-2-enal206.327 0.000 2.000 3.234 1988.048 1039.715
(3E)-6-methylhepta-3,5-dien-2-one124.182 0.000 2.000 1.776 3146.304 1707.708
(E)-1-[(E)-prop-1-enyl]sulfanylprop-1-ene114.205 0.000 0.000 3.164 9906.038 10000.000
methyl (E)-12-hydroxy-13-methoxyoctadec-9-enoate342.518 1.000 5.400 5.112 1088.826 542.373
(E)-2-methyl-6-(4-methylphenyl)hept-2-en-1-ol218.338 1.000 1.700 3.982 3286.833 1790.298
(4E,6Z)-2,6-dimethylocta-2,4,6-triene136.236 0.000 0.000 4.646 9906.038 5899.293
(2E,4E,10E)-11-(1,3-benzodioxol-5-yl)-N-(2-methylpropyl)undeca-2,4,10-trienamide355.476 1.000 4.000 5.081 4174.081 2317.943
(2E,4E)-9-(1,3-benzodioxol-5-yl)-N-(2-methylpropyl)nona-2,4-dienamide329.438 1.000 4.000 4.901 3338.162 1820.537
3-methoxy-4-methyl-1H-1,2,4-triazole-5-thione145.179 0.800 2.000 1.597 2947.596 4070.396
2-[(Z)-but-2-enyl]-3-methylcyclopent-2-en-1-one150.220 0.000 2.000 2.202 4480.999 2502.702
[7,7,12,16-tetramethyl-15-[(E)-5-oxo-5-phenylpent-3-en-2-yl]-6-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] acetate516.762 0.000 4.000 8.007 1545.669 792.068
(1Z,6Z)-1-methyl-5-methylidene-8-propan-2-ylcyclodeca-1,6-diene204.355 0.000 0.000 5.138 9906.038 5899.293
4-[(E)-2-(2-hydroxyphenyl)ethenyl]benzonitrile221.258 1.000 2.250 3.018 761.438 368.478
(3E,7Z)-4,8,12,15,15-pentamethylbicyclo[9.3.1]pentadeca-3,7-dien-12-ol290.488 1.000 0.750 5.377 5640.277 3209.348
1,3-bis(trimethylsilyloxy)propan-2-yl (9E,12E)-octadeca-9,12-dienoate498.892 0.000 3.700 9.883 7545.300 4395.562
2-(hydroxymethyl)-10-[(E)-3-(4-hydroxyphenyl)prop-2-enoyl]oxy-1,6a,6b,9,9,12a-hexamethyl-2,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydro-1H-picene-4a-carboxylic acid618.852 3.000 6.450 7.278 32.241 15.366
3,5,7-trihydroxy-2-(4-hydroxyphenyl)-6-methoxychromen-4-one316.267 3.000 5.250 1.284 86.424 35.073
5,7-dihydroxy-2-(4-hydroxyphenyl)-8-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one432.383 6.000 12.250 -0.752 9.340 3.166
8-hydroxy-1,2,6-trimethoxyxanthen-9-one302.283 0.000 4.500 2.672 1968.667 1028.763
2-methoxy-4-[7-methoxy-3-methyl-5-[(E)-prop-1-enyl]-2,3-dihydro-1-benzofuran-2-yl]phenol326.391 1.000 3.000 4.711 3043.086 1647.235
methyl (E)-7-[2-oxo-5-[(E)-3-trimethylsilyloxyoct-1-enyl]cyclopent-3-en-1-yl]hept-5-enoate420.663 0.000 4.850 6.658 1113.433 555.633
3,4,5,11,12,13,21,22,23,26,27,38,39-tridecahydroxy-9,14,17,29,36-pentaoxaoctacyclo[29.8.0.02,7.010,15.019,24.025,34.028,33.032,37]nonatriaconta-1(39),2,4,6,19,21,23,25,27,31,33,37-dodecaene-8,18,30,35-tetrone782.535 13.000 23.300 -4.730 0.008 0.001
(1S,9R)-3-hydroxy-4,13-dimethoxy-17-methyl-17-azatetracyclo[7.5.3.01,10.02,7]heptadeca-2(7),3,5,10,13-pentaen-12-one327.379 1.000 6.250 2.022 413.620 210.776
7-hydroxychromen-4-one162.145 1.000 3.250 0.845 881.968 431.908
methyl (1R,15R,18R)-17-ethyl-3,13-diazapentacyclo[13.3.1.02,10.04,9.013,18]nonadeca-2(10),4,6,8,16-pentaene-1-carboxylate336.433 0.000 3.000 4.321 1005.322 550.455
2-(2,4-dihydroxyphenyl)-5-hydroxy-7-methoxy-6-[(E)-3-methylbut-1-enyl]-3-(3-methylbut-2-enyl)chromen-4-one436.504 2.000 4.500 5.307 379.812 173.745
3,8-dihydroxy-10-methoxy-9-[(E)-3-methylbut-1-enyl]-6-(2-methylprop-1-enyl)-6H-chromeno[4,3-b]chromen-7-one434.488 1.000 4.500 5.472 925.574 455.035
(2R,3R)-2-(2,4-dihydroxyphenyl)-3,5,7-trihydroxy-2,3-dihydrochromen-4-one304.256 4.000 6.450 0.146 26.080 9.606
(E)-3-(6,7-dimethoxy-1,3-benzodioxol-5-yl)prop-2-enal236.224 0.000 5.000 1.132 1594.552 819.178
(2E,4E,6E,8E,10E,12E,14Z)-2,6,11,15-tetramethylhexadeca-2,4,6,8,10,12,14-heptaenedioic acid328.407 2.000 4.000 5.028 9.117 4.989



5-hydroxy-2-(4-hydroxy-3-methoxyphenyl)-3,7,8-trimethoxychromen-4-one374.346 1.000 6.000 2.801 541.393 254.864
(3Z)-3-[[6-[2-(dimethylamino)ethyl]-4-methoxy-1,3-benzodioxol-5-yl]methylidene]-6,7-dimethoxyisoindol-1-one426.468 1.000 8.250 3.213 701.503 373.083
(2S,3R,5R,9R,10R,13R,14S,17S)-2,3,14-trihydroxy-10,13-dimethyl-17-[(2R,3R)-2,3,6-trihydroxy-6-methylheptan-2-yl]-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one480.640 6.000 9.350 2.140 47.468 18.352
(4R,4aR,7aR,12bS)-9-methoxy-3-methyl-1,2,4,4a,7a,13-hexahydro-4,12-methanobenzofuro[3,2-e]isoquinolin-7-one297.353 0.000 5.500 1.693 695.169 369.444
(1S,9R,12S)-4,13-dimethoxy-17-methyl-17-azatetracyclo[7.5.3.01,10.02,7]heptadeca-2(7),3,5,10,13-pentaene-3,12-diol329.395 2.000 5.950 2.172 437.080 223.727
2-(2,5-dihydroxyphenyl)acetate168.149 3.000 3.500 0.417 34.716 16.644
(2R,3R,4R)-2,3,4,5-tetrahydroxypentanoic acid166.130 4.000 7.800 -1.356 11.227 4.913
benzyl 3-[6-[[2-(butylamino)-1-[3-methoxycarbonyl-4-(2-methoxy-2-oxoethoxy)phenyl]-2-oxoethyl]-hexylamino]-6-oxohexyl]-4-methyl-2-oxo-6-(4-phenylphenyl)-1,6-dihydropyrimidine-5-carboxylate931.136 1.000 13.250 9.039 91.500 72.087
(4R,7aR,12bS)-7-methoxy-3-methyl-2,4,7a,13-tetrahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinolin-9-ol297.353 1.000 4.250 1.700 662.277 350.586
(4R,7S,7aR,12bS)-9-methoxy-3-methyl-2,4,6,7,7a,13-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinolin-7-ol299.369 1.000 5.200 1.363 1028.070 563.930
(3Z)-hexa-1,3-diene 82.145 0.000 0.000 2.740 9906.038 5899.293
(3Z)-3,7-dimethylocta-1,3,7-triene136.236 0.000 0.000 4.530 9906.038 5899.293
(2Z,6E)-9-(furan-3-yl)-6-methyl-2-(4-methylpent-3-enyl)nona-2,6-dienoic acid316.439 1.000 2.500 5.392 525.088 313.611
(1E,3Z,6R,7R)-6-[2-(furan-3-yl)ethyl]-6,7-dimethyl-10-methylidenecyclodeca-1,3-diene-1-carboxylic acid314.424 1.000 2.500 4.733 315.223 180.656
(3S,9Z)-heptadeca-1,9-dien-4,6-diyn-3-ol244.376 1.000 1.700 5.148 3622.901 1988.950
4-[(2E)-3,7-dimethylocta-2,6-dienoxy]furo[3,2-g]chromen-7-one338.402 0.000 3.750 4.685 2055.991 1078.174
methyl (14Z)-14-ethylidene-18-oxa-2,12-diazahexacyclo[9.6.1.19,15.01,9.03,8.012,17]nonadeca-3,5,7-triene-19-carboxylate338.405 1.000 5.750 1.983 201.996 107.465
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxychromen-4-one434.356 6.000 12.050 -0.812 6.596 2.174
5,7-dihydroxy-3-(5-hydroxy-2,2-dimethylchromen-6-yl)chromen-4-one352.343 2.000 4.500 3.028 269.406 119.864
5,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one624.551 8.000 20.550 -1.776 3.858 1.217
5,7-dihydroxy-3-(8-hydroxy-2,2-dimethylchromen-6-yl)chromen-4-one352.343 2.000 4.500 2.948 173.558 74.521
5-hydroxy-8,8-dimethyl-3-(3-methylbut-2-enyl)-2-(2,4,5-trihydroxyphenyl)pyrano[2,3-h]chromen-4-one436.460 3.000 5.250 3.912 130.451 54.733
3,5,7-trihydroxy-2-(4-hydroxyphenyl)-6-(3-methylbut-2-enyl)chromen-4-one354.359 3.000 4.500 2.786 131.131 55.042
2-(2,4-dihydroxyphenyl)-5-hydroxy-3-(3-hydroxy-3-methylbutyl)-8,8-dimethylpyrano[2,3-h]chromen-4-one438.476 3.000 5.250 4.031 132.980 55.881
11,19-dihydroxy-7,7-dimethyl-15-(2-methylprop-1-enyl)-2,8,16-trioxapentacyclo[12.8.0.03,12.04,9.017,22]docosa-1(14),3(12),4(9),5,10,17(22),18,20-octaen-13-one418.445 1.000 4.500 4.708 725.313 349.619
2-(2,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one286.240 3.000 4.500 0.996 44.101 16.950
(8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-1,2,6,7,8,9,11,12,14,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-one412.698 0.000 2.000 7.542 2799.322 1505.086
5-hydroxy-2-(4-hydroxyphenyl)-3,7-bis[[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy]chromen-4-one578.526 7.000 18.100 -1.156 3.102 0.962
[(6S,9S,14R,17S,18R,19S)-12-ethyl-9-hydroxy-17-methoxy-14-methyl-4-oxo-5-oxa-12-azahexacyclo[8.7.2.12,6.01,11.03,9.014,18]icosan-19-yl] benzoate495.614 1.000 9.450 3.195 300.805 149.389
3-[3,4-dihydroxy-5-(3-methylbut-2-enyl)phenyl]-7-hydroxy-5-methoxychromen-4-one368.385 3.000 5.500 2.946 268.051 119.212
(2S,3S,4S,5R,6S)-6-[5,7-dihydroxy-4-oxo-2-(3,4,5-trihydroxyphenyl)chromen-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid494.365 7.000 13.800 -1.418 0.103 0.031
1,5-dihydroxy-3-methoxy-8-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl]oxyxanthen-9-one598.513 8.000 21.500 -2.556 1.458 0.425
3,5,8-trihydroxy-7-methoxy-2-(4-methoxyphenyl)chromen-4-one330.293 2.000 5.250 2.108 186.825 80.697



6,13-dihydroxy-7,14-dimethoxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione330.250 2.000 8.000 0.202 97.019 39.743
3,5,7-trihydroxy-2-(4-hydroxy-3-methoxyphenyl)-8-methoxychromen-4-one346.293 3.000 6.000 1.252 67.175 26.711
1,3,8,9-tetrahydroxy-[1]benzofuro[3,2-c]chromen-6-one300.224 4.000 6.000 0.030 31.162 11.645
(8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,7,8,9,11,12,14,15,16,17-decahydro-1H-cyclopenta[a]phenanthrene-3,6-dione426.681 0.000 4.000 6.319 1084.792 540.201
5-hydroxy-6-methoxy-3-(4-methoxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one608.552 6.000 19.800 -0.845 8.585 2.891
5,7-dihydroxy-2-[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]chromen-4-one432.383 5.000 12.250 -0.346 8.600 2.896
5,7-dihydroxy-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one480.381 8.000 14.500 -1.959 1.231 0.354
5,7-dihydroxy-3,6,8-trimethoxy-2-(4-methoxyphenyl)chromen-4-one374.346 1.000 6.000 2.969 940.656 463.054
2,6-dimethoxy-4-[(2R,3R)-4-methoxy-3-[(7-methoxy-1,3-benzodioxol-5-yl)methyl]-2-(methoxymethyl)butyl]phenol448.512 1.000 7.900 4.301 3101.332 1681.340
3-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one610.524 9.000 20.550 -2.514 0.709 0.195
[(2R,3S,4S,5R,6S)-6-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methyl 3,4,5-trihydroxybenzoate600.489 8.000 15.550 -0.850 0.383 0.100
3-[(2S,3R,4S,5R,6R)-6-[[(2R,3R,4R,5S,6S)-3,5-dihydroxy-6-methyl-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one772.666 12.000 29.050 -3.595 0.975 0.275
(4R,4aR,7S,7aR,12bS)-7,9-dimethoxy-3-methyl-2,4,4a,7,7a,13-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinoline313.396 0.000 5.200 2.001 2198.377 1282.336
methyl (1S,15S,17R,18R,19S,20S)-6,18-dimethoxy-17-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate608.687 1.000 10.700 5.052 274.493 135.316
4-[(E)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethenyl]-2H-furan-5-one332.439 2.000 6.400 2.365 452.486 209.942
(2R,3R,4S,5S,6R)-2-[[(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol576.855 4.000 10.200 5.180 251.123 111.096
methyl (9E,11E)-13-oxooctadeca-9,11-dienoate308.460 0.000 4.000 5.149 1079.527 537.368
octacosyl (E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoate586.937 1.000 3.500 12.208 733.757 354.020
butyl (9E,12E,15E)-octadeca-9,12,15-trienoate334.541 0.000 2.000 7.582 2951.087 1593.474
5,7-dihydroxy-2-(4-hydroxyphenyl)-3-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxychromen-4-one432.383 5.000 11.300 0.028 21.536 7.811
(1R,9R,10S,12R,13S,14R,16S,17S,18R)-13-ethyl-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-triene-14,18-diol326.438 2.000 6.400 1.500 103.762 52.307
2-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxybutanedioic acid296.233 4.000 7.500 0.485 0.390 0.165
(Z)-1-(methyldisulfanyl)prop-1-ene120.227 0.000 1.000 2.189 9906.038 10000.000
8-[3-[(Z)-oct-2-enyl]oxiran-2-yl]octanoic acid296.449 1.000 4.000 4.714 289.674 164.883
[(9E,12E)-tetradeca-9,12-dienyl] acetate252.396 0.000 2.000 5.246 2221.217 1172.125
8-hydroxy-3-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyanthracene-9,10-dione416.384 4.000 13.000 -0.451 26.987 9.968
(1R,9R,10S,12R,13R,14S,16S,18R)-13-ethyl-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-triene-14,18-diol326.438 2.000 6.400 1.532 108.727 55.018
3,7-dimethyloct-6-enyl (E)-2-methylbut-2-enoate238.369 0.000 2.000 4.651 3452.212 1887.859
(2R)-4-methoxy-2-methyl-4-oxobutanoic acid146.143 1.000 4.000 0.743 116.915 61.840
1,3,3-trimethyl-2-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-[(1R)-2,6,6-trimethylcyclohex-2-en-1-yl]octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohexene536.882 0.000 0.000 16.736 9906.038 5899.293
(Z)-octadec-9-enenitrile263.465 0.000 1.500 5.953 2289.934 1211.368
propan-2-yl tridecyl sulfite306.503 0.000 4.000 5.194 109.205 1630.263
methyl (5Z,8Z,11Z,14Z)-icosa-5,8,11,14-tetraenoate318.498 0.000 2.000 6.628 2606.666 1393.442



N-(fluoren-9-ylideneamino)-2-(4-methylpiperazin-1-yl)acetamide334.420 1.000 6.000 2.708 141.032 72.882
1-O-butyl 2-O-(2-propan-2-ylphenyl) oxalate264.321 0.000 4.500 3.236 1717.588 887.707
2-O-(4-cyanophenyl) 1-O-nonyl benzene-1,2-dicarboxylate393.482 0.000 6.000 5.014 470.500 218.991
1-O-octyl 2-O-pentan-2-yl benzene-1,2-dicarboxylate348.481 0.000 4.000 5.557 2279.544 1205.428
1-O-(2-ethylhexyl) 2-O-(6-ethyloctan-3-yl) benzene-1,2-dicarboxylate418.615 0.000 4.000 6.761 2405.817 1277.762
1,2-dimethoxy-4-[(Z)-2-methoxyethenyl]benzene194.230 0.000 3.200 2.568 9053.393 5352.416
6,7-dimethylthieno[2,3-b]quinolin-3-amine228.311 1.500 2.000 2.394 482.073 492.578
1,4-dimethoxy-2-methyl-5-propan-2-ylbenzene194.273 0.000 1.500 3.243 9906.038 5899.293
3,6-dimethyl-3a,4,5,7a-tetrahydro-3H-1-benzofuran-2-one166.219 0.000 3.000 1.526 2750.223 1476.572
(2E,4Z)-deca-2,4-dienal152.236 0.000 2.000 2.555 1711.466 884.288
(1S)-1,6-dimethyl-4-propan-2-yl-1,2,3,4,4a,7-hexahydronaphthalene204.355 0.000 0.000 5.259 9906.038 5899.293
(1S,2R,5R)-2,6,6-trimethylbicyclo[3.1.1]heptan-3-one152.236 0.000 2.000 2.038 3925.232 2168.943
(2R)-1,3,3-trimethylbicyclo[2.2.1]heptan-2-ol154.252 1.000 1.700 2.209 4867.875 2737.049
(3E)-4,8-dimethylnona-1,3,7-triene150.263 0.000 0.000 5.097 9906.038 5899.293
[(4S,5S)-17-[(5S)-5-ethyl-6-methylheptan-2-yl]-4,10,13-trimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl] acetate470.777 0.000 2.000 8.866 3935.847 2175.283
(2R,3R)-2,6,6-trimethyl-2,3-bis(methylsulfanyl)bicyclo[3.1.1]heptane230.426 0.000 1.000 3.582 9906.038 10000.000
(1S,5S)-6-methyl-2-methylidene-6-(4-methylpent-3-enyl)bicyclo[3.1.1]heptane204.355 0.000 0.000 5.824 9906.038 5899.293
6,6-dimethyl-4-methylidenebicyclo[3.1.1]hept-2-ene134.221 0.000 0.000 3.565 9906.038 5899.293
[(2R,5S)-2-methyl-5-propan-2-yl-2-bicyclo[3.1.0]hexanyl] acetate196.289 0.000 2.000 3.149 6116.326 3503.106
[(E)-2-methyl-5-[(1R,2R,4S)-2-methyl-3-methylidene-2-bicyclo[2.2.1]heptanyl]pent-2-enyl] acetate262.391 0.000 2.000 4.535 2535.345 1352.279
(1aR,7R,7aS,7bS)-1,1,7,7a-tetramethyl-2,3,3a,4,5,6,7,7b-octahydro-1aH-cyclopropa[a]naphthalene206.370 0.000 0.000 6.722 9906.038 5899.293
2-(2,3-dimethylbut-3-enyl)-3-ethyl-1,3-dimethylcyclohexene220.397 0.000 0.000 5.703 9906.038 5899.293
(2S,3S,4R,5S,6S)-2,4,5-trimethoxy-6-(methoxymethyl)-3-[(2R,3S,4R,5S,6S)-3,4,5-trimethoxy-6-(methoxymethyl)oxan-2-yl]oxyoxane454.514 0.000 18.700 -3.465 9906.038 5899.293
(1R,2S,5S)-2,6,6-trimethylbicyclo[3.1.1]heptan-2-ol154.252 1.000 0.750 2.527 4790.612 2690.123
1-[(4aS,8R)-4a,8-dimethyl-3,4,5,6,7,8-hexahydro-2H-naphthalen-2-yl]ethanone206.327 0.000 2.000 3.267 4578.250 2561.462
(1R,8R)-7,7-dimethyl-6-methylidenetricyclo[6.2.1.01,5]undecan-2-one204.311 0.000 2.000 2.886 3860.823 2130.500
(1aS,4R,8aR)-1a,6-dimethyl-4-propan-2-yl-2,3,4,4a,7,8-hexahydronaphtho[1,8a-b]oxirene220.354 0.000 2.000 2.738 9906.038 5899.293
(1S,4S,4aR)-4,7-dimethyl-1-propan-2-yl-2,3,4,5,6,8a-hexahydro-1H-naphthalen-4a-ol222.370 1.000 0.750 4.085 5765.555 3286.466
(1R,8R)-6,6-dimethyl-7-methylidenetricyclo[6.2.1.01,5]undecan-2-one204.311 0.000 2.000 2.864 3820.438 2106.422
1-[(1aS,2aS,3R,7aR)-2a,3-dimethyl-2,3,4,5,7,7a-hexahydronaphtho[2,3-b]oxiren-1a-yl]ethanone220.311 0.000 4.000 2.054 3373.589 1841.430
(1S,2S,7R)-2,6,6-trimethyltricyclo[5.3.1.01,5]undecan-8-one206.327 0.000 2.000 2.930 3623.267 1989.167
(3S,3aS,6S,7S,7aS)-6-ethenyl-3,6-dimethyl-7-prop-1-en-2-yl-3,3a,4,5,7,7a-hexahydro-2H-1-benzofuran220.354 0.000 1.700 3.241 9906.038 5899.293
(1'S,2S,2'S,8'R)-2',6',6'-trimethylspiro[oxirane-2,7'-tricyclo[6.2.1.01,5]undecane]220.354 0.000 2.000 2.341 9906.038 5899.293



(1S,4R,5S)-1,8-dimethyl-4-propan-2-ylspiro[4.5]deca-7,9-diene204.355 0.000 0.000 5.402 9906.038 5899.293
2-[(2R,6S,8S)-1,2-dimethyl-8-tetracyclo[4.4.0.02,4.03,7]decanyl]propanal218.338 0.000 2.000 3.137 2742.672 1472.191
(E)-3-[(1S,3aS)-3a-methyl-7-methylidene-2,3,4,5,6,7a-hexahydro-1H-inden-1-yl]-2-methylprop-2-en-1-ol220.354 1.000 1.700 3.538 3440.149 1880.730
(4aR)-1,4a-dimethyl-7-propan-2-yl-3,4,5,6-tetrahydronaphthalen-2-one218.338 0.000 2.000 3.499 3639.413 1998.750
(1S,2S,8R)-2,6,6-trimethyltricyclo[6.2.1.01,5]undecane-7-carbaldehyde220.354 0.000 2.000 3.079 2837.027 1527.010
2-[(4aS)-4a-methyl-8-methylidene-1,4,5,6,7,8a-hexahydronaphthalen-2-yl]propan-1-ol220.354 1.000 1.700 3.559 3596.071 1973.034
(2S)-2,4a,8,8-tetramethyl-1a,3,4,5,6,7-hexahydro-1H-cyclopropa[j]naphthalen-2-ol222.370 1.000 0.750 3.812 6547.561 3770.817
(1R,4S)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.034 4542.145 2539.635
(2R,5S)-2-methyl-5-(6-methylhept-5-en-2-yl)bicyclo[3.1.0]hexan-2-ol222.370 1.000 0.750 4.476 4765.817 2675.077
methyl (Z)-3-phenylprop-2-enoate162.188 0.000 2.000 2.409 3312.373 1805.340
(1S)-1,6-dimethyl-4-propan-2-yl-1,2,3,7,8,8a-hexahydronaphthalene204.355 0.000 0.000 5.652 9906.038 5899.293
2-[(2R,5S)-5-ethenyl-5-methyloxolan-2-yl]propan-2-ol170.251 1.000 1.500 2.769 5867.830 3349.525
(3S,5S)-10,13-dimethyl-17-(6-methyl-5-methylideneheptan-2-yl)-2,3,4,5,6,7,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.210 3448.049 1885.399
(E)-2-methyl-4-[[(E)-prop-1-enyl]disulfanyl]pent-2-enal202.329 0.000 3.000 2.544 2024.551 2404.218
(3E)-3,7-dimethylocta-3,6-dienal152.236 0.000 2.000 2.356 2170.019 1142.950
1-(2,3-dihydro-1H-pyrrol-5-yl)ethanone111.143 1.000 3.000 -0.051 428.471 218.968
(1S,4R)-1,6-dimethyl-4-propan-2-yl-1,2,3,4-tetrahydronaphthalene202.339 0.000 0.000 5.397 9906.038 5899.293
(1S,2Z)-2,6,6-trimethyl-9-methylidenecycloundec-2-en-1-ol222.370 1.000 1.700 3.615 4086.299 2265.299
2-[(5S)-5-ethenyl-5-methyloxolan-2-yl]propan-2-ol170.251 1.000 1.500 2.769 5867.830 3349.525
(1S,3R)-4-methylidene-1-propan-2-ylbicyclo[3.1.0]hexan-3-ol152.236 1.000 1.700 2.276 4141.779 2298.561
(1S,4S)-1,6-dimethyl-4-propan-2-yl-1,2,3,4-tetrahydronaphthalene202.339 0.000 0.000 5.448 9906.038 5899.293
(E)-2-methyl-7-(4-methylphenyl)hept-2-en-1-ol218.338 1.000 1.700 4.113 3287.102 1790.457
(1S,4E,9S)-4,11,11-trimethyl-8-methylidenebicyclo[7.2.0]undec-4-ene204.355 0.000 0.000 5.127 9906.038 5899.293
(1S,5S,6R)-2,6-dimethyl-6-(4-methylpent-3-enyl)bicyclo[3.1.1]hept-2-ene204.355 0.000 0.000 5.918 9906.038 5899.293
(1S,5S,6S)-2,6-dimethyl-6-(4-methylpent-3-enyl)bicyclo[3.1.1]hept-2-ene204.355 0.000 0.000 5.827 9906.038 5899.293
(Z)-6-methyl-5-methylidenehept-2-ene124.225 0.000 0.000 3.792 9906.038 5899.293
(E)-6-methyl-5-methylidenehept-2-ene124.225 0.000 0.000 3.932 9906.038 5899.293
(E)-2-phenylbut-2-enal146.188 0.000 2.000 2.024 2140.856 1126.357
2-[(8R,8aS)-8,8a-dimethyl-2,3,4,6,7,8-hexahydro-1H-naphthalen-2-yl]propan-2-ol222.370 1.000 0.750 4.040 4950.694 2787.416
2,2,4,4,6,6,8,8,10-nonamethyl-10-phenyl-1,3,5,7,9,2,4,6,8,10-pentaoxapentasilecane432.842 0.000 1.000 9.012 9783.760 5820.623
[(1R,3S)-4-methylidene-1-propan-2-yl-3-bicyclo[3.1.0]hexanyl] acetate194.273 0.000 2.000 3.095 4449.929 2483.951
2-[(2R,4aS)-4a,8-dimethyl-2,3,4,5,6,7-hexahydro-1H-naphthalen-2-yl]propan-2-ol222.370 1.000 0.750 3.987 7157.390 4151.821
(9Z,12Z)-heptadeca-9,12-dienoic acid266.423 1.000 2.000 5.175 235.426 131.776



[(2Z)-3,7,11-trimethyldodeca-2,10-dienyl] acetate266.423 0.000 2.000 5.360 2476.927 1318.632
(9E)-octadeca-9,17-dienal264.450 0.000 2.000 5.740 2278.622 1204.901
2-[(2R,4aR)-4a,8-dimethyl-2,3,4,5,6,7-hexahydro-1H-naphthalen-2-yl]propan-2-ol222.370 1.000 0.750 4.056 5087.123 2870.535
(3R,4aR,6aS,10aS,10bR)-3-ethenyl-3,4a,7,7,10a-pentamethyl-2,5,6,6a,8,9,10,10b-octahydro-1H-benzo[f]chromene290.488 0.000 0.750 4.997 9906.038 5899.293
[(9R)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-yl] acetate468.762 0.000 2.000 7.990 3946.002 2181.351
(7aR)-4,4,7a-trimethyl-6,7-dihydro-5H-1-benzofuran-2-one180.246 0.000 3.000 1.578 2244.322 1185.309
(2R,3R)-2,3-dimethyloxirane72.107 0.000 2.000 0.269 9906.038 5899.293
2-[(2S,5S)-5-ethenyl-5-methyloxolan-2-yl]propan-2-ol170.251 1.000 1.500 2.753 5104.407 2881.078
(1R,4aR,8aS)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,6,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.596 9906.038 5899.293
(1S,2S)-1-ethenyl-1-methyl-4-propan-2-ylidene-2-prop-1-en-2-ylcyclohexane204.355 0.000 0.000 5.616 9906.038 5899.293
(1S,4aR,8aR)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,6,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.570 9906.038 5899.293
(2S,5S)-2-methyl-5-propan-2-ylcyclohexan-1-one154.252 0.000 2.000 2.311 3741.588 2059.471
(5S)-2-methyl-5-propan-2-ylcyclohex-2-en-1-one152.236 0.000 2.000 2.232 3550.151 1945.816
(4aR,8aR)-5,8a-dimethyl-3-propan-2-ylidene-1,2,4,4a,7,8-hexahydronaphthalene204.355 0.000 0.000 5.322 9906.038 5899.293
(3S,5R)-4,4,10,13,14-pentamethyl-17-(6-methylhept-5-en-2-yl)-2,3,5,6,7,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.718 5088.909 2871.625
(3S)-17-[(E)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.471 3394.453 1853.742
(1R,2R)-1,2-diethylcyclopentane126.241 0.000 0.000 4.941 9906.038 5899.293
(E)-4-isothiocyanato-1-methylsulfinylbut-1-ene175.263 0.000 6.500 0.313 94.163 4906.966
(1S,3R,4S,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.266 2.090 0.798
(13S,14E)-14-ethylidene-12-methylidene-1,8-diazatetracyclo[11.2.2.03,11.05,9]heptadeca-3(11),4,6,9-tetraene264.369 1.000 2.000 3.608 1282.339 716.091
(1R,9R,10S,12R,13E,16S,17S,18R)-13-ethylidene-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-trien-18-ol308.422 1.000 4.700 2.349 243.670 131.618
(E,2S)-2-amino-4-(2-aminoethoxy)but-3-enoic acid160.172 5.000 5.700 -3.552 1.046 0.463
(3E,7E)-3,7-dimethyl-10-propan-2-ylidenecyclodeca-3,7-dien-1-one218.338 0.000 2.000 3.467 4987.433 2809.781
(6E,10E,12E,14E,16E,18E,22E,26E)-2,6,10,14,19,23,27,31-octamethyldotriaconta-2,6,10,12,14,16,18,22,26,30-decaene542.930 0.000 0.000 18.485 9906.038 5899.293
butyl (9Z,12Z)-octadeca-9,12-dienoate336.557 0.000 2.000 7.396 3373.510 1841.383
[(1R,2S,4R,6R,9R,10R,11R,12S,14R,15R,18R)-14-acetyloxy-6-(furan-3-yl)-10-(2-methoxy-2-oxoethyl)-7,9,11,15-tetramethyl-3,17-dioxapentacyclo[9.6.1.02,9.04,8.015,18]octadec-7-en-12-yl] (E)-2-methylbut-2-enoate596.716 0.000 9.900 4.956 1634.457 841.359
[(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl] acetate454.735 0.000 2.000 8.500 3648.421 2004.098
(2Z)-2-[(2S,3R,4S,6R)-2-hydroxy-3,4-dimethoxy-6-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxycyclohexylidene]acetonitrile375.375 5.000 16.800 -1.980 56.631 22.210
(5S,9E)-13,15-dihydroxy-5-methyl-4-oxabicyclo[10.4.0]hexadeca-1(12),9,13,15-tetraene-3,11-dione290.315 1.000 4.500 2.099 252.841 111.918
(9Z,12Z)-octadeca-9,12-dienoic acid;(Z)-octadec-9-enoic acid282.465 1.000 2.000 5.941 280.018 158.950
(11Z,14Z)-icosa-11,14-dienoic acid308.503 1.000 2.000 6.418 235.615 131.891
(1S,2S)-1-(3,4-dimethoxyphenyl)-2-[2-methoxy-4-[(E)-prop-1-enyl]phenoxy]propan-1-ol358.433 1.000 4.700 4.780 4362.922 2431.497
(1R,4S,5'S,6R,6'R,8R,10E,13R,14E,16E,20R,21R,24S)-21,24-dihydroxy-5',11,13,22-tetramethyl-6'-propan-2-ylspiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-2-one556.738 1.000 6.650 6.667 1279.957 645.975



(2S)-5,7-dihydroxy-2-[4-[2,4,6-trihydroxy-3-[(E)-3-(4-hydroxyphenyl)prop-2-enoyl]-5-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]phenoxy]phenyl]-2,3-dihydrochromen-4-one704.640 7.000 15.250 1.378 0.339 0.088
(4aS,6aR,6aS,6bR,10S,12aR,14bR)-10-[(2R,3R,4R,5S,6R)-3,4-dihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid795.021 5.000 14.000 6.219 8.548 3.659
(1R,4S,5'S,6R,6'R,8R,10E,13R,14E,16E,20S,24S)-6'-ethyl-24-hydroxy-5',11,13,22-tetramethylspiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-2,21-dione540.695 0.000 6.950 5.996 1109.344 553.428
(1R,4S,5'S,6R,6'R,8R,10E,13R,14E,16E,20S,24S)-24-hydroxy-5',6',11,13,22-pentamethylspiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-2,21-dione526.669 0.000 6.950 5.770 1101.777 549.349
[(2R,3S,4S,5R,6S)-3,4,5-trihydroxy-6-[[(1S,2S,4S,5S,6R,10S)-5-hydroxy-2-(hydroxymethyl)-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-10-yl]oxy]oxan-2-yl]methyl (E)-3-phenylprop-2-enoate492.479 4.000 16.600 -0.214 34.480 12.991
(E)-3-[(4S,7R,7aR)-3,7-dimethyl-2,4,5,6,7,7a-hexahydro-1H-inden-4-yl]-2-methylprop-2-enal218.338 0.000 2.000 3.302 1975.613 1032.687
[(E,6R)-6-hydroxy-6-[(2S,8S,9R,10R,13R,14S,16R,17R)-16-hydroxy-4,4,9,13,14-pentamethyl-3,11-dioxo-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,7,8,10,12,15,16,17-octahydro-1H-cyclopenta[a]phenanthren-17-yl]-2-methyl-5-oxohept-3-en-2-yl] acetate720.853 6.000 20.650 1.093 14.116 4.948
5-[(2E)-3,7-dimethylocta-2,6-dienoxy]-7-methoxychromen-2-one328.407 0.000 4.000 4.683 2055.817 1078.076
(3S,6E,10S)-6,10-dimethyl-3-propan-2-ylcyclodec-6-ene-1,4-dione236.353 0.000 4.000 2.463 3175.793 1725.015
(9R,10R,13R,17R)-17-[(E,2R,5R)-5,6-dimethylhept-3-en-2-yl]-10,13-dimethyl-1,2,9,11,12,15,16,17-octahydrocyclopenta[a]phenanthren-3-one392.623 0.000 2.000 7.011 2815.572 1514.532
2-(2-aminoethylamino)ethanol;(Z)-octadec-9-enoic acid282.465 1.000 2.000 5.941 280.017 158.950
[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enyl] (E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoate356.374 2.000 5.000 3.664 245.145 108.240
[(3'R,4S,5'R,6S,6'R,8R,10E,13R,14E,16E,20R,21R,24S)-3',24-dihydroxy-21-methoxy-5',6',11,13,22-pentamethyl-2-oxospiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-4'-yl] 2-methylhexanoate686.881 1.000 10.350 7.517 910.522 447.042
[(10E,14E,16E)-6'-ethyl-3',21,24-trihydroxy-5',11,13,22-tetramethyl-2-oxospiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-4'-yl] 2-methylhexanoate686.881 2.000 10.350 7.226 604.477 287.109
(10Z,12E,16Z)-6'-ethyl-9-hydroxy-10-(hydroxymethyl)-7-methoxy-5',6,14,16-tetramethylspiro[2,20-dioxatricyclo[17.3.1.04,9]tricosa-5,10,12,16-tetraene-21,2'-oxane]-3-one558.754 1.000 6.650 6.049 1104.865 551.014
2-[(4Z,7Z,9E)-14-hydroxypentadeca-4,7,9-trien-2-yl]benzoic acid342.477 2.000 3.700 5.074 260.288 146.880
(3S,8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(Z,2R)-5-propan-2-yloct-5-en-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.960 3380.779 1845.672
[(3aS,6Z,10Z)-5,9-dihydroxy-6,10-dimethyl-3-methylidene-2-oxo-3a,4,5,8,9,11a-hexahydrocyclodeca[b]furan-4-yl] (E)-2-methylbut-2-enoate362.422 2.000 8.400 1.956 418.955 193.178
(Z)-11-[(2S,3R)-3-pentyloxiran-2-yl]undec-9-enoic acid296.449 1.000 4.000 4.816 235.420 131.772
7-[(E,6R)-6,7-dihydroxy-3,7-dimethyloct-2-enoxy]chromen-2-one332.396 2.000 5.700 3.161 474.562 221.035
(E)-2-methyl-5-[(1S,2R,4R)-2-methyl-3-methylidene-2-bicyclo[2.2.1]heptanyl]pent-2-en-1-ol220.354 1.000 1.700 3.687 3319.202 1809.363
(E)-1-[2,4-dihydroxy-5-(3-methylbut-2-enyl)phenyl]-3-(4-hydroxyphenyl)prop-2-en-1-one324.376 2.000 3.250 3.725 195.895 84.940
2-[3-[(2E)-3,7-dimethylocta-2,6-dienyl]-4-hydroxyphenyl]-5,7-dihydroxychromen-4-one406.477 2.000 3.750 5.094 214.468 93.677
(2R)-2-[(E)-3-[(2S,3S)-3-[(1R)-1-carboxy-2-(3,4-dihydroxyphenyl)ethoxy]carbonyl-2-(3,4-dihydroxyphenyl)-7-hydroxy-2,3-dihydro-1-benzofuran-4-yl]prop-2-enoyl]oxy-3-(3,4-dihydroxyphenyl)propanoic acid718.623 9.000 14.000 1.671 0.006 0.002
(4aR,5R,6R,8aR)-5-[2-(furan-3-yl)ethyl]-5,6,8a-trimethyl-3,4,4a,6,7,8-hexahydronaphthalene-1-carboxylic acid316.439 1.000 2.500 4.829 380.194 221.220
(3S,3aR,4aS,8aR,9aR)-3,8a-dimethyl-5-methylidene-3a,4,4a,6,7,8,9,9a-octahydro-3H-benzo[f][1]benzofuran-2-one234.338 0.000 3.000 2.812 3029.225 1639.126
6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromene224.259 0.000 1.500 3.614 9906.038 5899.293
(8S,9S,10R,13R,14S,17R)-4-bromo-10,13-dimethyl-17-[(2R)-6-methylheptan-2-yl]-1,2,6,7,8,9,11,12,14,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-one463.540 0.000 2.000 7.523 3349.148 4140.234
ethyl (4R)-4-[(3R,5S,7R,8R,9S,10S,12S,13R,14S,17R)-3,7,12-trihydroxy-10,13-dimethyl-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-17-yl]pentanoate436.631 3.000 7.100 3.877 316.474 142.651
methyl (1R,15S,18S,19S,20S)-18-hydroxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-19-carboxylate354.448 1.000 4.700 3.359 427.968 218.690
3-methoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybenzaldehyde314.291 4.000 12.000 -1.217 43.407 16.662
(2Z,6Z,10S)-3,7-dimethyl-10-propan-2-ylcyclodeca-2,6-dien-1-one220.354 0.000 2.000 3.715 5413.442 3070.068
(3S,10S,13R,14R,17R)-17-[(2R,5S)-5,6-dimethylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,7,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.288 3398.590 1856.185



(2R,3R)-5,7-dihydroxy-2-(4-hydroxyphenyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2,3-dihydrochromen-4-one434.399 5.000 12.500 -0.353 14.316 5.024
8-(carboxymethylamino)-8-oxooctanoic acid231.248 2.250 5.750 0.658 1.279 1.186
N'-[2-[2-(2-aminoethylamino)ethylamino]ethyl]ethane-1,2-diamine;(Z)-octadec-9-enoic acid282.465 1.000 2.000 5.941 280.017 158.950
methyl (1S,14R,15E,18S)-15-ethylidene-12-oxo-10,17-diazatetracyclo[12.3.1.03,11.04,9]octadeca-3(11),4,6,8-tetraene-18-carboxylate338.405 1.000 4.500 2.877 214.412 103.607
(1R,3R,5S,8S,9R,12S,13R,14S)-1-hydroxy-14-(2-hydroxypropan-2-yl)-13-methyl-4,7,10-trioxapentacyclo[6.4.1.19,12.03,5.05,13]tetradecane-6,11-dione;(1R,3R,5S,8S,9R,12S,13R,14R)-1-hydroxy-13-methyl-14-prop-1-en-2-yl-4,7,10-trioxapentacyclo[6.4.1.19,12.03,5.05,13]tetradecane-6,11-dione310.303 1.000 8.500 0.089 508.147 237.990
(1R,3R,4S,5R)-3,4-bis[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy]-1,5-dihydroxycyclohexane-1-carboxylic acid516.457 7.000 11.450 0.806 0.239 0.077
(3R,5R)-3,5-bis[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy]-1,4-dihydroxycyclohexane-1-carboxylic acid516.457 7.000 11.450 0.951 0.323 0.106
(1S,3R,4R,5R)-1,3-bis[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy]-4,5-dihydroxycyclohexane-1-carboxylic acid516.457 7.000 12.400 0.681 0.387 0.129
(1S,5R,6R,10R,13S,15S)-5-[(E,2R,5R)-5,6-dimethylhept-3-en-2-yl]-6,10-dimethyl-16,17-dioxapentacyclo[13.2.2.01,9.02,6.010,15]nonadec-18-en-13-ol428.654 1.000 3.200 6.470 1981.814 1036.191
(E)-1-[2,4-dihydroxy-3-(2-hydroxy-3-methylbut-3-enyl)phenyl]-3-(4-hydroxyphenyl)prop-2-en-1-one340.375 3.000 4.950 2.898 222.149 97.308
methyl (2R)-3-(3,4-dihydroxyphenyl)-2-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxypropanoate374.346 4.000 7.000 1.643 17.479 6.233
(E)-3-methyl-5-(2,2,3-trimethylcyclopent-3-en-1-yl)pent-4-en-2-ol208.343 1.000 1.700 3.635 4045.029 2240.580
(5E)-cyclohexadec-5-en-1-one236.397 0.000 2.000 4.113 4543.175 2540.258
(1S,3E)-3-[(2E)-2-[(1R,3aS,7aR)-1-[(2R)-6-hydroxy-6-methylheptan-2-yl]-7a-methyl-2,3,3a,5,6,7-hexahydro-1H-inden-4-ylidene]ethylidene]-4-methylidenecyclohexan-1-ol400.643 2.000 2.450 6.715 1566.292 803.497
(3E,6E,9E)-nonadeca-3,6,9-triene262.478 0.000 0.000 9.004 9906.038 5899.293
(1Z,4Z,8Z)-2,6,6,9-tetramethylcycloundeca-1,4,8-triene204.355 0.000 0.000 5.304 9906.038 5899.293
(2E)-2-methyl-6-(4-methylcyclohex-3-en-1-yl)hepta-2,6-dien-1-ol220.354 1.000 1.700 3.873 3293.668 1794.323
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-2-[(2S,3R,4S,5R,6R)-2-[(2R,3R,4R,5R,6R)-6-[(1R,2S,3S,4R,5'R,6R,7S,8R,9S,12S,13S,15R,16R,18S)-3,15-dihydroxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxy-4,5-dihydroxy-2-(hydroxymethyl)oxan-3-yl]oxy-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-3,5-dihydroxy-6-(hydroxymethyl)oxan-4-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1229.325 17.000 47.400 -5.964 0.081 0.019
(1R,2R,3S,5R)-2,6,6-trimethylbicyclo[3.1.1]heptane-2,3-diol170.251 2.000 2.450 1.561 2012.054 1053.291
(2R,3S,4S,5R,6S)-6-(hydroxymethyl)oxane-2,3,4,5-tetrol180.157 5.000 10.200 -2.133 91.693 37.390
(2R,3R,4S,5S,6R)-2-[[(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol574.840 4.000 10.200 5.081 285.020 127.390
(1R,4R,6S,10R)-4,12,12-trimethyl-9-methylidene-5-oxatricyclo[8.2.0.04,6]dodecane220.354 0.000 2.000 2.560 9906.038 5899.293
[(3S,6aR,6bS,8aR,14bR)-4,4,6a,6b,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl] acetate468.762 0.000 2.000 8.030 3919.303 2165.402
(2R,4aS,6aS,6aS,14aS)-10,11-diacetyloxy-2,4a,6a,6a,9,14a-hexamethyl-3,4,5,6,8,13,14,14b-octahydro-1H-picene-2-carboxylic acid536.707 1.000 7.000 6.142 169.186 92.202
(1R,4R,6R,10S)-4,12,12-trimethyl-5-oxatricyclo[8.2.0.04,6]dodecan-9-one222.327 0.000 4.000 2.078 4375.680 2439.183
[(1R,9S,11S,12R)-1,2,5-trimethylspiro[8-oxatricyclo[7.2.1.02,7]dodec-5-ene-12,2'-oxirane]-11-yl] acetate292.374 0.000 5.700 2.340 3734.984 2055.542
2-[[(2S)-5-(diaminomethylideneamino)-1-[[(2S)-1-[[5-(diaminomethylideneamino)-1-oxopentan-2-yl]amino]-3-methyl-1-oxobutan-2-yl]amino]-1-oxopentan-2-yl]carbamoylamino]-3-phenylpropanoic acid604.708 10.000 12.000 0.090 0.071 0.058
(2R)-2,5,8-trimethyl-2-[(4R,8R)-4,8,12-trimethyltridecyl]-3,4-dihydrochromen-6-ol416.686 1.000 1.500 8.634 3674.673 2019.689
(1R,9R,10R)-17-azatetracyclo[7.5.3.01,10.02,7]heptadeca-2,4,6-triene227.349 1.000 1.500 3.026 1424.619 802.342
(Z)-2-methyl-5-[(1S,2R,4R)-2-methyl-3-methylidene-2-bicyclo[2.2.1]heptanyl]pent-2-en-1-ol220.354 1.000 1.700 3.703 3683.903 2025.173
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (1E)-N-sulfooxybut-3-enimidothioate359.366 5.000 14.000 -1.745 1.587 0.901
(Z)-7-[(1R,2R,3S,5S)-3-hydroxy-5-[(4-phenylphenyl)methoxy]-2-piperidin-1-ylcyclopentyl]hept-4-enoic acid477.642 2.000 7.400 3.663 69.566 39.033
(1S,2S,4R)-1-ethenyl-1-methyl-2,4-bis(prop-1-en-2-yl)cyclohexane204.355 0.000 0.000 5.705 9906.038 5899.293



2,2-dimethyl-3-phenylpropanoate178.230 1.000 2.000 2.793 490.847 291.567
5-methylhexanoate 130.186 1.000 2.000 2.272 234.892 131.453
(3R,3aR,6S,6aR)-3,6-bis(3,4-dimethoxyphenyl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan386.444 0.000 6.400 3.095 9906.038 5899.293
(10R)-3,4,16-trimethoxy-11-methyl-11-azatetracyclo[8.7.1.02,7.014,18]octadeca-1(18),2,4,6,14,16-hexaene-5,17-diol371.432 2.000 5.750 2.793 437.709 224.075
(1R)-6,7-dimethoxy-1-methyl-1,2,3,4-tetrahydroisoquinoline207.272 1.000 3.000 2.119 1589.434 903.128
[2-(6-amino-2,4-dioxo-1-propylpyrimidin-5-yl)-2-oxoethyl] 3-phenoxypropanoate375.380 1.000 6.750 2.731 120.853 50.394
hexacosanedioic acid426.679 2.000 4.000 7.928 5.599 2.946
(3S,4S,5S,9R,10S,13R,14R,17R)-4,10,13-trimethyl-17-[(Z,2R)-5-propan-2-ylhept-5-en-2-yl]-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.835 3951.435 2184.597
(1S,2R,5S,7S,8R)-2,6,6,8-tetramethyltricyclo[5.3.1.01,5]undecane206.370 0.000 0.000 6.637 9906.038 5899.293
(1S,3aS,4S,7R,8aS)-1,4-dimethyl-7-propan-2-yl-1,2,3,3a,4,5,6,7,8,8a-decahydroazulene208.386 0.000 0.000 7.021 9906.038 5899.293
(1S,4aR,7R,8aR)-1,8a-dimethyl-7-propan-2-yl-2,3,4,4a,5,6,7,8-octahydro-1H-naphthalene208.386 0.000 0.000 6.973 9906.038 5899.293
(1E,5E,8R)-1,5-dimethyl-8-prop-1-en-2-ylcyclodeca-1,5-diene204.355 0.000 0.000 5.138 9906.038 5899.293
(1S,4S,4aS,6S,8aS)-1,6-dimethyl-4-propan-2-yl-1,2,3,4,4a,5,6,7,8,8a-decahydronaphthalene208.386 0.000 0.000 7.042 9906.038 5899.293
(5S,8R,9R,10S,13R,14R,17R)-4,4,8,10,14-pentamethyl-17-[(2R)-6-methylheptan-2-yl]-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene414.757 0.000 0.000 13.043 9906.038 5899.293
[(2Z)-2-[2-[acetyl(methyl)amino]ethoxyimino]-9-tricyclo[9.4.0.03,8]pentadeca-1(15),3,5,7,9,11,13-heptaenyl] acetate378.427 0.000 8.200 2.451 1436.870 1364.712
1-(1-adamantyl)-3-[(E)-1-phenylethylideneamino]thiourea327.487 2.000 3.500 4.767 4025.016 4157.608
(2R)-2-amino-3-prop-2-enylsulfanylpropanoic acid161.218 3.000 3.500 -1.425 23.428 18.061
(3R,5R)-4-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,3,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.191 2.027 0.772
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[(2S)-6-methyl-2-[(3S,5R,6S,8R,9R,10R,12R,13R,14R,17S)-3,6,12-trihydroxy-4,4,8,10,14-pentamethyl-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]hept-5-en-2-yl]oxyoxane-3,4,5-triol638.880 7.000 14.350 2.848 67.804 26.982
(2S,3R,4S,5S,6R)-2-ethoxy-6-(hydroxymethyl)oxane-3,4,5-triol208.211 4.000 10.200 -1.444 208.433 90.831
5,6,7-trihydroxy-2-phenyl-2,3-dihydrochromen-4-one272.257 2.000 4.000 1.731 186.409 80.503
(9Z,12Z)-octadeca-9,12-dienoyl chloride298.895 0.000 2.000 6.291 3075.268 3837.170
(2R,3R,4S,5S,6R)-2-[(E)-3-phenylprop-2-enoxy]-6-[[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxymethyl]oxane-3,4,5-triol428.435 6.000 17.000 -1.294 40.881 15.616
2-decyltetradecyl N-(2,3-dihydroxypropyl)carbamate471.763 3.000 5.900 7.544 403.372 185.423
(1R,4S,5'S,6R,6'R,8R,10E,13R,14E,16E,20R,21R,24S)-21,24-dihydroxy-5',6',11,13,22-pentamethylspiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-2-one528.684 1.000 6.650 6.088 1155.000 578.088
1,3,3-trimethyl-2-[(1E,3E,5E,7E,9E,11E,13E,15Z,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohexene536.882 0.000 0.000 16.819 9906.038 5899.293
7,8,9-trihydroxy-3,5-dioxo-1,2-dihydrocyclopenta[c]isochromene-1-carboxylic acid292.201 4.000 8.750 -1.112 1.698 0.638
(3S,4aR,6aR,6bS,8aR,9R,12aS,14aR,14bR)-4,4,6a,6b,8a,11,11,14b-octamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicene-3,9-diol442.724 2.000 3.400 6.070 2322.583 1230.047
4-[2-[(1R,4aS,5R,8aS)-5,8a-dimethyl-2-methylidene-5-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethyl]-2H-furan-5-one480.597 4.000 13.200 1.414 108.031 44.641
5-hydroxy-2-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one578.526 7.000 19.050 -1.384 3.770 1.188
(3R,4aS,5R)-4a,5-dimethyl-3-prop-1-en-2-yl-2,3,4,5,6,7-hexahydro-1H-naphthalene204.355 0.000 0.000 5.401 9906.038 5899.293
(E)-1-[2,4-dihydroxy-3-(3-methylbut-2-enyl)phenyl]-3-(2,4-dihydroxyphenyl)prop-2-en-1-one340.375 3.000 4.000 3.102 124.165 51.888
2-methyl-2-(4,8,12-trimethyltridecyl)-3,4-dihydrochromen-6-ol388.632 1.000 1.500 8.028 3001.299 1622.799



(1S,4R,5'S,6'R,7S,9S,10E,12E,14R,16E,19R,21R)-9-hydroxy-10-(hydroxymethyl)-7-methoxy-5',6,6',14,16-pentamethylspiro[2,20-dioxatricyclo[17.3.1.04,9]tricosa-5,10,12,16-tetraene-21,2'-oxane]-3-one544.727 1.000 6.650 6.761 2052.771 1076.349
(1R,5R,6S,13S,21R)-5,13-bis(3,4-dihydroxyphenyl)-4,12,14-trioxapentacyclo[11.7.1.02,11.03,8.015,20]henicosa-2(11),3(8),9,15,17,19-hexaene-6,9,17,19,21-pentol576.512 9.000 10.900 0.255 1.325 0.383
[(1S,4R,5R,6S,7S,8R,13R,14R,16S,18R)-11-ethyl-5,7,8,14-tetrahydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] 4-methoxybenzoate633.734 4.000 16.450 2.276 129.826 60.239
(2R,3S,4R)-2-(3,4-dihydroxyphenyl)-4-[(2R,3S)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-8-yl]-8-[(2R,3R,4R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol866.784 15.000 16.350 0.390 0.026 0.005
(3S)-2-(3,5-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2,3-dihydrochromen-4-one450.398 6.000 13.250 -0.809 6.129 2.008
(1S,2R,4aS,6aR,6aS,6bR,8aR,12aR,14bS)-1,2,6a,6b,9,9,12a-heptamethyl-10-oxo-1,2,3,4,5,6,6a,7,8,8a,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid454.692 1.000 4.000 6.214 299.445 170.903
(3S,4R,4aR,6aR,6bS,8R,8aS,14aR,14bS)-4,8a-bis(hydroxymethyl)-4,6a,6b,11,11,14b-hexamethyl-1,2,3,4a,5,6,7,8,9,10,12,14a-dodecahydropicene-3,8-diol472.707 4.000 6.800 3.996 398.384 182.946
(2R,3R,4S,5S,6R)-2-[[(2R,3S,4S,5R,6S)-6-[(2S)-2-[(3S,5R,8R,9R,10R,12R,13R,14R,17S)-3-[(2R,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-12-hydroxy-4,4,8,10,14-pentamethyl-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]-6-methylhept-5-en-2-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-6-(hydroxymethyl)oxane-3,4,5-triol1109.307 15.000 38.150 -3.116 0.102 0.024
[(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]-6-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] (E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoate616.923 1.000 3.500 10.310 1382.855 702.284
(3S,5R,8R,9R,10R,12R,13R,14R,17S)-17-[(2R)-2-hydroxy-6-methylhept-5-en-2-yl]-4,4,8,10,14-pentamethyl-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene-3,12-diol460.739 3.000 4.150 6.003 1495.204 764.153
2-methyl-2-[(3E,7E)-4,8,12-trimethyltrideca-3,7,11-trienyl]-3,4-dihydrochromen-6-ol382.585 1.000 1.500 7.740 3001.308 1622.805
(4S)-4-hydroxy-3,5,5-trimethyl-4-[(E,3R)-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybut-1-enyl]cyclohex-2-en-1-one386.441 5.000 12.950 -0.210 108.962 45.056
(1S,3R,4R,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,5-dihydroxy-4-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid530.484 6.000 11.450 1.762 0.821 0.291
(1R,3R,4S,5R)-1,3,4-trihydroxy-5-[(E)-3-(4-hydroxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid338.313 5.000 8.900 0.404 4.698 1.916
4-[(E)-5-(3,3-dimethyloxiran-2-yl)-3-methylpent-2-enoxy]furo[3,2-g]chromen-7-one354.402 0.000 5.750 3.616 2055.742 1078.033
(1R,4S,5'S,6R,6'R,8R,10E,13R,14E,16E,20R,21R,24S)-6'-ethyl-21,24-dihydroxy-5',11,13,22-tetramethylspiro[3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene-6,2'-oxane]-2-one542.711 1.000 6.650 6.374 1182.332 592.888
(2S)-4-[(2R,11R)-2,11-dihydroxy-11-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxytridecyl]oxolan-2-yl]oxolan-2-yl]undecyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 7.374 315.274 142.066
5,7-dihydroxy-2-(4-hydroxyphenyl)-6-methylchromen-4-one284.268 2.000 3.750 2.028 176.236 75.765
(2E,8E)-9-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylnona-2,8-dien-1-one341.449 0.000 4.500 4.861 4239.061 2356.971
1-[(2E)-3,7-dimethylocta-2,6-dienyl]-7-methoxy-6-methyl-9H-carbazol-2-ol363.499 2.000 1.500 6.470 3863.876 2132.321
3-methyl-2-[5-(4-methylbenzoyl)-2,5-diazabicyclo[2.2.1]heptan-2-yl]-6-pyrimidin-4-ylpyrimidin-4-one402.455 0.000 10.000 2.013 503.367 235.571
1-(2,7-dihydroxy-4-methoxyphenanthren-1-yl)-4-methoxyphenanthrene-2,7-diol478.500 4.000 4.500 4.587 164.519 70.335
5-[(1R)-1-[(1S,4R,4aR,6R,8aS)-4-hydroxy-6-(2-hydroxypropan-2-yl)-4,8a-dimethyl-1,2,3,4a,5,6,7,8-octahydronaphthalen-1-yl]-3-methylbutyl]-2,4,6-trihydroxybenzene-1,3-dicarbaldehyde490.636 2.000 4.750 4.714 27.225 10.063
3-[(2S,3R,4S,5R,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one610.524 9.000 21.500 -2.669 0.961 0.271
(2S)-4-[9-[(2R,5S)-5-[(1S,4R)-1,4-dihydroxy-4-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]butyl]oxolan-2-yl]nonyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 7.495 368.865 168.339
(3S,6Z)-3-methyl-6-[[2-(2-methylbut-3-en-2-yl)-1H-indol-3-yl]methylidene]piperazine-2,5-dione323.394 3.000 5.000 2.892 587.794 278.554
(1S,2R,3R,4S,5S,6S,8R,9R,13S,16S,17R,18R)-11-ethyl-6,18-dimethoxy-13-(methoxymethyl)-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecane-4,8,16-triol437.575 3.000 11.250 1.574 426.492 217.875
(E)-5,9,13,17-tetramethyl-2-(6,10,14-trimethylpentadec-1-en-2-yl)octadec-4-en-1-ol575.056 1.000 1.700 13.662 4310.916 2400.184
6,7,14-trihydroxy-13-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione448.339 6.000 14.800 -2.247 1.777 0.527
4,6,7-trimethoxy-9-[6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3-benzodioxol-5-yl]-1H-benzo[f][2]benzofuran-3-one572.521 4.000 16.000 0.496 77.091 30.998
[(8R,9S,27R,29S,30R,36R,37S,38S)-2,3,14,15,16,19,20,21,36,37-decahydroxy-6,11,24,32,35-pentaoxo-36-(2-oxopropyl)-7,10,25,28,31,40-hexaoxaoctacyclo[35.2.1.05,39.08,27.09,30.012,17.018,23.033,38]tetraconta-1(39),2,4,12,14,16,18,20,22,33-decaen-29-yl] 3,4,5-trihydroxybenzoate992.721 12.000 25.200 -3.211 0.001 0.000
(1S,2R,7R,9R,11R,12S)-2-(hydroxymethyl)-1,5-dimethylspiro[8-oxatricyclo[7.2.1.02,7]dodec-5-ene-12,2'-oxirane]-11-ol266.336 1.000 6.100 1.458 2010.873 1052.623
[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (4aR,5R,6aR,6aS,6bR,8aR,10S,12aR,14bS)-5-hydroxy-2,2,6a,6b,9,9,12a-heptamethyl-10-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate796.991 8.000 21.400 1.065 4.089 1.297



(1R,5R)-5-methyl-2-propan-2-ylidenecyclohexan-1-ol154.252 1.000 1.700 2.388 4774.328 2680.240
(2E,4E)-7-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylhepta-2,4-dien-1-one313.396 0.000 4.500 4.078 4161.909 2310.638
3-(2,4-dihydroxyphenyl)-7-hydroxy-5-methoxy-8-(2-methylbut-3-en-2-yl)chromen-2-one368.385 3.000 5.500 2.854 260.789 115.725
(3S,3aS,5aR,5bR,7aR,9S,11aR,11bR,13aR,13bS)-5a,5b,8,8,11a,13b-hexamethyl-3-prop-1-en-2-yl-1,2,3,3a,4,5,6,7,7a,9,10,11,11b,12,13,13a-hexadecahydrocyclopenta[a]chrysen-9-ol426.724 1.000 1.700 7.046 4370.734 2436.203
3,5-dihydroxy-2-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one448.382 6.000 13.000 -0.829 5.014 1.616
methyl (2S,4aS,8R,10aR,10bS)-2-(furan-3-yl)-4a-hydroxy-10b-methyl-4-oxo-8-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,2,5,6,8,9,10,10a-octahydrobenzo[f]isochromene-7-carboxylate538.547 5.000 16.450 -0.022 24.014 8.787
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (2S,3aR,4S,4'S,5'R,6S,7aR)-4'-benzoyloxy-3a,4-dihydroxy-5'-methyl-3-oxospiro[5,6,7,7a-tetrahydro-4H-1-benzofuran-2,2'-oxane]-6-carboxylate582.557 5.000 17.450 -0.042 16.278 5.772
(2R)-2-[(1R)-1-hydroxy-1-[(1S,3R,8S,9S,10R,13S,14S,17S)-1-hydroxy-10,13-dimethyl-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one620.779 6.000 15.650 1.740 23.999 8.781
(4S)-1-methyl-4-(6-methylhepta-1,5-dien-2-yl)cyclohexene204.355 0.000 0.000 6.317 9906.038 5899.293
2-(3,4-dihydroxyphenyl)-5-hydroxy-3,7-bis[[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy]chromen-4-one626.524 10.000 22.250 -3.372 0.318 0.082
(1R,3R,4S,5R)-1,3,4-trihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid368.340 5.000 9.650 0.530 4.782 1.953
(3R,5R)-1-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-3,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 10.600 -0.504 2.143 0.820
(E)-4-(3-hydroxy-2,6,6-trimethylcyclohexen-1-yl)but-3-en-2-one208.300 1.000 3.700 2.149 1358.599 688.979
(3R,5R)-1,3,5-trihydroxy-4-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid368.340 5.000 9.650 0.553 5.195 2.136
2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one772.666 12.000 29.050 -4.730 0.063 0.014
(3R,4S,5S)-3,4,5,6-tetrahydroxy-2-oxohexanoic acid194.141 3.000 8.800 -1.696 3.836 1.539
3-[(2S,3R,4R,5S,6R)-3,4-dihydroxy-6-(hydroxymethyl)-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one626.524 10.000 22.250 -3.358 0.213 0.053
(3E,7E)-4,8,12-trimethyltrideca-3,7,11-trien-1-ol236.397 1.000 1.700 4.774 3313.628 1806.079
methyl (10E,12Z,15Z)-9-hydroxyoctadeca-10,12,15-trienoate308.460 1.000 3.700 4.840 1032.800 512.271
1-[(12R)-16-methoxy-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14(19),15,17-hexaen-11-yl]ethanone337.374 0.000 5.250 2.523 1941.151 2023.721
3-[(2R,3R,4R,5S)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one434.356 6.000 12.050 -0.825 7.765 2.593
1,3,3-trimethyl-2-[(1E,3E,5E,7E,9E,11Z,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohexene536.882 0.000 0.000 16.706 9906.038 5899.293
10-[9-hydroxy-3,5-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazol-8-yl]-3,5-dimethyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazol-9-ol692.896 4.000 3.000 10.745 1060.740 527.266
(2R,10R)-17,17-dimethyl-3,12,18-trioxapentacyclo[11.8.0.02,10.04,9.014,19]henicosa-1(13),4(9),5,7,14(19),15,20-heptaen-6-ol322.360 1.000 3.000 4.195 3001.316 1622.809
[(3S,4R,5S)-5-[[9-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-1-oxo-3H-benzo[f][2]benzofuran-4-yl]oxy]-3,4-dihydroxyoxolan-3-yl]methyl acetate554.506 2.000 12.900 2.198 270.856 120.561
[(1R,2R)-2,3-dihydroxy-1-(7-methoxy-2-oxochromen-6-yl)-3-methylbutyl] (Z)-2-methylbut-2-enoate376.405 2.000 7.700 2.780 497.930 232.822
4-[(3,4-dihydroxyphenyl)methyl]-5-[(E)-2-(4-hydroxy-3-methoxyphenyl)ethenyl]benzene-1,3-diol380.396 5.000 4.500 2.636 59.679 23.505
(2E,4E,6E,8E,10E,12E,14E)-2,6,11,15-tetramethyl-16-oxo-16-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyhexadeca-2,4,6,8,10,12,14-heptaenoic acid490.549 5.000 12.500 2.373 3.011 1.185
[2-[(2S,3R,4S,5R,6R)-4-benzoyloxy-3,5-dihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-5-hydroxyphenyl]methyl benzoate510.496 4.000 12.300 1.665 45.842 17.674
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one610.524 9.000 20.550 -2.468 1.188 0.341
(2R,3S)-2-(4-hydroxy-3-methoxyphenyl)-5-[(E)-3-[2-(4-hydroxyphenyl)ethylamino]-3-oxoprop-1-enyl]-N-[2-(4-hydroxyphenyl)-2-oxoethyl]-7-methoxy-2,3-dihydro-1-benzofuran-3-carboxamide638.673 4.250 10.750 4.350 26.185 14.136
(3R)-3-methyl-4-(oxan-2-yloxy)butanal186.250 0.000 5.400 1.013 2508.272 1336.678
(1R,4S,4aR,8aR)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.034 4542.145 2539.635



(1S,2S,5S,8R)-2-methyl-6-methylidene-9-propan-2-ylidene-11-oxatricyclo[6.2.1.01,5]undecan-8-ol234.338 1.000 1.500 3.678 4341.357 2418.509
[(1S,9R,18R,19S,21R,22S)-7,7,8,12,13,22-hexahydroxy-21-(hydroxymethyl)-3,6,16-trioxo-2,17,20,23-tetraoxapentacyclo[16.3.1.18,11.04,9.010,15]tricosa-4,10,12,14-tetraen-19-yl] 3,4,5-trihydroxybenzoate650.459 10.000 19.850 -3.707 0.025 0.005
[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl] (2S,3aR,4S,4'S,5'R,6S,7aR)-4'-benzoyloxy-3a,4-dihydroxy-5'-methyl-3-oxospiro[5,6,7,7a-tetrahydro-4H-1-benzofuran-2,2'-oxane]-6-carboxylate744.699 8.000 25.950 -2.300 1.132 0.324
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (4aR,5R,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-[(2R,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate959.133 11.000 29.900 -1.114 0.580 0.157
2-[4-hydroxy-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]acetonitrile311.291 5.000 11.500 -1.263 31.291 11.697
[(2S,3R,4S,5R,6S)-6-[4-(cyanomethyl)phenoxy]-4,5-dihydroxy-2-methyloxan-3-yl] acetate321.329 2.000 9.350 0.745 198.508 86.165
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-2-[[(7S,9S,13R,16S)-6-hydroxy-7,9,13-trimethyl-6-[(3R)-3-methyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]oxan-3-yl]oxy-6-methyloxane-3,4,5-triol903.069 11.000 28.700 -0.831 0.526 0.141
(3aR,3bR,6aS,7aR)-3a,5,5-trimethyl-3-methylidene-1,2,3b,4,6,6a,7,7a-octahydrocyclopenta[a]pentalene204.355 0.000 0.000 5.795 9906.038 5899.293
[(1S,4aS,6S,7S,7aS)-6,7-dihydroxy-7-methyl-4-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-1-yl] 3-methylbutanoate462.493 6.000 16.350 -0.640 34.656 13.062
4-(1,3-benzodioxol-5-yl)-6-hydroxy-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3H-benzo[f][2]benzofuran-1-one498.442 5.000 14.500 -0.363 35.047 13.222
9-(1,3-benzodioxol-5-yl)-4-[(2S,3R,4R)-4-hydroxy-3-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxy-4-[[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxymethyl]oxolan-2-yl]oxy-6,7-dimethoxy-3H-benzo[f][2]benzofuran-1-one776.701 7.000 26.200 -1.600 9.076 3.070
3-[2-(3-hydroxyphenyl)ethyl]-5-methoxyphenol244.290 2.000 2.250 2.801 1008.889 499.464
methyl octadec-17-enoate296.492 0.000 2.000 6.566 3264.746 1777.299
4-[2-[(1R,5R,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-1-methoxyethyl]-2H-furan-5-one364.481 2.000 8.100 2.169 849.707 414.857
9-(3,4-dimethoxyphenyl)-4,6,7-trimethoxy-3H-benzo[f][2]benzofuran-1-one410.423 0.000 6.750 3.654 3192.925 1735.075
(6aS,6bS,8aR,11R,12aR,14aR)-3-hydroxy-11-(hydroxymethyl)-4,6a,6b,8a,14a-pentamethyl-8,9,10,11,12,12a,13,14-octahydro-7H-picen-2-one422.606 2.000 4.450 4.473 402.375 184.928
[2-[(2S,3R,4R,5R,6R)-4-benzoyloxy-5-(3,4-dimethoxyphenoxy)-3-hydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-5-hydroxyphenyl]methyl benzoate646.646 3.000 12.850 4.163 149.596 63.465
methyl (1S,2R,3R,4R,8R,9S,10R,13R,15R)-13-(furan-3-yl)-2-hydroxy-9-(2-methoxy-2-oxoethyl)-4,8,10,12-tetramethyl-7-oxo-16-oxatetracyclo[8.6.0.03,8.011,15]hexadeca-5,11-diene-4-carboxylate498.572 1.000 9.900 3.334 861.323 420.990
4,6,7-trimethoxy-9-[6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3-benzodioxol-5-yl]-3H-benzo[f][2]benzofuran-1-one572.521 4.000 16.000 0.713 156.416 66.598
(2R)-2-[(1S)-1-[(3R,8R,9S,10R,13S,14R,17S)-14,17-dihydroxy-10,13-dimethyl-1-oxo-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3,4,7,8,9,11,12,15,16-decahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one650.762 7.000 17.450 1.022 22.771 8.296
(1S,4S,5R,9S,10R,13R,14S)-14-(hydroxymethyl)-5,9-dimethyltetracyclo[11.2.1.01,10.04,9]hexadecane-5,14-diol308.460 3.000 3.200 3.064 1063.984 529.010
(2R,3R,4S,5S,6R)-2-[[(1R,2S,4aS,5S,8S,8aR)-5,8-dihydroxy-4a,8-dimethyl-2-propan-2-yl-1,2,3,4,5,6,7,8a-octahydronaphthalen-1-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol418.526 6.000 12.650 0.168 97.744 40.064
(5R)-5-[(7S,13R)-7,13-dihydroxy-13-[(2R,5R)-5-[(1R)-1-hydroxytridecyl]oxolan-2-yl]tridecyl]-3-(2-oxopropyl)oxolan-2-one624.940 3.000 11.800 7.212 96.642 39.576
1,3-dimethoxy-5-(2-phenylethyl)benzene242.317 0.000 1.500 4.325 9906.038 5899.293
3-(3,4-dihydroxyphenyl)-5,7,8-trihydroxychromen-4-one302.240 4.000 5.250 0.378 21.171 7.668
(NE)-N-[3-(2-methoxyphenyl)-1,3-thiazol-2-ylidene]benzenesulfonamide346.418 0.000 5.750 3.404 4090.534 4391.404
methyl 7,14-dihydroxy-18,18-dimethyl-5,12-dioxo-9-prop-1-en-2-yl-2,17-dioxapentacyclo[11.8.0.03,11.04,8.016,21]henicosa-1(13),3,8,10,14,16(21),19-heptaene-7-carboxylate462.455 1.000 7.750 3.276 160.345 68.408
(2R)-2-[(1S)-1-hydroxy-1-[(5R,6R,8R,9S,10R,13S,14R,15S,17S)-5,6,14,15,17-pentahydroxy-10,13-dimethyl-1-oxo-6,7,8,9,11,12,15,16-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one520.619 6.000 11.400 1.783 102.360 42.113
(4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-[(E)-3-(4-hydroxyphenyl)prop-2-enoyl]oxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid602.853 2.000 4.750 8.485 98.381 51.315
[(4aS,5S,6aR,6aS,6bS,8aR,9R,12aS,14aS,14bS)-6a-(hydroxymethyl)-2,2,4a,6a,8a,9,14a-heptamethyl-10,12-dioxo-3,4,5,6,6b,7,8,9,12a,13,14,14b-dodecahydro-1H-picen-5-yl] acetate514.744 1.000 7.700 4.767 478.094 222.814
(1R,2S,4S,5'R,6R,7S,8S,9S,12S,13S,16S,18S)-8-hydroxy-16-[(2R,3R,4S,5R,6R)-4-hydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxy-3-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-6-(hydroxymethyl)-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-10-one1181.284 13.000 42.350 -3.927 0.199 0.049
[(2R,3S,4S,5R,6R)-3,4,5-trihydroxy-6-[(9S)-4,5,9-trihydroxy-2-(hydroxymethyl)-10-oxoanthracen-9-yl]oxan-2-yl]methyl acetate476.436 5.000 12.750 -0.118 9.627 3.271
6,7-dimethoxy-4-[6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3-benzodioxol-5-yl]-1H-benzo[f][2]benzofuran-3-one542.495 4.000 15.250 0.637 123.524 51.599



[5-[(E)-hydroxyiminomethyl]furan-2-yl]methanol141.126 2.000 5.400 -0.451 425.970 196.676
2-[(1R)-1-[(3S,8S,9S,10R,13S,14S,17R)-3-hydroxy-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-methylpyridin-3-ol409.611 2.000 3.450 5.534 1450.331 739.396
(1R,3E,7E,11R)-1,5,5,8-tetramethyl-12-oxabicyclo[9.1.0]dodeca-3,7-diene220.354 0.000 2.000 2.498 9906.038 5899.293
5-[(1S)-1-[(1S,4aS,6R,8aS)-6-(2-hydroxypropan-2-yl)-8a-methyl-4-methylidene-1,2,3,4a,5,6,7,8-octahydronaphthalen-1-yl]-3-methylbutyl]-2,4,6-trihydroxybenzene-1,3-dicarbaldehyde472.620 1.000 4.000 5.374 63.370 25.080
(3S,4R,8S,9S,10R,13S,14S,17R)-10,13-dimethyl-17-[(1R)-1-[(3S)-3-methyl-2,3,4,5-tetrahydropyridin-6-yl]ethyl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene-3,4-diol413.642 3.000 4.400 4.989 1280.362 646.196
10-acetyl-21-hydroxy-6,6,17,17-tetramethyl-7,12,18-trioxapentacyclo[11.8.0.03,11.05,9.014,19]henicosa-1(13),3,5(9),10,14(19),15,20-heptaene-2,8-dione420.418 0.000 8.000 2.372 268.306 119.335
(2R)-2-[(1R)-1-hydroxy-1-[(3R,8R,9S,10R,13R,14R,17S)-14-hydroxy-10,13-dimethyl-1-oxo-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,4,7,8,9,11,12,15,16,17-decahydro-2H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one634.762 6.000 16.700 1.225 14.916 5.251
(2R,3R,4S,5S,6R)-2-[[(1S,4aS,10aR)-5-hydroxy-7-(1-hydroxypropan-2-yl)-1,4a-dimethyl-6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3,4,9,10,10a-hexahydrophenanthren-1-yl]methoxy]-6-(hydroxymethyl)oxane-3,4,5-triol658.739 10.000 21.900 -1.386 4.150 1.317
(2R)-2-[(1R)-1-[(3R,8R,9S,10R,13R,17S)-10,13-dimethyl-1-oxo-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3,4,7,8,9,11,12,16,17-decahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one632.747 5.000 16.650 1.265 8.331 2.798
[(2S,3R,4S,5S,6R)-3-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-2-yl] (2S,3aR,4S,4'S,5'R,6S,7aR)-4'-benzoyloxy-3a,4-dihydroxy-5'-methyl-3-oxospiro[5,6,7,7a-tetrahydro-4H-1-benzofuran-2,2'-oxane]-6-carboxylate876.815 10.000 32.750 -3.713 0.958 0.270
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3-[(2R,3S,4R,5R,6S)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one464.382 7.000 13.750 -1.417 3.007 0.930
4-[(2R,3R)-3-(3,5-dihydroxyphenyl)-6-hydroxy-4-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-2-yl]benzene-1,3-diol470.478 6.000 5.250 2.951 16.049 5.684
bis[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl] (2R)-2-(2-methylpropyl)-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutanedioate888.869 12.000 31.750 -3.033 0.526 0.141
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5R,6R)-4-hydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxy-3-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-6-(hydroxymethyl)-2-[(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1151.301 13.000 40.600 -2.733 1.319 0.382
[(1S,8S,11R,12S,13R,17S,18S,19R)-13,17-dihydroxy-14,14,18-trimethyl-9-oxo-4,10-dioxapentacyclo[9.7.1.03,7.08,19.013,18]nonadeca-3(7),5-dien-12-yl] acetate404.459 2.000 7.950 2.157 476.336 221.928
(2S,11bS)-2-[(2R)-1-hydroxybut-3-en-2-yl]-9-methoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-10-ol303.400 2.000 5.200 2.266 248.290 121.409
(13aR)-12-ethenyl-2-hydroxy-3-methoxy-5,6,13,13a-tetrahydroisoquinolino[2,1-b][2,7]naphthyridin-8-one322.363 1.000 6.000 2.527 661.455 316.469
(3R,4aR,8aR)-5,8a-dimethyl-3-prop-1-en-2-yl-2,3,4,4a,7,8-hexahydro-1H-naphthalene204.355 0.000 0.000 5.435 9906.038 5899.293
(2R)-4-[[4-(4-heptylphenyl)phenyl]methyl]-2-hexyl-2H-furan-5-one432.645 0.000 3.000 8.518 2884.426 1554.604
(3R)-12-[(2R,5R,6S)-5-hydroxy-6-(hydroxymethyl)piperidin-2-yl]-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxydodecanoic acid507.620 8.000 17.100 -2.511 0.307 0.111
[(1R,2S,3'S,4S,5'S,6S,7S,8R,9S,12S,13S,16S,18S)-16-[(2R,3R,4R,5R,6R)-3,4-dihydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-6-(hydroxymethyl)oxan-2-yl]oxy-7,9,13-trimethyl-5'-[[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]spiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-piperidine]-3'-yl] acetate1270.378 17.000 47.950 -6.328 0.007 0.001
(1S,2R,4R)-2-methyl-3-methylidene-2-(4-methylpent-3-enyl)bicyclo[2.2.1]heptane204.355 0.000 0.000 5.742 9906.038 5899.293
(8S,9S,10R,13R,14S,17S)-17-ethyl-10,13-dimethyl-1,2,6,7,8,9,11,12,14,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-one300.483 0.000 2.000 4.817 2799.989 1505.473
(Z,2R)-N-[(2S,3S,4R)-3,4-dihydroxy-1-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoctadecan-2-yl]-2-hydroxytetracos-17-enamide844.263 8.000 17.800 7.426 18.496 11.159
(2R,3R,4R)-2-[(1R)-1,2-dihydroxyethyl]oxolane-3,4-diol164.158 4.000 8.500 -1.661 198.859 86.330
(1aR,7R,7aS,7bR)-1,1,4,7-tetramethyl-1a,2,3,5,6,7,7a,7b-octahydrocyclopropa[e]azulene204.355 0.000 0.000 5.249 9906.038 5899.293
(2S,3R,3aS,4'S,5'R,6S,7aR)-3,4'-dihydroxy-3,5'-bis(hydroxymethyl)spiro[3a,4,5,6,7,7a-hexahydro-1-benzofuran-2,2'-oxane]-6-carboxylic acid332.350 5.000 9.350 0.307 16.251 7.328
(3S)-8-hydroxy-3-methyl-3,4-dihydroisochromen-1-one178.187 0.000 2.750 1.400 1141.124 570.585
[(2R,3S,4S,5R,6S)-6-[[(2S)-2-(3,4-dihydroxyphenyl)-5-hydroxy-4-oxo-2,3-dihydrochromen-7-yl]oxy]-3,4,5-trihydroxyoxan-2-yl]methyl 3,4,5-trihydroxybenzoate602.504 8.000 15.800 -1.096 0.181 0.045
(E,6S)-2-methyl-6-(4-methylphenyl)hept-2-en-1-ol218.338 1.000 1.700 3.915 3318.616 1809.018
[(1S,18R,19S,21R,22S)-6,7,8,11,12,13,22-heptahydroxy-21-(hydroxymethyl)-3,16-dioxo-2,17,20-trioxatetracyclo[16.3.1.04,9.010,15]docosa-4,6,8,10,12,14-hexaen-19-yl] 3,4,5-trihydroxybenzoate634.460 11.000 17.850 -3.230 0.030 0.006
(1aR,3aS,7S,7aS,7bR)-1,1,3a,7-tetramethyl-1a,2,3,4,5,6,7a,7b-octahydrocyclopropa[a]naphthalen-7-ol222.370 1.000 0.750 3.881 5118.383 2889.606
(14R)-14-methylhexadec-8-yn-1-ol252.439 1.000 1.700 5.357 3296.446 1795.959



2-methoxy-3-phenyl-2H-furan-5-one190.198 0.000 4.700 0.899 1962.541 1025.303
(1R,3R,6S,7S,8S)-2,2,6,8-tetramethyltricyclo[5.3.1.03,8]undecan-3-ol222.370 1.000 0.750 3.693 5942.108 3395.378
(3R,4R,5R)-oxane-2,3,4,5-tetrol150.131 4.000 8.500 -1.715 194.984 84.513
6-hydroxy-17,17-dimethyl-3,12,18-trioxapentacyclo[11.8.0.02,10.04,9.014,19]henicosa-1(13),2(10),4(9),5,7,14(19),15,20-octaen-11-one334.328 1.000 4.500 3.030 785.254 380.950
[(1S,4S,5R,9S,10R,13R,14S)-5-formyloxy-14-hydroxy-5,9-dimethyl-14-tetracyclo[11.2.1.01,10.04,9]hexadecanyl]methyl acetate378.508 1.000 4.750 3.884 415.088 191.251
9-[4-hydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-5-methoxy-6H-[2]benzofuro[5,6-f][1,3]benzodioxol-8-one528.468 5.000 15.250 -0.146 51.979 20.245
methyl 2-hydroxy-9H-carbazole-3-carboxylate241.246 1.000 1.750 2.868 695.698 334.215
methyl 8-[(2S,3R)-3-octyloxiran-2-yl]octanoate312.492 0.000 4.000 5.470 2984.466 1612.964
(8,8-dimethyl-2-oxo-9,10-dihydropyrano[2,3-h]chromen-9-yl) 2-methylbutanoate330.380 0.000 5.250 3.368 1199.622 602.265
(2S)-4-hydroxy-2,5-dimethylfuran-3-one128.127 1.000 3.500 0.221 1117.359 557.752
(2E,4E,8E)-9-(1,3-benzodioxol-5-yl)-N-(2-methylpropyl)nona-2,4,8-trienamide327.422 1.000 4.000 4.860 3350.504 1827.814
(6R)-6-ethenyl-6-methyl-1-propan-2-yl-3-propan-2-ylidenecyclohexene204.355 0.000 0.000 5.637 9906.038 5899.293
(3R)-3-hydroxy-12-[(2S,5S)-5-[(1S)-1-hydroxyethyl]pyrrolidin-2-yl]dodecanoic acid329.479 3.000 5.900 1.091 7.225 3.375
[(1S,4S,5S,9S,10R,13R,14S)-5-hydroperoxy-14-hydroxy-5,9-dimethyl-14-tetracyclo[11.2.1.01,10.04,9]hexadecanyl]methyl acetate366.497 2.000 5.200 3.207 439.649 203.512
(2R,3S)-2-(3,4-dihydroxyphenyl)-3,4-dihydro-2H-chromene-3,7,8-triol290.272 5.000 5.450 0.506 51.573 20.074
(1S,4S,5S,9S,10R,13R,14S)-5-hydroperoxy-14-(hydroxymethyl)-5,9-dimethyltetracyclo[11.2.1.01,10.04,9]hexadecan-14-ol324.459 3.000 4.900 2.384 531.835 250.004
trimethyl-[[(2R,3R,4S,5R,6R)-3,4,5,6-tetrakis(trimethylsilyloxy)oxan-2-yl]methoxy]silane541.066 0.000 5.950 5.015 9906.038 5899.293
(2S,3R,3aS,4'S,5'R,6S,7aR)-3,4'-dihydroxy-3-(hydroxymethyl)-5'-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]spiro[3a,4,5,6,7,7a-hexahydro-1-benzofuran-2,2'-oxane]-6-carboxylic acid494.492 8.000 17.850 -1.590 1.052 0.380
(2R)-2-[(1S)-1-hydroxy-1-[(5R,6R,8R,9S,10R,13S,14R,17S)-5,6,14,17-tetrahydroxy-10,13-dimethyl-1-oxo-6,7,8,9,11,12,15,16-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one504.619 5.000 9.700 2.634 225.906 99.088
(2S,3R,3aS,4R,4'S,5'R,6S,7aR)-3,4,4'-trihydroxy-3,5'-bis(hydroxymethyl)spiro[3a,4,5,6,7,7a-hexahydro-1-benzofuran-2,2'-oxane]-6-carboxylic acid348.349 6.000 11.050 -0.536 7.288 3.080
(1S,4S,5R,9S,10R,13R,14S)-14-(hydroxymethyl)-5,9-dimethyltetracyclo[11.2.1.01,10.04,9]hexadecan-5-ol292.461 2.000 2.450 3.634 2054.569 1077.368
benzyl 2-hydroxy-3,6-dimethoxybenzoate288.299 0.000 3.250 3.655 1392.694 707.687
cyclohex-2-en-1-ylmethanol112.171 1.000 1.700 1.343 3308.627 1803.133
(Z)-5-[(1S,3R,6R)-2,3-dimethyl-3-tricyclo[2.2.1.02,6]heptanyl]-2-methylpent-2-en-1-ol220.354 1.000 1.700 3.618 3524.984 1930.910
2-(3-methylbut-2-enyl)-5-[(E)-2-phenylethenyl]benzene-1,3-diol280.366 2.000 1.500 4.819 2068.060 1085.017
(4R,5S,7R,25S,26R,30S,31S)-29-(carboxymethyl)-13,14,15,18,19,20,31,34,35-nonahydroxy-2,10,23,28-tetraoxo-5-(3,4,5-trihydroxybenzoyl)oxy-3,6,9,24,27,32-hexaoxaheptacyclo[28.6.1.04,25.07,26.011,16.017,22.033,37]heptatriaconta-1(36),11,13,15,17,19,21,33(37),34-nonaene-31-carboxylic acid970.671 14.000 25.450 -3.543 0.000 0.000
(1aR,4aR,7R,7aR,7bS)-1,1,7-trimethyl-4-methylidene-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulene204.355 0.000 0.000 5.190 9906.038 5899.293
3-[(8Z,11Z)-pentadeca-8,11-dienyl]phenol300.483 1.000 0.750 6.739 3000.325 1622.230
[(2R,4R)-2,3,4,5-tetraacetyloxypentyl] acetate362.333 0.000 10.000 0.772 45.436 17.505
(1S,2S,4R)-2-methyl-3-methylidene-2-(4-methylpent-3-enyl)bicyclo[2.2.1]heptane204.355 0.000 0.000 5.716 9906.038 5899.293
(1S,2R,5S,7S)-2,6,6-trimethyl-8-methylidenetricyclo[5.3.1.01,5]undecane204.355 0.000 0.000 4.855 9906.038 5899.293
(3S,5R,6R,8S,9S,10R,13R,14S,17R)-3,5-dichloro-10,13-dimethyl-17-[(2R)-6-methylheptan-2-yl]-6-nitro-1,2,3,4,6,7,8,9,11,12,14,15,16,17-tetradecahydrocyclopenta[a]phenanthrene486.564 0.000 2.000 8.004 2328.009 4357.453
(2S)-4-[(2R,13R)-2,13-dihydroxy-13-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 6.912 233.834 102.852



(2E,4E)-3,7-dimethylocta-2,4,6-trienal150.220 0.000 2.000 2.255 1736.205 898.111
[(1S,18R,19S,21R,22S)-6,7,12,13,22-pentahydroxy-21-(hydroxymethyl)-3,16-dioxo-2,17,20,23-tetraoxapentacyclo[16.3.1.18,11.04,9.010,15]tricosa-4,6,8,10,12,14-hexaen-19-yl] 3,4,5-trihydroxybenzoate616.445 9.000 16.850 -2.429 0.110 0.026
[(2S,5R)-5-methyloxolan-2-yl]methanol116.160 1.000 3.400 0.490 2810.212 1511.415
(3E)-3-[2-[(1R,2S,4aS,8aS)-5,5,8a-trimethylspiro[3,4,4a,6,7,8-hexahydro-1H-naphthalene-2,2'-oxirane]-1-yl]ethylidene]oxolan-2-one318.455 0.000 5.000 3.119 2315.753 1226.137
2-methyl-5-[(2S)-6-methylhept-5-en-2-yl]phenol218.338 1.000 0.750 4.309 3688.429 2027.862
3-[2-(3-hydroxyphenyl)ethyl]-4-[(4-hydroxyphenyl)methyl]-5-methoxyphenol350.413 3.000 3.000 3.966 294.285 131.872
6-[(Z)-but-2-en-2-yl]-3-methylpyran-2-one164.204 0.000 2.500 2.046 3086.561 1672.686
5-[(E)-2-(3,4-dihydroxyphenyl)ethenyl]-2-[(E)-3-methylbut-1-enyl]benzene-1,3-diol312.365 4.000 3.000 3.099 180.140 77.581
3-(2,4-dihydroxyphenyl)-8,8-dimethyl-2,3-dihydropyrano[2,3-f]chromen-4-one338.359 2.000 5.000 2.892 528.500 248.310
(1R,2S,3S)-1-(3,4-dimethoxyphenyl)-6,7-dimethoxy-2,3-bis(methoxymethyl)-1,2,3,4-tetrahydronaphthalene416.513 0.000 6.400 3.564 9906.038 5899.293
(3R,6E)-3,7,11-trimethyldodeca-1,6,10-trien-3-ol222.370 1.000 0.750 4.912 5263.998 2978.564
5-(7-methoxy-5-prop-2-enyl-1-benzofuran-2-yl)-1,3-benzodioxole308.333 0.000 2.750 4.201 9906.038 5899.293
(2R,3S)-2-(3,4-dihydroxyphenyl)-8-[(2R,3R,4R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol578.528 10.000 10.900 0.201 1.305 0.377
(2S)-6-amino-2-[[(2R,5S,8S,11S,14S)-8-benzyl-11-(hydroxymethyl)-2-[[(2S)-3-(4-hydroxyphenyl)-2-[[(2S)-1-[(2S)-5-oxopyrrolidine-2-carbonyl]pyrrolidine-2-carbonyl]amino]propanoyl]amino]-3,6,9,12-tetraoxo-5-propan-2-yl-1,4,7,10,13-pentazatricyclo[14.6.1.017,22]tricosa-16(23),17,19,21-tetraene-14-carbonyl]amino]hexanoic acid1092.216 6.000 21.450 -1.881 0.002 0.008
(1S,12S,13R,14R,15E)-15-ethylidene-3,17-diazapentacyclo[12.3.1.02,10.04,9.012,17]octadeca-2(10),4,6,8-tetraene-13-carbaldehyde292.380 1.000 4.000 2.528 371.022 187.414
3-[(8Z,11Z)-pentadeca-8,11,14-trienyl]phenol298.467 1.000 0.750 6.462 3000.404 1622.276
(1R,4S,5R,6R,7S,10R)-4,10-dimethyl-7-propan-2-yltricyclo[4.4.0.01,5]decan-4-ol222.370 1.000 0.750 4.122 5532.199 3142.929
[(2S,3S,4S,5S,6R)-6-[[9-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-1-oxo-3H-benzo[f][2]benzofuran-4-yl]oxy]-4,5-dihydroxy-2-methyloxan-3-yl] acetate568.533 2.000 13.850 1.919 265.674 118.070
(1S,2S,4S,5R,10R,11S,14S,15S,18S)-15-[(1R)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-1-hydroxyethyl]-5-hydroxy-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one470.605 2.000 8.500 3.459 440.727 204.051
(5S,6R)-6,10-dimethyl-3-prop-1-en-2-ylspiro[4.5]deca-3,9-diene202.339 0.000 0.000 5.535 9906.038 5899.293
1-O-tert-butyl 2-O-methyl (2S,4R)-4-hydroxypiperidine-1,2-dicarboxylate259.302 1.000 6.200 1.730 892.142 437.296
7-hydroxy-2-[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]-6-(3-methylbut-2-enyl)chromen-4-one390.478 2.000 4.000 5.199 788.705 382.760
5-[(1R,2S,3S)-6,7-dimethoxy-2,3-bis(methoxymethyl)-1,2,3,4-tetrahydronaphthalen-1-yl]-1,3-benzodioxole400.471 0.000 6.400 3.059 9906.038 5899.293
6-acetyl-5-hydroxy-4-methylchromen-2-one218.209 0.000 4.250 0.982 432.390 199.883
5-[(E)-2-(4-hydroxyphenyl)ethenyl]-2-[(E)-3-methylbut-1-enyl]benzene-1,3-diol296.365 3.000 2.250 4.003 504.845 236.319
3-(2-hydroxy-4-methoxyphenyl)-8,8-dimethyl-2,3-dihydropyrano[2,3-f]chromen-4-one352.386 1.000 5.000 3.795 1746.677 903.968
(1R,2S,3R,11R,14S,16S)-3,14,16-trihydroxy-11,15,15-trimethyl-7-[(1E,3E)-penta-1,3-dienyl]-8,10,17-trioxapentacyclo[14.2.2.01,14.02,11.04,9]icosa-4(9),6-dien-5-one444.524 2.000 6.450 4.236 667.573 319.635
1,4-bis(1,3-benzodioxol-5-yl)-2-(hydroxymethyl)butane-1,4-dione356.331 0.000 7.700 1.581 1105.070 551.124
ethyl 10-[4-(1-adamantylcarbamoylamino)butanoyloxy]decanoate478.671 2.000 6.000 5.802 249.027 156.424
2,3,4,7-tetramethoxyphenanthrene298.338 0.000 3.000 3.542 9906.038 5899.293
3,4,8,10-tetrahydroxy-5H-isochromeno[4,3-b]chromen-7-one314.251 3.000 5.250 0.860 51.566 20.071
9-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-4-[(2R,3S,4R,5S,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-3H-benzo[f][2]benzofuran-1-one526.496 3.000 13.550 1.422 319.773 144.259
(Z)-3-[6-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1-benzofuran-5-yl]prop-2-enoic acid366.324 5.000 11.750 -0.248 7.600 3.222



(3E,4S)-3-[2-[(1R,4aS,5R,6R,8aS)-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-6-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethylidene]-4-hydroxyoxolan-2-one512.596 6.000 16.600 -0.514 15.763 5.575
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (1R,4aS,5R,8aS)-5-[(Z)-5-hydroxy-3-(hydroxymethyl)pent-3-enyl]-1,4a-dimethyl-6-methylidene-3,4,5,7,8,8a-hexahydro-2H-naphthalene-1-carboxylate498.612 6.000 13.900 0.654 25.101 9.217
3,6,9,11-tetrahydroxy-10-methyl-6H-chromeno[3,4-b]chromen-12-one328.278 3.000 6.200 0.945 86.758 35.220
5-[[(4aS,6aS,6bR,10aS,11aR,11bS)-6b-hydroxy-4,4,6a,11b-tetramethyl-9,10-dioxo-2,3,4a,5,6,10a,11,11a-octahydro-1H-benzo[a]fluoren-8-yl]methoxy]-3-hydroxy-3-methyl-5-oxopentanoic acid504.619 2.000 8.500 3.851 7.719 3.277
(Z)-3-[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1-benzofuran-5-yl]prop-2-enoic acid366.324 5.000 11.750 -0.139 10.637 4.635
bis[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl] (2R)-2-[(2S,3R,4S,5R,6R)-6-(acetyloxymethyl)-3,5-dihydroxy-4-[(Z)-3-phenylprop-2-enoyl]oxyoxan-2-yl]oxy-2-(2-methylpropyl)butanedioate1061.052 10.000 32.350 -0.139 0.280 0.071
(4aR)-3,5,5,9-tetramethyl-1,2,4a,6,7,8-hexahydrobenzo[7]annulene204.355 0.000 0.000 5.260 9906.038 5899.293
3-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-3-[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one740.668 10.000 26.600 -2.909 0.840 0.234
(2S,3S,4S,5R,6S)-6-(5,8-dihydroxy-4-oxo-2-phenylchromen-7-yl)oxy-3,4,5-trihydroxyoxane-2-carboxylic acid446.367 4.000 11.550 0.376 1.036 0.374
(1S,12S,15S,20R)-7-[(S)-(3,3-dimethyloxiran-2-yl)-hydroxymethyl]-15-hydroxy-1,16,16,20-tetramethyl-8-(3-methylbut-2-enyl)-3-azapentacyclo[10.8.0.02,10.04,9.015,20]icosa-2(10),4(9),5,7-tetraen-17-one519.723 2.000 5.450 6.370 1785.723 925.830
[2-[(2S,3R,4S,5R,6R)-3,5-dihydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-5-hydroxyphenyl]methyl benzoate568.530 8.000 20.500 -1.735 3.763 1.185
(2R)-3-(3,4-dihydroxyphenyl)-2-hydroxypropanoic acid198.175 4.000 5.200 -0.210 12.567 5.550
(2R)-2-hydroxy-4-methyl-2-[2-oxo-2-[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methoxy]ethyl]pentanoic acid458.461 5.000 13.000 0.766 2.588 1.006
4-[2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethyl]-2H-furan-5-one334.455 2.000 6.400 2.532 765.358 370.529
(3R)-3-hydroxy-5-methyl-3-[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methoxycarbonyl]hexanoic acid458.461 5.000 13.000 0.835 3.704 1.482
bis[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl] (2R)-2-[(2S,3R,4R,5S,6R)-6-(acetyloxymethyl)-3,4-dihydroxy-5-[(E)-3-phenylprop-2-enoyl]oxyoxan-2-yl]oxy-2-(2-methylpropyl)butanedioate1061.052 10.000 32.350 0.145 0.163 0.040
4-[2-[(1R,4aS,5R,8aS)-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethyl]-2H-furan-5-one318.455 1.000 4.700 3.373 1109.728 553.635
(1S,3S,9R,10R,11R,14S,15R,16R)-10-ethyl-14-methyl-3-[(2S,4S)-4-methyl-5-oxooxolan-2-yl]-12-oxa-4-azatetracyclo[7.6.1.04,16.011,15]hexadecan-13-one375.507 0.000 8.000 1.970 217.443 105.191
ethyl (2R,3R)-2-amino-3-hydroxyoctadecanoate343.549 2.000 3.700 5.178 164.581 77.844
bis[[4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]methyl] (2R)-2-[(2S,3R,4R,5S,6R)-3,4-dihydroxy-6-(hydroxymethyl)-5-[(E)-3-phenylprop-2-enoyl]oxyoxan-2-yl]oxy-2-(2-methylpropyl)butanedioate1019.015 11.000 32.050 -0.861 0.259 0.066
3-(2,4-dihydroxyphenyl)-5-hydroxy-8,8-dimethylpyrano[2,3-h]chromen-4-one352.343 2.000 4.500 3.024 225.328 98.814
(1S,2R,4S,5S)-6-[(2R,3R,4S,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxycyclohexane-1,2,3,4,5-pentol342.299 9.000 18.700 -3.997 5.210 1.685
9-(1,3-benzodioxol-5-yl)-5-methoxy-6H-[2]benzofuro[5,6-f][1,3]benzodioxol-8-one378.337 0.000 6.750 2.153 3187.943 1732.149
[(1S,4S,5R,9S,10R,13R,14S)-5-hydroxy-14-(hydroxymethyl)-5,9-dimethyl-14-tetracyclo[11.2.1.01,10.04,9]hexadecanyl] acetate350.497 2.000 4.450 3.569 1152.797 576.896
(5R,6S,7S)-5-(1,3-benzodioxol-5-yl)-6,7-bis(methoxymethyl)-5,6,7,8-tetrahydrobenzo[f][1,3]benzodioxole384.428 0.000 6.400 2.286 9906.038 5899.293
[(1S,6S,7R,7aS)-4-(acetyloxymethyl)-6-(3-acetyloxy-3-methylbutanoyl)oxyspiro[6,7a-dihydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-1-yl] 3-methylpentanoate494.538 0.000 11.700 2.821 407.065 187.259
heptadeca-4,6-diyne-3,9,10-triol280.406 3.000 5.100 3.275 757.778 366.563
9-(1,3-benzodioxol-5-yl)-6,7-dimethoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-3H-benzo[f][2]benzofuran-1-one526.496 3.000 13.550 1.367 258.414 114.586
methyl N-[(3-hydroxy-2-oxo-1H-indol-3-yl)methyl]carbamodithioate268.348 2.000 4.250 2.155 733.645 1072.578
(3R)-12-[(2R,5R,6S)-5-hydroxy-6-methylpiperidin-2-yl]-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxydodecanoic acid491.621 7.000 15.400 -1.404 1.669 0.692
(4S)-4-(4-methylphenyl)pentanal176.258 0.000 2.000 2.667 1849.839 961.812
(2R,3S,4S,5R,6R)-2-(hydroxymethyl)-6-[(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl]oxyoxane-3,4,5-triol576.769 4.000 11.700 3.866 218.723 95.687
(4aS,9aR)-3,5,5-trimethyl-9-methylidene-2,4a,6,7,8,9a-hexahydro-1H-benzo[7]annulene204.355 0.000 0.000 5.111 9906.038 5899.293



(1R,2S,7S,14R)-14-hydroxy-12-oxa-6-azatetracyclo[5.5.2.01,9.02,6]tetradec-9-en-11-one221.255 1.000 6.700 -0.227 232.263 112.961
(1aR,4S,4aR,7R,7aS,7bS)-1,1,4,7-tetramethyl-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulen-4-ol222.370 1.000 0.750 4.001 5359.948 3037.290
[(1S,2S,4S,5S,6R,10S)-2-(hydroxymethyl)-10-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-5-yl] 4-hydroxy-3-methoxybenzoate512.466 5.000 18.100 -1.192 16.136 5.717
[(1S,2S,4S,5S,6R,10S)-2-(hydroxymethyl)-10-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-5-yl] (E)-3-(4-hydroxyphenyl)prop-2-enoate508.478 5.000 17.350 -0.714 22.376 8.141
[(8R,9S,10R,13S,14S,17S)-10,13-dimethyl-3-oxo-6,7,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-17-yl] undec-10-enoate452.676 0.000 4.000 7.375 1141.390 570.728
(2S,3R,4S,5S,6R)-2-(4-hydroxy-3-methoxyphenoxy)-6-(hydroxymethyl)oxane-3,4,5-triol302.280 5.000 10.750 -0.955 70.087 27.965
(1R,4R,5R)-1,8-dimethyl-4-prop-1-en-2-ylspiro[4.5]dec-8-en-10-one218.338 0.000 2.000 3.597 6054.875 3465.079
(1R,4R,5S)-8-methyl-4-prop-1-en-2-ylspiro[4.5]dec-8-ene-1-carbaldehyde218.338 0.000 2.000 3.415 3485.900 1907.780
(1aR,4S,4aS,7R,7aS,7bS)-1,1,4,7-tetramethyl-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulen-4-ol222.370 1.000 0.750 3.880 4653.369 2606.919
4-[(E)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethenyl]-2-[2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-1-(5-oxo-2H-furan-4-yl)ethyl]-2H-furan-5-one664.878 4.000 12.800 4.369 51.457 20.025
2-(2,4-dihydroxyphenyl)-5-hydroxy-7-methoxy-2,3-dihydrochromen-4-one302.283 2.000 4.750 1.842 176.604 75.936
[(1S,2S,4S,5S,6R,10S)-2-(hydroxymethyl)-10-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-5-yl] (E)-3-(3,4-dihydroxyphenyl)prop-2-enoate524.477 6.000 18.100 -1.444 3.926 1.241
[(1S,2S,4S,5S,6R,10S)-2-(hydroxymethyl)-10-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-5-yl] (E)-3-(3-hydroxy-4-methoxyphenyl)prop-2-enoate538.504 5.000 18.100 -0.715 14.159 4.964
3,9,11-trihydroxy-10-methylchromeno[3,4-b]chromene-6,12-dione326.262 2.000 6.250 0.917 58.109 22.837
[(1S,2R,4S,7S,8S,11R,12R,17R,19R)-7-(furan-3-yl)-1,8,12,16,16-pentamethyl-5,15-dioxo-3,6-dioxapentacyclo[9.8.0.02,4.02,8.012,17]nonadec-13-en-19-yl] acetate482.572 0.000 9.500 2.685 643.073 306.975
6-[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid478.365 6.000 13.050 -0.862 0.213 0.068
(1R,3S,3aR,5aS,5bS,6S,7aR,9S,11aS,13aR,13bR)-3a-(hydroxymethyl)-5a,8,8,11a,13a-pentamethyl-3-propan-2-yl-1,2,3,4,5,5b,6,7,7a,9,10,11,13,13b-tetradecahydrocyclopenta[a]chrysene-1,6,9-triol474.723 4.000 6.800 4.073 480.914 224.235
[(1S,8S,11S,13R,17S,18S,19R)-13-hydroxy-14,14,18-trimethyl-9-oxo-4,10-dioxapentacyclo[9.7.1.03,7.08,19.013,18]nonadeca-3(7),5-dien-17-yl] acetate388.460 1.000 6.250 3.045 913.608 448.679
(2S)-5-hydroxy-6,7-dimethoxy-2-phenyl-2,3-dihydrochromen-4-one300.310 0.000 4.000 3.204 1686.205 870.188
[(2E,6E)-3,7,11-trimethyldodeca-2,6,10-trienoxy]methylbenzene312.494 0.000 1.700 6.466 9906.038 5899.293
(1S,4R,4aS,8aR)-4,7-dimethyl-1-propan-2-yl-2,3,4,5,6,8a-hexahydro-1H-naphthalen-4a-ol222.370 1.000 0.750 4.094 5469.052 3104.170
(1R,4S,8S,12R)-1,3,3,8-tetramethyl-2-oxatricyclo[6.3.1.04,12]dodecane222.370 0.000 0.750 3.300 9906.038 5899.293
(10bR)-9-hydroxy-7,8-dimethoxyspiro[1,5,6,10b-tetrahydropyrrolo[2,1-a]isoquinoline-2,4'-cyclohexa-2,5-diene]-1',3-dione341.363 1.000 7.250 1.264 227.099 190.508
(2R)-2-[(1R)-1-[(8R,9S,10R,13R,17S)-10,13-dimethyl-1-oxo-4,7,8,9,11,12,16,17-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one452.589 1.000 6.450 4.450 361.645 164.780
[(2S)-2,3-dihydroxypropyl] (Z)-octadec-9-enoate356.545 2.000 5.400 5.020 503.837 235.809
ethyl acetate 88.106 0.000 2.000 0.730 2241.337 1183.605
4-hydroxy-3-(113C)methoxybenzaldehyde152.149 1.000 3.500 1.001 563.117 265.936
(1S,5R)-2-methyl-5-propan-2-ylcyclohex-2-en-1-ol154.252 1.000 1.700 2.723 4117.475 2283.985
7-methoxy-2,5-dimethylchromen-4-one204.225 0.000 3.250 2.151 3808.136 2099.092
(1S,2S,4S,6R,7S,10R,11R)-6-hydroxy-13-(2-hydroxyethyl)-11-methyl-5-methylidene-13-azapentacyclo[9.3.3.24,7.01,10.02,7]nonadecan-8-one359.508 1.000 6.400 2.297 176.532 83.972
2-[(2E,4E,6E,8E,10E,12E,14E)-15-(6-hydroxy-4,4,7a-trimethyl-2,5,6,7-tetrahydro-1-benzofuran-2-yl)-6,11-dimethylhexadeca-2,4,6,8,10,12,14-heptaen-2-yl]-4,4,7a-trimethyl-2,5,6,7-tetrahydro-1-benzofuran-6-ol600.880 2.000 4.900 9.917 1172.443 587.530
(1S,5S,6R)-6-methyl-2-methylidene-6-(4-methylpent-3-enyl)bicyclo[3.1.1]heptane204.355 0.000 0.000 5.824 9906.038 5899.293
(1S)-4-methyl-1-[(2S)-6-methylhept-5-en-2-yl]cyclohex-3-en-1-ol222.370 1.000 0.750 4.519 5753.835 3279.246



3,8-dimethyl-5-propan-2-ylidene-2,3,3a,4,6,7-hexahydro-1H-azulene204.355 0.000 0.000 5.507 9906.038 5899.293
(3S,5R,9R,10R,13S,14S,17S)-4,4,10,13,14-pentamethyl-17-[(2R)-6-methylhept-5-en-2-yl]-2,3,5,6,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.714 4335.295 2414.859
(1R,4S,4aS,8aS)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.010 5283.449 2990.462
(1S)-4,7-dimethyl-1-propan-2-yl-1,2-dihydronaphthalene200.323 0.000 0.000 5.318 9906.038 5899.293
(1S)-1-[[(2S,3R,11bS)-3-ethyl-9,10-dimethoxy-2,3,4,6,7,11b-hexahydro-1H-benzo[a]quinolizin-2-yl]methyl]-7-methoxy-1,2,3,4-tetrahydroisoquinolin-6-ol466.619 2.000 6.500 4.291 122.510 62.593
(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S,18S,19S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16,19-diol432.642 2.000 4.900 5.104 1370.267 695.377
(3S,8S,9S,10R,13R,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.612 3381.090 1845.856
(1R,2S,5S,6S,9R,12S,13R,16S)-6,13-dimethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icos-18-en-16-amine314.513 3.000 2.500 2.938 107.122 54.141
(1R,2S,5S,6S,9R,12S,13R,16S)-N,N,6,13-tetramethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icos-18-en-16-amine342.567 1.000 3.500 4.105 335.139 185.752
(1R,2S,6S,7S,8S)-1,3-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene204.355 0.000 0.000 5.965 9906.038 5899.293
2-(4a-methyl-8-methylidene-1,2,3,4,5,6,7,8a-octahydronaphthalen-2-yl)prop-2-en-1-ol220.354 1.000 1.700 3.456 3314.747 1806.738
2-[(2S,4aR,8aR)-4a,8-dimethyl-2,3,4,5,6,8a-hexahydro-1H-naphthalen-2-yl]propan-2-ol222.370 1.000 0.750 3.992 5743.548 3272.909
(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,15R,16R,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-15,16-diol432.642 2.000 4.900 5.061 1300.054 656.945
(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-ol416.643 1.000 3.200 6.130 3393.101 1852.944
(1S,2S,8R)-6,7,7-trimethyltricyclo[6.2.1.01,5]undec-5-ene-2-carboxylic acid234.338 1.000 2.000 3.535 455.557 268.976
(5R)-1-methyl-5-prop-1-en-2-ylcyclohexene136.236 0.000 0.000 4.015 9906.038 5899.293
(3aR,4aR,6R,8aR,9aR)-6-hydroxy-8a-methyl-3,5-dimethylidene-3a,4,4a,6,7,8,9,9a-octahydrobenzo[f][1]benzofuran-2-one248.321 1.000 4.700 1.895 1118.504 558.369
5,7-dihydroxy-2-[3-hydroxy-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]chromen-4-one448.382 6.000 13.000 -0.887 4.467 1.427
(1S,2S,5S,8R)-2,7,7-trimethyl-6-methylidenetricyclo[6.2.1.01,5]undecane204.355 0.000 0.000 4.831 9906.038 5899.293
2-(7-methyl-4-methylidene-2,3,4a,5,6,8a-hexahydro-1H-naphthalen-1-yl)propan-1-ol220.354 1.000 1.700 3.587 3365.692 1836.771
(1aR,4R,4aR,7R,7aS,7bS)-1,1,4,7-tetramethyl-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulen-4-ol222.370 1.000 0.750 3.909 4595.918 2572.148
(3S,3aS,5aS,5bS,7aR,9R,11aS,13aR,13bS)-3a,5a,8,8,11a,13a-hexamethyl-3-propan-2-yl-1,2,3,4,5,5b,6,7,7a,9,10,11,13,13b-tetradecahydrocyclopenta[a]chrysen-9-ol426.724 1.000 1.700 7.134 4712.818 2642.936
(3R,3aR,5aR,5bR,7aR,9S,11aS,13aS,13bR)-3a,5a,8,8,11a,13a-hexamethyl-3-propan-2-yl-1,2,3,4,5,5b,6,7,7a,9,10,11,13,13b-tetradecahydrocyclopenta[a]chrysen-9-ol426.724 1.000 1.700 7.132 4345.710 2421.130
methyl (1S,15R,16R,20S)-7-methoxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4(9),5,7,18-pentaene-19-carboxylate382.458 1.000 6.450 3.325 603.544 317.104
(4aS,6aR,6aS,6bR,8aR,9R,10R,11S,12aR,14bS)-10,11-dihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid488.706 4.000 7.100 4.344 67.969 34.408
(1S,3R,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methylhept-5-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-one424.709 0.000 2.000 7.679 4193.393 2329.537
[3,3-dideuterio-6,6-dimethyl-2-(trideuteriomethyl)cyclohexen-1-yl]methanol154.252 1.000 1.700 2.572 4154.959 2306.468
(10S)-1,8-dihydroxy-3-(hydroxymethyl)-10-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]-10H-anthracen-9-one418.399 5.000 11.700 -0.369 12.272 4.253
(3S,4R,5R)-2,5-bis(hydroxymethyl)oxolane-2,3,4-triol180.157 5.000 8.300 -1.715 89.220 36.301
(1S,4aS,8aR)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.573 9906.038 5899.293
(1S,4aR,8aR)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.600 9906.038 5899.293
(1S,4aR,8aS)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.432 9906.038 5899.293
(1S,8aS)-4,7-dimethyl-1-propan-2-yl-1,2,3,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.360 9906.038 5899.293



1-(1-methylpyrrolidin-2-yl)-3-piperidin-2-ylpropan-2-one224.345 0.000 4.500 1.513 222.157 119.104
(1R,7R,10R)-4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-en-3-one218.338 0.000 2.000 3.190 3778.399 2081.380
2-(2,4-dihydroxyphenyl)-5-hydroxy-7-methoxychromen-4-one300.267 2.000 4.500 1.851 145.625 61.646
(3R,3aR,5aR,5bR,7aR,9S,11aS,13aS,13bR)-9-methoxy-3a,5a,8,8,11a,13a-hexamethyl-3-propan-2-yl-1,2,3,4,5,5b,6,7,7a,9,10,11,13,13b-tetradecahydrocyclopenta[a]chrysene440.751 0.000 1.700 5.979 9906.038 5899.293
(8aR)-4,8a-dimethyl-6-propan-2-yl-2,3,7,8-tetrahydro-1H-naphthalene204.355 0.000 0.000 5.531 9906.038 5899.293
(Z)-1-(2,6,6-trimethylcyclohexa-1,3-dien-1-yl)but-2-en-1-one190.285 0.000 2.000 3.262 7097.854 4114.505
(2R,3R,4S,5S,6R)-2-[[(8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol576.855 4.000 10.200 5.261 341.779 155.019
5,7-dihydroxy-2-[4-hydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]chromen-4-one448.382 6.000 13.000 -0.846 4.871 1.566
(3R,4R)-4-ethenyl-4-methyl-1-propan-2-yl-3-prop-1-en-2-ylcyclohexene204.355 0.000 0.000 5.546 9906.038 5899.293
11,16,17-trimethoxy-6,8,12-trioxa-22-azapentacyclo[11.9.0.02,10.05,9.014,19]docosa-2(10),3,5(9),14,16,18-hexaene385.416 1.000 7.900 2.539 1732.359 991.217
(3R,4aR,5S)-4a,5-dimethyl-3-prop-1-en-2-yl-2,3,4,5,6,7-hexahydro-1H-naphthalene204.355 0.000 0.000 5.141 9906.038 5899.293
(1S,4S,5R,9R,13R)-5,9-dimethyl-14-methylidenetetracyclo[11.2.1.01,10.04,9]hexadec-10-ene-5-carboxylic acid300.440 1.000 2.000 4.765 630.778 382.365
(1R,3R,4S,5R)-3-[(Z)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.200 2.288 0.881
[(1R,2S,7S,8S,9S)-3,3,7-trimethyl-8-tricyclo[5.4.0.02,9]undecanyl]methanol222.370 1.000 1.700 3.240 3460.083 1892.512
3,5,7-trihydroxy-2-(4-hydroxy-3-methoxyphenyl)-6,8-dimethoxychromen-4-one376.319 3.000 6.750 1.614 110.972 45.956
1,1,3a,7-tetramethyl-2,3,4,5,7a,7b-hexahydro-1aH-cyclopropa[a]naphthalene204.355 0.000 0.000 4.930 9906.038 5899.293
(1S,4aS,8aR)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,6,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.604 9906.038 5899.293
(6aS)-1,2,10-trimethoxy-5,6,6a,7-tetrahydro-4H-dibenzo[de,g]quinolin-11-ol327.379 2.000 4.500 2.883 746.939 399.269
(2R,3R)-2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-7-methoxy-2,3-dihydrochromen-4-one318.282 3.000 6.450 0.892 69.785 27.835
(1S,2S,9S)-8,15-dioxa-7-azatetracyclo[7.6.1.01,12.02,7]hexadeca-10,12-dien-14-one233.266 0.000 6.200 0.165 468.004 240.884
(4aR,5R,6aR,6aS,6bR,8aR,10R,11S,12aR,14bS)-5,10,11-trihydroxy-9,9-bis(hydroxymethyl)-2,2,6a,6b,12a-pentamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid520.705 5.000 9.500 3.104 20.294 9.317
(1S,12S,13R,14R,15E)-15-ethylidene-13-(hydroxymethyl)-3,17-diazapentacyclo[12.3.1.02,10.04,9.012,17]octadeca-2(10),4(9),5,7-tetraen-7-ol310.395 3.000 4.450 2.067 155.845 73.388
(2S,5R)-2-methyl-5-propan-2-ylbicyclo[3.1.0]hexan-2-ol154.252 1.000 0.750 2.720 4748.291 2664.445
(9R,10S,13R,14R,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.545 3395.449 1854.330
(1R,3aR,5aR,5bR,7aR,11aR,11bR,13aR,13bR)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-ol426.724 1.000 1.700 7.108 4730.764 2653.816
methyl (1R,15S,17R,18R,19S,20S)-6,18-dimethoxy-13-oxido-17-(3,4,5-trimethoxybenzoyl)oxy-1,3,11,12,14,15,16,17,18,19,20,21-dodecahydroyohimban-13-ium-19-carboxylate624.686 1.000 11.700 4.982 1851.485 962.737
(3aR,4aR,8aR,9aR)-4a-hydroxy-8a-methyl-3,5-dimethylidene-4,6,7,8,9,9a-hexahydro-3aH-benzo[f][1]benzofuran-2-one248.321 1.000 3.750 2.358 1661.722 856.539
(3S,3aR,4aS,5S,8aR,9aR)-3,5,8a-trimethyl-3,3a,4,4a,5,6,7,8,9,9a-decahydrobenzo[f][1]benzofuran-2-one236.353 0.000 3.000 2.815 3099.899 1680.500
[(1R,5S)-8-methyl-8-azabicyclo[3.2.1]octan-3-yl] (E)-2-methylbut-2-enoate223.314 0.000 4.000 2.150 1068.599 587.997
(1S,4aR,6aR,6aS,6bR,8aR,9R,10R,11R,12aR,14bS)-1,10,11-trihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid504.706 5.000 8.800 3.409 36.714 17.682
9-methoxy-7-(2-methoxyphenyl)-[1,3]dioxolo[4,5-g]chromen-8-one326.305 0.000 5.500 2.888 4577.789 2561.183
(8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-1,2,8,9,11,12,14,15,16,17-decahydrocyclopenta[a]phenanthren-7-one410.682 0.000 2.000 7.635 4733.996 2655.776
3-ethenyl-5,5-dimethylcyclohex-2-en-1-one150.220 0.000 2.000 2.073 3024.854 1636.570



(1S,4S,5S)-1,8-dimethyl-4-propan-2-ylspiro[4.5]dec-7-en-9-one220.354 0.000 2.000 3.473 4262.441 2371.025
bis(trimethylsilyl)methyl-diphenylphosphane344.583 0.000 0.000 7.879 9906.038 6204.536
(Z,14R)-14-methylhexadec-8-en-1-ol254.455 1.000 1.700 5.372 3298.704 1797.289
(E)-3-[4-(dimethylamino)phenyl]-2-phenylprop-2-enenitrile248.327 0.000 2.500 3.813 2116.197 1112.340
(1S,4S)-1-methyl-4-prop-1-en-2-ylcyclohex-2-en-1-ol152.236 1.000 0.750 3.042 3939.554 2177.498
(4-propan-2-ylcyclohexen-1-yl)methanol154.252 1.000 1.700 2.469 3248.423 1767.696
(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methylheptan-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol428.740 1.000 1.700 7.740 4384.967 2444.779
(6S,8R,12S,15R,16S)-7,7,12,16-tetramethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol440.751 1.000 1.700 7.994 4380.120 2441.858
(3S,5S,9R,10S,13R,14R,17R)-10,13-dimethyl-17-[(Z,2R)-5-propan-2-ylhept-5-en-2-yl]-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.483 3395.399 1854.301
pentacyclo[9.6.2.02,6.08,18.015,19]nonadeca-1(18),2(6),4,7,9,11(19),12,14,16-nonaene240.304 0.000 0.000 5.579 9906.038 5899.293
(2R,3R,4S,5S,6R)-2-[[(3S,5R,6S,8R,9R,10R,12R,13R,14R,17S)-3,12-dihydroxy-17-[(2S)-2-hydroxy-6-methylhept-5-en-2-yl]-4,4,8,10,14-pentamethyl-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-6-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol638.880 7.000 14.350 3.051 62.993 24.919
(3-methyl-6-propan-2-yl-7-oxabicyclo[4.1.0]heptan-1-yl) acetate212.288 0.000 4.000 2.005 3693.513 2030.884
2-[(1R,3S,4S)-4-ethenyl-4-methyl-3-prop-1-en-2-ylcyclohexyl]propan-2-yl acetate264.407 0.000 2.000 4.676 4445.372 2481.201
5-[(8Z,11Z)-pentadeca-8,11,14-trienyl]benzene-1,3-diol314.467 2.000 1.500 5.620 909.868 446.694
1H-azonine 119.166 1.000 1.500 1.696 9193.740 5442.157
(1S,4aS,10aR)-6-hydroxy-1,4a-dimethyl-7-propan-2-yl-2,3,4,9,10,10a-hexahydrophenanthrene-1-carboxylic acid316.439 2.000 2.750 4.301 262.288 148.100
6,7-dihydroxy-1,1-dimethyl-3,4-dihydro-2H-isoquinoline-3-carboxylic acid237.255 4.000 4.500 -1.447 7.060 3.292
(2Z,6Z,10E,14E)-3,7,11,15,19-pentamethylicosa-2,6,10,14,18-pentaen-1-ol358.606 1.000 1.700 6.813 2887.913 1556.635
(3R,5S,8S,9S,10R,13S,14S,17R)-17-[(2S,3R,4R,5S)-3,4-dihydroxy-5,6-dimethylheptan-2-yl]-3-hydroxy-10,13-dimethyl-1,2,3,4,5,7,8,9,11,12,14,15,16,17-tetradecahydrocyclopenta[a]phenanthren-6-one448.685 3.000 7.100 4.168 399.981 183.739
(8E,11E)-heptadeca-1,8,11-triene234.424 0.000 0.000 8.902 9906.038 5899.293
trimethyl-[[(2R,3R,4S,5R,6S)-3,4,5,6-tetrakis(trimethylsilyloxy)oxan-2-yl]methoxy]silane541.066 0.000 5.950 4.771 9906.038 5899.293
ethyl 2-hydroxy-5-methyl-3-nitrobenzoate225.201 0.000 2.750 1.947 95.767 39.189
(2S,3S,4S,5R,6R)-6-[[(3S,4S,4aR,6aR,6bS,8aR,9R,12aS,14aR,14bR)-9-hydroxy-4-(hydroxymethyl)-4,6a,6b,8a,11,11,14b-heptamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl]oxy]-3,4,5-trihydroxyoxane-2-carboxylic acid634.849 5.000 12.900 3.527 6.971 2.935
1,1-dichlorododecan-2-ol255.227 1.000 1.700 4.805 4628.525 10000.000
[(3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoate386.355 5.000 12.750 -0.648 31.321 11.709
methyl 4-pentanoylbenzoate220.268 0.000 4.000 2.333 1108.898 553.187
(6aR,11aR)-3-methoxy-6a,11a-dihydro-6H-[1]benzofuro[3,2-c]chromen-9-ol270.284 1.000 3.000 3.115 3001.768 1623.073
(2R,3S)-2-(3,4-dihydroxyphenyl)-8-[(2R,3S,4S)-3,5,7-trihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol594.528 11.000 11.650 -0.232 0.453 0.120
4-[(2S,3S,4R,5R)-5-(1,3-benzodioxol-5-yl)-3,4-dimethyloxolan-2-yl]-2-methoxyphenol342.391 1.000 4.700 3.683 3045.871 1648.864
(1R,8S,9R,16R)-8,16-bis(4-hydroxyphenyl)-9-[(1R,8S,9R,16R)-4,6,12-trihydroxy-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaen-9-yl]-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,12-triol906.941 10.000 9.000 5.603 0.369 0.096
[(1S,2S,4S,5S,6R,10S)-2-(hydroxymethyl)-10-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-5-yl] benzoate466.441 4.000 16.600 -0.662 51.251 19.938
(2R,3R,4S,5S,6R)-2-[(E)-5-[(1R,4aS,5S,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-3-methylpent-2-enoxy]-6-(hydroxymethyl)oxane-3,4,5-triol484.629 6.000 13.600 0.707 69.526 27.724
(1R,4aS,5R,8aS)-3-methyl-8-methylidene-5-propan-2-yl-2,4a,5,6,7,8a-hexahydro-1H-naphthalen-1-ol220.354 1.000 1.700 3.650 4306.472 2397.510



[(3S,4aR,6aR,6aR,6bR,8aR,12S,12aR,14aR,14bR)-4,4,6a,6b,8a,12,14b-heptamethyl-11-methylidene-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-yl] acetate468.762 0.000 2.000 7.946 3923.209 2167.734
(3S,5R,8R,9R,10R,13R,14R,17S)-4,4,8,10,14-pentamethyl-17-(6-methylhepta-1,5-dien-2-yl)-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol426.724 1.000 1.700 7.682 4369.593 2435.515
(1S,2E,6E,10R)-3,7,11,11-tetramethylbicyclo[8.1.0]undeca-2,6-diene204.355 0.000 0.000 5.065 9906.038 5899.293
(2S,3S,4S,5R,6R)-6-[[(3S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-4,4,6a,6b,11,11,14b-heptamethyl-8a-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxycarbonyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl]oxy]-3,4,5-trihydroxyoxane-2-carboxylic acid794.975 7.000 20.000 2.069 0.626 0.217
6,7,13-trihydroxy-14-methoxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione316.223 3.000 8.000 -0.536 27.875 10.323
3-[4,5-dihydroxy-6-(hydroxymethyl)-3-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one594.525 8.000 19.800 -1.876 3.009 0.931
(1S,4S)-1-methyl-4-propan-2-ylcyclohex-2-en-1-ol154.252 1.000 0.750 2.955 4243.970 2359.922
(1S,3R,6S,8R,11S,12S,15R,16R)-15-[(2R)-5,6-dimethylhept-5-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol440.751 1.000 1.700 7.905 4383.535 2443.916
4,11,12a-trihydroxy-9-methoxy-10-methyl-6,6a-dihydrochromeno[3,4-b]chromen-12-one344.320 2.000 5.500 2.263 386.565 177.087
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoate356.329 5.000 12.000 -0.764 28.960 10.758
(2S)-7,8-dimethoxy-2-phenyl-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one462.452 4.000 13.500 0.759 147.606 62.553
6-[(2R,3R)-3-[(3,4-dimethoxyphenyl)methyl]-4-methoxy-2-(methoxymethyl)butyl]-4-methoxy-1,3-benzodioxole432.513 0.000 7.150 3.290 9906.038 5899.293
1-methyl-4-[(2R)-6-methylhept-5-en-2-yl]cyclohexa-1,4-diene204.355 0.000 0.000 6.451 9906.038 5899.293
9,11-dihydroxy-6-methoxy-10-methyl-6H-chromeno[3,4-b]chromen-12-one326.305 1.000 5.450 2.494 839.537 409.493
6,9,11-trihydroxy-10-methyl-6H-chromeno[3,4-b]chromen-12-one312.278 2.000 5.450 1.649 286.656 128.181
[(1R,2R)-1-[(14S,15S,19S)-2,3,4,7,8,9,19-heptahydroxy-12,17-dioxo-13,16-dioxatetracyclo[13.3.1.05,18.06,11]nonadeca-1,3,5(18),6,8,10-hexaen-14-yl]-1,3-dihydroxypropan-2-yl] 3,4,5-trihydroxybenzoate634.460 12.000 18.850 -3.668 0.032 0.007
1,1,4,7-tetramethyl-2,3,5,6,7a,7b-hexahydro-1aH-cyclopropa[h]azulen-7-ol220.354 1.000 0.750 3.738 4390.945 2448.382
(E)-5-(2,3-dimethyl-3-tricyclo[2.2.1.02,6]heptanyl)-2-methylpent-2-enoic acid234.338 1.000 2.000 3.676 284.445 161.668
(2R,4aS,7R)-1,4a-dimethyl-7-prop-1-en-2-yl-3,4,5,6,7,8-hexahydro-2H-naphthalen-2-ol220.354 1.000 1.700 3.573 4055.809 2247.035
(2R,4aS,7R,8aR)-4a-methyl-1-methylidene-7-prop-1-en-2-yl-2,3,4,5,6,7,8,8a-octahydronaphthalen-2-ol220.354 1.000 1.700 3.564 3946.829 2181.845
(3S,8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(2R)-6-methyl-5-propan-2-ylheptan-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol428.740 1.000 1.700 7.873 3379.627 1844.992
(2S,3R,4S,5S,6R)-2-[[(1S,4aS,7aR)-7-(hydroxymethyl)-1,4a,5,7a-tetrahydrocyclopenta[c]pyran-1-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol330.334 5.000 13.600 -1.187 128.489 53.844
(2S,3R,4S,5R)-2,3,4-trihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxyhexanedioic acid386.312 4.000 10.600 0.331 0.138 0.054
methyl (3E,6E)-octadeca-3,6-dienoate294.476 0.000 2.000 6.468 2645.498 1415.893
2-(3,4-dihydroxyphenyl)-5-hydroxy-3-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-7-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxychromen-4-one610.524 9.000 20.550 -2.340 1.563 0.458
4-(2-hydroxyethyl)-2,6-dimethoxyphenol198.218 2.000 3.950 1.155 896.404 439.554
[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (E)-3-(4-hydroxyphenyl)prop-2-enoate326.302 5.000 11.250 -0.811 37.945 14.407
methyl (9Z,12Z)-heptadeca-9,12-dienoate280.450 0.000 2.000 5.888 2612.969 1397.085
3,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-5-methoxychromen-4-one330.293 3.000 6.250 1.492 133.557 56.143
(2S,4aR,6aR,7R,10aS,10bS)-2-(furan-3-yl)-6a,10b-dimethyl-7-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,4a,5,6,7,10a-hexahydro-1H-benzo[f]isochromene-4,10-dione492.522 4.000 15.700 -0.029 52.398 20.421
5-[(Z)-heptadec-8-enyl]benzene-1,3-diol346.552 2.000 1.500 6.834 910.033 446.782
7-[(2S,3R,4S,5S,6R)-6-[[(2R,3R,4R)-3,4-dihydroxy-4-(hydroxymethyl)oxolan-2-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxychromen-2-one456.402 6.000 17.600 -1.917 14.798 5.207
(2R)-2-[(1R)-1-hydroxy-1-[(5S,8S,9S,10R,13S,14S,17S)-5-hydroxy-10,13-dimethyl-1-oxo-8,9,11,12,14,15,16,17-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one454.605 2.000 6.500 4.349 414.695 191.056



(1S,2S,4S,5R,10R,11S,14R,15R,18S)-15-[(1S)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-5-hydroxy-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one454.605 1.000 7.750 3.939 776.314 376.265
(2R,3R,4S)-2-(3,4-dihydroxyphenyl)-4-[(2R,3S)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-6-yl]-8-[(2R,3R,4R)-2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-3,4-dihydro-2H-chromen-4-yl]-3,4-dihydro-2H-chromene-3,5,7-triol866.784 15.000 16.350 0.057 0.048 0.011
(1S,2S,5S,8R,9S)-2-methyl-6-methylidene-9-propan-2-yl-11-oxatricyclo[6.2.1.01,5]undecan-8-ol236.353 1.000 1.500 3.698 4517.497 2524.742
9,16-dihydroxyhexadecanoic acid288.426 3.000 5.400 3.126 40.583 19.705
[(1R,2S,5R,6R,10S,13S,14R,16S)-6-(furan-3-yl)-16-[(1R)-1-hydroxy-2-methoxy-2-oxoethyl]-1,5,15,15-tetramethyl-8,17-dioxo-7-oxatetracyclo[11.3.1.02,11.05,10]heptadec-11-en-14-yl] (E)-2-methylbut-2-enoate568.663 1.000 11.200 3.665 146.484 62.039
(2R,3R)-2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one466.398 7.000 14.950 -1.790 1.820 0.540
2-methyl-6-[[3,4,5-trihydroxy-6-(2-phenylethoxy)oxan-2-yl]methoxy]oxane-3,4,5-triol430.451 6.000 17.000 -0.968 90.918 37.049
2-[(3E,5E)-hepta-3,5-dienyl]-3,6-dihydroxy-5-(3-methylbut-2-enyl)benzaldehyde300.397 1.000 2.500 4.424 847.395 413.637
6-[2-[6-[2-(dimethylamino)ethyl]-4-methoxy-1,3-benzodioxol-5-yl]-2-oxoacetyl]-2,3-dimethoxybenzoic acid459.452 1.000 11.750 0.244 69.613 39.062
[6,7,8,11,12,13,22-heptahydroxy-3,16-dioxo-21-(3,4,5-trihydroxybenzoyl)oxy-2,17,20-trioxatetracyclo[17.3.1.04,9.010,15]tricosa-4,6,8,10,12,14-hexaen-23-yl] 3,4,5-trihydroxybenzoate786.566 13.000 20.400 -3.233 0.003 0.000
(3S,4aR,6aS,6aR,6bR,12aR,14aR,14bR)-4,4,6a,6b,9,9,12a,14b-octamethyl-1,2,3,4a,5,6,6a,7,10,11,12,13,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 7.008 4367.236 2434.096
methyl 3-(4-hydroxy-3,5-dimethylphenyl)propanoate208.257 1.000 2.750 2.545 1195.810 600.197
(1R,8aS)-1,8a-dimethyl-7-propan-2-ylidene-1,2,6,8-tetrahydronaphthalene202.339 0.000 0.000 5.221 9906.038 5899.293
(2R,3R,4aR,6R,8aS)-6-(2-hydroxypropan-2-yl)-8a-methyl-4-methylidene-1,2,3,4a,5,6,7,8-octahydronaphthalene-2,3-diol254.369 3.000 4.150 1.997 751.130 363.089
(2R,3R,4S,5R)-2-[[(1S,2R,3R)-7-hydroxy-1-(4-hydroxy-3-methoxyphenyl)-3-(hydroxymethyl)-6-methoxy-1,2,3,4-tetrahydronaphthalen-2-yl]methoxy]oxane-3,4,5-triol492.522 6.000 13.200 0.414 27.619 10.221
3-[(2S,3R,4R,5S)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]oxy-5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one450.355 7.000 12.800 -1.473 1.813 0.538
(1S,3R,6S,7S,8S,11S,12S,15R,16R)-7,12,16-trimethyl-15-[(2R)-6-methylhept-5-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol412.698 1.000 1.700 7.445 3976.984 2199.869
12,21,23-trihydroxy-8,8,18,18-tetramethyl-5-(3-methylbut-2-enyl)-3,7,19-trioxahexacyclo[15.6.1.02,15.04,13.06,11.020,24]tetracosa-1(24),2(15),4(13),5,9,11,20,22-octaen-14-one502.563 2.000 5.250 5.206 352.328 160.197
5-hydroxy-2,2-dimethyl-7,10-bis(3-methylbut-2-enyl)-8-(2,4,5-trihydroxyphenyl)pyrano[3,2-g]chromen-6-one504.579 3.000 5.250 5.412 187.152 80.849
14,16-dihydroxy-4-methyl-3-oxabicyclo[10.4.0]hexadeca-1(12),13,15-trien-2-one278.347 1.000 2.500 3.206 654.796 313.027
tris(2,4-ditert-butylphenyl) phosphate662.931 0.000 5.000 10.691 5699.174 3245.587
1-[(7-hydroxy-4-methoxy-9,10-dihydrophenanthren-2-yl)oxy]-4-methoxy-9,10-dihydrophenanthrene-2,7-diol482.532 3.000 4.250 5.434 328.963 148.745
1-[(5-hydroxy-7-methoxy-9,10-dihydrophenanthren-2-yl)oxy]-4-methoxy-9,10-dihydrophenanthrene-2,7-diol482.532 3.000 4.250 5.509 507.807 237.818
4-methyl-10-methylidene-7-propan-2-ylspiro[4.5]decan-4-ol222.370 1.000 0.750 4.023 6885.011 3981.308
5,6,9-trimethyltetracyclo[7.2.1.01,6.08,10]dodecane204.355 0.000 0.000 6.397 9906.038 5899.293
9-methyl-6H-furo[2,3-c]carbazole221.258 1.000 0.500 3.667 5694.752 3242.865
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (1S,4aR,6aR,6aS,6bR,8aR,9R,10R,11R,12aR,14bS)-1,10,11-trihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate666.848 8.000 17.300 0.891 17.252 6.146
12,21,23-trihydroxy-8,8,18,18-tetramethyl-11-(3-methylbut-2-enyl)-3,9,19-trioxahexacyclo[15.6.1.02,15.04,13.05,10.020,24]tetracosa-1(24),2(15),4,6,10,12,20,22-octaen-14-one502.563 2.000 5.250 5.424 404.932 186.199
(1R,3S,4aS,6R,8aR)-6-(2-hydroxypropan-2-yl)-8a-methyl-4-methylidene-1,2,3,4a,5,6,7,8-octahydronaphthalene-1,3-diol254.369 3.000 4.150 2.026 845.374 412.571
(3S,4aR,6aR,6aR,6bR,12aR,14aR,14bR)-4,4,6a,6b,10,10,12a,14b-octamethyl-1,2,3,4a,5,6,6a,7,9,11,12,13,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 7.075 4367.499 2434.254
3-(2,7-dihydroxy-4-methoxy-9,10-dihydrophenanthren-1-yl)-4-methoxy-9,10-dihydrophenanthrene-2,7-diol482.532 4.000 4.500 4.707 188.034 81.262
6-(2,7-dihydroxy-4-methoxy-9,10-dihydrophenanthren-1-yl)-1-[(4-hydroxyphenyl)methyl]-4-methoxy-9,10-dihydrophenanthrene-2,7-diol588.656 5.000 5.250 5.863 69.001 27.497
1-[2,7-dihydroxy-8-[(4-hydroxyphenyl)methyl]-5-methoxy-9,10-dihydrophenanthren-3-yl]-4-methoxyphenanthrene-2,7-diol586.640 5.000 5.250 5.866 72.009 28.795



5-hydroxy-3,7,8-trimethoxy-2-(2-methoxyphenyl)chromen-4-one358.347 0.000 5.250 3.299 1690.536 872.604
(10R)-1,8,10-trihydroxy-3-(hydroxymethyl)-10-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]anthracen-9-one434.399 6.000 12.450 -0.952 5.166 1.669
8-[(2E)-3,7-dimethylocta-2,6-dienyl]-7-methoxy-3-methyl-9H-carbazol-2-ol363.499 2.000 1.500 6.336 2763.844 1484.478
3,9,11-trihydroxy-6-methoxy-10-methyl-6H-chromeno[3,4-b]chromen-12-one342.304 2.000 6.200 1.755 254.100 112.520
methyl (2R)-2-hydroxy-8-(2-octylcyclopropen-1-yl)octanoate324.503 1.000 3.700 5.535 1204.832 605.093
3-hydroxy-5-methoxy-6-methyl-2,3-dihydropyran-4-one158.154 1.000 5.200 0.136 1378.708 700.008
(1R,3E,7E,11R,12R)-4,8,12,15,15-pentamethylbicyclo[9.3.1]pentadeca-3,7-dien-12-ol290.488 1.000 0.750 5.307 5649.088 3214.768
(3S,8S,9S,10R,13R,14S,17R)-4,4,10,13-tetramethyl-17-[(2R)-6-methylheptan-2-yl]-1,2,3,7,8,9,11,12,14,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.619 4380.299 2441.966
6-(3-methylbut-2-enoxy)-2-phenylfuro[2,3-h]chromen-4-one346.382 0.000 3.750 4.845 2940.495 1587.293
(1S,2S,5S,7S,8R)-2,6,6,7-tetramethyltricyclo[5.2.2.01,5]undecan-8-ol222.370 1.000 1.700 3.308 4384.167 2444.297
(2S,4aR,6aR,7R,10aS,10bS)-2-(furan-3-yl)-7-hydroxy-6a,10b-dimethyl-2,4a,5,6,7,10a-hexahydro-1H-benzo[f]isochromene-4,10-dione330.380 1.000 7.200 1.786 782.701 379.612
(2S,3R,5R,9R,10R,13R,14S,17S)-17-[(1R)-1-(5,5-dimethyloxolan-2-yl)-1-hydroxyethyl]-2,3,14-trihydroxy-10,13-dimethyl-2,3,4,5,9,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-6-one462.625 4.000 7.650 3.266 228.023 100.093
5-hydroxy-2-(2-hydroxy-4-methoxyphenyl)-7-methoxy-2,3-dihydrochromen-4-one316.310 1.000 4.750 2.657 574.204 271.600
9,11-dimethoxy-6,6-dimethyl-8-(3-methylbut-2-enyl)-6a,7,12,12a-tetrahydronaphtho[2,3-c]chromen-3-ol408.536 1.000 3.000 6.179 2997.063 1620.324
(2S)-2-[[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]amino]-3-(1H-indol-3-yl)propanoic acid366.373 4.250 5.250 2.637 8.348 3.567
3-[(3R)-8,8-dimethyl-3,4-dihydro-2H-pyrano[2,3-f]chromen-3-yl]-6-methoxybenzene-1,2-diol354.402 2.000 3.750 4.203 1483.979 757.954
(3S,6S,9S,12S,15S,18S)-15-benzyl-9-[(2S)-butan-2-yl]-3,18-bis[(1R)-1-hydroxyethyl]-6-methyl-12-(2-methylpropyl)-1,4,7,10,13,16,19-heptazacyclohenicosane-2,5,8,11,14,17,20-heptone703.834 1.750 13.650 0.086 4.600 26.295
1-[(2R)-pyrrolidin-2-yl]propan-2-one127.186 0.000 2.500 0.631 497.386 257.271
(1R,2R,10R,11S,14R,15R,16S)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,6-dien-9-one436.590 0.000 5.750 4.739 1404.634 714.247
(1S,4aR,6aR,6aS,6bR,8aR,10R,11R,12aR,14bS)-1,10,11-trihydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid488.706 4.000 7.100 4.369 87.941 45.455
[(Z)-hex-3-enyl] (E)-2-methylbut-2-enoate182.262 0.000 2.000 3.267 3103.428 1682.568
(3S,6S)-3-[(4-hydroxyphenyl)methyl]-6-(2-methylpropyl)piperazine-2,5-dione276.335 3.000 5.750 0.164 75.266 122.681
(E)-N-[2-hydroxy-2-(4-methoxyphenyl)ethyl]-3-phenylprop-2-enamide297.353 2.000 4.950 3.389 1578.052 810.020
(2R,3R,4R,5R)-hexane-1,2,3,4,5-pentol166.174 5.000 8.500 -1.605 130.452 54.734
(3S,8R,9S,10S,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-3-ol416.729 1.000 1.700 7.643 4037.808 2236.257
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (E,1E)-5-methylsulfinyl-N-sulfooxypent-4-enimidothioate435.479 5.000 18.000 -2.063 0.071 1.194
[(3S,8R,9S,10R,13R,14S,17S)-3-amino-17-[(1S)-1-aminoethyl]-10-methyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-13-yl]methanol332.528 5.000 3.700 2.017 45.869 21.646
(1S,5R,6S,8S,9S,10R)-5,6,9-trimethyltetracyclo[7.2.1.01,6.08,10]dodecan-2-one218.338 0.000 2.000 3.156 4325.355 2408.875
(1aR,4R,4aR,7bS)-1,1,4,7-tetramethyl-1a,2,3,4,4a,5,6,7b-octahydrocyclopropa[e]azulene204.355 0.000 0.000 5.239 9906.038 5899.293
(1R,3aR,4R,7R)-1,4-dimethyl-7-prop-1-en-2-yl-1,2,3,3a,4,5,6,7-octahydroazulene204.355 0.000 0.000 5.363 9906.038 5899.293
9-cyclopropylnonanoic acid198.305 1.000 2.000 3.534 235.309 131.706
2-[4-[6-[4-[1,3-dihydroxy-1-(4-hydroxy-3-methoxyphenyl)propan-2-yl]oxy-3,5-dimethoxyphenyl]-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-2,6-dimethoxyphenoxy]-1-(4-hydroxy-3-methoxyphenyl)propane-1,3-diol810.847 6.000 17.700 4.024 42.038 16.094
(1S,5R)-9-azabicyclo[3.3.1]nonan-3-one139.197 1.000 3.500 0.227 509.107 263.830



2,4,7-trimethoxyphenanthrene268.312 0.000 2.250 4.028 9906.038 5899.293
2,4,7-trimethoxy-9,10-dihydrophenanthrene270.327 0.000 2.250 3.914 9906.038 5899.293
1,3-dimethoxy-5-[2-(3-methoxyphenyl)ethyl]benzene272.343 0.000 2.250 4.197 9906.038 5899.293
3,5-dihydroxy-6-methyl-1-propyl-2,3-dihydropyridin-4-one185.222 2.000 6.400 0.039 496.399 232.049
(2S,3R,4R,5R,6R)-2-[[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-2H-chromen-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol450.398 8.000 13.000 -1.161 4.728 1.517
(7,7-dimethyl-2-methylidene-6-tricyclo[6.2.1.01,5]undecanyl)methanol220.354 1.000 1.700 3.283 3992.256 2209.001
2-N-propyl-1,3,5-triazine-2,4,6-triamine168.201 5.000 4.500 -0.562 130.943 54.957
(1S,2S,4S,5R,10R,11S,14R,15R,18S)-5-hydroxy-15-[(1S)-1-[5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one470.605 1.000 8.450 3.452 284.560 127.168
(1R,3S,4S,5S)-1,3,4-trihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid368.340 5.000 9.650 0.482 3.966 1.595
4-methylnonadecylbenzene358.649 0.000 0.000 12.777 9906.038 5899.293
(1R,2R,7R,10R,11S,14R,15S,16R)-7-hydroxy-16-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadec-4-en-9-one470.605 1.000 8.150 3.528 209.872 91.509
(1R,2R,4R,5R,10R,11S,14R,15R,16S)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-4,5,15-trihydroxy-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadec-7-en-9-one486.604 3.000 8.950 3.202 319.972 144.356
(1R,2R,7R,10R,11S,14R,15S,16R)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-7-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadec-4-en-9-one616.747 4.000 15.950 1.961 46.512 17.954
(1R,2R,7R,10R,11S,14R,15R,16R)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-7,15-dihydroxy-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadec-4-en-9-one470.605 2.000 8.200 3.597 259.609 115.160
(2E,10E)-11-(1,3-benzodioxol-5-yl)-N-(2-methylpropyl)undeca-2,10-dienamide357.492 1.000 4.000 5.725 3447.004 1884.781
(10S)-nonacosan-10-ol424.792 1.000 1.700 10.364 4566.532 2554.377
5-hydroxy-3-(3-hydroxy-3-methylbutyl)-8,8-dimethyl-2-(2-oxopropyl)pyrano[2,3-h]chromen-4-one386.444 1.000 5.750 3.778 387.447 177.524
(2R)-2-[(1S)-1-[(4S,5R,6S,8S,9S,10R,13S,14S,17R)-6-[[(4S,5R,6S,8S,9S,10R,13S,14S,17R)-4,5-dihydroxy-17-[(1S)-1-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-10,13-dimethyl-1-oxo-6,7,8,9,11,12,14,15,16,17-decahydro-4H-cyclopenta[a]phenanthren-6-yl]sulfanyl]-4,5-dihydroxy-10,13-dimethyl-1-oxo-6,7,8,9,11,12,14,15,16,17-decahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one975.285 4.000 16.800 6.547 3.338 1.094
6H-[1]benzofuro[3,2-c]chromene222.243 0.000 1.250 3.814 9906.038 5899.293
10-(2,3,4,7,8,9,19-heptahydroxy-12,17-dioxo-13,16-dioxatetracyclo[13.3.1.05,18.06,11]nonadeca-1,3,5(18),6,8,10-hexaen-14-yl)-3,4,5,11,17,18,19,22,23,34,35-undecahydroxy-9,13,25,32-tetraoxaheptacyclo[25.8.0.02,7.015,20.021,30.024,29.028,33]pentatriaconta-1(35),2,4,6,15,17,19,21,23,27,29,33-dodecaene-8,14,26,31-tetrone1084.731 18.000 29.400 -6.199 0.000 0.000
6,7,8,11,12,23,24,27,28,29,37,43,44,45,48,49,50-heptadecahydroxy-2,14,21,33,36,39,54-heptaoxaundecacyclo[33.20.0.04,9.010,19.013,18.016,25.017,22.026,31.038,55.041,46.047,52]pentapentaconta-4,6,8,10,12,16,18,22,24,26,28,30,41,43,45,47,49,51-octadecaene-3,15,20,32,40,53-hexone1084.731 17.000 28.400 -5.515 0.000 0.000
(1S,8S,9R,16S)-9-[5-[(E)-2-[(2S,3S)-3-(3,5-dihydroxyphenyl)-6-hydroxy-2-(4-hydroxyphenyl)-2,3-dihydro-1-benzofuran-4-yl]ethenyl]-2-hydroxyphenyl]-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,12-triol906.941 10.000 9.000 6.402 0.345 0.090
[(10R,13R,14R,15S)-3,4,5,11,20,21,22-heptahydroxy-8,17-dioxo-13-[(3,4,5-trihydroxybenzoyl)oxymethyl]-9,12,16-trioxatetracyclo[16.4.0.02,7.010,15]docosa-1(22),2,4,6,18,20-hexaen-14-yl] 3,4,5-trihydroxy-2-(6,7,13,14-tetrahydroxy-3,10-dioxo-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4(16),5,7,11,13-hexaen-5-yl)benzoate1086.747 17.000 28.400 -4.796 0.000 0.000
4,5,6,14,20,21,22,25,26,27,38,39,40,43,44,55-hexadecahydroxy-2,10,13,16,31,34,46,53-octaoxaundecacyclo[46.7.1.03,8.012,33.015,32.018,23.024,29.036,41.042,51.045,50.049,54]hexapentaconta-1(55),3,5,7,18,20,22,24,26,28,36,38,40,42,44,48(56),49(54),50-octadecaene-9,17,30,35,47,52-hexone1084.731 16.000 28.150 -4.865 0.000 0.000
(Z)-2-[(E)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethenyl]but-2-enedioic acid364.438 4.000 7.400 2.234 1.752 0.839
(2S,9S)-2,6,6,9-tetramethyltetracyclo[5.4.0.02,9.08,10]undecane204.355 0.000 0.000 6.458 9906.038 5899.293
(3S,3'R,3'aS,6'S,6aS,6bS,7'aR,9R,11aS,11bR)-3',6',10,11b-tetramethyl-3-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyspiro[1,2,3,4,6,6a,6b,7,8,11a-decahydrobenzo[a]fluorene-9,2'-3a,4,5,6,7,7a-hexahydro-3H-furo[3,2-b]pyridine]-11-one587.752 5.000 14.450 1.910 24.811 10.070
(2S,3R,4S,5S,6R)-2-[4-hydroxy-2-(hydroxymethyl)phenoxy]-6-(hydroxymethyl)oxane-3,4,5-triol302.280 6.000 11.700 -1.628 25.390 9.332
methyl 2-[[3-[(3,3-dimethyloxiran-2-yl)methyl]-4-hydroxyphenyl]methyl]-4-hydroxy-3-(4-hydroxyphenyl)-5-oxofuran-2-carboxylate440.449 3.000 9.250 2.295 79.972 32.252
methyl 4-hydroxy-3-(4-hydroxyphenyl)-2-[(4-hydroxyphenyl)methyl]-5-oxofuran-2-carboxylate356.331 3.000 7.250 1.340 60.040 23.658
(3S,3aS,6S,6aR)-3,6-bis(1,3-benzodioxol-5-yl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-4-ol370.358 1.000 8.100 2.118 3756.853 2068.555
2-(2-hydroxy-5-methoxyphenyl)acetamide181.191 3.000 4.000 -0.194 223.349 189.303
4-cyclopropylbutanoic acid128.171 1.000 2.000 1.659 235.331 131.718



(Z)-2-heptylundec-2-enal266.466 0.000 2.000 5.646 2494.067 1328.498
1-hydroxy-3-methyl-8-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-6-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyanthracene-9,10-dione578.526 7.000 20.550 -2.194 1.917 0.572
(1S,2S,5S,6S,9R,12S,13R,16S,17R,18R,20S)-16-(dimethylamino)-6,7,13,17-tetramethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icosane-18,20-diol404.635 2.000 6.450 3.343 186.261 98.446
2-methyl-5-(6-methylhept-5-en-2-yl)bicyclo[3.1.0]hexan-2-ol222.370 1.000 0.750 4.476 4765.817 2675.077
(3R,5S,8S,9S,10S,13S,14S,17E)-10,13-dimethyl-17-phenylmethoxyimino-3-trimethylsilyloxy-2,3,4,5,6,7,8,9,12,14,15,16-dodecahydro-1H-cyclopenta[a]phenanthren-11-one481.749 0.000 5.550 7.068 3958.447 2188.788
(E,5R,6S,7R,8R)-5,6,7,8,9-pentahydroxy-1-(4-hydroxyphenyl)non-1-ene-3,4-dione326.302 4.000 11.250 -1.033 9.422 3.196
(9R,10S,13R,14R,17R)-17-[(2R,5S)-5,6-dimethylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.216 3393.350 1853.091
(8R,9S,10R,13S,14S,16S,17R)-13-ethyl-17-ethynyl-16,17-dihydroxy-1,2,6,7,8,9,10,11,12,14,15,16-dodecahydrocyclopenta[a]phenanthren-3-one328.450 2.500 4.450 3.067 628.477 299.451
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (1S,4aR,6aR,6aS,6bR,8aR,10R,11R,12aR,14bS)-1,10,11-trihydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate650.848 7.000 15.600 1.757 39.304 14.966
[(1R,3aR,5aR,5bR,7aR,9R,11aR,11bR,13aR,13bR)-3a,5a,5b,8,8,11a-hexamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysen-9-yl] acetate468.762 0.000 2.000 7.990 3946.002 2181.351
bis(but-3-enyl) benzene-1,2-dicarboxylate274.316 0.000 4.000 3.711 1479.554 755.512
1H-benzo[7]annulene142.200 0.000 0.000 3.551 9906.038 5899.293
(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-1',5',7,9,13-pentamethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-piperidine]-16-ol427.669 1.000 3.450 5.657 827.658 446.104
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-(10H-indolo[3,2-b]quinolin-9-yloxy)oxane-3,4,5-triol396.399 5.000 10.250 0.929 111.997 46.415
[(1R,4S,5R,6S,7R,8S,9S)-4,5-dihydroxy-9-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,10-dioxatricyclo[5.3.1.04,8]undecan-6-yl] 4-hydroxy-3-methoxybenzoate530.482 7.000 19.550 -2.057 9.179 3.107
1-(2,4-dihydroxyphenyl)-2-[6-hydroxy-2,4-dimethoxy-3-(3-methylbut-2-enyl)phenyl]ethanone372.417 2.000 4.750 3.637 239.656 105.623
(1S,3R,8R,11S,12S,15R,16R)-15-[(2R,5S)-5,6-dimethylhept-6-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-one438.735 0.000 2.000 7.997 4188.045 2326.326
(1S,2R,6S,9R)-2,6,10,10-tetramethyl-11-oxatricyclo[7.2.1.01,6]dodecane222.370 0.000 0.750 3.249 9906.038 5899.293
[(2R,3S,4S,5R,6S)-6-[[(1R,2S,3R,5R,6R,8S)-2-(benzoyloxymethyl)-6-hydroxy-8-methyl-9,10-dioxatetracyclo[4.3.1.02,5.03,8]decan-3-yl]oxy]-3,4,5-trihydroxyoxan-2-yl]methyl 4-hydroxy-3-methoxybenzoate630.601 5.000 15.300 1.339 9.547 3.242
(2R,4aR,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-hydroxy-2-(hydroxymethyl)-2,6a,6b,9,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid472.707 3.000 5.400 5.243 118.923 62.988
(2S,4S,4aR,6aR,6aS,6bR,8aR,10S,12aR,14bS)-4,10-dihydroxy-2,4a,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-2-carboxylic acid472.707 3.000 5.400 5.126 80.292 41.197
(1S,3R,7S,8S,11S,12S,15R,16R)-7,12,16-trimethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-one424.709 0.000 2.000 7.877 2450.570 1303.472
(2S,3R,4S,5R)-2-[(2R,3R,4S,5S,6R)-2-[[(3S,5R,6S,8R,9R,10R,12R,13R,14R,17S)-3,12-dihydroxy-17-[(2S)-2-hydroxy-6-methylhept-5-en-2-yl]-4,4,8,10,14-pentamethyl-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-6-yl]oxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxyoxane-3,4,5-triol770.996 9.000 21.150 1.231 15.654 5.533
(1S,2S,4S,6R,7S,10R,11R)-13-(2-hydroxyethyl)-11-methyl-5-methylidene-13-azapentacyclo[9.3.3.24,7.01,10.02,7]nonadecan-6-ol345.524 2.000 5.400 2.790 382.403 193.635
(1S,2S,4S,5R,10R,11S,13S,14R,15R,18S)-5,13-dihydroxy-15-[(1S)-1-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one486.604 2.000 10.150 2.592 155.152 66.017
1-(4-hydroxy-3-methoxyphenyl)-2-[4-[3-(hydroxymethyl)-5-[(E)-3-hydroxyprop-1-enyl]-7-methoxy-2,3-dihydro-1-benzofuran-2-yl]-2,6-dimethoxyphenoxy]propane-1,3-diol584.619 5.000 12.050 3.083 63.081 24.956
(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5R,6R)-4-hydroxy-6-(hydroxymethyl)-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2-[[(1R,2S,4S,8S,9S,12S,13S,16S,18R)-7,9,13-trimethyl-6-[(3S)-3-methyl-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-6-en-16-yl]oxy]oxan-3-yl]oxy-6-methyloxane-3,4,5-triol1049.211 13.000 36.450 -2.909 0.052 0.012
(2R,3S,4S,5R,6S)-2-[[(2R,3R,4R)-3,4-dihydroxy-4-(hydroxymethyl)oxolan-2-yl]oxymethyl]-6-(5-methyl-2-propan-2-ylphenoxy)oxane-3,4,5-triol444.478 6.000 15.100 -0.095 169.312 72.553
(1S,4aS,7S,7aS)-7-hydroxy-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-4-carboxylic acid376.360 6.000 14.650 -1.450 3.272 1.296
5-[(E)-2-[3-(2,3-dihydroxy-3-methylbutyl)-4-hydroxyphenyl]ethenyl]benzene-1,3-diol330.380 5.000 4.700 2.259 104.961 43.271
methyl (2R,4aR,6aS,14aS,14bR)-10-hydroxy-2,4a,6,6a,9,14a-hexamethyl-11-oxo-3,4,5,13,14,14b-hexahydro-1H-picene-2-carboxylate462.628 1.000 4.750 5.488 464.102 215.774
(2R,3S)-3-[(10R,11R)-3,4,5,11,17,18,19-heptahydroxy-8,14-dioxo-9,13-dioxatricyclo[13.4.0.02,7]nonadeca-1(19),2,4,6,15,17-hexaen-10-yl]-2,3-bis[(3,4,5-trihydroxybenzoyl)oxy]propanoic acid802.566 14.000 20.700 -2.983 0.000 0.000
(2R)-2-[(1R)-1-hydroxy-1-[(8R,9S,10R,13R,14R,17S)-14-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,15,16,17-octahydro-2H-cyclopenta[a]phenanthren-17-yl]ethyl]-4-(hydroxymethyl)-5-methyl-2,3-dihydropyran-6-one470.605 3.000 8.200 3.395 177.593 76.396



[(3S,4aR,6aR,6aS,6bR,8aS,12aR,14bS)-4,4,6a,6b,8a,9,9,14b-octamethyl-1,2,3,4a,5,6,6a,7,8,10,11,12,12a,13-tetradecahydropicen-3-yl] acetate468.762 0.000 2.000 7.925 3920.893 2166.352
(2S,5R,9S)-9-acetyl-9-hydroxy-2,7,8-trimethyl-2-[(4R,8R)-4,8,12-trimethyltridecyl]-1-oxaspiro[4.4]non-7-en-6-one462.712 1.000 5.500 7.159 1848.661 961.150
3-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-6-[[(2R,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one756.667 11.000 28.300 -4.114 0.193 0.048
6-[(3-formyl-2,4-dihydroxy-6-methylbenzoyl)oxymethyl]-2,4-dihydroxy-3-methylbenzoic acid376.319 2.000 6.000 1.701 1.106 0.401
(2R)-2-[(1S)-1-[(8R,9S,10R,13S,14R,17R)-14,17-dihydroxy-10,13-dimethyl-1-oxo-4,7,8,9,11,12,15,16-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one470.605 3.000 7.250 4.016 509.696 238.775
(2R)-2-[(1R)-1-hydroxy-1-[(8R,9S,10R,13R,14R,17S)-14-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,15,16,17-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one454.605 2.000 6.500 4.433 610.353 290.127
(1S,2S,4S,5R,10R,11S,14S,15S,18S)-15-[(1R)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-5,15-dihydroxy-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one470.605 2.000 8.500 3.532 535.478 251.856
(2R)-2-[(1R)-1-[(8R,9S,10R,13S,14R,17R)-14,17-dihydroxy-10,13-dimethyl-1-oxo-4,7,8,9,11,12,15,16-octahydrocyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one454.605 2.000 6.500 4.563 839.073 409.248
(3S,3aR,6R,6aS)-3,6-bis(1,3-benzodioxol-5-yl)-1,4,6,6a-tetrahydrofuro[3,4-c]furan-3,3a-diol386.357 2.000 6.950 2.516 2743.365 1472.593
(3S,3aR,4R,6R,6aS)-3,6-bis(1,3-benzodioxol-5-yl)-3,3a,4,6-tetrahydro-1H-furo[3,4-c]furan-4,6a-diol386.357 2.000 8.850 1.671 1837.986 955.152
(1R,2S,5S)-2,5-bis(1,3-benzodioxol-5-yl)-3,6-dioxabicyclo[3.2.1]octan-8-one368.342 0.000 7.450 2.014 5118.346 2889.583
(1R,2R,5S,7S,8S)-2,6,6,8-tetramethyltricyclo[5.3.1.01,5]undecan-9-one220.354 0.000 2.000 3.337 2685.817 1439.232
1-(6-methylhepta-1,5-dien-2-yl)-4-methylidenecyclohexane204.355 0.000 0.000 6.195 9906.038 5899.293
(1R,9R,10S,12S,13S,14R,16S)-13-ethyl-14-hydroxy-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-trien-18-one324.422 1.000 6.700 1.346 95.430 47.783
(3S,4aR,6aS,6bS,8aS,12aR,14aR,14bR)-4,4,6a,6b,8a,9,9,14b-octamethyl-1,2,3,4a,5,7,8,10,11,12,12a,13,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 6.980 4332.143 2412.961
(1S,2S,6S)-2,7,7-trimethyl-3-oxabicyclo[4.1.1]octan-4-one168.235 0.000 3.000 1.564 2762.141 1483.489
(1S,4aR,6aR,6aS,6bR,8aR,10R,11R,12aR,14bS)-1,10,11-trihydroxy-9,9-bis(hydroxymethyl)-2,2,6a,6b,12a-pentamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid520.705 6.000 10.500 2.538 17.753 8.062
[(1R,3R,5S,6R)-8-methyl-6-[(E)-2-methylbut-2-enoyl]oxy-8-azabicyclo[3.2.1]octan-3-yl] (E)-2-methylbut-2-enoate321.416 0.000 6.000 2.851 646.877 341.783
2-[5-(hydroxymethyl)-4-methyl-3-oxopyrazin-2-yl]guanidine197.196 4.250 6.950 -1.227 43.186 16.570
methyl 2-[[4-(2-cyanophenyl)phenyl]methylamino]-3-methylbutanoate322.406 1.000 5.000 3.457 213.908 103.344
3-[(3Z)-4,8-dimethylnona-3,7-dienyl]furan218.338 0.000 0.500 4.761 9906.038 5899.293
ethoxy(undec-10-enyl)phosphinic acid262.328 1.000 5.000 3.654 456.256 271.714
tricyclo[5.3.1.01,5]undeca-2,5,7,9-tetraene142.200 0.000 0.000 3.520 9906.038 5899.293
trimethyl-[(3R,4R,5R)-2,3,5-tris(trimethylsilyloxy)oxan-4-yl]oxysilane438.858 0.000 5.100 4.130 9906.038 5899.293
trimethyl-[(2S,3R,4R,5S,6R)-2-methyl-3,5,6-tris(trimethylsilyloxy)oxan-4-yl]oxysilane452.885 0.000 5.100 4.160 9906.038 5899.293
[(8R,9R,10S,13S,14S)-2,13-dimethyl-3-oxo-2,4,5,6,7,8,9,10,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-17-yl] acetate332.482 0.000 4.000 3.977 1287.926 650.323
(3R,5S,8R,9S,10S,13R,14S,17R)-10,13-dimethyl-17-[(2R)-6-methylheptan-2-yl]-2-methylidene-1,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydrocyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.359 3917.107 2164.091
(1R,2S,5S,6S,9R,12S,13R,16S)-N,6,13-trimethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icosa-7,18-dien-16-amine326.524 1.000 3.000 4.555 989.547 541.124
(8S,10S,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,7,8,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.558 3382.838 1846.887
(5R,8S,9S,10S,11R,13S,14S)-N,N,10,13-tetramethyl-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-11-amine303.530 0.000 2.000 3.953 2470.586 1454.789
(5S,8S,10S,13R,14S,17R)-4,4,10,13,14-pentamethyl-17-[(2R)-6-methylheptan-2-yl]-1,2,3,5,6,7,8,15,16,17-decahydrocyclopenta[a]phenanthren-12-one426.724 0.000 2.000 7.844 5716.301 3256.130
4-methylnonacosane422.820 0.000 0.000 17.035 9906.038 5899.293
[4-(acetyloxymethyl)-1-(3-methylbutanoyloxy)spiro[6,7a-dihydro-1H-cyclopenta[c]pyran-7,2'-oxirane]-6-yl] 3-acetyloxy-3-methylbutanoate480.511 0.000 11.700 2.237 728.666 351.366



1-ethyl-4,5,7-trimethoxy-2-methyl-3-(2,4,5-trimethoxyphenyl)-2,3-dihydro-1H-indene416.513 0.000 4.500 4.167 9906.038 5899.293
(3S,5S,9R,10S,13S,14S)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15-decahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.470 3398.159 1855.930
(2R,4S,6R,7S,8R,9S,13S)-16-hydroxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-1(12)-ene-6,2'-oxane]-11-one428.611 1.000 5.200 5.166 2393.697 1270.805
(3S,5S,10S,13R,14R,17R)-17-[(2R,5S)-5,6-dimethylheptan-2-yl]-10,13,14-trimethyl-1,2,3,4,5,6,7,11,12,15,16,17-dodecahydrocyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.466 3388.598 1850.286
(4Z,7Z)-1,5,9,9-tetramethyl-12-oxabicyclo[9.1.0]dodeca-4,7-diene220.354 0.000 2.000 2.558 9906.038 5899.293
10-hydroxyhentriacontan-16-one466.830 1.000 3.700 9.962 1677.249 865.194
1-O-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] 16-O-[(6S)-3,4,5-trihydroxy-6-[[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl] (2E,4E,6E,8E,10E,12E,14E)-2,6,11,15-tetramethylhexadeca-2,4,6,8,10,12,14-heptaenedioate814.833 11.000 29.500 -2.313 0.217 0.054
(E,5R,6S,7R,8R)-5,6,7,8,9-pentahydroxy-1-(4-hydroxy-3-methoxyphenyl)non-1-ene-3,4-dione356.329 4.000 12.000 -0.907 11.212 3.857
(2R)-2-[(1R)-1-[(4S,9S,10R,13S,17S)-4,17-dihydroxy-10,13-dimethyl-1-oxo-7,9,11,12,15,16-hexahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-4,5-dimethyl-2,3-dihydropyran-6-one452.589 2.000 7.450 3.876 429.976 198.677
(2R)-2-[(1R)-1-[(8R,9S,10R,13S,17S)-17-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,16-hexahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one452.589 1.000 6.450 4.458 356.392 162.195
(1S,2R,6S,7R,9R,11S,12S,15R,16S)-15-[(1S)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-6-hydroxy-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one454.605 1.000 8.700 3.518 616.373 293.221
(1S,2R,6S,7R,9R,11R,12R,15R,16R)-15-[(1S)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-6,12-dihydroxy-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one470.605 2.000 9.450 3.072 386.697 177.152
(1S,2R,6S,7R,9R,11S,12S,15S,16S)-15-[(1R)-1-[(2R,4S,5R)-4,5-dimethyl-6-oxooxan-2-yl]-1-hydroxyethyl]-6-hydroxy-2,16-dimethyl-8-oxapentacyclo[9.7.0.02,7.07,9.012,16]octadec-4-en-3-one472.620 2.000 9.450 3.040 234.607 103.220
[(2R,3R)-2-(3,5-dihydroxy-4-methoxyphenyl)-5,7-dihydroxy-3,4-dihydro-2H-chromen-3-yl] 3,4,5-trihydroxybenzoate472.404 7.000 8.750 0.632 3.704 1.165
sodium;1,4-dimethyl-7-propan-2-ylazulene-6-sulfonate278.365 1.000 4.000 3.163 228.286 127.462
sodium;4-[2-[(8S,9S,10R,11S,13S,14S,17R)-11,17-dihydroxy-10,13-dimethyl-3-oxo-2,6,7,8,9,11,12,14,15,16-decahydro-1H-cyclopenta[a]phenanthren-17-yl]-2-oxoethoxy]-4-oxobutanoate462.539 3.000 10.450 1.937 3.789 1.519
5,7-dihydroxy-3-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one450.355 7.000 12.800 -1.512 1.645 0.485
methyl (1R,9R,10R,12R,19S,20R)-20-methyl-8,16-diazahexacyclo[10.6.1.19,12.01,9.02,7.016,19]icosa-2,4,6,13-tetraene-10-carboxylate336.433 0.000 4.000 2.938 202.129 107.542
methyl (1S,4aS,5R,7S,7aS)-5-acetyloxy-7-hydroxy-7-methyl-1-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4a,5,6,7a-tetrahydro-1H-cyclopenta[c]pyran-4-carboxylate448.423 5.000 16.650 -1.424 25.279 9.288
(1S,2S,3S,5S,8S,11R,12S)-5-(furan-3-yl)-12-hydroxy-3,11-dimethyl-6,14-dioxatetracyclo[10.2.2.02,11.03,8]hexadec-15-ene-7,13-dione358.390 1.000 7.250 1.839 509.935 238.896
(3R,4S,5S,6R)-2-[[(1S,2S,4S,5S,6R,10S)-5-hydroxy-2-(hydroxymethyl)-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-10-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol362.333 5.000 16.300 -2.183 67.992 27.063
(4S)-1-methyl-4-[(2E)-6-methylhepta-2,5-dien-2-yl]cyclohexene204.355 0.000 0.000 6.245 9906.038 5899.293
(8S)-1,5-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-4-en-3-one218.338 0.000 2.000 3.375 3136.555 1701.990
[(1S,2R,3R,4R,5R,6S,7S,8R,9R,13R,14R,16S,17S,18R)-5,7,8,14-tetrahydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-methyl-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] benzoate589.681 4.000 15.700 1.826 130.352 60.503
(3R,6Z,10S)-6,10-dimethyl-3-propan-2-ylcyclodec-6-ene-1,4-dione236.353 0.000 4.000 2.783 3250.884 1769.143
4-[6-[(3,5-dihydroxy-4-methoxyoxan-2-yl)oxymethyl]-3,5-dihydroxy-4-methoxyoxan-2-yl]oxy-2-(hydroxymethyl)-6-methyloxane-3,5-diol500.496 7.000 23.800 -2.956 60.021 23.650
(2S,3S,4S,5R,6R)-6-[[(2R,3R,4S,5R,6R)-4-benzoyloxy-3,5-dihydroxy-6-[(4-methoxyphenyl)methoxy]oxan-2-yl]methoxy]-3,4,5-trihydroxyoxane-2-carboxylic acid580.541 5.000 19.050 0.252 4.631 1.886
(4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid618.852 3.000 5.500 7.663 30.430 14.435
(1R,2R,10R,11S,14R,15S,16S)-16-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,6-dien-9-one452.589 0.000 6.450 4.201 499.769 233.752
(1R,2R,10R,11S,14R,15R,16R)-15-hydroxy-16-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,7-dien-9-one468.589 1.000 7.200 3.880 254.892 112.899
1,4,4,6,9-pentamethyl-1,2-dihydrobenzo[f]isochromene-7,8-dione284.354 0.000 4.750 2.607 1571.643 806.465
1-[(2R,4R)-2,8-dihydroxy-4,7-dimethyl-3,4-dihydro-2H-chromen-5-yl]-2-methylpropan-1-one264.321 2.000 5.200 1.863 902.644 442.862
(1R,6R)-1,4,4,6,9-pentamethyl-1,2,5,6-tetrahydrobenzo[f]isochromene-7,8-diol288.386 2.000 2.250 3.596 1777.158 921.031



(1R,3R)-3,5-dihydroxy-1,6,9-trimethyl-2,3,8,9-tetrahydro-1H-pyrano[3,2-f]chromen-10-one278.304 2.000 5.950 1.442 794.925 386.024
(1R,2R,4S,6R,7R,10S,11R)-6-[(1S)-1-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-1-hydroxyethyl]-6-hydroxy-7,11-dimethyl-3-oxapentacyclo[8.8.0.02,4.02,7.011,16]octadeca-13,16-dien-12-one468.589 1.000 7.500 4.160 706.324 339.736
(E)-1-[(2R)-7-hydroxy-2-methyl-2-(4-methylpent-3-enyl)chromen-6-yl]-3-(4-hydroxyphenyl)prop-2-en-1-one390.478 1.000 3.250 5.697 481.672 224.616
2-[(E)-3-methylbut-1-enyl]-5-[(E)-2-phenylethenyl]benzene-1,3-diol280.366 2.000 1.500 4.830 1665.700 858.756
7-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,2-dimethylchromen-5-ol294.349 2.000 2.250 4.027 1079.348 537.271
(4R)-4-hydroxy-2,6,6-trimethylcyclohexene-1-carbaldehyde168.235 1.000 3.700 1.151 1093.332 544.799
1-(6-methylhept-5-en-2-yl)-4-methylidenebicyclo[3.1.0]hexane204.355 0.000 0.000 6.254 9906.038 5899.293
1,5,9-trimethyltricyclo[6.2.2.02,6]dodec-9-ene204.355 0.000 0.000 5.053 9906.038 5899.293
(1S,6R,7R)-1-methyl-3-methylidene-8-propan-2-yltricyclo[4.4.0.02,7]decane204.355 0.000 0.000 5.251 9906.038 5899.293
(E)-3-[3,5-dimethoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]prop-2-enal370.355 4.000 12.750 -0.546 45.759 17.639
(12R,13R)-3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,14,16,18-hexaen-13-ol281.310 2.000 4.700 1.801 697.384 370.716
8-fluoro-1,2-dihydropyrazolo[4,3-c]quinolin-3-one203.175 2.000 5.000 0.452 396.682 328.531
(4aS,5S,6R,8aR)-5-[2-(furan-3-yl)ethyl]-5,6,8a-trimethyl-4a,6,7,8-tetrahydronaphthalene-1-carboxylic acid314.424 1.000 2.500 4.879 464.633 274.773
4-[(1S)-2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-1-hydroxyethyl]-2H-furan-5-one350.454 2.000 7.100 2.115 371.607 169.692
(2S)-7-[4,5-dihydroxy-6-(hydroxymethyl)-3-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxyoxan-2-yl]oxy-5-hydroxy-2-phenyl-2,3-dihydrochromen-4-one564.542 6.000 18.550 -0.688 15.780 5.581
5,7-dihydroxy-8-(3-methylbut-2-enyl)-2-(2,4,6-trimethoxyphenyl)-2,3-dihydrochromen-4-one414.454 1.000 5.500 4.336 673.692 322.803
5-hydroxy-7-methoxy-8-(3-methylbut-2-enyl)-2-(2,4,6-trimethoxyphenyl)-2,3-dihydrochromen-4-one428.481 0.000 5.500 4.912 1413.290 719.006
5-hydroxy-7-methoxy-2-(2,4,6-trimethoxyphenyl)-2,3-dihydrochromen-4-one360.363 0.000 5.500 3.404 1402.272 712.949
(4aS,7R,7aR)-1,1,7-trimethyl-4-methylidene-2,3,4a,5,6,7,7a,7b-octahydro-1aH-cyclopropa[e]azulene204.355 0.000 0.000 5.008 9906.038 5899.293
(5S,6R,7S,10R)-4,10-dimethyl-7-propan-2-yltricyclo[4.4.0.01,5]dec-3-ene204.355 0.000 0.000 5.511 9906.038 5899.293
(5R,6S)-5,6,9-trimethyltetracyclo[7.2.1.01,6.08,10]dodecan-2-ol220.354 1.000 1.700 3.225 4437.373 2476.376
4,6-bis[(4-hydroxyphenyl)methyl]-5-(2-phenylethyl)benzene-1,3-diol426.511 4.000 3.000 4.909 179.299 77.189
ethyl (3R,4S,5R)-3,4,5-trihydroxycyclohexene-1-carboxylate202.207 3.000 7.100 -0.456 163.276 69.761
2-[(5-amino-1,3,4-thiadiazol-2-yl)sulfanylmethyl]-5-hydroxypyran-4-one257.282 3.000 5.750 0.299 56.498 60.468
(1R)-1,2,2-trimethylcyclopentane-1,3-dicarboxylic acid200.234 2.000 4.000 1.714 23.657 13.986
1-ethyl-4,5-dihydroxy-1-methyl-1a,3a,4,5,6,7-hexahydrocyclopropa[c][2]benzofuran-3-one226.272 1.000 5.400 0.857 657.930 314.647
2,3-dihydroxypropyl (Z)-octadec-9-enoate;2-(2-heptadecyl-4,5-dihydroimidazol-1-yl)ethanamine351.618 2.000 3.000 6.213 429.088 219.308
(2S)-9-hydroxy-2-(2-hydroxypropan-2-yl)-2,3-dihydrofuro[3,2-g]chromen-7-one262.262 2.000 4.750 1.481 313.415 141.161
4-[2-(1,3,6-trimethyl-8,9-dihydro-7H-benzo[7]annulen-2-yl)ethyl]-2H-furan-5-one296.408 0.000 3.000 4.315 3273.786 1782.619
(2R,3S)-2-(4-hydroxy-3-methoxyphenyl)-11-methoxy-3,4,5,6-tetrahydro-2H-naphtho[2,1-f]chromene-3,8-diol420.461 3.000 5.450 3.916 380.845 174.256
(2S,4S,5S)-2-[[(2R,3R)-3,5-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-3,4-dihydro-2H-chromen-7-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol466.441 7.000 13.950 -0.579 13.237 4.616
(2R,3S)-2-(4-hydroxyphenyl)-3-[(2S,5S)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,4-dihydro-2H-chromene-4,5,7-triol452.414 8.000 14.900 -1.520 7.461 2.484
3-[(2S,3S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromene-4,5,7-triol468.413 9.000 14.700 -1.820 4.058 1.286



8-acetyl-7-hydroxy-2-methyl-3-phenylchromen-4-one294.306 0.000 4.250 2.909 765.310 370.503
3,9-dihydroxy-4-(3-methylbut-2-enyl)-[1]benzofuro[3,2-c]chromen-6-one336.343 2.000 4.500 3.003 471.051 219.268
2-[(2E)-3,7-dimethylocta-2,6-dienyl]-3,9-dihydroxy-[1]benzofuro[3,2-c]chromen-6-one404.462 2.000 4.500 4.587 294.452 131.952
5-hydroxy-2-(2-hydroxyphenyl)-7-methoxy-6,8-dimethylchromen-4-one312.321 1.000 3.750 3.215 786.454 381.580
2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-6,8-bis[(2S,4R,5S)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one610.524 11.000 21.500 -3.854 0.095 0.022
3-[(2S,5S)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)chromen-4-one624.551 8.000 20.550 -1.652 3.673 1.155
5,7-dihydroxy-2-[4-hydroxy-3-[(2S,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyphenyl]chromen-4-one418.356 5.000 11.300 -0.398 7.085 2.349
2-[4-[(2S,5S)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxy-3-hydroxyphenyl]-5,7-dihydroxychromen-4-one594.525 8.000 19.800 -2.041 1.044 0.296
2-(2,4-dihydroxyphenyl)-5,7-dihydroxy-6-[(E)-3-hydroxy-3-methylbut-1-enyl]chromen-4-one370.358 4.000 5.250 2.154 42.325 16.213
3,8-dihydroxy-10-methoxy-9-(3-methylbut-2-enyl)-6-(2-methylprop-1-enyl)-6H-chromeno[4,3-b]chromen-7-one434.488 1.000 4.500 5.400 988.561 488.595
8,10-dihydroxy-3-methoxy-9-[(E)-3-methylbut-1-enyl]-6-(2-methylprop-1-enyl)-6H-chromeno[4,3-b]chromen-7-one434.488 1.000 4.500 5.564 1357.423 688.334
(3S,4S,6S)-6-(5,6-dihydroxy-4-oxo-2-phenylchromen-7-yl)oxy-3,4,5-trihydroxyoxane-2-carboxylic acid446.367 4.000 11.550 0.724 1.434 0.531
5,7-dihydroxy-2-phenyl-6-[(2S,4S,5S)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one432.383 5.000 12.250 -0.028 20.782 7.516
5,6-dihydroxy-2-(4-hydroxyphenyl)-7-[(2S,4S,5S)-3,4,5-trihydroxy-6-[[(2R,4S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one594.525 8.000 19.800 -1.900 1.226 0.353
1,8,10-trihydroxy-2,9-bis(3-methylbut-2-enyl)-5-prop-1-en-2-yl-5,6-dihydrobenzo[c]xanthene-3,4,7-trione502.563 2.000 7.750 4.454 159.324 67.938
12,21,23-trihydroxy-8,8,18-trimethyl-18-(4-methylpent-3-enyl)-3,7,19-trioxahexacyclo[15.6.1.02,15.04,13.06,11.020,24]tetracosa-1(24),2(15),4,6(11),9,12,20,22-octaen-14-one502.563 2.000 5.250 5.507 255.182 113.038
3-[[(2R,3S,6S)-6-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-3-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-3-oxopropanoic acid534.429 5.000 14.300 0.003 0.289 0.094
[(3S,4R,6S)-6-[5,7-dihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-3-yl]oxy-4,5-dihydroxy-2-(hydroxymethyl)oxan-3-yl] 3-(4-hydroxyphenyl)prop-2-enoate594.528 6.000 14.050 0.982 2.091 0.628
[5-hydroxy-2-(4-hydroxyphenyl)-4-oxo-7-[(2S,4S)-3,4,5-trihydroxyoxan-2-yl]oxychromen-3-yl] hydrogen sulfate498.414 5.000 15.050 -1.006 0.522 0.182
2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-7-[(2S,4S,5S)-3,4,5-trihydroxy-6-[[(2R,4S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one610.524 9.000 20.550 -2.621 0.341 0.088
5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)-3-[(2S,5S)-3,4,5-trihydroxy-6-[[(2R,4S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxychromen-4-one626.524 10.000 21.300 -2.885 0.902 0.253
5,7-dihydroxy-3-[(2S,5S)-3,4,5-trihydroxyoxan-2-yl]oxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one450.355 7.000 12.800 -1.445 2.037 0.610
3-[(2S,4S,5S)-4,5-dihydroxy-3-[(2R,3S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-6-[[(2R,3S,5R)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxymethyl]oxan-2-yl]oxy-5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one772.666 12.000 28.100 -4.303 0.130 0.031
3,5-dihydroxy-7-methoxy-2-(3,4,5-trimethoxyphenyl)chromen-4-one374.346 1.000 6.000 3.003 638.519 304.625
[3,5,7-trihydroxy-2-(4-hydroxyphenyl)-4-oxochromen-8-yl] acetate344.277 3.000 7.000 0.717 31.911 11.948
(5R)-5-[(11R)-11-hydroxy-11-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]oxolan-2-yl]undecyl]-3-(2-oxopropyl)oxolan-2-one622.924 2.000 11.800 7.447 301.433 135.337
(2S)-4-[(2R,11R)-2,11-dihydroxy-11-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]oxolan-2-yl]undecyl]-2-methyl-2H-furan-5-one594.871 3.000 11.500 6.739 354.266 161.149
6,9,11-trihydroxy-6H-chromeno[3,4-b]chromen-12-one298.251 2.000 5.450 1.242 186.051 80.336
(2E,4E,10E)-11-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylundeca-2,4,10-trien-1-one367.487 0.000 4.500 5.581 4258.272 2368.519
(2E,10E)-11-(1,3-benzodioxol-5-yl)-1-piperidin-1-ylundeca-2,10-dien-1-one369.503 0.000 4.500 5.625 4178.366 2320.515
(2E,4E,12E)-13-(1,3-benzodioxol-5-yl)-1-piperidin-1-yltrideca-2,4,12-trien-1-one395.541 0.000 4.500 6.370 4166.628 2313.470
[(E,6S)-6-hydroxy-2-methyl-5-oxo-6-[(2S,3R,8R,9R,10S,13R,14S,16R,17R)-2,3,16-trihydroxy-4,4,9,13,14-pentamethyl-2,3,7,8,10,11,12,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-17-yl]hept-3-en-2-yl] acetate546.743 4.000 9.850 3.788 99.951 41.043
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-2-[(2R,3R,4R,5R,6R)-4,5-dihydroxy-2-(hydroxymethyl)-6-[(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,15R,16R,18S)-15-hydroxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxyoxan-3-yl]oxy-5-hydroxy-6-(hydroxymethyl)-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1051.184 13.000 37.200 -3.107 0.550 0.148



(2S)-4-[(13R)-7,13-dihydroxy-13-[(2R,5R)-5-[(1R)-1-hydroxytridecyl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one580.887 3.000 9.800 7.584 307.220 138.148
(2S)-4-[(13R)-7,13-dihydroxy-13-[(2R,5S)-5-[(1S)-1-hydroxytridecyl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one580.887 3.000 9.800 7.599 279.094 124.530
(5S)-5-hydroxy-1-(3-hydroxy-4-methoxyphenyl)decan-3-one294.390 1.000 4.200 3.694 600.210 284.920
(1R,2R,10R,11S,14R,15S,16S)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-15-hydroxy-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,7-dien-9-one452.589 1.000 6.500 4.610 1079.181 537.182
(2R,3R,4S,5S,6R)-2-[(2R)-4-[(1R,2S,4S,6R,7S,8R,9S,12S,13S,16S,18S)-16-[(2R,3R,4R,5R,6R)-3,4-dihydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-6-(hydroxymethyl)oxan-2-yl]oxy-6-hydroxy-7,9,13-trimethyl-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosan-6-yl]-2-methylbutoxy]-6-(hydroxymethyl)oxane-3,4,5-triol1215.342 17.000 45.700 -5.760 0.011 0.002
(5R)-5-[(11R)-11-hydroxy-11-[(2R,5R)-5-[(Z,1R)-1-hydroxytetradec-4-enyl]oxolan-2-yl]-5-oxoundecyl]-3-(2-oxopropyl)oxolan-2-one606.882 2.000 12.100 6.919 229.303 100.700
(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(E,2R)-6-methylhept-4-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol426.724 1.000 1.700 7.701 4384.697 2444.616
3,5-dimethoxyphenanthrene-2,7-diol270.284 2.000 3.000 2.681 933.200 459.089
(4S)-3-[(1R)-2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-1-hydroxyethyl]-4-hydroxyoxolan-2-one368.469 3.000 8.800 1.180 146.027 61.830
4-[2-[(1S,2R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethylspiro[3,4,4a,6,7,8-hexahydro-1H-naphthalene-2,2'-oxirane]-1-yl]ethyl]-2H-furan-5-one350.454 2.000 8.400 1.701 614.820 292.423
4-[2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5,8a-dimethyl-2-methylidene-5-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethyl]-2H-furan-5-one496.597 5.000 14.900 0.639 41.108 15.710
4-[(E)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5,8a-dimethyl-2-methylidene-5-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethenyl]-2H-furan-5-one494.581 5.000 14.900 0.424 33.826 12.725
(2R,3S,4S,5R,6S)-2-(hydroxymethyl)-6-[4-(hydroxymethyl)-2-methoxyphenoxy]oxane-3,4,5-triol316.307 5.000 11.700 -0.959 77.473 31.164
(E)-N-[(E)-2-[4-(3-methylbut-2-enoxy)phenyl]ethenyl]-3-phenylprop-2-enamide333.429 1.000 3.250 5.680 2543.345 1356.891
(E)-N-[(2S)-2-(4-methoxyphenyl)-2-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyethyl]-3-phenylprop-2-enamide459.495 5.000 13.450 1.214 187.709 81.110
methyl 4,5-dihydroxy-9,10-dioxoanthracene-2-carboxylate298.251 0.000 5.500 1.108 71.887 28.743
(1R,2S,5E,9E,12S)-1,5,9-trimethyl-12-propan-2-yl-15-oxabicyclo[10.2.1]pentadeca-5,9-dien-2-ol306.487 1.000 2.450 4.580 4452.746 2485.650
5-[(11R)-11-hydroxy-11-[(2R,5R)-5-[(2R,5R)-5-[(1S)-1-hydroxyundecyl]oxolan-2-yl]oxolan-2-yl]undecyl]-3-(2-oxopropyl)oxolan-2-one622.924 2.000 11.800 7.447 301.433 135.337
[(2R,3S,4R,5R)-4,5,6-trihydroxy-2-[(3,4,5-trihydroxybenzoyl)oxymethyl]oxan-3-yl] 3,4,5-trihydroxy-2-(6,7,13,14-tetrahydroxy-3,10-dioxo-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4(16),5,7,11,13-hexaen-5-yl)benzoate784.550 13.000 23.300 -4.420 0.003 0.000
(2S)-4-[(2R,13R)-2,13-dihydroxy-13-[(2R,5R)-5-[(1S)-1-hydroxytridecyl]oxolan-2-yl]-7-oxotridecyl]-2-methyl-2H-furan-5-one594.871 3.000 11.800 5.597 540.846 254.586
(2S)-4-[(2R,13R)-2,13-dihydroxy-13-[(2R,5S)-5-[(1S)-1-hydroxytridecyl]oxolan-2-yl]-7-oxotridecyl]-2-methyl-2H-furan-5-one594.871 3.000 11.800 5.899 504.931 236.363
(3E,4S)-3-[2-[(1R,4aS,5R,6R,8aS)-6-hydroxy-5,8a-dimethyl-2-methylidene-5-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]ethylidene]-4-hydroxyoxolan-2-one512.596 6.000 16.600 -0.264 19.433 6.990
(3R,5R)-1-[(Z)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-3,4,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 10.600 -0.479 2.702 1.054
(10R)-10-hydroxy-1,2,6a,6b,9,9,12a-heptamethyl-2,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydro-1H-picene-4a-carboxylic acid456.707 2.000 3.700 6.209 289.317 164.663
(1R,6R,7R,13S,21R)-7,13-bis(3,4-dihydroxyphenyl)-8,12,14-trioxapentacyclo[11.7.1.02,11.04,9.015,20]henicosa-2(11),3,9,15,17,19-hexaene-3,6,17,19,21-pentol576.512 9.000 10.900 0.691 2.012 0.602
2-(3,5-dihydroxyphenyl)chromen-4-one254.242 2.000 4.000 1.802 269.931 120.116
(9R)-4-hydroxy-9-[(9R)-4-hydroxy-2-(hydroxymethyl)-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracen-9-yl]-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracene-2-carboxylic acid848.767 10.000 25.700 -1.759 0.010 0.003
(9R)-4-hydroxy-9-[(9S)-4-hydroxy-2-(hydroxymethyl)-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracen-9-yl]-10-oxo-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-9H-anthracene-2-carboxylic acid848.767 10.000 25.700 -1.724 0.017 0.004
6-[(3R,4R)-3,4-dihydroxy-4-(hydroxymethyl)oxolan-3-yl]oxy-1-hydroxy-3-methyl-8-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyanthracene-9,10-dione564.499 7.000 18.650 -1.765 2.955 0.913
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] 3-methyl-N-sulfooxybutanimidothioate375.408 5.000 14.000 -1.159 4.184 2.258
(3S,6S,7S,9S,10S)-4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-ene-3,6,9-triol252.353 3.000 5.100 1.416 755.711 365.483
(6S,7S,10R)-6-hydroxy-4,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-en-3-one234.338 1.000 3.700 2.299 1856.740 965.691
[(6S,7S,10R)-4,10,11,11-tetramethyl-3-oxo-6-tricyclo[5.3.1.01,5]undec-4-enyl] acetate276.375 0.000 4.000 2.899 1631.263 839.583



(2S)-5-hydroxy-2-phenyl-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one418.399 4.000 11.750 0.368 36.867 13.965
(2S,3S,4S,5R,6S)-6-[5-(5,7-dihydroxy-4-oxo-2,3-dihydrochromen-2-yl)-2-methoxyphenoxy]-3,4,5-trihydroxyoxane-2-carboxylic acid478.409 4.000 12.550 0.428 1.471 0.546
tert-butyl 4-(5-bromo-2H-indazol-3-yl)piperidine-1-carboxylate380.284 1.000 3.500 4.566 1727.842 2362.329
2-[1-methyl-6-(3-methylbut-2-enyl)-7-methylidene-12-prop-1-en-2-yl-4-bicyclo[8.2.0]dodecanyl]prop-2-enoic acid370.574 1.000 2.000 6.789 561.402 337.118
[(1S,2R,4S,6S,7S,10R,11R,16R,18R)-6-(furan-3-yl)-1,7,11,15,15-pentamethyl-5,14-dioxo-3-oxapentacyclo[8.8.0.02,4.02,7.011,16]octadec-12-en-18-yl] acetate466.573 0.000 8.500 3.154 774.403 375.264
(2R,3S,4R,5R)-2-butoxy-2-(hydroxymethyl)oxane-3,4,5-triol236.264 4.000 8.300 -0.389 226.932 99.575
[5-(5H-pyrido[4,3-b]indol-1-yl)furan-2-yl]methanol264.283 2.000 3.200 2.839 1803.937 936.041
1-(3,4-dimethoxyphenyl)-2-(2-hydroxy-3-methoxy-5-prop-2-enylphenyl)propan-1-one356.418 1.000 5.000 4.399 2133.116 1121.956
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-6-[[(1S,2S,4S,8S,9S,12S,13R)-7,9,13-trimethyl-6-[(3R)-3-methyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosa-6,18-dien-16-yl]oxy]oxan-3-yl]oxy-6-methyloxane-3,4,5-triol1031.196 12.000 34.750 -1.985 0.362 0.094
(1R,4R,4aS)-4,7-dimethyl-1-propan-2-yl-1,2,3,4,4a,5-hexahydronaphthalene204.355 0.000 0.000 5.522 9906.038 5899.293
(2S)-2-(4-hydroxyphenyl)-7-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one418.399 5.000 12.750 -0.184 26.209 9.658
N-[(2-methoxyphenyl)methyl]-3-[6-oxo-3-(4-propan-2-ylphenyl)pyridazin-1-yl]propanamide405.496 1.000 5.250 4.879 783.147 597.008
(2S,3S,4S,5R,6R)-6-[(2S,3R,4S,5R,6S)-6-[(2S,3R,4S,5R,6R)-2-[(4aS,6aR,6aS,6bR,8aR,9S,10S,12aR,14bS)-9-carboxy-2,2,6a,6b,9,12a-hexamethyl-10-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carbonyl]oxy-4,5-dihydroxy-6-methyloxan-3-yl]oxy-4,5-dihydroxy-2-methyloxan-3-yl]oxy-3,4,5-trihydroxyoxane-2-carboxylic acid1117.243 12.000 35.600 -1.333 0.002 0.001
3,3,7-trimethyl-2,4-dihydro-1H-naphthalene174.285 0.000 0.000 4.776 9906.038 5899.293
(1S,2S)-2-[4-[(3R,3aS,6R,6aS)-6-[4-[(1S,2S)-1,3-dihydroxy-1-(4-hydroxy-3-methoxyphenyl)propan-2-yl]oxy-3,5-dimethoxyphenyl]-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3-yl]-2,6-dimethoxyphenoxy]-1-(4-hydroxy-3-methoxyphenyl)propane-1,3-diol810.847 6.000 17.700 4.179 63.075 24.954
9-hydroxyoctadeca-10,12,15-trienoic acid294.433 2.000 3.700 4.755 111.866 58.958
octadec-5-enoic acid 282.465 1.000 2.000 5.983 278.884 158.255
1,4-dihydroxy-6,7-dimethoxy-3-methyl-9,10-dioxoanthracene-2-carboxylic acid358.304 1.000 7.000 1.729 17.227 7.804
dodecanoic acid;propane-1,2,3-triol200.320 1.000 2.000 3.754 278.974 158.310
(13-ethyl-14-hydroxy-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-trien-18-yl) 3,4,5-trimethoxybenzoate520.624 1.000 8.950 3.871 128.159 65.719
8-methoxy-9H-carbazole-3-carbaldehyde225.246 1.000 2.750 2.350 1058.511 526.069
(8-methoxy-9H-carbazol-3-yl)methanol227.262 2.000 2.450 2.659 1728.383 893.739
(3S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(2S)-6-methyl-5-methylideneheptan-2-yl]-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol398.671 1.000 1.700 7.131 3396.822 1855.141
(8S,9S,10R,13R,14S,17R)-17-[(2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol412.698 1.000 1.700 7.536 4030.582 2231.931
[(2R,3S,4R,5R)-5-(2-amino-6-sulfanylidene-3H-purin-9-yl)-3,4-dihydroxyoxolan-2-yl]methyl phosphono hydrogen phosphate459.264 5.000 17.100 -1.102 0.095 0.134
(8S,9S,10R,13R,14S,17R)-10,13-dimethyl-17-[(2R)-6-methylheptan-2-yl]-2,3,8,9,11,12,14,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol384.644 1.000 1.700 7.025 3550.141 1945.810
octadeca-10,13-dienoic acid280.450 1.000 2.000 5.839 235.179 131.627
(2R)-2-[(1S)-1,2-dihydroxyethyl]-3,4-dihydroxy-2H-furan-5-one176.126 4.000 7.900 -1.851 35.844 13.547
(2R)-2-[(1R)-1,2-dihydroxyethyl]-3,4-dihydroxy-2H-furan-5-one176.126 4.000 7.900 -1.851 35.832 13.542
4-carboxyphenolate 138.123 2.000 2.750 0.582 75.668 38.639
4-hydroxy-6-[(E)-2-(4-hydroxyphenyl)ethenyl]pyran-2-one230.220 2.000 4.000 1.359 199.923 86.829
[(2S)-2-[(2R)-4-hexadecanoyloxy-3-hydroxy-5-oxo-2H-furan-2-yl]-2-hydroxyethyl] hexadecanoate652.950 2.000 9.950 9.083 132.300 55.573
(1E,2S,3S)-2-(3,5-dihydroxyphenyl)-3-(4-hydroxy-3-methoxyphenyl)-1-[(4-hydroxy-3-methoxyphenyl)methylidene]-2,3-dihydroindene-4,6-diol514.531 6.000 6.000 3.238 16.349 5.799



5,7-dihydroxy-6,8-dimethylchromen-4-one206.198 1.000 3.000 1.511 719.140 346.404
(6R,7S)-7-methyl-6,7-dihydro-5H-cyclopenta[c]pyridin-6-ol149.192 1.000 3.200 1.198 2045.786 1072.391
(1S)-2-methyl-5-[(2R)-6-methylhept-5-en-2-yl]bicyclo[3.1.0]hex-2-ene204.355 0.000 0.000 6.230 9906.038 5899.293
[(E)-hex-2-enyl] (Z)-hex-3-enoate196.289 0.000 2.000 3.758 3759.172 2069.934
6-[(Z)-prop-1-enyl]-2,3,4,5-tetrahydropyridine123.197 1.000 1.000 2.187 7519.865 4379.548
3,5,5-trimethyl-1-(3,5,5-trimethylhexoxy)hexane270.498 0.000 1.700 5.152 9906.038 5899.293
1-piperidin-1-ylpropan-2-yl acetate185.266 0.000 4.000 1.446 873.351 472.783
(1S,6S,7S,8S)-1-methyl-3-methylidene-8-propan-2-yltricyclo[4.4.0.02,7]decane204.355 0.000 0.000 5.354 9906.038 5899.293
1,3,5,7,9,2,4,6,8,10-pentaoxapentasilecane230.504 10.000 1.000 2.565 9906.038 5899.293
4-[3-(hydroxymethyl)oxiran-2-yl]-2-methoxyphenol196.202 1.000 4.200 1.088 878.805 430.234
[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl] (E)-3-(3,4-dihydroxyphenyl)prop-2-enoate342.304 4.000 7.500 0.784 14.298 5.017
(1R,2S,3R)-2-(3,5-dihydroxyphenyl)-1-[(R)-hydroxy-(4-hydroxyphenyl)methyl]-3-(4-hydroxyphenyl)-2,3-dihydro-1H-indene-4,6-diol472.493 7.000 6.200 2.053 5.422 1.759
(1R,2S,3R)-2-(3,5-dihydroxyphenyl)-1-[(S)-hydroxy-(4-hydroxyphenyl)methyl]-3-(4-hydroxyphenyl)-2,3-dihydro-1H-indene-4,6-diol472.493 7.000 6.200 2.129 9.568 3.250
(1R,9R,10S)-6-hydroxy-16-methyl-10-[(1E)-3-methylbuta-1,3-dienyl]-2-oxatetracyclo[7.5.3.01,10.03,8]heptadeca-3(8),4,6,12,16-pentaene-11,14-dione348.398 1.000 5.500 3.284 585.973 277.621
[(1S,4S,5R,8R,10S,13S,14R,17S,18R,19S,20R)-4,5,9,9,13,19,20-heptamethyl-23-oxo-24-oxahexacyclo[15.5.2.01,18.04,17.05,14.08,13]tetracos-15-en-10-yl] (E)-3-(4-methoxyphenyl)prop-2-enoate614.864 0.000 5.750 8.378 1643.339 846.302
3,6-dihydroxy-5-(3-methylbut-2-enyl)chromen-2-one246.262 2.000 4.000 1.625 322.651 145.663
5-methoxy-3-propan-2-ylidene-1-benzofuran-2-one204.225 0.000 3.250 1.944 2922.591 1576.849
(4R,5S,6S,7aR)-4-hydroxy-5,6,7a-trimethoxy-4,5,6,7-tetrahydro-1-benzofuran-2-one244.244 1.000 8.850 -0.150 1215.762 611.028
icosyl (E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoate504.749 1.000 4.250 9.326 796.693 386.952
N-[1-(4-fluorophenyl)propan-2-yl]acetamide195.236 1.000 2.500 1.900 3104.088 4780.736
3-chloro-N-methyl-N-(2-phenylethyl)propanamide225.717 0.000 3.000 2.657 2648.787 5796.337
2-ethenyl-1-methoxy-3-methylbenzene148.204 0.000 0.750 3.112 9906.038 5899.293
3-(2-aminoethyl)indol-3-ol176.218 3.000 3.250 0.372 148.982 69.901
(8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,6,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.621 3319.616 1809.607
5-fluoro-1,1,3,3-tetramethyl-2-benzofuran194.248 0.000 0.750 3.595 9906.038 10000.000
(1S,6S,7S,8S)-1,3-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene204.355 0.000 0.000 5.452 9906.038 5899.293
[(2R,3R,4S,5R,6R)-3,5-dihydroxy-2-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]-6-[(3,4,5-trimethoxyphenyl)methoxy]oxan-4-yl] 3,4,5-trihydroxybenzoate674.608 9.000 23.500 -1.971 2.244 0.678
[(2R,3R,4S,5S)-5-(acetyloxymethyl)-5-[(2S,3R,4S,5S,6R)-3,5-diacetyloxy-6-(acetyloxymethyl)-4-hydroxyoxan-2-yl]oxy-3-hydroxy-4-[(E)-3-phenylprop-2-enoyl]oxyoxolan-2-yl]methyl (E)-3-phenylprop-2-enoate770.740 2.000 18.600 3.302 17.150 6.107
(2R,5S)-2-[[(3S,8S,9S,10R,13R,14S,17R)-17-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol576.855 4.000 10.200 5.309 397.953 182.732
(2R,5S)-2-[[(3S,8S,9S,10R,13R,14S,17R)-17-[(E,2R,5S)-5-ethyl-6-methylhept-3-en-2-yl]-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol574.840 4.000 10.200 5.149 281.172 125.532
(5'S,6'R,10E,12E,14R,16E,19R,21R)-7-hydroxy-5',6,6',10,14,16-hexamethylspiro[2,20-dioxatricyclo[17.3.1.04,9]tricosa-4(9),5,7,10,12,16-hexaene-21,2'-oxane]-3-one494.670 1.000 4.250 7.154 2107.863 1107.606
[(12R,14S,15R,16R,17R)-4,5,6,22,23,29,30-heptahydroxy-9,19,26-trioxo-14,15-bis[(3,4,5-trihydroxybenzoyl)oxy]-2,10,13,18,25-pentaoxahexacyclo[18.9.3.03,8.012,17.024,32.027,31]dotriaconta-1(29),3,5,7,20,22,24(32),27,30-nonaen-16-yl] 3,4,5-trihydroxybenzoate1088.763 16.000 26.700 -3.814 0.000 0.000
(2S)-2-[(3S,4S)-3-carboxy-5,6,7-trihydroxy-1-oxo-3,4-dihydroisochromen-4-yl]butanedioic acid356.242 6.000 11.250 -1.118 0.009 0.004



(2S,3R,4R,5R,6S)-2-[(2R,3R,4S,5R,6R)-4-hydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-3,4-bis[[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxy]oxan-2-yl]oxy-6-(hydroxymethyl)-2-[(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-16-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1151.301 13.000 40.600 -2.883 1.051 0.299
(1R,3aR,5aS,5bR,7aR,9R,11aR,11bR,13aR,13bR)-9-hydroxy-3a,5b,8,8,11a-pentamethyl-1-prop-1-en-2-yl-1,2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a,13b-hexadecahydrocyclopenta[a]chrysene-5a-carboxylic acid456.707 2.000 3.700 6.367 419.766 246.209
2-ethanimidoyloxyethanesulfonic acid;hydrochloride167.179 2.000 5.000 -0.118 26.634 12.849
methyl 8-oxooctadec-9-ynoate308.460 0.000 4.000 5.173 765.855 370.788
octadeca-13,16-dienoic acid280.450 1.000 2.000 5.952 280.180 159.050
1,3,5,7,9,11,13,15,17-nonaoxa-2,4,6,8,10,12,14,16,18-nonasilacyclooctadecane414.906 18.000 1.800 5.185 9906.038 5899.293
(1R,2R,5S,8R)-7,7-dimethyl-6-methylidenetricyclo[6.2.1.01,5]undecane-2-carboxylic acid234.338 1.000 2.000 3.337 403.852 236.135
4-methyloctadec-3-ene266.509 0.000 0.000 9.937 9906.038 5899.293
11-oxooctacosanoic acid438.733 1.000 4.000 8.768 92.113 47.790
1-methyl-4-(6-methylhepta-1,5-dien-2-yl)cyclohexane206.370 0.000 0.000 6.327 9906.038 5899.293
4-hydroxy-5-oxo-4-(2,3,4-trihydroxyoxolan-2-yl)pyrrolidine-2-carboxylic acid263.204 4.250 8.400 -1.580 2.846 2.389
1,5-dimethyl-9-methylidenetricyclo[6.2.2.02,6]dodecan-10-ol220.354 1.000 1.700 3.391 4936.499 2778.778
(3S,4R,4aS,5'S)-5'-(2-hydroxyethyl)-5'-(hydroxymethyl)-3,4a,8,8-tetramethylspiro[3,5,6,7-tetrahydronaphthalene-4,2'-oxolane]-2-one336.470 2.000 6.150 2.419 473.771 220.637
(2R)-2-[(1S)-1-hydroxy-1-[(8S,9S,10R,13S,14S,17R)-17-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,14,15,16-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one470.605 2.000 7.200 4.027 251.597 111.322
(2R)-2-[(1S)-1-hydroxy-1-[(8R,9S,10R,13S,17R)-17-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,16-hexahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one468.589 2.000 7.200 4.015 302.587 135.897
2-(2-hydroxy-5-methoxycarbonylphenoxy)benzoic acid288.256 2.000 5.250 2.078 30.300 14.368
(1R,18S,19R,20S)-19-ethenyl-18-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxy-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8,15-pentaen-14-one660.674 7.000 23.900 -2.276 1.993 0.660
(1S,3aS,4R,7S,8aS)-1,4-dimethyl-7-prop-1-en-2-yl-2,3,3a,5,6,7,8,8a-octahydroazulene-1,4-diol238.369 2.000 1.500 3.479 2736.716 1468.735
(2R)-2-[(1S)-1-[(8R,9S,10R,13S,14S,17R)-14,17-dihydroxy-10,13-dimethyl-1-oxo-2,7,8,9,11,12,15,16-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one470.605 3.000 7.250 3.957 508.549 238.194
methyl (3R,5R)-4-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,3,5-trihydroxycyclohexane-1-carboxylate368.340 5.000 9.650 0.163 22.001 7.993
(1R,3R,4S,5R)-1,3,4-trihydroxy-5-[(E)-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid398.366 5.000 10.400 0.655 4.840 1.979
4a,8-dimethyl-2-prop-1-en-2-yl-2,3,4,5-tetrahydro-1H-naphthalene202.339 0.000 0.000 5.098 9906.038 5899.293
4-[15-hydroxy-15-[5-(1-hydroxyundecyl)oxolan-2-yl]pentadecyl]-2-methyl-2H-furan-5-one564.888 2.000 8.100 8.670 764.905 370.291
1,4-bis(1,3-benzodioxol-5-yl)-1,3,3a,4,6,6a-hexahydrofuro[3,4-c]furan-3,6-diol386.357 2.000 9.800 1.410 2511.032 1338.267
3-[4,5-dihydroxy-6-(hydroxymethyl)-3-(3,4,5-trihydroxy-6-methyloxan-2-yl)oxyoxan-2-yl]oxy-5,7-dihydroxy-2-(3,4,5-trihydroxyphenyl)chromen-4-one626.524 10.000 21.300 -2.583 2.013 0.603
16-[3,4-dihydroxy-6-(hydroxymethyl)-5-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-10-one754.910 7.000 22.200 0.823 23.764 8.688
(1,5,9-trimethyl-12-propan-2-yl-15-oxabicyclo[10.2.1]pentadeca-5,9-dien-2-yl) acetate348.525 0.000 2.750 5.377 4155.919 2307.044
methyl 2-(furan-3-yl)-6a,10b-dimethyl-4-oxo-6-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,2,6,9,10,10a-hexahydrobenzo[f]isochromene-7-carboxylate534.559 4.000 15.700 0.658 68.721 27.377
2,3,6-trimethoxy-10-oxido-9,11,12,13,13a,14-hexahydrophenanthro[9,10-f]indolizin-10-ium379.455 0.000 5.250 4.263 5224.607 2954.479
methyl (2R)-2-[(4-hydroxybenzoyl)amino]-3-phenylpropanoate299.326 1.250 4.500 3.166 542.652 255.505
(1S,2S,5S,8R)-2,6,6-trimethyl-7-methylidenetricyclo[6.2.1.01,5]undecane204.355 0.000 0.000 4.864 9906.038 5899.293
[2-(3,4-dihydroxyphenyl)-3,5-dihydroxy-3,4-dihydro-2H-chromen-7-yl] 3,4,5-trihydroxybenzoate442.378 7.000 9.450 0.084 2.915 0.899
2-[4-[3-[3,4-dihydroxy-4-(hydroxymethyl)oxolan-2-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]-7-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydrochromen-4-one712.657 10.000 27.100 -3.311 0.947 0.267



17-(2-hydroxy-6-methyl-5-methylideneheptan-2-yl)-10,13-dimethyl-2,3,4,9,11,12,14,15,16,17-decahydro-1H-cyclopenta[a]phenanthren-3-ol412.654 2.000 2.450 6.543 2525.970 1346.875
2,3,4-trihydroxy-5-(3,4,5-trihydroxybenzoyl)oxyhexanedioic acid362.246 6.000 11.350 -1.323 0.044 0.015
dimethyl 2,3-bis(1,3-benzodioxol-5-ylmethyl)butanedioate414.411 0.000 7.000 3.557 2218.313 1170.469
(2R)-2-[(E)-3-[2-(carboxymethyl)-3,4-dihydroxyphenyl]prop-2-enoyl]oxy-3-(3,4-dihydroxyphenyl)propanoic acid418.356 6.000 9.000 0.996 0.079 0.030
2-[4-hydroxy-6-(hydroxymethyl)-2-[[6-methoxy-7,9,13-trimethyl-6-[3-methyl-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]-5-(3,4,5-trihydroxyoxan-2-yl)oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1049.211 12.000 35.500 -2.004 0.649 0.177
19-[3-[(6Z,9Z)-17-carboxyheptadeca-6,9-dienoxy]-2-[(Z)-15-carboxypentadec-7-enoxy]propoxy]nonadecanoic acid919.416 3.000 11.100 16.159 0.158 0.079
2-(2,3-dihydroxy-3-methylbutyl)-5-[(E)-2-(4-hydroxyphenyl)ethenyl]benzene-1,3-diol330.380 5.000 4.700 2.374 156.521 66.647
2-(2,3-dihydroxy-3-methylbutyl)-5-[(E)-2-phenylethenyl]benzene-1,3-diol314.380 4.000 3.950 3.093 458.446 212.933
(1R,2S,5S,6S,9R,12S,13R,16S)-6,13-dimethyl-7-azapentacyclo[10.8.0.02,9.05,9.013,18]icosa-7,18-dien-16-amine312.497 2.000 2.500 3.694 443.550 227.309
(2S,3S,4S,5R,6S)-6-[[(2R,3R)-3,5-dihydroxy-2-(3,4,5-trihydroxyphenyl)-3,4-dihydro-2H-chromen-7-yl]oxy]-3,4,5-trihydroxyoxane-2-carboxylic acid482.397 8.000 14.000 -1.464 0.119 0.036
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (1S,4aR,6aR,6aS,6bR,8aR,9S,10R,11R,12aR,14bS)-1,10,11-trihydroxy-9-(hydroxymethyl)-2,2,6a,6b,9,12a-hexamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate666.848 8.000 17.300 0.816 13.054 4.547
8,16,20,20-tetramethyl-15-oxa-4-azahexacyclo[14.4.1.02,14.03,11.05,10.019,21]henicosa-2(14),3(11),5(10),6,8,12-hexaene331.457 1.000 0.750 5.951 8225.892 4825.635
trimethyl-[(3-trimethylsilyl-7-trimethylsilyloxy-2,4,4a,7,7a,13-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinolin-9-yl)oxy]silane487.860 0.000 3.950 7.598 9783.137 5820.223
3-(1H-indol-3-yl)-2-methoxypropanoic acid219.240 2.000 3.700 2.185 187.366 102.956
2-(2-methyl-3-methylidene-2-bicyclo[2.2.1]heptanyl)acetaldehyde164.247 0.000 2.000 2.115 2285.608 1208.895
3,5-dioxa-11-azapentacyclo[10.7.1.02,6.08,20.014,19]icosa-1(20),2(6),7,12,14,16,18-heptaene263.295 1.000 2.500 3.370 6027.399 3448.086
22-hydroxytetratriacontan-13-one508.910 1.000 3.700 11.118 2249.155 1188.068
8,10-dimethoxy-3,3,5-trimethyl-11H-pyrano[3,2-a]carbazole323.391 1.000 2.250 5.062 6719.019 3877.660
(2S,3S,4S,5R)-3,4,5-trihydroxy-6-[[5-hydroxy-2-(4-hydroxyphenyl)-4-oxo-2,3-dihydrochromen-7-yl]oxy]oxane-2-carboxylic acid448.382 4.000 11.800 0.184 0.774 0.273
[(1R)-3,5,5-trimethyl-4-[(1E,3E,5E,7E,9E,11E,13E,15E,17E)-3,7,12,16-tetramethyl-18-(2,6,6-trimethylcyclohexen-1-yl)octadeca-1,3,5,7,9,11,13,15,17-nonaenyl]cyclohex-3-en-1-yl] hexadecanoate791.294 0.000 2.000 18.351 5902.299 3370.797
3-[2-[3-hydroxy-5-[(4-hydroxyphenyl)methyl]phenyl]ethyl]-2,4-bis[(4-hydroxyphenyl)methyl]-5-methoxyphenol562.661 5.000 4.500 6.079 56.945 22.343
1-O-ethyl 6-O-prop-2-ynyl hexanedioate212.245 0.500 4.000 2.391 822.331 400.429
2-methoxyethyl 2-methylpropyl carbonate176.212 0.000 3.700 1.760 1855.474 964.979
(6,6-dimethyl-2-bicyclo[3.1.1]hept-2-enyl)methyl 2-methylbutanoate236.353 0.000 2.000 4.117 4384.402 2444.438
(3S,3aR,5Z,9Z,11aR)-3,6,10-trimethyl-3a,4,7,8,11,11a-hexahydro-3H-cyclodeca[b]furan-2-one234.338 0.000 3.000 2.899 2701.526 1448.333
(2E,4E)-5-(1,3-benzodioxol-5-yl)-N-[(E)-10-methylundec-5-enyl]penta-2,4-dienamide383.530 1.000 4.000 6.399 2966.011 1602.186
3,9-dihydroxy-6-(2-hydroxypropan-2-yl)-11-methoxy-10-[(E)-3-methylbut-1-enyl]-6,7-dihydrochromeno[3,2-d][1]benzoxepin-8-one452.503 2.000 5.250 4.810 291.165 130.361
(1R,2S,4S,5'S,6R,7S,8R,9S,12S,13S,16S,18S)-16-hydroxy-4,5',7,9,13-pentamethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-10-one444.653 1.000 5.200 5.316 1635.828 842.122
(1R,2R,5S,6R,9R,11S,14S,15R,19S,21R)-11-hydroxy-2,5,6,10,10,14,21-heptamethyl-23-oxahexacyclo[19.2.1.02,19.05,18.06,15.09,14]tetracos-17-ene-16,22-dione468.675 1.000 6.700 4.390 785.041 380.839
[3-(4-hydroxy-3-methoxyphenyl)-2-oxopropyl] benzoate300.310 1.000 5.500 2.097 432.885 200.130
(1R,3R,4S,5R)-4-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,3-dihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid530.484 6.000 11.450 1.550 0.613 0.212
methyl 11-[(2R,3S)-3-pentyloxiran-2-yl]undecanoate312.492 0.000 4.000 5.472 2961.349 1599.464
butyl (Z)-pentadec-10-enoate296.492 0.000 2.000 6.343 3233.653 1759.010



docosyl 2,2,3,3,3-pentafluoropropanoate472.621 0.000 2.000 10.175 4296.545 10000.000
octatriacontyl 2,2,3,3,3-pentafluoropropanoate697.050 0.000 2.000 16.452 3716.265 10000.000
2-(dimethylamino)ethyl 3-cyclopentylpropanoate213.319 0.000 4.000 2.281 681.957 361.860
4-O-[2-(dimethylamino)ethyl] 1-O-nonyl (E)-but-2-enedioate313.436 0.000 6.000 3.414 150.925 70.887
4-O-[2-(dimethylamino)ethyl] 1-O-tetradecyl (E)-but-2-enedioate383.570 0.000 6.000 5.430 170.149 80.695
(E,5S,8S,9S,10S,11S,13S,14S,17S)-N-methoxy-17-[(Z)-N-methoxy-C-(trimethylsilyloxymethyl)carbonimidoyl]-10,13-dimethyl-11-trimethylsilyloxy-1,2,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydrocyclopenta[a]phenanthren-3-imine550.928 0.000 7.100 7.109 4181.371 2322.319
trimethylsilyl undec-10-ynoate254.444 0.500 2.000 5.144 5798.939 3307.040
[(1S,2S)-2-ethylcyclopentyl]methanol128.214 1.000 1.700 1.763 3275.526 1783.643
4-O-(3,7-dimethyloct-6-enyl) 1-O-nonyl butanedioate382.582 0.000 4.000 6.379 1155.803 578.522
bis(3,5-dimethylcyclohexyl) butanedioate338.486 0.000 4.000 5.011 1882.680 980.282
1-[(1S,2R)-2-phenylcyclopropyl]sulfonyl-3,4-dihydro-2H-quinoline313.414 0.000 4.500 3.631 2746.619 1474.481
(5R,6R)-6-methyl-10-methylidene-3-propan-2-ylidenespiro[4.5]dec-8-ene202.339 0.000 0.000 5.386 9906.038 5899.293
dodecan-4-yl 2,5-difluorobenzoate326.426 0.000 2.000 6.502 5053.671 8052.947
2-O-hexan-3-yl 1-O-(2-methylpropyl) benzene-1,2-dicarboxylate306.401 0.000 4.000 4.319 1965.430 1026.935
(1Z,6Z,8S)-1-methyl-5-methylidene-8-propan-2-ylcyclodeca-1,6-diene204.355 0.000 0.000 5.279 9906.038 5899.293
[(2R,3R,4S,5R,6S)-6-methoxy-3,4,5-tris(trimethylsilyloxy)oxan-2-yl]methyl hexadecanoate649.141 0.000 7.950 9.964 4214.537 2342.236
(3S,4S,5S,8S,9S,10R,13R,14S,17R)-4,10,13-trimethyl-17-[(2S)-6-methylheptan-2-yl]-2,3,4,5,6,7,8,9,11,12,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-3-ol402.702 1.000 1.700 7.394 3965.084 2192.755
(3S,5R,8S,9S,10R,13R,14S,17R)-3-formyl-3,10,13-trimethyl-17-[(2R)-6-methylheptan-2-yl]-2,4,6,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthrene-5-carbonitrile439.723 0.000 3.500 6.782 1047.751 520.292
(1R,5R,8S)-1,5,11,11-tetramethyltricyclo[6.2.1.02,6]undec-2(6)-ene204.355 0.000 0.000 4.946 9906.038 5899.293
trimethyl-[(2S,3S,4R,5S)-2,3,5-tris(trimethylsilyloxy)oxan-4-yl]oxysilane438.858 0.000 5.100 4.045 9906.038 5899.293
(3S,5S)-17-(5,6-dimethylheptan-2-yl)-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol400.687 1.000 1.700 7.198 3450.000 1886.552
(2S,4aR,8aR)-2,5,5,8a-tetramethyl-3,4,4a,6-tetrahydro-2H-chromene194.316 0.000 0.750 3.290 9906.038 5899.293
(1S)-2,4-dimethylcyclohex-3-ene-1-carbaldehyde138.209 0.000 2.000 1.806 2764.765 1485.013
[(1S,5S)-3-methyl-8-methylidene-5-propan-2-yl-2,4a,5,6,7,8a-hexahydro-1H-naphthalen-1-yl] acetate262.391 0.000 2.000 4.478 4318.941 2405.014
(6S,7R,10S)-4,10-dimethyl-7-propan-2-yltricyclo[4.4.0.01,5]dec-3-ene204.355 0.000 0.000 5.512 9906.038 5899.293
(1S)-4,7-dimethyl-1-propan-2-yl-3,4,4a,5,6,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.095 5890.780 3363.687
[(3S,8R)-2,2,6,8-tetramethyl-3-tricyclo[5.3.1.03,8]undecanyl] acetate264.407 0.000 2.000 4.053 5516.300 3133.167
10,10-dimethyl-2,6-dimethylidenebicyclo[7.2.0]undecan-4-ol220.354 1.000 1.700 3.510 3554.061 1948.132
(1S)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,8,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.441 9906.038 5899.293
(1R,7S)-4,8,8-trimethyl-3-oxatricyclo[5.1.0.02,4]octane152.236 0.000 2.000 1.437 9906.038 5899.293
(8S)-2,6,6,11-tetramethyltricyclo[5.4.0.02,8]undec-10-en-9-ol220.354 1.000 1.700 3.374 3909.806 2159.731
2-[(8R,8aR)-8,8a-dimethyl-4,6,7,8-tetrahydro-3H-naphthalen-2-yl]propan-1-ol220.354 1.000 1.700 3.565 3766.305 2074.180
(1R,8R)-1-methyl-5-methylidene-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene202.339 0.000 0.000 5.386 9906.038 5899.293



6-methyl-9-propan-2-yl-2-oxatricyclo[6.3.1.04,12]dodeca-1(12),3,5,7-tetraene214.307 0.000 0.500 3.695 9906.038 5899.293
[(7R,8R)-7-hydroxy-5,6,7,8-tetrahydro-3H-pyrrolizin-1-yl]methyl (2R)-2-hydroxy-3-methyl-2-[(1S)-1-(3-phenylpropanoyloxy)ethyl]butanoate431.528 2.000 8.450 3.544 159.557 75.280
(1R,4R,4aR,8aS)-1,6-dimethyl-4-propan-2-yl-3,4,4a,7,8,8a-hexahydro-2H-naphthalen-1-ol222.370 1.000 0.750 4.117 6476.604 3726.666
(2R,5S,6S,8R)-1,5-dimethyl-9-methylidenetricyclo[6.2.2.02,6]dodecane204.355 0.000 0.000 4.969 9906.038 5899.293
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-2-[(2R,3R,4R,5R)-4,5,6-trihydroxy-2-(hydroxymethyl)oxan-3-yl]oxy-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol636.557 13.000 34.000 -7.376 0.159 0.039
methyl (2S,4aS,6R,6aR,9R,10aS,10bS)-2-(furan-3-yl)-9-hydroxy-6a,10b-dimethyl-4-oxo-6-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,2,4a,5,6,9,10,10a-octahydrobenzo[f]isochromene-7-carboxylate552.574 5.000 17.400 -0.322 21.375 7.748
(4aR,5S,6R,8aR)-5-[2-(2-methoxy-5-oxo-2H-furan-4-yl)ethyl]-5,6,8a-trimethyl-3,4,4a,6,7,8-hexahydronaphthalene-1-carboxylic acid362.465 1.000 6.700 3.321 127.262 67.776
(2S,3R,4S,5S,6R)-2-[2-[(2R)-1-hydroxy-3-(4-hydroxy-3-methoxyphenyl)propan-2-yl]-4-[(E)-3-hydroxyprop-1-enyl]-6-methoxyphenoxy]-6-(hydroxymethyl)oxane-3,4,5-triol522.548 7.000 14.900 0.147 14.798 5.207
4-[(2R)-2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-2-hydroxyethyl]-2H-furan-5-one350.454 3.000 8.100 1.697 379.353 173.518
(1R,2R,4aS,6aR,6aS,6bR,8aR,10S,12aR,14bS)-10-hydroxy-2-(hydroxymethyl)-1,6a,6b,9,9,12a-hexamethyl-2,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydro-1H-picene-4a-carboxylic acid472.707 3.000 5.400 5.160 122.950 65.297
(E)-3-[3-[1-hydroxy-3-(4-hydroxy-3-methoxyphenyl)propan-2-yl]-5-methoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyphenyl]prop-2-enal520.532 6.000 15.200 -0.091 7.310 2.429
(5R,8R,9S,10S,13R,14R,17S)-3-[(2R,3R,4R,5S,6R)-3,4-dihydroxy-6-(hydroxymethyl)-5-[(2S,3R,4S,5S)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-10-(hydroxymethyl)-17-[(2S)-2-hydroxy-6-methylhept-5-en-2-yl]-4,4,8,14-tetramethyl-1,2,3,5,6,7,9,11,12,13,15,17-dodecahydrocyclopenta[a]phenanthren-16-one768.980 7.000 20.450 1.836 11.780 4.069
(3R,5R)-4-[(Z)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,3,5-trihydroxycyclohexane-1-carboxylic acid354.313 6.000 9.650 -0.136 2.621 1.020
(1S,3R,4R,5R)-4-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,3-dihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid530.484 6.000 11.450 1.709 0.788 0.278
(3R)-4-(2,3-dihydroxyphenyl)-3-methyl-4-oxobutanoic acid224.213 2.000 4.500 1.138 29.114 13.761
1-[(1S,4aS,8aS)-7-methyl-4-methylidene-2,3,4a,5,6,8a-hexahydro-1H-naphthalen-1-yl]ethanone204.311 0.000 2.000 3.328 4543.156 2540.246
(4aS,8R,8aS)-8-ethenyl-5-methylidene-4,4a,6,7,8,8a-hexahydro-3H-naphthalene-2-carbaldehyde202.296 0.000 2.000 3.014 1941.840 1013.619
(1R,2R,4R,5R,10R,11S,14R,15S,16S)-4,5-dihydroxy-16-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadecan-9-one488.620 2.000 8.900 3.057 162.710 69.500
(1R,2R,7R,10R,11S,14R,15R,16R,18S)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-15,18-dihydroxy-10,14,16-trimethyl-7-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadec-4-en-9-one648.746 6.000 18.400 0.524 11.542 3.980
(1aS,1bS,6aS,7S,7aR)-7-(2-hydroxypropan-2-yl)-1b,4-dimethyl-1a,5,6,6a,7,7a-hexahydroazuleno[1,2-b]oxiren-2-one250.337 0.000 3.750 2.414 2429.020 1291.087
(1aS,1bS,6aS,7S,7aR)-1b,4-dimethyl-7-[2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxypropan-2-yl]-1a,5,6,6a,7,7a-hexahydroazuleno[1,2-b]oxiren-2-one412.479 4.000 13.250 0.104 139.377 58.792
(1S,2S,5R)-2-methyl-5-[(2S)-6-methylhept-5-en-2-yl]bicyclo[3.1.0]hexan-2-ol222.370 1.000 0.750 4.404 4489.827 2508.032
5-hydroxy-3-[(5-hydroxy-1,4-dioxonaphthalen-2-yl)methyl]-2-methylnaphthalene-1,4-dione374.349 0.000 7.500 1.513 72.150 28.856
(1R,11R,13R)-5,16-dihydroxy-2-(8-hydroxy-3-methyl-1,4-dioxonaphthalen-2-yl)-1,13-dimethylpentacyclo[11.8.0.02,11.04,9.015,20]henicosa-4(9),5,7,15(20),16,18-hexaene-3,10,14,21-tetrone576.558 0.000 11.250 2.352 66.136 26.265
(1S,2R,5R,10R,14S,15S)-14-[(E,5R)-5-ethyl-6-methylhept-2-en-2-yl]-2,15-dimethyltricyclo[8.7.0.02,7]heptadec-7-en-5-ol414.713 1.000 1.700 7.756 4050.541 2243.880
[(1S,3E,4R)-3-[2-[(1R,3aS,4R,7aR)-1-[(2R,5R)-5-ethyl-6-methylheptan-2-yl]-7a-methyl-1,2,3,3a,4,7-hexahydroinden-4-yl]ethylidene]-4-methylcyclohexyl] 7,16-dihydroxytetracosanoate797.339 2.000 5.400 15.124 954.759 470.563
(1S,2R,5S,10R,14S,15S)-14-[(E,5R)-5-ethyl-6-methylhept-2-en-2-yl]-2,15-dimethyltricyclo[8.7.0.02,7]heptadec-7-en-5-ol414.713 1.000 1.700 7.729 3381.825 1846.289
(2S,5S)-2-[(1Z,2S,5R,8E,10R,14S,15S)-5-hydroxy-2,15-dimethyl-14-bicyclo[8.7.0]heptadeca-1(17),8-dienyl]-5,6-dimethylheptan-3-one416.686 1.000 3.700 6.593 2434.846 1294.434
(1E,3Z,6R,7R)-6-[2-(2-methoxy-5-oxo-2H-furan-4-yl)ethyl]-6,7-dimethyl-10-methylidenecyclodeca-1,3-diene-1-carboxylic acid360.449 1.000 6.700 3.319 134.286 71.828
(1E,3Z,6R,7R)-6-(2-carboxyethyl)-6,7-dimethyl-10-methylidenecyclodeca-1,3-diene-1-carboxylic acid292.374 2.000 4.000 3.195 8.586 4.676
(2R)-2-[(1R)-1-[(8R,9S,10R,13S,14R,17S)-14,17-dihydroxy-10,13-dimethyl-1-oxo-2,7,8,9,11,12,15,16-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one486.604 3.000 7.950 3.641 247.251 109.246
10-(1,3-benzodioxol-5-yl)-9-hydroxy-9H-[2]benzofuro[6,5-g][1,3]benzodioxol-7-one364.311 1.000 7.700 1.517 926.801 455.687
(1S,8S,13R)-11-methoxy-2-oxa-9-azatetracyclo[6.5.1.01,5.09,13]tetradeca-4,6-dien-3-one233.266 0.000 6.700 -0.007 472.330 243.292



bis[[[[dimethyl-[4-(1,2,2-trifluoroethenoxy)phenyl]silyl]oxy-dimethylsilyl]oxy-dimethylsilyl]oxy]-dimethylsilane849.309 0.000 2.200 16.329 9894.207 10000.000
8-[(2E)-3,7-dimethylocta-2,6-dienyl]-1-[8-[(2E)-3,7-dimethylocta-2,6-dienyl]-2-hydroxy-7-methoxy-3-methyl-9H-carbazol-1-yl]-7-methoxy-3-methyl-9H-carbazol-2-ol724.981 4.000 3.000 11.678 2867.733 1544.882
(3S,4S)-4-[3-carboxy-1-[(2R,3R,4S,5R,6S)-3,5-dihydroxy-2-(hydroxymethyl)-6-(3,4,5-trihydroxybenzoyl)oxyoxan-4-yl]oxy-1-oxopropan-2-yl]-5,6,7-trihydroxy-1-oxo-3,4-dihydroisochromene-3-carboxylic acid670.490 11.000 22.300 -3.315 0.001 0.000
(3S,4S)-4-[(2S)-3-carboxy-1-[(2R,3S,4S,5R,6S)-4,5-dihydroxy-2-(hydroxymethyl)-6-(3,4,5-trihydroxybenzoyl)oxyoxan-3-yl]oxy-1-oxopropan-2-yl]-5,6,7-trihydroxy-1-oxo-3,4-dihydroisochromene-3-carboxylic acid670.490 11.000 22.300 -3.503 0.000 0.000
(3S,4S)-4-[3-carboxy-1-oxo-1-[[(2R,3S,4S,5R,6S)-3,4,5-trihydroxy-6-(3,4,5-trihydroxybenzoyl)oxyoxan-2-yl]methoxy]propan-2-yl]-5,6,7-trihydroxy-1-oxo-3,4-dihydroisochromene-3-carboxylic acid670.490 11.000 22.300 -3.498 0.000 0.000
(2S)-4-[(E)-2-[(2S)-2-carboxy-5-[(2S,3R,4S,5S,6R)-6-[(4-carboxy-3-hydroxy-3-methylbutanoyl)oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-6-hydroxy-2,3-dihydroindol-1-yl]ethenyl]-2,3-dihydropyridine-2,6-dicarboxylic acid694.602 8.000 19.050 0.301 0.000 0.000
(4aR,5R,6aR,6aS,6bR,8aR,10S,12aR,14bS)-2,2,6a,6b,9,9,12a-heptamethyl-5,10-bis[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy]-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid796.991 9.000 22.400 0.851 0.749 0.263
(1S,4aR,5S,8R,8aS)-3,8-dimethyl-5-propan-2-yl-2,4a,5,6,7,8a-hexahydro-1H-naphthalene-1,8-diol238.369 2.000 2.450 3.090 2681.574 1436.775
2-[(4R,5S,7R,8R,11S,12S,13S,21S)-13,17,18,21-tetrahydroxy-7-(hydroxymethyl)-2,10,14-trioxo-5-(3,4,5-trihydroxybenzoyl)oxy-3,6,9,15-tetraoxatetracyclo[10.7.1.14,8.016,20]henicosa-1(19),16(20),17-trien-11-yl]acetic acid652.475 9.000 21.050 -2.980 0.029 0.008
(2S,3S,4S,5R,6S)-3,4,5-trihydroxy-6-[[3-(4-hydroxyphenyl)-4-oxo-2,3-dihydrochromen-7-yl]oxy]oxane-2-carboxylic acid432.383 4.000 12.050 0.358 2.566 0.997
(3R,3aR,5aR,5bR,7aR,9S,11aR,11bR,13aS,13bS)-3a,5a,5b,8,8,11a-hexamethyl-3-propan-2-yl-2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a-tetradecahydro-1H-cyclopenta[a]chrysene-9,13b-diol444.740 2.000 2.450 6.539 2786.880 1497.856
[(9R,12R,13Z,16S,17S,18R)-13-ethylidene-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2,4,6-trien-18-yl] 3,4,5-trimethoxybenzoate502.609 0.000 7.250 4.532 263.002 142.940
(3S,3aS,6S,6aR)-3,6-bis(1,3-benzodioxol-5-yl)-1,4,6,6a-tetrahydrofuro[3,4-c]furan-3,3a-diol386.357 2.000 6.950 2.500 2960.359 1598.886
(1S,2S,4S,5R,10R,11S,14R,15R,18S)-5-hydroxy-15-[(1S)-1-[(2S,3S)-3-hydroxy-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one470.605 2.000 9.450 3.090 415.447 191.430
(2S,3S)-3-hydroxy-2-[(1R)-1-[(8S,9S,10R,13S,14S,17S)-17-hydroxy-10,13-dimethyl-1-oxo-7,8,9,11,12,14,15,16-octahydro-4H-cyclopenta[a]phenanthren-17-yl]ethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one470.605 2.000 8.150 3.569 187.655 81.085
(1R,3aR,7R,8aR)-1-methyl-4-methylidene-7-propan-2-yl-2,3,3a,5,6,7,8,8a-octahydroazulen-1-ol222.370 1.000 0.750 4.101 4553.830 2546.698
(1S,2R,3S,6S,9R,10S,11R,14R,17S,18R)-12-ethyl-9-hydroxy-17-methoxy-14-methyl-5-oxa-12-azahexacyclo[8.7.2.12,6.01,11.03,9.014,18]icosan-4-one375.507 1.000 7.450 2.098 386.755 196.019
(3aR,5Z,9Z,11aR)-6,10-dimethyl-3-methylidene-3a,4,7,8,11,11a-hexahydrocyclodeca[b]furan-2-one232.322 0.000 3.000 2.843 2815.550 1514.519
(1S,2R,5S,6S,7R,8S)-2,8-dimethyl-5-propan-2-yltricyclo[4.4.0.02,8]decan-7-ol222.370 1.000 1.700 3.438 4339.021 2417.102
(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-5,5,6-trimethylhept-6-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol454.778 1.000 1.700 8.167 4383.866 2444.115
(1S,3R,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-5,5,6-trimethylhept-6-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-one452.762 0.000 2.000 8.195 4187.936 2326.261
(1R,4aR,8aR)-1-ethyl-7-methyl-4-methylidene-2,3,4a,5,6,8a-hexahydro-1H-naphthalene190.328 0.000 0.000 5.266 9906.038 5899.293
[5-hydroxy-2-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-3-methoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxyphenyl]methyl benzoate582.557 7.000 20.500 -1.191 9.465 3.212
(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(4aS,6aS,6aS,6bR,8aS,10S,12R,12aS,13R,14bS)-10,12,13-trihydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicen-4a-yl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol799.007 10.000 23.800 -0.148 5.956 1.947
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(4aS,6aS,6aS,6bR,8aS,10S,12R,12aS,13R,14bS)-10,12,13-trihydroxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicen-4a-yl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol961.149 13.000 32.300 -2.409 0.678 0.186
(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(4aS,6aS,6aS,6bR,8aS,10S,12R,12aS,13R,14bS)-10,12-dihydroxy-13-methoxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicen-4a-yl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol813.033 9.000 23.800 0.209 9.032 3.054
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(4aS,6aS,6aS,6bR,8aS,10S,12R,12aS,13R,14bS)-10,12-dihydroxy-13-methoxy-2,2,6a,6b,9,9,12a-heptamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicen-4a-yl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol975.175 12.000 32.300 -1.810 1.364 0.396
(E)-2-methyl-5-[(1S,2R,4S)-2-methyl-3-methylidene-2-bicyclo[2.2.1]heptanyl]pent-3-enoic acid234.338 1.000 2.000 3.816 311.831 178.556
3-(hydroxymethylidene)pyran-4-one126.112 0.000 3.450 0.001 751.426 363.244
(2S,3R,4R,5R,6S)-2-[(2R,3S,4S,5R,6R)-4-hydroxy-2-(hydroxymethyl)-6-[[(1R,2S,4S,6R,7S,8R,9S,12S,13S,16S,18R)-6-hydroxy-7,9,13-trimethyl-6-[(3S)-3-methyl-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosan-16-yl]oxy]-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1067.227 14.000 37.200 -3.148 0.087 0.020
7-methyl-7-(3-methylbut-2-enyl)-2-methylidenebicyclo[2.2.1]heptane190.328 0.000 0.000 5.296 9906.038 5899.293
2,8,10-trihydroxy-3-methoxy-6-(2-methylprop-1-enyl)-6H-chromeno[4,3-b]chromen-7-one382.369 2.000 5.250 2.982 222.754 97.595
5,7,8,15-tetrahydroxy-19,19-dimethyl-10-prop-1-en-2-yl-2,20-dioxapentacyclo[12.8.0.03,12.04,9.016,21]docosa-1(22),3(12),4(9),5,7,14,16(21),17-octaen-13-one434.445 3.000 5.250 3.555 168.456 72.156



[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (4aS,6aR,6aS,6bR,8aR,10R,11R,12aR,14bS)-10,11-dihydroxy-9,9-bis(hydroxymethyl)-2,2,6a,6b,12a-pentamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylate666.848 8.000 17.300 0.987 13.314 4.645
16-O-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl] 1-O-[(3R,4S,5S,6R)-2,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-3-yl] (2E,4E,6E,8E,10E,12E,14E)-hexadeca-2,4,6,8,10,12,14-heptaenedioate920.868 14.000 38.000 -5.707 0.010 0.002
(2R)-2-[(1S)-1-[(8R,9S,10R,13S,14R,17S)-14,17-dihydroxy-10,13-dimethyl-1-oxo-2,7,8,9,11,12,15,16-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-5-(hydroxymethyl)-4-methyl-2,3-dihydropyran-6-one486.604 3.000 7.950 3.559 267.405 118.902
(3R,4S,6R)-6-[(1R)-1-[(3R,8R,9S,10R,13R,14R,17S)-3,14-dihydroxy-10,13-dimethyl-1-oxo-3,4,7,8,9,11,12,15,16,17-decahydro-2H-cyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-3,4-dimethyloxan-2-one474.636 3.000 8.200 3.398 202.479 88.030
3-[(2S,3R,4S,5S,6R)-6-[[(2R,3R,4R,5S,6S)-3,5-dihydroxy-6-methyl-4-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-2-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one740.668 10.000 26.600 -3.175 0.739 0.204
[(2R,3S,4S,5R,6R)-6-[[(1R,2S,4aS,5S,8S,8aR)-5,8-dihydroxy-4a,8-dimethyl-2-propan-2-yl-1,2,3,4,5,6,7,8a-octahydronaphthalen-1-yl]oxy]-3,4,5-trihydroxyoxan-2-yl]methyl (2E,5E)-8-hydroxy-2,6-dimethylocta-2,5-dienoate584.746 6.000 14.650 2.037 33.555 12.615
2-[(2Z,4E,6E,8E,10E,12E,14E,16E)-17-(4-hydroxy-2,2,6-trimethyl-7-oxabicyclo[4.1.0]heptan-1-yl)-6,11,15-trimethylheptadeca-2,4,6,8,10,12,14,16-octaen-2-yl]-4,4,7a-trimethyl-2,5,6,7-tetrahydro-1-benzofuran-6-ol600.880 2.000 6.150 9.623 1272.902 642.127
(2R)-2-[(1S)-1-[(5R,6R,8R,9S,10S,13S,14R,17S)-5-chloro-6,14,17-trihydroxy-10,13-dimethyl-1-oxo-6,7,8,9,11,12,15,16-octahydro-4H-cyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one523.065 4.000 8.950 3.473 414.208 313.053
(4S,4aR,6aR,6bS,8aR,12aR,14aR,14bR)-4-(hydroxymethyl)-4,6a,6b,8a,11,11,14b-heptamethyl-2,4a,5,6,7,8,9,10,12,12a,14,14a-dodecahydro-1H-picen-3-one440.708 0.000 2.700 6.587 1682.504 868.124
3-[2-[(1R,4aS,5R,6R,8aR)-6-hydroxy-5-(hydroxymethyl)-5,8a-dimethyl-2-methylidene-3,4,4a,6,7,8-hexahydro-1H-naphthalen-1-yl]-2-oxoethyl]-2H-furan-5-one348.438 2.000 8.400 1.359 227.154 99.680
(1aR,3aS,7bS)-1,1,3a,7-tetramethyl-2,3,4,5,6,7b-hexahydro-1aH-cyclopropa[a]naphthalene204.355 0.000 0.000 5.072 9906.038 5899.293
(3S,5R,8R,9R,10R,13R,14S,17S)-3-hydroxy-14-(hydroxymethyl)-4,4,8,10-tetramethyl-17-(2,3,5,5-tetramethylfuran-2-yl)-1,2,3,5,6,7,9,11,12,13,15,17-dodecahydrocyclopenta[a]phenanthren-16-one472.707 2.000 6.150 5.117 1283.259 647.776
(3S,3aS,5aS,5bS,7aR,9R,11aS,13aR,13bS)-9-methoxy-3a,5a,8,8,11a,13a-hexamethyl-3-propan-2-yl-1,2,3,4,5,5b,6,7,7a,9,10,11,13,13b-tetradecahydrocyclopenta[a]chrysene440.751 0.000 1.700 5.942 9906.038 5899.293
(1R,2R,5R,7S,10R,11R,14R,15R,16S,17R,20R)-2,6,6,10,16,17,20-heptamethylhexacyclo[12.8.1.01,14.02,11.05,10.015,20]tricosan-7-ol426.724 1.000 1.700 7.021 4367.777 2434.422
(2R,3R,4S,5S,6R)-2-[[(1R,4aS,6R,8aR)-6-(2-hydroxypropan-2-yl)-8a-methyl-4-methylidene-1,2,3,4a,5,6,7,8-octahydronaphthalen-1-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol400.511 5.000 10.950 1.087 141.476 59.750
[(8R,9S,27R,29S,30R,36S,37R,38R)-2,3,14,15,16,19,20,21,36,37-decahydroxy-6,11,24,32,35-pentaoxo-36-(2-oxopropyl)-7,10,25,28,31,40-hexaoxaoctacyclo[35.2.1.05,39.08,27.09,30.012,17.018,23.033,38]tetraconta-1(39),2,4,12,14,16,18,20,22,33-decaen-29-yl] 3,4,5-trihydroxybenzoate992.721 12.000 25.200 -3.073 0.002 0.000
2-[[(11R,12R)-12-[(15S,19S)-2,3,4,7,8,9,19-heptahydroxy-12,17-dioxo-13,16-dioxatetracyclo[13.3.1.05,18.06,11]nonadeca-1,3,5(18),6,8,10-hexaen-14-yl]-3,4,17,18,19-pentahydroxy-8,14-dioxo-11-(3,4,5-trihydroxybenzoyl)oxy-9,13-dioxatricyclo[13.4.0.02,7]nonadeca-1(19),2,4,6,15,17-hexaen-5-yl]oxy]-3,4,5-trihydroxybenzoic acid1104.762 19.000 27.950 -4.217 0.000 0.000
(1S,2S,6S,7R,8R)-1,3-dimethyl-8-propan-2-yltricyclo[4.4.0.02,7]dec-3-ene204.355 0.000 0.000 5.425 9906.038 5899.293
N-[(10S,12R,16S)-5-hydroxy-3,4,14-trimethoxy-13-oxo-10-tetracyclo[9.5.0.02,7.012,16]hexadeca-1(11),2,4,6,14-pentaenyl]formamide371.389 2.000 7.500 1.526 194.993 178.670
(3S,3aR,4S,5Z,7S,10Z,11aR)-4,7-dihydroxy-3,6,10-trimethyl-3a,4,7,8,9,11a-hexahydro-3H-cyclodeca[b]furan-2-one266.336 2.000 6.400 1.140 506.203 237.007
(2S,4aS,6R,8aS)-8a-methyl-4-methylidene-6-prop-1-en-2-yl-1,2,3,4a,5,6,7,8-octahydronaphthalen-2-ol220.354 1.000 1.700 3.535 3395.908 1854.601
[(2S,4aS,6R,8aS)-8a-methyl-4-methylidene-6-prop-1-en-2-yl-1,2,3,4a,5,6,7,8-octahydronaphthalen-2-yl] 3-hydroxy-3-methylbutanoate320.471 0.000 1.750 5.682 2659.230 1423.839
(3R,4aR,6aS,6bS,8aS,12aR,14aR,14bR)-4,4,6a,6b,8a,9,9,14b-octamethyl-1,2,3,4a,5,7,8,10,11,12,12a,13,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 7.014 4726.688 2651.345
1-(7-hydroxy-5-methoxyphenanthren-2-yl)oxy-4-methoxyphenanthrene-2,7-diol478.500 3.000 4.250 5.358 359.549 163.748
1-(7-hydroxy-4-methoxyphenanthren-2-yl)-4-methoxyphenanthrene-2,7-diol462.501 3.000 3.750 5.390 367.313 167.574
(1S,3R,6S,8R,11S,12S,15R,16R)-15-[(2R,5R)-5-ethyl-6-methylhept-6-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol454.778 1.000 1.700 8.289 4382.493 2443.288
(1S,3R,8R,11S,12S,15R,16R)-15-[(2R,5R)-5-ethyl-6-methylhept-6-en-2-yl]-7,7,12,16-tetramethylpentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-one452.762 0.000 2.000 8.309 4183.404 2323.540
bis[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl] (2E,4E,6Z,8E,10E,12E,14E)-2,6,11,15-tetramethylhexadeca-2,4,6,8,10,12,14-heptaenedioate976.975 14.000 38.000 -4.678 0.011 0.002
(1R,3R,4S,5R,8R,9S,11S,14R,17S,18R)-3,4-dihydroxy-5,7-dimethyl-12-methylidene-7-azahexacyclo[9.6.2.01,8.05,17.09,14.014,18]nonadecane-10,16-dione357.449 2.000 9.400 0.607 137.238 63.965
[(Z)-hex-1-enyl] benzoate204.268 0.000 2.500 3.156 3381.149 1845.890
16,20,20-trimethyl-15-oxa-4-azahexacyclo[14.4.1.02,14.03,11.05,10.019,21]henicosa-2(14),3(11),5(10),6,8,12-hexaene-8-carbaldehyde345.440 1.000 2.750 4.638 1526.720 781.578
(1R,2S,4S,8R,9S,12S,13S,16S,18S)-16-[(2R,3R,4R,5R,6R)-5-[(2S,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-3,4-dihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-7,9,13-trimethyl-6-[(3R)-3-methyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-6-en-10-one1079.194 14.000 40.150 -4.086 0.150 0.037
(1S,2S,4S,5R,10R,11S,14S,15S,18S)-5-hydroxy-15-[(1R)-1-hydroxy-1-[5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]ethyl]-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one486.604 2.000 9.200 2.989 161.295 68.846



(1S,2S,4S,5R,10R,11S,14S,15S,18S)-15-[(1R)-1-[(4S)-4,5-dimethyl-6-oxooxan-2-yl]-1-hydroxyethyl]-5-hydroxy-10,14-dimethyl-3-oxapentacyclo[9.7.0.02,4.05,10.014,18]octadec-7-en-9-one472.620 2.000 8.500 3.471 466.051 216.754
2-[(1R)-1-[(5S,9S,10R,13R,14S,17S)-5,14-dihydroxy-10,13-dimethyl-1-oxo-4,6,9,11,12,15,16,17-octahydrocyclopenta[a]phenanthren-17-yl]-1-hydroxyethyl]-4,5-dimethyl-2,3-dihydropyran-6-one470.605 3.000 7.250 3.775 266.313 118.377
(1R,3R,4S,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,5-dihydroxy-4-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid530.484 6.000 11.450 1.754 0.629 0.218
(1S,3R,4R,5R)-3-[(E)-3-(3,4-dihydroxyphenyl)prop-2-enoyl]oxy-1,4-dihydroxy-5-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]oxycyclohexane-1-carboxylic acid530.484 6.000 11.450 1.729 0.623 0.216
(2R,3R)-2-[[(2S,3R)-2-(4-hydroxy-3-methoxyphenyl)-3-(hydroxymethyl)-7-methoxy-2,3-dihydro-1-benzofuran-5-yl]methyl]-3-[(4-hydroxy-3-methoxyphenyl)methyl]butane-1,4-diol540.609 5.000 9.600 3.684 83.219 33.670
[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl] (2E,4E)-5-(7-hydroxy-1,2-dimethyl-3,9-dioxabicyclo[3.3.1]nonan-2-yl)-3-methylpenta-2,4-dienoate444.478 5.000 13.700 0.149 68.802 27.412
(5E)-5-(2,3,4,5-tetrahydroxypentylidene)furan-2-one216.190 4.000 9.300 -1.552 49.185 19.071
(2S,3S,4S,5R,6R)-6-[[(2S,4S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-8a-carboxy-4-formyl-2-hydroxy-4,6a,6b,11,11,14b-hexamethyl-1,2,3,4a,5,6,7,8,9,10,12,12a,14,14a-tetradecahydropicen-3-yl]oxy]-3,4,5-trihydroxyoxane-2-carboxylic acid662.816 5.000 15.200 2.898 0.528 0.230
2-[4-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyphenyl]acetamide297.307 5.000 10.050 -1.277 29.982 22.970
2-[4-[(2S,3R,4R,5S,6S)-3,5-dihydroxy-6-methyl-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxyphenyl]acetamide459.449 8.000 18.550 -3.064 2.921 1.860
(3S,3aS,5S,6Z,10Z,11aS)-3,6,10-trimethyl-5-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3a,4,5,8,9,11a-hexahydro-3H-cyclodeca[b]furan-2-one412.479 4.000 13.200 0.196 126.959 53.152
(2R,3R,4S,5S,6R)-2-[2-hydroxy-4-[(E)-3-hydroxybut-1-enyl]-3,5,5-trimethylcyclohex-3-en-1-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol388.457 6.000 13.600 -0.461 44.244 17.009
sodium;[(2R,3S,4R,5R,6S)-4-hydroxy-2-(hydroxymethyl)-6-[(1S,2S,4S,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl]-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-3-yl] sulfate786.970 6.000 19.100 2.701 2.982 1.172
sodium;[(2R,3S,4R,5R,6S)-4-hydroxy-2-(hydroxymethyl)-6-[(1S,2S,6R,7S,8R,9S,12S,13R,16S)-6-hydroxy-7,9,13-trimethyl-6-[(3S)-3-methyl-4-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]-5-[(2S,3R,4R,5R,6S)-3,4,5-trihydroxy-6-methyloxan-2-yl]oxyoxan-3-yl] sulfate967.128 11.000 29.300 -0.471 0.040 0.011
(10E,12E,14E)-9,16-dihydroxyoctadeca-10,12,14-trienoic acid310.433 3.000 5.400 3.631 36.357 17.497
2,4,6-tris[(4-hydroxyphenyl)methyl]-3-methoxy-5-[2-(3-methoxyphenyl)ethyl]phenol576.688 4.000 4.500 7.036 159.030 67.802
3-[2-(4-hydroxy-3-methoxyphenyl)ethyl]-2,4-bis[(4-hydroxyphenyl)methyl]-5-methoxyphenol486.563 4.000 4.500 5.265 121.095 50.503
3-[2-[3-hydroxy-4-[(4-hydroxyphenyl)methyl]phenyl]ethyl]-2,4-bis[(4-hydroxyphenyl)methyl]-5-methoxyphenol562.661 5.000 4.500 6.224 59.559 23.454
2-(13,16-dimethyl-15-oxa-4-azapentacyclo[14.3.1.02,14.03,11.05,10]icosa-2(14),3(11),5,7,9,12-hexaen-19-yl)propan-2-ol349.472 2.000 1.500 5.534 4961.899 2794.236
methyl (2S,4aS,6S,10aR,10bS)-2-(furan-3-yl)-4a-hydroxy-10b-methyl-4-oxo-6-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,2,5,6,8,9,10,10a-octahydrobenzo[f]isochromene-7-carboxylate538.547 5.000 16.450 0.209 84.864 34.390
(2S,3R,4S,5S,6S)-2-[(2S,4S,5R,6S)-2-[(2S,3R,4R,6R)-4,5-dihydroxy-2-(hydroxymethyl)-6-[(1S,2S,4S,5'R,6S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-piperidine]-16-yl]oxyoxan-3-yl]oxy-5-hydroxy-6-(hydroxymethyl)-4-[(2S,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol1032.184 13.000 35.750 -3.099 0.216 0.060
methyl (1S,15R,16S,18S,20R)-18-hydroxy-16-methyl-17-oxa-3,13-diazapentacyclo[11.8.0.02,10.04,9.015,20]henicosa-2(10),4,6,8-tetraene-3-carboxylate370.447 1.000 7.900 2.219 434.095 222.076
[(2R,3S,4S,5R,6S)-3,4,5-trihydroxy-6-[3-methoxy-4-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[(4-hydroxy-3-methoxybenzoyl)oxymethyl]oxan-2-yl]oxyphenoxy]oxan-2-yl]methyl 4-hydroxy-3-methoxybenzoate764.690 8.000 22.850 -0.297 0.941 0.265
(1S,2R)-1-(4-hydroxy-3-methoxyphenyl)-2-[4-[[(3R,4R,5S)-5-(4-hydroxy-3-methoxyphenyl)-4-(hydroxymethyl)oxolan-3-yl]methyl]-2-methoxyphenoxy]propane-1,3-diol556.608 5.000 11.300 3.219 68.679 27.358
(1S,5S,8R,9S,11R,14R,16S,17R,18R,19S)-10,19-dihydroxy-5-methyl-12-methylidene-7-azaheptacyclo[9.6.2.01,8.05,17.07,16.09,14.014,18]nonadecan-3-one327.422 2.000 7.400 0.919 146.747 68.769
(1S,3S,5S,8R,9S,11R,14R,16S,17R,18R,19S)-5-methyl-12-methylidene-7-azaheptacyclo[9.6.2.01,8.05,17.07,16.09,14.014,18]nonadecane-3,10,19-triol329.438 3.000 7.100 1.111 228.150 110.801
[(1S,3R,6S,8R,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methyl-5-methylideneheptan-2-yl]-6-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] hexadecanoate679.164 0.000 2.000 14.310 4369.915 2435.710
(1R,2R,10R,11S,14R,15S,16S)-16-[(2R)-5-(hydroxymethyl)-4-methyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,7-dien-9-one452.589 0.000 6.450 4.199 505.023 236.409
(1R,2R,10R,11S,14R,15S,16S)-16-[(2R)-4,5-dimethyl-6-oxo-2,3-dihydropyran-2-yl]-10,14,16-trimethyl-17-oxapentacyclo[13.2.2.01,14.02,11.05,10]nonadeca-4,7-dien-9-one436.590 0.000 5.750 4.744 1415.526 720.235
(13aR)-3-methoxy-6,8,13,13a-tetrahydro-5H-isoquinolino[2,1-b]isoquinolin-2-ol281.354 1.000 3.500 3.030 707.119 376.313
(13aS)-3-methoxy-6,8,13,13a-tetrahydro-5H-isoquinolino[2,1-b]isoquinolin-2-ol281.354 1.000 3.500 3.030 707.120 376.313
6,14-dihydroxy-7-methoxy-13-[(3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxy-2,9-dioxatetracyclo[6.6.2.04,16.011,15]hexadeca-1(15),4,6,8(16),11,13-hexaene-3,10-dione448.339 5.000 14.800 -1.854 5.159 1.667
(9R,12R,13Z,16S,17S)-13-ethylidene-6-methoxy-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2(7),3,5-trien-18-one336.433 0.000 5.750 2.224 236.879 127.658



methyl (2R,5S,8S,10R,11R)-17-hydroxy-2,5,8,11,12,18-hexamethyl-7,16-dioxopentacyclo[11.8.0.02,11.05,10.014,19]henicosa-1(21),12,14,17,19-pentaene-8-carboxylate462.585 1.000 6.750 4.066 298.663 133.993
(1aR,3R,3aS,7R,7aR,7bS)-1a-methyl-4-methylidene-7-propan-2-yl-2,3,3a,5,6,7,7a,7b-octahydronaphtho[1,2-b]oxiren-3-ol236.353 0.000 2.700 3.241 4398.378 2452.862
5-[2-(3-hydroxyphenyl)ethyl]-4,6-bis[(4-hydroxyphenyl)methyl]benzene-1,3-diol442.510 5.000 3.750 4.254 54.765 21.420
(1R,2S,4S,5'R,6R,7S,8R,9S,12S,13S,16S,18S)-16-[(2R,3R,4R,5R,6R)-3,4-dihydroxy-5-[(2S,3R,4S,5R,6R)-5-hydroxy-6-(hydroxymethyl)-3-[(2S,3R,4S,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-4-[(2S,3R,4S,5R)-3,4,5-trihydroxyoxan-2-yl]oxyoxan-2-yl]oxy-6-(hydroxymethyl)oxan-2-yl]oxy-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosane-6,2'-oxane]-10-one1049.168 12.000 37.500 -3.061 0.845 0.236
(4aR,6aS,6aS,6bR,8aR,12aR,14aR,14bS)-3-hydroxy-4,6a,6b,8a,14a-pentamethyl-11-methylidene-2-oxo-5,6,6a,7,8,9,10,12,12a,13,14,14b-dodecahydro-1H-picene-4a-carbaldehyde438.649 1.000 4.750 4.901 663.034 317.286
(2S)-2-amino-N-formylpropanamide116.119 3.000 4.000 -1.332 52.311 22.552
[(1S,2R,3R,4R,5R,6S,7S,8R,10R,13R,14R,16S,17S,18R)-8-acetyloxy-5,7,14-trihydroxy-6,16,18-trimethoxy-13-(methoxymethyl)-11-methyl-11-azahexacyclo[7.7.2.12,5.01,10.03,8.013,17]nonadecan-4-yl] benzoate631.719 3.000 16.950 1.988 137.820 64.258
5-[(E)-2-[(2S,3S)-3-(3,5-dihydroxyphenyl)-2-(3-hydroxy-4-methoxyphenyl)-6-methoxy-2,3-dihydro-1-benzofuran-4-yl]ethenyl]benzene-1,3-diol514.531 5.000 6.000 3.924 33.635 12.647
(4aR,5S,6aR,6aS,6bR,8aR,10S,12aR,14bS)-5-hydroxy-2,2,6a,6b,9,9,12a-heptamethyl-10-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid634.849 5.000 12.900 3.705 10.956 4.785
(2S,3S,4S,5R)-2,3,4-trihydroxy-5-(3,4,5-trihydroxybenzoyl)oxyhexanedioic acid362.246 6.000 11.350 -1.508 0.022 0.007
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5R,6R)-4,5-dihydroxy-2-methyl-6-[(1S,2S,4S,5'R,6R,7S,8R,9S,12S,13R,16S)-5',7,9,13-tetramethylspiro[5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-ene-6,2'-oxane]-16-yl]oxyoxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol722.912 6.000 18.500 2.586 51.149 19.896
(1R,2R,5R,8S,9R)-4,4,8-trimethyltricyclo[6.3.1.02,5]dodecane-1,9-diol238.369 2.000 2.450 2.747 1995.490 1043.922
(1S,4R,4aR)-4,7-dimethyl-1-propan-2-yl-1,2,3,4,4a,5-hexahydronaphthalene204.355 0.000 0.000 5.440 9906.038 5899.293
(1R,2S,3R)-2-(3,5-dihydroxyphenyl)-3-(4-hydroxy-3-methoxyphenyl)-1-[(4-hydroxy-3-methoxyphenyl)-methoxymethyl]-2,3-dihydro-1H-indene-4,6-diol546.573 6.000 7.700 3.099 13.276 4.630
(1R,2S,3R)-2-(3,5-dihydroxyphenyl)-1-[ethoxy-(4-hydroxy-3-methoxyphenyl)methyl]-3-(4-hydroxy-3-methoxyphenyl)-2,3-dihydro-1H-indene-4,6-diol560.599 6.000 7.700 3.680 13.839 4.843
4-(4-hydroxy-3,5-dimethoxyphenyl)-1-(4-hydroxy-3-methoxyphenyl)-3,3a,4,8b-tetrahydro-1H-indeno[1,2-c]furan-5,7-diol466.487 4.000 6.950 2.910 147.826 62.654
[(2R,3S)-7-hydroxy-2-(3-hydroxy-5-methoxyphenyl)-9-methoxy-2,3,4,5-tetrahydronaphtho[2,1-e][1]benzofuran-3-yl]methyl acetate462.498 2.000 5.750 4.570 279.905 124.921
2-[[2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-3,4-dihydro-2H-chromen-3-yl]oxy]-2-(4-hydroxyphenyl)-3,4-dihydrochromene-3,4,5,7-tetrol578.528 9.000 10.900 0.710 1.205 0.346
(3R,3aR,5aR,5bR,7aR,9R,11aR,11bR,13aS,13bS)-3a,5a,5b,8,8,11a-hexamethyl-3-propan-2-yl-2,3,4,5,6,7,7a,9,10,11,11b,12,13,13a-tetradecahydro-1H-cyclopenta[a]chrysene-9,13b-diol444.740 2.000 2.450 6.553 3012.594 1629.402
(1S,4aR,6aR,6aS,6bR,8aR,9R,10R,11R,12aR,14bS)-9-[[(2S,3R,6R)-2,3,4,4,5,5-hexahydroxy-6-(hydroxymethyl)oxan-2-yl]methyl]-1,10,11-trihydroxy-9-(hydroxymethyl)-2,2,6a,6b,12a-pentamethyl-1,3,4,5,6,6a,7,8,8a,10,11,12,13,14b-tetradecahydropicene-4a-carboxylic acid714.846 12.000 16.700 0.497 0.438 0.147
4-[2,13-dihydroxy-13-[5-[5-[5-(1-hydroxyhexyl)oxolan-2-yl]oxolan-2-yl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one622.881 3.000 13.200 5.788 306.844 137.965
(2S)-4-[(E)-2-[(2R)-2-carboxy-5-[(2S,3R,4S,5S,6R)-3-[(2R,3R,4S,5S,6S)-6-carboxy-3,4,5-trihydroxyoxan-2-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-6-hydroxy-2,3-dihydroindol-1-yl]ethenyl]-2,3-dihydropyridine-2,6-dicarboxylic acid726.601 10.000 24.800 -2.028 0.000 0.000
methyl (2S,3R,4S)-4-(2-butoxy-2-oxoethyl)-3-ethenyl-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,4-dihydro-2H-pyran-5-carboxylate460.477 4.000 15.900 -0.088 46.186 17.818
(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(1S,2R,5R,7S,9S,11R,12R,15S,20S)-7,12-dihydroxy-1,2,6,6,17,17-hexamethyl-10-methylidene-20-pentacyclo[12.8.0.02,11.05,9.015,20]docos-13-enyl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol780.991 9.000 22.100 0.728 5.142 1.661
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-2-[[(1S,2R,5R,7S,9S,11R,12R,15S,20S)-7,12-dihydroxy-1,2,6,6,17,17-hexamethyl-10-methylidene-20-pentacyclo[12.8.0.02,11.05,9.015,20]docos-13-enyl]methoxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol943.133 12.000 30.600 -1.416 0.922 0.259
(2S,3R,4S,5S,6R)-2-[(2S,3R,4S,5S,6R)-2-[(2R,3R,4S,5S,6R)-4,5-dihydroxy-2-[[(1S,2R,5R,7S,9S,11R,12R,15S,20S)-7-hydroxy-12-methoxy-1,2,6,6,17,17-hexamethyl-10-methylidene-20-pentacyclo[12.8.0.02,11.05,9.015,20]docos-13-enyl]methoxy]-6-(hydroxymethyl)oxan-3-yl]oxy-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl]oxy-6-(hydroxymethyl)oxane-3,4,5-triol957.160 11.000 30.600 -0.815 4.146 1.316
[(1R,3R,4R,5R)-1,4-dihydroxy-7-oxo-6-oxabicyclo[3.2.1]octan-3-yl] (E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoate350.324 3.000 8.950 0.654 71.888 28.743
3-methyl-3-(4-methylpent-3-enyl)-11H-pyrano[3,2-a]carbazole-5-carbaldehyde345.440 1.000 2.750 5.181 1798.203 932.826
8,16-dimethyl-19-prop-1-en-2-yl-15-oxa-4-azapentacyclo[14.3.1.02,14.03,11.05,10]icosa-2(14),3(11),5(10),6,8,12-hexaene331.457 1.000 0.750 6.060 8227.422 4826.605
[(1R,9R,10S,12R,13S,14R,16S,17R,18R)-4-acetyl-13-ethyl-14-hydroxy-8-methyl-8,15-diazahexacyclo[14.2.1.01,9.02,7.010,15.012,17]nonadeca-2(7),3,5-trien-18-yl] acetate410.512 1.000 8.700 1.599 29.784 13.572
(4aR,6aS,6bS,8aS,12aS,14aR,14bR)-4,4,6a,6b,8a,9,9,14b-octamethyl-2,4a,5,7,8,10,11,12,12a,13,14,14a-dodecahydro-1H-picen-3-one424.709 0.000 2.000 6.969 4299.013 2393.022
(3S,4aR,6aR,6bS,8aS,12aS,14aR,14bR)-4,4,6a,6b,8a,9,9,14b-octamethyl-1,2,3,4a,5,6,7,8,10,11,12,12a,14,14a-tetradecahydropicen-3-ol426.724 1.000 1.700 6.896 4372.729 2437.405
3-[2-[2-hydroxy-5-[(4-hydroxyphenyl)methyl]phenyl]ethyl]-2,4-bis[(4-hydroxyphenyl)methyl]-5-methoxyphenol562.661 5.000 4.500 6.441 77.195 31.043



4-[(4-hydroxyphenyl)methyl]-3-methoxy-5-[2-(3-methoxyphenyl)ethyl]phenol364.440 2.000 3.000 4.890 914.051 448.914
5-[2-(3-hydroxyphenyl)ethyl]-2,4-bis[(4-hydroxyphenyl)methyl]-3-methoxyphenol456.537 4.000 3.750 5.239 142.016 59.996
3-[2-(3-hydroxyphenyl)ethyl]-2,6-bis[(4-hydroxyphenyl)methyl]-5-methoxyphenol456.537 4.000 3.750 5.279 216.369 94.575
2-[(2'S,7S,8R,8aS)-2'-(hydroxymethyl)-4,4,7,8a-tetramethyl-6-oxospiro[1,2,3,7-tetrahydronaphthalene-8,5'-oxolane]-2'-yl]ethyl acetate378.508 1.000 6.450 3.373 257.108 113.960
(5R,6S,7S)-10-methyl-7-propan-2-yl-2-oxatricyclo[6.3.1.04,12]dodeca-1(11),3,8(12),9-tetraene-5,6-diol246.305 2.000 3.900 2.199 1993.168 1042.609
8-hydroxy-4,7-dimethyl-5-(2-methylpropanoyl)-3,4-dihydrochromen-2-one262.305 1.000 5.250 1.784 571.872 270.407
(1R,3S)-3,5-dihydroxy-1,6,9-trimethyl-2,3,8,9-tetrahydro-1H-pyrano[3,2-f]chromen-10-one278.304 2.000 5.950 1.487 984.720 486.544
4-[(E)-2-[(2S)-2-carboxy-6-hydroxy-5-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-2,3-dihydroindol-1-yl]ethenyl]pyridine-2,6-dicarboxylic acid548.459 8.000 17.000 -0.908 0.002 0.001
6,7'-dihydroxy-10'-methoxyspiro[1,2-dihydroindene-3,3'-naphtho[2,1-e][1]benzofuran]-2'-one398.414 2.000 4.750 3.593 334.303 151.357
(2R,3R,4S,5S,6R)-2-[[(3S,4aR,6aR,6aR,6bR,8S,8aS,11S,12S,12aS,14aR,14bR)-8,11-dihydroxy-4,4,6a,6b,8a,11,12,14b-octamethyl-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol622.881 6.000 12.650 3.180 60.813 23.988
(2R,3R,4S,5S,6R)-2-[[(3S,4aR,6aR,6aR,6bR,8aR,11S,12S,12aS,14aR,14bR)-11-hydroxy-8a-(hydroxymethyl)-4,4,6a,6b,11,12,14b-heptamethyl-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol622.881 6.000 12.650 3.114 56.920 22.333
[(2R,3R,4S,5S,6R)-2-[[(3S,4aR,6aR,6aR,6bR,8S,8aS,11S,12S,12aS,14aR,14bR)-8,11-dihydroxy-4,4,6a,6b,8a,11,12,14b-octamethyl-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-yl]oxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl] hydrogen sulfate702.939 6.000 14.950 2.930 3.665 1.478
[(2R,3R,4S,5S,6R)-2-[[(3S,4aR,6aR,6aR,6bR,8aR,11S,12S,12aS,14aR,14bR)-11-hydroxy-8a-(hydroxymethyl)-4,4,6a,6b,11,12,14b-heptamethyl-1,2,3,4a,5,6,6a,7,8,9,10,12,12a,13,14,14a-hexadecahydropicen-3-yl]oxy]-4,5-dihydroxy-6-(hydroxymethyl)oxan-3-yl] hydrogen sulfate702.939 6.000 14.950 2.959 3.351 1.362
(1S,2S,4S,7R,9S,12R,13S,16S)-4-(furan-3-yl)-12-hydroxy-2,16-dimethyl-13-[2-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyethylsulfanyl]-5,10-dioxatetracyclo[7.6.1.02,7.012,16]hexadecane-6,11-dione598.661 5.000 17.950 0.004 36.866 15.510
N-[[2-(aminomethyl)phenyl]methyl]-5-bromo-3-chloro-N-ethylpyridin-2-amine354.676 2.000 2.500 3.932 773.198 2175.717
[5-(3-aminoprop-1-ynyl)pyridin-3-yl]-(4-hydroxy-3,3a,4,5,6,6a-hexahydro-1H-cyclopenta[c]pyrrol-2-yl)methanone285.345 3.000 7.200 0.563 50.566 21.740
(2R,3S,4R,5R)-2,3,4,5,6-pentahydroxy-3-(3,4,5-trihydroxybenzoyl)hexanal332.263 5.000 10.800 -1.928 2.313 0.701
3-[[(2R,3S,4S,5R,6R)-6-[(2R,3R,4S,5S,6R)-4,5-dihydroxy-6-(hydroxymethyl)-2-[[(3S,5R,8R,9R,10R,12R,13R,14R,17S)-12-hydroxy-4,4,8,10,14-pentamethyl-17-[(2S)-6-methyl-2-[(2S,3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl]oxyhept-5-en-2-yl]-2,3,5,6,7,9,11,12,13,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-yl]oxy]oxan-3-yl]oxy-3,4,5-trihydroxyoxan-2-yl]methoxy]-3-oxopropanoic acid1195.354 14.000 39.450 -2.382 0.006 0.001
(1R,7R,10R)-7,10,11,11-tetramethyltricyclo[5.3.1.01,5]undec-4-ene-4-carboxylic acid248.364 1.000 2.000 3.564 312.617 179.043
[(10R,15R)-3,4,5,21,22,23-hexahydroxy-8,13,18-trioxo-12-(3,4,5-trihydroxybenzoyl)oxy-9,14,17-trioxatetracyclo[17.4.0.02,7.010,15]tricosa-1(23),2,4,6,11,19,21-heptaen-11-yl] 3,4,5-trihydroxybenzoate782.535 12.000 21.000 -3.556 0.002 0.000
(1R,22R)-7,8,9,12,13,14,28,29,30,33,34,35-dodecahydroxy-3,18,21,24,39-pentaoxaheptacyclo[20.17.0.02,19.05,10.011,16.026,31.032,37]nonatriaconta-2(19),5,7,9,11,13,15,26,28,30,32,34,36-tridecaene-4,17,20,25,38-pentone780.519 12.000 21.000 -3.622 0.005 0.001
3-[(2S,3R,4R,5S,6R)-3,4-dihydroxy-6-(hydroxymethyl)-5-[(3S,5R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxyoxan-2-yl]oxy-2-(3,4-dihydroxyphenyl)-5,7-dihydroxychromen-4-one626.524 10.000 22.250 -3.301 0.302 0.078
(1S,2R,8R,15R)-15-hydroxy-13-oxa-7-azatetracyclo[6.5.2.01,10.02,7]pentadec-10-en-12-one235.282 1.000 6.700 0.035 210.117 101.365
1-O-[(2S,3R,4R,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl] 16-O-[(3R,4S,5S,6R)-3,4,5-trihydroxy-6-[[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxymethyl]oxan-2-yl] 2,6,11,15-tetramethylhexadeca-2,4,6,8,10,12,14-heptaenedioate976.975 14.000 38.000 -4.700 0.010 0.002
7-hydroxy-2-methoxyphenanthrene-3,4-dione254.242 1.000 5.500 1.240 464.368 215.907
[(1S,2S,4S,5S,6R,10S)-5-hydroxy-10-[(2R,3R,4S,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxy-3,9-dioxatricyclo[4.4.0.02,4]dec-7-en-2-yl]methyl 4-hydroxy-3-methoxybenzoate512.466 6.000 19.100 -1.663 24.963 9.163
(E,5R,6S,7R,8R)-1-(3,4-dihydroxyphenyl)-5,6,7,8,9-pentahydroxynon-1-ene-3,4-dione342.302 5.000 12.000 -1.523 4.920 1.584
(4E,12E)-octadeca-4,12-dienoic acid280.450 1.000 2.000 5.919 312.492 178.965
2-hydroxy-2-[(E)-3-(4-hydroxy-3-methoxyphenyl)prop-2-enoyl]butanedioic acid310.260 2.000 6.250 1.697 1.221 0.568
5-[2-(4-hydroxyphenyl)ethenyl]-3-(3-methylbuta-1,3-dienyl)cyclohexa-1,5-diene-1,3-diol296.365 3.000 2.250 3.693 363.401 165.645
2,3,4-trideuterio-3,7,7-trimethylbicyclo[4.1.0]hept-1-ene136.236 0.000 0.000 3.959 9906.038 5899.293
(1S,3R,8S,11S,12S,15R,16R)-7,7,12,16-tetramethyl-15-[(2R)-6-methylhept-5-en-2-yl]pentacyclo[9.7.0.01,3.03,8.012,16]octadecan-6-ol426.724 1.000 1.700 7.546 4402.196 2455.163
5-hydroxy-3-(4-hydroxyphenyl)-2-(3-methylbut-2-enyl)-7-[(2S,5S)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one500.501 5.000 12.250 1.145 16.564 5.881



[4-[(2R,3R,4R,5S,6S)-4-ethoxy-2,3,5-trihydroxy-6-methyloxan-2-yl]oxyphenyl]methyl carbamate357.360 5.000 8.600 0.708 51.483 20.036
5-[(E)-2-(2,4-dihydroxyphenyl)ethenyl]-2-(3-methylbut-3-enyl)benzene-1,3-diol312.365 4.000 3.000 3.151 231.105 101.555
7,8-dihydroxy-1,1-dimethyl-3,4-dihydro-2H-isoquinoline-3-carboxylic acid237.255 4.000 4.500 -1.290 12.469 6.088
(E)-2-hydroxy-5-(4-hydroxyphenyl)-3-oxopent-4-enoic acid222.197 2.000 5.450 0.624 13.516 6.004
(3R,6R)-6-[(8S,9S,10R,13R,14S,17R)-10,13-dimethyl-2,3,4,7,8,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-17-yl]-3-prop-1-en-2-ylhept-4-en-1-ol410.682 1.000 1.700 7.583 4369.736 2435.602
2-[(2,2-dimethyl-3,4-dihydrochromen-6-yl)methyl]-4-hydroxy-3-(4-hydroxyphenyl)-2H-furan-5-one366.413 2.000 5.250 3.371 295.352 132.388
4-hydroxy-2-[[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]methyl]-3-(4-hydroxyphenyl)-2H-furan-5-one366.413 3.000 5.250 2.490 192.472 83.337
3,5,7-trihydroxy-6-methyl-2-phenylchromen-4-one284.268 2.000 3.750 2.196 259.969 115.332
[(2R,3S,4S,5R)-3,4-dihydroxy-2,3,4,5,6-pentakis(3,4,5-trihydroxybenzoyl)-5,6-bis[(3,4,5-trihydroxybenzoyl)oxy]oxan-2-yl]methyl 3,4,5-trihydroxybenzoate1397.007 24.000 34.250 -6.206 0.000 0.000
hexacyclo[12.8.1.01,14.02,11.05,10.015,20]tricosa-2(11),3,5,7,9,12,15,17,19,21-decaene292.379 0.000 0.000 6.977 9906.038 5899.293
[(1S,3R,8S,11S,12S,15R,16R)-6-hydroxy-7,7,12,16-tetramethyl-15-[(2R)-6-methylhept-5-en-2-yl]-4-pentacyclo[9.7.0.01,3.03,8.012,16]octadecanyl] acetate484.761 1.000 3.700 7.334 1844.919 959.047
8-[(3R,4R,5S)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]-5,7-dihydroxy-2-(4-hydroxyphenyl)-6-[(3R,4R,5S,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]chromen-4-one564.499 9.000 19.050 -2.506 0.917 0.258
11,17-dimethoxy-22-methyl-6,8,12-trioxa-22-azapentacyclo[11.9.0.02,10.05,9.014,19]docosa-2(10),3,5(9),14,16,18-hexaen-16-ol385.416 1.000 8.400 2.096 723.715 385.868
(Z)-N-[2-hydroxy-2-[4-(3-methylbut-2-enoxy)phenyl]ethyl]-3-phenylprop-2-enamide351.444 2.000 4.950 4.816 1786.878 926.477
5-(3,5-dimethyl-11H-pyrano[3,2-a]carbazol-3-yl)-2-methylpentan-2-ol349.472 2.000 1.500 5.817 3599.602 1975.128
8,13,13,17-tetramethyl-21-oxa-12-azahexacyclo[10.7.1.12,17.05,20.06,11.014,19]henicosa-1,3,5(20),6(11),7,9-hexaene331.457 0.000 0.750 6.077 6538.427 3765.131
7,8-dihydroxy-3,5-dioxo-9-sulfooxy-1,2-dihydrocyclopenta[c]isochromene-1-carboxylic acid372.260 4.000 12.500 -1.725 0.087 0.033
4-[4,13-dihydroxy-13-[5-[5-(1-hydroxyundecyl)oxolan-2-yl]oxolan-2-yl]tridecyl]-2-methyl-2H-furan-5-one622.924 3.000 11.500 7.252 254.895 112.901
(3S,5S,10S,13R,17R)-17-[(2R,5S)-5-ethyl-6-methylheptan-2-yl]-10,13-dimethyl-2,3,4,5,6,9,11,12,14,15,16,17-dodecahydro-1H-cyclopenta[a]phenanthren-3-ol414.713 1.000 1.700 7.594 3395.446 1854.329
(Z)-N-(3-aminopropyl)-N-[4-(3-aminopropylamino)butyl]-3-(4-hydroxy-3,5-dimethoxyphenyl)prop-2-enamide408.540 6.000 8.750 1.018 2.447 1.008
2-[(1E,3Z,5E,9Z,11E,13E,15E,17Z,19Z)-3,7,12,16,20,24-hexamethylpentacosa-1,3,5,9,11,13,15,17,19,23-decaenyl]-1,3,3-trimethylcyclohexene538.898 0.000 0.000 14.466 9906.038 5899.293
11,12,13,22-tetrahydroxy-21-(hydroxymethyl)-3,6,16-trioxo-19-(3,4,5-trihydroxybenzoyl)oxy-2,5,17,20-tetraoxatetracyclo[16.3.1.04,9.010,15]docosa-10,12,14-triene-8-carboxylic acid652.475 9.000 20.600 -2.987 0.014 0.004
(1,16,17,18,21,22,23,34,35,39,39-undecahydroxy-2,5,13,26,31-pentaoxo-6,9,12,27,30,40-hexaoxaoctacyclo[34.3.1.04,38.07,28.010,29.014,19.020,25.032,37]tetraconta-3,14,16,18,20,22,24,32,34,36-decaen-8-yl) 3,4,5-trihydroxybenzoate952.656 14.000 24.950 -4.060 0.001 0.000
2-[4,5-dihydroxy-6-(hydroxymethyl)-2-[[3,4,5-trihydroxy-6-[[6-hydroxy-7,9,13-trimethyl-6-[3-methyl-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]oxan-2-yl]methoxy]oxan-3-yl]oxy-6-methyloxane-3,4,5-triol1065.211 14.000 37.200 -2.708 0.352 0.092
2-[4-hydroxy-6-(hydroxymethyl)-2-[[3,4,5-trihydroxy-6-[[6-hydroxy-7,9,13-trimethyl-6-[3-methyl-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icos-18-en-16-yl]oxy]oxan-2-yl]methoxy]-5-(3,4,5-trihydroxyoxan-2-yl)oxyoxan-3-yl]oxy-6-methyloxane-3,4,5-triol1197.327 16.000 44.000 -4.462 0.060 0.013
6,7,8,11,12,13,25,26,30,30,31,37-dodecahydroxy-17,21,36,38,39-pentaoxaoctacyclo[18.16.1.12,19.127,31.04,9.010,15.023,28.029,34]nonatriaconta-4,6,8,10,12,14,23,25,27,33-decaene-3,16,22,32,35-pentone784.550 12.000 22.400 -4.338 0.005 0.001
2-[6-[[6,15-dihydroxy-7,9,13-trimethyl-6-[3-methyl-4-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxybutyl]-5-oxapentacyclo[10.8.0.02,9.04,8.013,18]icosan-16-yl]oxy]-4,5-dihydroxy-2-(hydroxymethyl)oxan-3-yl]oxy-6-methyloxane-3,4,5-triol921.084 12.000 30.400 -1.519 0.505 0.135
3-[(2S,3R,4S,5S,6R)-6-[[(2R,3R,4R,5R)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]oxymethyl]-3,4,5-trihydroxyoxan-2-yl]oxy-5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-4-one580.498 8.000 19.800 -2.131 2.574 0.786
(2R,3R)-2-(3,4-dihydroxyphenyl)-8-[(3R,4R,5R,6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]-3,4-dihydro-2H-chromene-3,5,7-triol452.414 9.000 13.950 -1.564 5.097 1.645
1-[(2Z)-3,7-dimethylocta-2,6-dienyl]-3-methyl-9H-carbazol-2-ol333.472 2.000 0.750 5.940 4545.967 2541.945
3-[2-hydroxy-4-methoxy-3-(3-methylbut-2-enyl)phenyl]-5-methoxy-3,4-dihydro-2H-chromen-7-ol370.444 2.000 3.750 4.823 1913.721 997.763
13-(cyclopenten-1-yl)-3-oxotridecanoic acid294.433 0.000 3.000 5.070 98.573 51.423
5-hydroxy-3-(3-methylbuta-1,3-dienyl)-2-phenylchromen-4-one304.345 0.000 2.250 4.770 1819.520 944.784



(1R,3aS,5aS,5bR,7aR,11aR,11bR,13aS,13bS)-9,13a-dihydroxy-5a,5b,8,8,11a-pentamethyl-1-prop-1-en-2-yl-2,3,4,5,6,7,7a,9,10,11,11b,12,13,13b-tetradecahydro-1H-cyclopenta[a]chrysene-3a-carboxylic acid472.707 3.000 4.450 5.708 232.533 130.027
methyl (1R,9R,10S,11R,12R,19R)-11-acetyloxy-12-ethyl-10-hydroxy-5-methoxy-8-methyl-4-[(2R)-5-oxopyrrolidin-2-yl]-8,16-diazapentacyclo[10.6.1.01,9.02,7.016,19]nonadeca-2(7),3,5,13-tetraene-10-carboxylate539.627 2.000 11.000 1.939 14.233 14.315
5,7-dihydroxy-3-(3-methylbuta-1,3-dienyl)-2-phenylchromen-4-one320.344 1.000 3.000 4.049 552.124 260.329
(2S)-2-[[4-[(2-amino-4-oxo-3H-pteridin-6-yl)methylamino]benzoyl]amino]pentanedioic acid441.402 6.250 12.750 -0.377 0.035 0.012
2-[[4-[(2-amino-5-formyl-4-oxo-3,6,7,8-tetrahydropteridin-6-yl)methylamino]benzoyl]amino]pentanedioic acid473.444 7.250 14.250 -0.683 0.022 0.007
2-amino-6-[(1R,2S)-1,2-dihydroxypropyl]-3H-pteridin-4-one237.218 5.000 9.400 -1.770 21.506 7.799
3-(3-methylbut-2-enyl)-7H-purin-6-imine203.246 2.000 4.000 1.373 613.734 291.865
(2S,4E)-4-[2-[(1S)-1-carboxy-2-(3,4-dihydroxyphenyl)ethyl]iminoethylidene]-2,3-dihydro-1H-pyridine-2,6-dicarboxylic acid390.349 6.000 10.000 0.602 0.019 0.008
(2S,4E)-4-[2-[(1S)-1-carboxy-2-(4-hydroxyphenyl)ethyl]iminoethylidene]-2,3-dihydro-1H-pyridine-2,6-dicarboxylic acid374.349 5.000 9.250 1.423 0.054 0.025
(2S)-4-[(E)-2-[(2S)-2-carboxy-5,6-dihydroxy-2,3-dihydroindol-1-yl]ethenyl]-2,3-dihydropyridine-2,6-dicarboxylic acid388.333 5.000 8.500 1.163 0.024 0.010
(Z)-3-(3,3-dimethyl-4H-isoquinolin-1-yl)-N-ethyl-2-hydroxy-4-oxo-4-piperidin-1-ylbut-2-enamide383.489 0.250 7.750 2.643 903.319 684.673
3H-benzo[h]quinazolin-4-one196.208 1.000 3.500 1.588 1211.791 608.872
isoquinolin-6-ol 145.160 1.000 2.500 1.077 1299.772 656.791
9-[(2R,3R,4S,5R)-3,4-dihydroxy-5-(hydroxymethyl)oxolan-2-yl]-2-ethenyl-1H-purin-6-one294.266 4.000 11.800 -1.565 35.024 13.212
5-pyrrolidin-1-yl-7H-[1,2,5]oxadiazolo[3,4-b]pyrazin-6-one207.191 1.000 6.500 -0.503 156.438 66.609
(2S,4E)-4-[2-[2-(4-hydroxy-3-methoxyphenyl)ethylimino]ethylidene]-2,3-dihydro-1H-pyridine-2,6-dicarboxylate360.366 4.000 8.000 2.055 1.199 0.557
(2S,4E)-4-[2-[2-(3,4-dihydroxyphenyl)ethylimino]ethylidene]-2,3-dihydro-1H-pyridine-2,6-dicarboxylate346.339 5.000 8.000 1.239 0.424 0.181
11-(4-hydroxyphenyl)-3-methyl-6,7,8,9-tetrahydropyridazino[1,2-a]indazol-1-one294.352 1.000 2.750 3.748 1174.551 588.672
(E)-3-[(1S,2S,4aR,8aR)-2-(1,3-benzodioxol-5-yl)-1,2,4a,5,6,7,8,8a-octahydronaphthalen-1-yl]-N-(2-methylpropyl)prop-2-enamide381.514 1.000 4.000 5.476 4196.079 2331.150
(1'R,2S,3R,4'S,6R,8'R,12'S,13'S,20'R,21'R,24'R)-2-[(2R)-butan-2-yl]-12',21',24'-trihydroxy-3,11',13',22'-tetramethylspiro[2,3-dihydropyran-6,6'-3,7,19-trioxatetracyclo[15.6.1.14,8.020,24]pentacosa-10,14,16,22-tetraene]-2'-one584.748 2.000 8.350 6.378 906.411 444.860
4,7-dimethoxyphenanthrene-1,2-dione268.268 0.000 5.500 1.521 928.932 456.819
(1R,4R,5S,8R,9S)-11,18-dihydroxy-16-(hydroxymethyl)-4,8,12-trimethyl-2,21-dioxapentacyclo[11.8.0.01,9.05,9.015,20]henicosa-11,13,15,17,19-pentaen-10-one398.455 3.000 6.700 2.396 239.196 105.404
6-[(3S,3aR,5S,6R,6aS)-5-hydroxy-3,6-dimethyl-2,3,3a,4,5,6-hexahydrocyclopenta[b]furan-6a-yl]-3-hydroxy-4-methylpyran-2-one280.320 2.000 5.700 1.596 256.898 113.860
(1R,4R,5S,6S)-6,9-dihydroxy-1,8-dimethyl-4-propan-2-ylspiro[4.5]dec-8-ene-7,10-dione266.336 2.000 6.450 1.149 636.961 303.822
(1R,4R,5S)-1,8-dimethyl-4-propan-2-ylspiro[4.5]dec-7-ene-6,9,10-trione248.321 0.000 6.000 1.355 1430.243 728.332
(1R,4R,5S)-7-amino-1,8-dimethyl-4-propan-2-ylspiro[4.5]dec-7-ene-6,9,10-trione263.336 1.500 7.000 1.030 600.450 285.043
(1R,4R,5S)-7-hydroxy-1,8-dimethyl-4-propan-2-ylspiro[4.5]dec-7-ene-6,9,10-trione264.321 1.000 6.750 1.168 676.167 324.085
(1S,4aR,8aR)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.600 9906.038 5899.293
(1R,4aR,8aS)-4,7-dimethyl-1-propan-2-yl-1,2,4a,5,6,8a-hexahydronaphthalene204.355 0.000 0.000 5.573 9906.038 5899.293
(1S,8S,9R,16S)-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,9,12-tetrol470.478 6.000 6.200 2.304 17.745 6.336
anisole 108.140 0.000 0.750 2.110 9906.038 5899.293
decacyclo[26.6.2.02,15.04,13.06,11.016,33.019,32.022,31.025,30.029,34]hexatriaconta-1(34),2,4,6,8,10,12,14,16(33),17,19(32),20,22(31),23,25(30),26,28,35-octadecaene450.538 0.000 0.000 9.811 9906.038 5899.293
(4S)-3,3,6-trimethylhepta-1,5-dien-4-ol154.252 1.000 1.700 2.557 4346.860 2421.823



methyl (2R)-2-[(2,2-dimethyl-3,4-dihydrochromen-6-yl)methyl]-4-hydroxy-3-(4-hydroxyphenyl)-5-oxofuran-2-carboxylate424.449 2.000 7.250 3.131 190.203 82.275
(1R,8S,9S,16R)-8,16-bis(4-hydroxyphenyl)-15-oxatetracyclo[8.6.1.02,7.014,17]heptadeca-2(7),3,5,10(17),11,13-hexaene-4,6,9,12-tetrol470.478 6.000 6.200 2.339 19.938 7.186
2,4-dimethylbenzo[h]quinoline207.274 0.000 1.000 4.105 8716.386 5137.388
[(1S,8S,11R,12S,13R,17S,18S,19R)-13,17-dihydroxy-14,14,18-trimethyl-9-oxo-4,10-dioxapentacyclo[9.7.1.03,7.08,19.013,18]nonadeca-3(7),5-dien-12-yl] acetate404.459 2.000 7.950 2.157 476.336 221.928
(1R,2R,3E,7S,11E,13S,15S)-2,15-dihydroxy-7-methyl-6-oxabicyclo[11.3.0]hexadeca-3,11-dien-5-one280.363 2.000 5.400 2.109 726.441 350.207
methyl 4-hydroxy-2-[[4-hydroxy-3-(3-methylbut-2-enyl)phenyl]methyl]-3-(4-hydroxyphenyl)-5-oxofuran-2-carboxylate424.449 3.000 7.250 2.765 76.454 30.721
methyl 4-hydroxy-3-(4-hydroxyphenyl)-2-[(4-hydroxyphenyl)methyl]-5-oxofuran-2-carboxylate356.331 3.000 7.250 1.340 60.040 23.658
methyl 2-[[3-[(3,3-dimethyloxiran-2-yl)methyl]-4-hydroxyphenyl]methyl]-4-hydroxy-3-(4-hydroxyphenyl)-5-oxofuran-2-carboxylate440.449 3.000 9.250 2.295 79.972 32.252
(8aS)-7-methyl-4-methylidene-1-propan-2-yl-2,3,4a,5,6,8a-hexahydro-1H-naphthalene204.355 0.000 0.000 5.596 9906.038 5899.293
[(1S,8S,11S,13R,17S,18S,19R)-13-hydroxy-14,14,18-trimethyl-9-oxo-4,10-dioxapentacyclo[9.7.1.03,7.08,19.013,18]nonadeca-3(7),5-dien-17-yl] acetate388.460 1.000 6.250 3.045 913.608 448.679
1,7,7-trimethylbicyclo[2.2.1]heptan-2-one152.236 0.000 2.000 1.943 3958.705 2188.942
1,6-diazatetracyclo[7.6.1.05,16.010,15]hexadeca-3,5(16),6,8,10,12,14-heptaen-2-one220.230 0.000 4.000 2.079 1978.636 1034.395
octanoyl octanoate 270.411 0.000 4.500 4.077 1982.689 1036.686
5,6-dihydroxy-2-(4-hydroxy-3-methoxyphenyl)-3,7-dimethoxychromen-4-one360.320 2.000 6.000 2.206 194.501 84.286
tripotassium;2-hydroxypropane-1,2,3-tricarboxylate192.125 3.000 5.750 0.132 0.281 0.148
1-butyl-2-ethylcyclopentane154.295 0.000 0.000 6.055 9906.038 5899.293
(2S)-2-[(2S,5R)-5-ethenyl-5-methyloxolan-2-yl]-6-methylhept-5-en-3-one236.353 0.000 2.750 4.006 5745.062 3273.842
5-[(2R,3R)-6-hydroxy-4-[(2S,3S)-6-hydroxy-2-(4-hydroxyphenyl)-4-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-3-yl]-2-(4-hydroxyphenyl)-2,3-dihydro-1-benzofuran-3-yl]benzene-1,3-diol680.709 7.000 6.750 4.750 6.203 2.034
4-[3-(3,5-dihydroxyphenyl)-6-hydroxy-4-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-2-yl]benzene-1,2-diol470.478 6.000 5.250 2.865 10.571 3.619
(3S,6S)-3-methyl-6-[[2-(2-methylbut-3-en-2-yl)-5,7-bis(3-methylbut-2-enyl)-1H-indol-3-yl]methyl]piperazine-2,5-dione461.646 3.000 5.000 4.610 189.511 327.792
(2S,3R,4S,5S,6R)-2-[[(2S,3S)-3-(3,5-dihydroxyphenyl)-2-(4-hydroxyphenyl)-4-[(E)-2-(4-hydroxyphenyl)ethenyl]-2,3-dihydro-1-benzofuran-6-yl]oxy]-6-(hydroxymethyl)oxane-3,4,5-triol616.620 8.000 13.000 1.522 3.410 1.065
1,4,5-trihydroxy-7-methoxy-2-methylanthracene-9,10-dione300.267 0.000 4.000 1.871 143.807 60.815
ethanol 46.069 1.000 1.700 -0.310 2857.851 1539.128
2-hydroxy-3-(2-hydroxy-4-methoxy-6-propylbenzoyl)oxy-4-methoxy-6-propylbenzoic acid418.443 1.000 5.500 4.610 38.748 18.743
(2R)-6-methyl-2-[(1R)-4-methylcyclohex-3-en-1-yl]hept-5-en-2-ol222.370 1.000 0.750 4.588 5860.418 3344.952
1,4-dichlorobenzene 147.004 0.000 0.000 3.011 9906.038 10000.000
(1S,2R,5S,7S)-2,6,6-trimethyl-8-methylidenetricyclo[5.3.1.01,5]undecane204.355 0.000 0.000 4.855 9906.038 5899.293
(1R,5S,6R,7S,10R)-10-methyl-4-methylidene-7-propan-2-yltricyclo[4.4.0.01,5]decane204.355 0.000 0.000 5.531 9906.038 5899.293
(Z)-hex-2-enal 98.144 0.000 2.000 1.219 1707.617 882.138
(1S,4R,6S)-1-methyl-4-prop-1-en-2-yl-7-oxabicyclo[4.1.0]heptan-2-one166.219 0.000 4.000 1.134 3598.553 1974.506
(1R,4R,6S)-1-methyl-4-prop-1-en-2-yl-7-oxabicyclo[4.1.0]heptane152.236 0.000 2.000 1.750 9906.038 5899.293



QPlogKp Absorción oral (%) Regla de cinco

-4.322 79.748 0
-5.554 43.193 2
-3.813 82.720 0
-4.544 73.921 0
-4.226 60.754 0
-5.696 31.938 0
-5.855 30.185 0
-4.618 52.714 0
-4.341 56.691 0
-7.330 6.598 1
-6.366 35.948 0
-2.683 83.822 0
-3.183 83.963 0
-3.717 63.978 0
-6.978 23.959 0
-3.726 66.477 0
-3.117 84.098 0
-3.833 63.067 0
-3.128 80.775 0
-3.789 100.000 0
-4.098 68.380 0
-7.576 0.000 1
-6.425 36.432 0
-7.882 4.463 0
-2.125 93.997 0
-2.657 80.786 0
-1.626 95.538 0
-2.742 80.433 0
-3.314 74.124 0
-5.090 48.751 0
-4.366 59.792 0



-2.550 85.817 0
-6.303 17.855 0
-1.931 94.380 0
-1.809 100.000 0
-2.307 96.428 0
-1.670 100.000 0
-1.632 100.000 0
-3.378 76.488 0
-2.521 87.874 0
-7.210 4.868 1
-1.844 100.000 0
-5.501 41.342 0
-2.941 84.823 0
-7.797 1.205 0
-3.943 67.617 0
-1.720 96.601 0
-3.340 70.402 0
-5.732 32.027 0
-2.848 88.787 0
-6.258 35.574 0
-7.015 50.685 0
-4.228 65.701 0
-4.109 60.914 0
-3.275 78.199 0
-2.129 93.988 0
-3.910 65.431 0
-2.396 57.480 0
-5.753 53.662 0
-5.102 39.196 0
-4.862 48.956 0
-3.859 65.514 0
-2.704 84.606 0
-2.145 86.967 0



-1.042 100.000 0
-8.220 0.000 1
-6.580 2.927 0
-5.329 42.445 0
-6.098 28.348 0
-2.717 82.932 0
-11.504 0.000 3
-5.565 28.890 1
-0.340 100.000 0
-4.007 74.208 0
-3.304 68.972 0
-3.304 68.972 0
-1.775 100.000 0
-5.066 46.649 0
-1.165 100.000 1
-5.844 31.385 0
-5.656 34.031 0
-4.205 57.467 0
-1.594 100.000 1
-2.172 87.187 1
-0.112 100.000 0
-1.647 100.000 0
-2.001 95.599 0
-2.471 83.671 0
-3.792 85.898 0
-5.347 26.430 0
-4.234 49.682 0
-3.416 73.002 0
-7.543 47.136 0
-3.436 73.803 0
-4.443 56.586 0
-1.520 100.000 0
-5.084 41.758 0



-7.523 32.978 0
-7.225 19.829 1
0.095 100.000 1
-5.201 37.179 0
-3.655 69.588 0
-6.898 25.847 0
-3.757 86.989 0
-5.616 41.850 0
-5.188 45.016 0
-5.818 43.584 0
-3.260 82.039 0
-4.572 32.851 0
-6.736 11.144 0
-1.987 100.000 0
-3.174 68.202 0
-1.787 89.816 1
-4.924 67.770 0
-2.236 94.931 0
-0.835 100.000 1
-3.909 74.105 0
-2.280 96.972 0
-2.804 89.428 0
-1.757 100.000 1
-4.571 79.183 0
-3.393 76.538 0
-4.603 51.222 0
-0.750 100.000 0
-1.940 94.658 0
-1.954 100.000 0
-1.130 100.000 1
-2.105 94.488 0
-1.843 100.000 0
-1.796 100.000 0



-1.714 100.000 0
-1.839 100.000 0
-1.819 100.000 0
-0.791 100.000 0
-2.969 59.818 2
-5.232 45.391 0
-4.422 63.764 0
-4.724 68.119 0
-1.616 100.000 0
-1.129 100.000 0
-2.997 94.638 0
-1.943 100.000 0
-4.443 58.526 0
-3.206 91.737 0
-9.027 0.000 3
-5.489 45.304 2
-1.002 100.000 1
-7.947 66.748 0
-5.868 45.315 0
-3.389 94.485 0
-1.978 95.511 0
-2.681 91.405 0
-5.847 42.905 0
-3.768 66.828 0
-4.240 83.806 0
-1.577 100.000 0
-3.986 61.888 0
-2.696 90.519 0
-2.413 92.694 0
-2.081 90.635 1
-2.131 90.032 0
-5.556 56.239 0
-6.291 65.566 0



-3.245 74.178 0
-1.865 95.838 0
-2.511 92.702 0
-1.850 94.366 0
-8.654 20.686 1
-0.835 100.000 0
-1.409 100.000 0
-2.943 100.000 0
-3.651 79.204 0
-5.416 56.643 0
-3.328 72.111 0
-1.565 100.000 0
-3.552 88.207 0
-1.208 100.000 0
-4.132 51.940 0
-2.847 100.000 0
-4.435 66.595 0
-3.551 92.322 0
-5.007 61.664 0
-3.385 95.115 0
-2.709 84.570 0
-5.280 63.626 0
-4.224 67.472 0
-0.724 100.000 0
-5.327 63.863 0
-1.031 100.000 0
-3.495 72.968 0
-5.078 65.136 0
-2.052 65.197 0
-13.941 0.000 3
-5.395 61.888 0
-2.761 100.000 0
-3.842 87.430 2



-3.796 75.492 0
-4.232 72.640 0
-2.363 100.000 0
-4.851 69.507 0
-4.666 71.677 0
-4.713 76.651 0
-3.510 88.222 0
-3.325 80.813 2
-4.512 30.557 1
-5.239 45.659 0
-3.895 83.029 0
-2.868 100.000 0
-3.058 100.000 0
-6.270 33.148 0
-6.918 23.336 0
-2.975 89.717 0
-7.801 1.172 0
-7.504 50.197 2
-5.885 0.000 2
-2.381 100.000 0
-1.747 100.000 1
-5.156 46.652 0
-7.127 20.803 0
-1.586 100.000 0
-5.511 27.048 1
-3.201 96.503 0
-5.899 43.218 0
-6.361 0.000 2
-5.784 43.043 0
-2.650 93.305 0
-2.512 93.606 0
-1.849 91.832 0
-3.209 75.113 0



-1.520 100.000 0
-3.484 72.784 0
-5.057 25.128 1
-5.958 0.000 2
-7.872 4.578 0
-2.186 100.000 0
-5.436 42.068 3
-3.619 75.315 0
-10.069 0.000 1
-3.167 95.376 0
0.020 100.000 0
-3.856 83.982 0
-2.244 100.000 0
-3.181 87.775 0
-5.469 40.147 0
-3.238 74.322 0
-2.000 100.000 0
-2.416 100.000 0
-1.481 100.000 0
-1.421 100.000 0
-2.692 88.574 0
-2.665 91.509 0
-3.452 75.885 0
-3.213 75.930 0
-1.425 100.000 0
-2.288 100.000 0
-1.419 100.000 0
-3.362 81.507 0
-1.531 100.000 0
-3.495 73.727 0
-0.800 100.000 0
-2.958 100.000 0
-2.264 93.986 0



-2.066 92.351 0
-2.288 95.235 0
-1.916 100.000 0
-2.244 85.346 0
-0.758 100.000 0
-2.203 91.466 0
-3.312 94.095 0
-2.271 90.981 0
-1.497 100.000 1
-1.467 100.000 0
-2.061 100.000 0
-1.782 100.000 0
-2.960 85.324 0
-1.237 100.000 0
-1.138 100.000 0
-1.793 100.000 0
-3.547 90.987 0
-0.840 100.000 0
-2.378 91.666 0
-0.065 100.000 0
-2.462 85.404 0
-0.679 100.000 0
-1.429 100.000 0
-1.920 100.000 0
-1.790 100.000 0
-2.437 87.336 0
-1.661 100.000 0
-4.723 69.436 0
-2.643 92.406 0
-2.547 92.259 0
-2.897 75.559 0
-2.335 91.761 0
-4.021 75.363 0



-1.167 100.000 0
-0.922 100.000 0
-0.905 100.000 0
-1.955 100.000 0
-2.454 93.125 0
-2.155 100.000 0
-2.818 84.508 0
-1.569 100.000 0
-1.903 100.000 0
-1.813 94.773 0
-2.394 84.715 0
-1.674 100.000 0
-3.125 81.696 0
-6.388 0.000 2
-4.642 62.195 0
-1.871 100.000 0
-2.050 100.000 0
-2.849 89.905 0
1.241 100.000 1
-1.092 100.000 0
-1.195 100.000 0
-1.206 100.000 0
-0.967 100.000 0
-4.740 45.080 0
-0.536 100.000 0
-3.835 81.513 0
-1.670 100.000 0
-0.852 100.000 0
-1.591 100.000 0
-1.870 100.000 1
-0.635 100.000 0
-1.798 100.000 0
-2.510 94.351 0



-2.414 96.677 0
-1.856 100.000 0
-1.723 100.000 0
-2.356 96.523 0
-3.082 78.947 0
-2.257 100.000 0
-2.199 100.000 0
-1.894 100.000 0
-2.274 100.000 0
-1.883 100.000 0
-0.981 100.000 0
-5.931 71.894 0
-2.262 100.000 0
-2.163 100.000 0
-0.627 100.000 0
-1.327 100.000 0
-2.495 87.048 0
-1.568 100.000 2
0.141 100.000 0
-0.981 100.000 0
-2.119 100.000 0
-5.895 29.711 1
-4.530 81.214 0
-2.217 87.077 0
-2.189 96.588 1
-3.214 77.670 0
-1.162 100.000 0
-0.841 100.000 0
-2.489 95.748 0
-1.107 100.000 1
-1.878 100.000 0
-2.123 100.000 0
-2.653 90.117 0



-1.234 100.000 0
-4.140 77.533 0
9.579 100.000 1
-2.080 100.000 0
-3.021 84.190 0
-2.089 100.000 0
-2.090 89.407 0
-0.786 100.000 1
-1.871 100.000 0
-2.460 95.849 0
-1.996 100.000 0
-1.542 100.000 0
1.464 100.000 1
-3.172 100.000 0
-2.830 85.007 0
-2.200 100.000 0
-0.704 100.000 1
-1.741 100.000 0
-1.705 100.000 0
-2.036 100.000 0
-2.653 88.970 0
-1.212 100.000 1
2.685 100.000 1
-0.496 100.000 1
-1.610 100.000 0
-2.078 100.000 0
-1.982 100.000 0
-1.119 100.000 1
-1.207 100.000 1
-1.418 100.000 0
-1.321 100.000 0
-1.597 100.000 1
0.080 100.000 1



0.017 100.000 1
-0.938 100.000 1
5.963 100.000 1
-1.820 100.000 0
-1.487 100.000 0
-3.269 78.637 0
-1.026 100.000 1
-0.873 100.000 1
-2.388 95.489 0
-2.962 85.199 0
-2.572 83.878 0
-0.934 100.000 0
-2.125 94.409 0
-0.095 100.000 0
-4.464 81.283 0
-2.721 94.134 0
-2.366 88.195 0
-2.615 91.197 0
-3.794 66.795 0
-1.888 100.000 0
-2.714 85.005 0
-3.244 93.096 1
-2.665 88.865 0
-6.186 22.591 0
-4.067 67.214 0
-2.901 80.204 0
-3.334 78.870 0
-5.439 41.266 0
-2.014 100.000 0
-1.895 96.584 0
-0.579 100.000 0
-1.864 100.000 0
-1.792 100.000 0



-1.520 100.000 0
-1.101 100.000 0
-3.118 77.910 0
-5.038 40.765 0
-2.297 100.000 0
-1.680 100.000 0
-4.475 92.556 0
-4.419 52.227 0
-4.262 58.011 0
-0.785 100.000 0
-1.988 100.000 0
-4.761 59.948 0
-5.329 42.445 0
-0.741 100.000 0
-1.520 100.000 0
-1.520 100.000 0
-1.520 100.000 0
1.717 100.000 1
-3.553 85.887 0
-0.481 100.000 0
-8.548 33.005 0
-4.081 66.159 0
-4.123 57.639 0
-2.718 100.000 2
-4.351 63.190 0
-4.107 82.073 0
-2.158 100.000 0
-2.364 100.000 0
-2.567 100.000 0
-3.845 81.809 1
-1.215 100.000 1
-3.518 100.000 0
-1.639 100.000 0



-2.840 100.000 0
-3.519 100.000 0
-2.608 92.520 0
-3.397 79.548 0
-4.505 66.078 0
-3.666 80.596 0
-2.652 87.152 0
-1.645 100.000 0
-5.029 90.563 1
-1.373 100.000 1
-0.897 100.000 1
-1.616 100.000 0
-0.800 100.000 0
-1.364 100.000 0
-0.733 100.000 0
-2.619 92.007 0
-4.254 82.813 0
-3.168 85.185 0
-1.601 96.987 0
0.604 100.000 0
-0.897 100.000 0
-0.875 100.000 0
-2.587 82.398 0
-5.445 49.194 0
-1.815 100.000 0
-2.302 100.000 0
-0.497 100.000 1
-1.142 100.000 1
-4.169 58.183 0
-2.019 91.457 1
-0.685 100.000 1
-0.057 100.000 1
-1.994 64.849 0



-3.931 66.203 0
-1.932 91.142 1
-1.789 96.132 1
-1.020 100.000 1
-0.362 100.000 1
-2.596 88.573 0
-3.036 95.398 1
-1.766 100.000 0
-1.445 100.000 0
-2.040 100.000 0
-1.316 100.000 0
-2.274 100.000 0
-6.467 0.000 3
-3.761 80.994 0
-1.182 100.000 1
-1.835 91.869 0
-0.842 100.000 0
-3.158 78.399 0
-1.139 100.000 0
-5.702 17.189 1
-1.894 100.000 0
-0.904 100.000 0
-6.600 0.000 2
-0.986 100.000 1
-1.517 100.000 0
-3.860 66.594 0
-2.030 92.451 0
-3.240 82.246 0
-3.611 72.076 0
-4.495 93.505 0
-0.966 100.000 0
-1.930 100.000 0
0.215 100.000 1



-1.527 100.000 1
-3.444 68.939 0
-4.261 62.008 0
-1.821 100.000 0
-2.027 100.000 0
-2.365 95.755 0
4.392 100.000 1
10.935 100.000 1
-2.301 100.000 0
-1.223 100.000 0
-4.539 80.707 0
-0.998 100.000 0
0.001 100.000 2
-2.318 100.000 0
-0.044 100.000 2
0.020 100.000 2
-2.316 93.741 0
-3.569 74.299 0
-1.405 100.000 1
-1.666 100.000 0
-1.388 100.000 0
-2.345 100.000 0
-1.873 100.000 0
-1.373 100.000 0
-1.853 100.000 0
-1.604 100.000 0
-2.608 91.600 0
-2.183 100.000 0
-2.216 96.884 0
-0.804 100.000 0
5.158 100.000 1
8.774 100.000 1
-3.774 67.925 0



-2.952 82.009 0
-4.997 25.647 1
-0.293 100.000 0
-5.272 36.819 0
-2.013 100.000 0
-2.585 86.059 0
-2.127 95.998 0
-2.636 86.995 0
-1.797 100.000 0
-2.454 95.639 0
-1.394 100.000 0
-2.390 100.000 0
-1.507 100.000 0
-1.787 100.000 0
-1.916 100.000 0
-2.392 100.000 0
-1.117 100.000 1
-1.629 100.000 0
-1.039 100.000 0
3.102 100.000 1
3.520 100.000 1
-0.111 100.000 1
-0.058 100.000 1
4.742 100.000 1
5.575 100.000 1
6.378 100.000 1
6.786 100.000 1
8.050 100.000 1
8.437 100.000 1
9.275 100.000 1
9.692 100.000 1
10.521 100.000 1
11.354 100.000 1



12.545 100.000 2
12.132 100.000 1
-2.178 100.000 0
-4.022 69.179 0
-2.461 93.483 0
-1.359 100.000 1
7.245 100.000 1
10.141 100.000 1
-1.372 100.000 0
-3.794 66.804 0
-3.416 93.276 0
7.633 100.000 1
-3.254 75.862 0
-5.459 23.998 1
-0.431 100.000 1
-6.870 23.669 0
-2.166 100.000 0
-2.702 89.154 0
-2.520 94.925 0
-2.138 100.000 0
-2.058 92.904 1
0.306 100.000 1
-1.937 100.000 0
-0.615 100.000 1
-2.220 100.000 0
-4.514 64.772 0
-2.550 81.208 0
-1.798 100.000 0
-2.354 100.000 0
-2.402 100.000 0
-0.722 100.000 1
0.150 100.000 1
-2.376 90.311 0



-2.619 89.037 0
-1.066 100.000 0
-2.840 82.609 0
-3.466 96.453 0
-2.269 100.000 0
-1.520 100.000 0
-2.366 92.301 0
-1.036 100.000 0
-1.319 100.000 0
-2.673 86.444 0
2.266 100.000 1
-0.915 100.000 1
-0.304 100.000 1
-1.859 100.000 0
-2.350 93.643 0
-2.201 95.995 0
-2.127 100.000 0
-1.507 100.000 0
-2.857 100.000 0
-1.416 100.000 0
-8.902 0.000 3
-0.835 100.000 1
-0.207 100.000 0
-0.910 100.000 1
-3.965 100.000 0
-2.023 100.000 0
-1.439 100.000 0
-1.245 100.000 0
-3.005 90.935 0
-4.320 83.886 0
-2.220 100.000 0
1.847 100.000 1
-1.973 100.000 0



-1.465 100.000 0
-1.124 100.000 1
-2.570 85.599 0
-2.421 94.485 0
-0.611 100.000 0
-0.650 100.000 0
-0.719 100.000 0
-1.231 100.000 0
-0.692 100.000 0
-2.050 100.000 0
-0.862 100.000 0
-3.014 100.000 0
-2.126 100.000 0
-1.689 100.000 1
-1.261 100.000 1
-0.038 100.000 2
-1.501 100.000 1
-0.399 100.000 1
-1.792 100.000 0
-4.179 61.825 0
2.199 100.000 1
0.010 100.000 0
-0.884 100.000 1
-2.676 89.937 0
-2.256 100.000 0
-1.647 100.000 0
2.185 100.000 1
-1.282 100.000 0
-3.715 76.716 0
0.113 100.000 1
-5.166 76.967 0
-3.579 78.894 0
-2.656 87.200 0



-0.998 100.000 0
-1.298 100.000 0
-1.552 100.000 0
0.250 100.000 1
-5.173 46.410 0
-4.478 77.971 0
-0.634 100.000 1
-3.222 82.799 0
-1.327 100.000 0
-3.450 72.489 0
-0.596 100.000 0
-1.322 100.000 1
-1.471 100.000 0
-2.928 89.787 0
-0.559 100.000 1
-2.740 86.788 0
-3.764 100.000 0
-2.794 89.988 0
7.958 100.000 1
-2.380 92.587 0
-0.081 100.000 1
-1.142 100.000 0
-2.267 95.436 0
-1.820 100.000 0
-1.687 100.000 0
-2.883 100.000 0
-1.414 100.000 0
-1.270 100.000 1
-4.937 56.520 1
-1.952 100.000 0
-2.691 96.356 0
-0.545 100.000 1
-1.872 96.663 0



-1.190 100.000 0
-0.943 100.000 0
-0.819 100.000 1
-1.146 100.000 0
-1.643 100.000 0
-3.402 82.329 0
-0.015 100.000 1
-3.101 75.736 0
0.111 100.000 0
-4.394 84.693 0
2.611 100.000 1
15.888 100.000 2
-1.399 100.000 1
-1.117 100.000 1
0.787 100.000 0
-3.464 81.827 0
1.311 100.000 1
-3.275 83.633 0
-1.373 100.000 1
-2.591 100.000 0
-1.968 100.000 0
-4.815 52.901 0
-3.080 84.574 0
-1.520 100.000 0
-2.137 100.000 0
-1.775 100.000 0
-4.316 79.872 0
0.926 100.000 0
-0.981 100.000 1
-1.885 100.000 0
-2.976 92.435 0
-5.765 4.015 3
-1.925 94.337 0



-5.728 43.725 0
3.406 100.000 1
-0.208 100.000 1
-1.395 100.000 0
-2.123 100.000 0
11.781 100.000 1
-3.259 78.967 0
-3.446 74.585 0
-1.913 100.000 0
-1.520 100.000 0
-1.344 100.000 0
-2.102 100.000 0
-2.627 90.969 0
1.016 100.000 0
-6.494 16.183 0
2.946 100.000 1
2.531 100.000 1
-1.412 100.000 1
-8.676 0.000 3
-1.607 100.000 0
-1.422 100.000 0
-0.873 100.000 1
-2.420 100.000 0
0.154 100.000 1
2.172 100.000 1
-6.821 40.543 0
-1.783 100.000 0
-2.237 92.532 0
-2.019 100.000 0
-1.972 100.000 0
-3.154 88.907 0
-0.144 100.000 1
-3.420 100.000 0



-2.655 90.524 0
-1.635 100.000 0
-1.451 100.000 0
0.229 100.000 1
-2.222 92.103 0
-0.840 100.000 0
-2.609 93.196 0
-2.279 96.969 0
-3.091 80.369 0
-2.074 100.000 0
-1.710 100.000 0
-2.489 95.187 0
-2.489 100.000 0
-1.248 100.000 1
-1.505 100.000 1
-2.088 100.000 0
-1.788 100.000 0
-2.095 100.000 0
-3.738 75.896 0
-4.443 77.908 0
-1.256 100.000 0
-1.464 100.000 0
-0.708 100.000 1
-2.752 96.529 0
-0.595 100.000 1
-7.782 5.558 0
-3.237 100.000 0
-3.129 87.059 0
-1.150 100.000 1
-4.439 82.060 0
-1.300 100.000 0
-1.225 100.000 0
2.532 100.000 1



3.706 100.000 1
-1.023 100.000 0
-3.162 100.000 0
6.064 100.000 1
-2.448 100.000 0
15.147 100.000 2
-0.456 100.000 1
-0.729 100.000 1
-3.796 87.865 0
-4.542 82.448 0
-5.586 67.122 2
-2.748 100.000 0
-3.955 70.510 0
-4.723 64.083 0
-1.908 100.000 0
-2.120 100.000 0
-2.461 100.000 0
-2.114 100.000 0
-2.649 96.845 0
-3.934 77.294 0
-2.342 100.000 0
-1.358 100.000 0
-2.122 100.000 0
-1.653 100.000 0
-1.889 100.000 0
-1.190 100.000 1
-10.685 0.000 1
-2.216 100.000 0
-0.969 100.000 0
-2.116 100.000 0
-2.631 95.645 0
-2.761 84.070 0
-1.948 100.000 0



-2.975 87.880 0
-0.818 100.000 0
-1.065 100.000 0
-1.595 100.000 0
-1.862 100.000 0
-1.327 100.000 1
-0.623 100.000 1
-2.134 100.000 0
-2.109 100.000 0
-5.239 45.659 0
-3.097 100.000 0
-2.514 100.000 0
-3.050 94.865 1
-3.090 93.595 1
-6.332 4.007 2
-2.780 100.000 1
-1.449 75.018 0
-6.721 23.845 1
-7.461 0.498 2
-5.658 35.126 1
-2.892 82.698 0
-5.921 42.276 0
-5.031 58.518 0
-1.618 100.000 1
-3.697 93.613 1
-1.992 100.000 0
-1.950 100.000 0
-2.526 100.000 0
-5.392 45.690 0
-6.732 58.425 0
-2.001 100.000 0
-1.391 100.000 1
-2.372 94.263 0



-5.686 59.892 0
-2.410 96.109 0
-1.527 100.000 0
-4.014 100.000 0
-0.988 100.000 0
-2.719 78.267 0
2.446 100.000 1
3.183 100.000 1
-3.675 69.570 0
-6.598 62.089 0
-1.206 100.000 0
-1.847 96.926 0
-1.707 100.000 0
-0.979 100.000 0
-1.540 100.000 0
-4.262 59.106 0
-0.169 100.000 1
-2.013 100.000 0
-1.732 100.000 0
-1.629 100.000 0
-1.889 94.575 0
-0.679 100.000 0
0.310 100.000 1
-1.516 100.000 0
0.144 100.000 1
-2.072 93.998 0
0.336 100.000 1
-2.307 90.571 0
-1.537 100.000 0
-2.882 81.660 0
-0.426 100.000 1
-1.449 100.000 0
-3.638 73.039 0



-3.055 77.859 0
-0.892 100.000 1
0.114 100.000 1
-2.928 91.202 0
-1.896 100.000 0
-1.583 94.352 0
-1.820 100.000 0
-3.797 66.506 0
-3.052 78.356 0
-3.063 82.100 0
-0.042 100.000 1
-4.018 65.074 0
-3.555 69.870 0
-3.866 70.818 0
-2.958 80.044 0
-2.444 90.490 0
-2.077 100.000 0
-4.020 75.366 0
-1.365 100.000 1
-5.211 37.691 1
-6.099 52.082 0
-4.728 60.584 0
-5.626 35.808 1
-4.080 75.239 0
-13.146 0.000 3
-0.682 100.000 0
-4.096 63.121 1
-2.537 100.000 1
-3.976 94.467 0
-3.977 94.789 0
-6.100 88.011 0
-1.288 100.000 0
-4.590 76.949 0



-1.746 96.394 1
-7.438 30.800 1
-3.495 96.662 0
-2.282 100.000 0
-3.047 76.696 0
-8.449 0.000 3
-0.805 100.000 0
-2.049 100.000 1
-4.762 59.903 0
-2.062 100.000 1
-10.682 0.000 3
-2.599 100.000 0
-2.285 100.000 0
-3.585 82.517 1
-10.506 0.000 3
-2.695 100.000 0
-4.393 83.360 2
-1.790 100.000 0
-8.364 0.000 3
-7.269 82.983 0
-2.319 100.000 1
-9.551 0.000 3
-3.044 88.422 0
-4.758 53.257 0
-5.443 0.000 3
-4.261 82.555 0
-3.715 82.201 1
-3.830 76.403 0
-1.377 100.000 0
0.472 100.000 1
-0.849 100.000 1
-0.642 100.000 1
-1.833 100.000 0



-0.073 100.000 1
-1.276 100.000 0
-3.756 57.826 0
-0.649 100.000 1
-3.832 68.231 0
-2.869 82.114 0
-0.442 100.000 1
-2.331 92.355 0
-1.300 100.000 0
0.084 100.000 1
-4.160 72.080 0
-3.578 83.816 0
-3.706 55.621 0
-2.235 95.193 0
-4.153 67.957 0
-2.444 95.874 0
-1.141 100.000 0
-1.043 100.000 0
-2.993 82.496 0
-2.360 86.510 0
-3.129 81.590 0
-2.062 100.000 0
1.102 100.000 1
-5.051 47.854 0
-1.297 100.000 0
0.745 100.000 0
-1.993 100.000 0
-1.425 100.000 0
-2.649 94.571 0
-1.191 100.000 0
-1.572 100.000 0
-1.664 100.000 0
-1.743 100.000 0



-2.722 90.094 0
-7.291 13.317 0
-1.231 100.000 0
-4.032 86.363 0
-1.590 100.000 0
-1.438 100.000 0
-0.720 100.000 1
-1.027 100.000 0
-1.732 100.000 0
-2.913 75.794 0
-1.617 100.000 0
-7.199 53.439 0
-0.849 100.000 0
-3.548 72.781 0
-6.996 0.000 3
-3.758 66.563 0
-2.042 100.000 0
-2.311 100.000 0
-6.392 0.000 2
-2.393 100.000 0
-1.888 100.000 0
-1.874 100.000 0
-0.957 100.000 1
-0.917 100.000 1
-0.882 100.000 1
-1.092 100.000 1
-1.306 100.000 1
-1.169 100.000 1
-3.171 96.876 0
-6.250 7.464 0
-0.257 100.000 1
-2.058 100.000 0
-2.013 100.000 0



-4.677 52.996 0
-4.780 48.886 0
-2.898 89.302 0
-1.386 100.000 0
-1.915 100.000 0
-2.592 100.000 0
-3.631 89.395 0
-2.196 100.000 0
-1.521 100.000 0
-1.305 100.000 1
-2.084 93.915 0
-1.982 100.000 0
-1.414 100.000 1
-2.326 100.000 1
-10.122 0.000 3
-2.924 100.000 1
-2.326 100.000 0
-1.837 100.000 0
-2.359 95.991 0
-2.279 100.000 1
-1.327 100.000 0
-9.427 0.000 3
-2.325 100.000 1
-2.066 100.000 1
-1.682 100.000 1
-1.651 100.000 1
-1.555 100.000 0
-0.688 100.000 1
-2.041 100.000 1
-2.073 100.000 1
-1.914 100.000 0
2.187 100.000 1
-1.262 100.000 1



0.927 100.000 0
-0.920 100.000 1
-5.255 22.073 2
-4.460 92.499 0
-0.760 100.000 1
-2.283 100.000 0
-2.449 100.000 0
-1.847 100.000 0
-7.961 0.000 3
-2.706 88.474 0
-2.154 100.000 1
-2.701 100.000 0
-4.081 67.041 0
-2.904 93.323 0
-4.615 82.304 0
-2.157 100.000 0
2.186 100.000 1
-2.292 100.000 0
-1.311 100.000 1
-1.537 100.000 0
-3.166 77.532 0
-2.500 90.673 0
-2.077 95.877 0
-1.782 100.000 0
-1.187 100.000 1
-1.532 100.000 1
-4.157 59.212 0
-1.919 100.000 0
-2.154 100.000 1
1.275 100.000 1
-1.324 100.000 1
-2.785 94.068 0
-2.624 94.121 0



-1.174 100.000 0
-1.886 100.000 0
-2.545 100.000 0
-6.197 29.267 0
0.583 100.000 1
-1.088 100.000 1
-0.996 100.000 0
-1.740 100.000 0
-1.619 100.000 0
-3.667 72.669 0
-2.631 94.613 0
-1.774 100.000 0
-1.164 100.000 0
-1.053 100.000 0
-2.611 94.978 0
-2.337 95.577 0
-2.555 90.274 0
-1.197 100.000 0
-2.376 95.056 0
-0.864 100.000 0
-1.068 100.000 0
-1.623 100.000 1
-1.033 100.000 0
-4.894 68.241 0
-0.971 100.000 0
-0.621 100.000 0
-4.202 86.427 0
-3.617 95.055 0
-1.594 100.000 0
-0.797 100.000 0
-6.616 25.900 0
-2.227 100.000 1
-7.119 24.752 0



-2.328 100.000 1
-2.622 100.000 1
-3.673 64.990 0
2.140 100.000 1
-0.692 100.000 2
-0.943 100.000 0
-2.972 91.217 0
-2.623 100.000 0
-4.280 69.168 0
-2.766 89.680 0
-1.702 100.000 0
-3.206 86.729 0
-4.440 68.889 0
-2.255 100.000 0
-2.359 100.000 0
-2.268 100.000 0
-2.186 100.000 1
-2.914 79.591 0
-1.939 100.000 0
-6.255 90.695 0
-1.638 100.000 1
-1.942 100.000 0
-1.525 100.000 1
-0.647 100.000 0
-2.612 100.000 1
-1.792 100.000 0
-3.499 69.764 0
-1.606 100.000 0
-2.070 100.000 0
-1.420 100.000 0
-2.695 100.000 0
-0.467 100.000 1
-3.250 71.215 0



-6.033 30.877 0
-0.847 100.000 1
-4.456 53.600 2
-6.873 57.186 0
-6.314 44.758 0
-2.084 100.000 0
-0.554 100.000 1
-2.061 100.000 0
-4.109 60.914 0
-5.393 41.742 0
-7.717 0.000 3
-1.261 100.000 0
-6.640 24.724 1
-4.546 52.120 0
-1.816 90.055 1
-2.752 87.191 1
-2.263 100.000 0
-3.182 81.820 0
-2.206 94.801 0
-1.952 100.000 0
-5.040 51.419 0
-2.073 100.000 1
-2.632 92.118 0
-4.023 79.684 1
-4.680 60.666 0
-7.465 0.000 3
-6.775 2.313 2
-5.660 64.500 0
-2.685 100.000 0
-4.321 54.237 0
-4.449 15.517 3
-2.009 100.000 1
-1.208 100.000 1



-1.750 100.000 0
-4.212 55.989 0
-1.387 100.000 2
-4.285 81.943 0
-2.888 100.000 0
-2.022 100.000 1
-6.395 8.018 2
-2.158 100.000 0
-4.243 77.333 0
-3.783 41.046 2
-2.272 89.251 0
-3.923 70.814 0
-1.794 100.000 0
-1.869 100.000 0
-2.135 100.000 0
-7.471 0.000 3
-1.927 100.000 0
-0.897 100.000 0
-3.876 82.085 0
-4.115 76.730 1
-6.097 2.933 3
-4.589 62.925 0
-3.926 76.518 0
-1.287 100.000 1
-0.893 100.000 0
-2.286 100.000 0
-5.743 47.524 0
-6.853 10.191 1
-7.106 0.000 3
-2.192 100.000 0
-2.089 100.000 0
-2.327 100.000 1
-4.554 56.696 0



-3.303 75.415 0
-5.563 0.000 3
-1.409 100.000 0
-3.543 77.731 1
-7.130 0.000 2
-3.959 65.353 0
-3.037 83.145 0
-1.413 86.686 2
-6.097 2.933 3
-1.666 100.000 0
-4.641 59.003 0
-2.912 89.746 0
-0.769 89.084 2
-4.471 86.973 0
-5.817 24.724 1
-3.644 74.502 0
-4.554 56.696 0
-2.109 100.000 0
-2.519 100.000 0
-5.246 43.556 0
-2.737 100.000 0
-0.247 100.000 1
-1.708 100.000 0
-0.901 100.000 1
-1.364 100.000 0
-1.510 100.000 0
-1.049 100.000 0
-1.201 100.000 1
-1.265 100.000 0
-1.269 100.000 0
-4.938 65.615 0
-6.914 0.000 3
-7.370 0.000 3



-13.925 0.000 3
-3.581 57.408 2
-1.706 100.000 0
-3.199 82.945 0
-5.226 41.727 0
-3.120 100.000 1
-6.500 0.000 2
-5.901 14.738 1
-4.077 84.659 0
-0.460 100.000 1
-1.808 100.000 0
-5.003 50.433 0
-2.920 87.739 0
-3.367 93.620 0
-5.513 0.000 3
-5.889 4.642 3
1.136 100.000 1
-6.776 17.927 1
-4.872 82.260 0
-5.187 40.675 0
-2.061 100.000 0
-2.166 100.000 0
-2.294 100.000 0
-4.288 54.935 0
-4.703 79.749 2
-3.189 81.719 0
-6.076 3.123 3
-1.540 100.000 0
-5.521 45.213 0
-3.045 88.449 0
-1.656 100.000 1
-5.572 53.952 0
-3.764 78.453 0



-2.006 100.000 0
-1.770 100.000 0
-3.163 100.000 0
-2.555 92.970 0
-5.529 69.169 2
-3.947 90.705 0
-4.761 50.336 0
-2.218 100.000 1
-7.108 24.786 0
-4.161 96.153 0
-4.425 65.528 1
-7.175 60.470 0
-1.273 100.000 0
-2.301 100.000 0
-3.144 100.000 1
-3.717 90.387 0
-7.489 0.000 3
-6.292 51.924 0
-6.909 30.210 0
-2.115 100.000 0
-5.638 27.136 1
-2.428 93.572 0
-4.008 96.102 0
-4.607 53.836 0
-3.580 68.467 0
-4.410 81.586 0
-4.533 55.801 0
-4.281 86.331 0
-2.169 89.276 1
-5.375 40.562 0
-4.991 89.947 1
-2.451 100.000 0
-5.962 89.834 0



-2.415 100.000 0
-4.440 80.825 0
-2.216 95.608 0
-2.179 100.000 0
-2.033 92.322 1
-3.354 81.791 0
-2.036 100.000 0
-0.579 100.000 1
-2.912 95.589 0
-13.433 0.000 3
-3.091 100.000 1
-7.774 0.000 3
-6.261 68.617 0
-1.977 100.000 0
-2.113 100.000 0
-4.992 58.902 0
-5.714 0.000 3
-1.747 100.000 1
0.353 100.000 2
-3.845 85.979 0
-4.427 68.380 0
-5.717 46.236 1
-2.668 73.223 3
-1.075 100.000 0
-1.873 100.000 0
-2.076 100.000 0
-4.591 66.779 0
-5.017 59.995 0
-1.374 100.000 1
-2.153 100.000 1
-3.711 96.723 0
-2.746 100.000 0
-3.743 80.197 0



-2.026 79.225 2
-1.406 100.000 0
-1.417 100.000 0
-4.243 32.892 2
-2.001 100.000 0
-5.001 79.621 2
-3.094 71.849 0
-1.951 100.000 0
-2.527 100.000 0
-1.874 100.000 0
-0.507 100.000 0
-4.717 60.702 0
-2.260 100.000 0
-0.459 100.000 0
-2.050 100.000 0
-3.842 74.606 0
-3.202 72.377 3
-1.559 100.000 1
-2.374 88.321 0
-3.653 92.654 0
-1.981 94.725 0
-4.977 44.857 0
-3.186 80.680 0
-4.583 53.379 0
-3.121 87.052 0
-2.054 100.000 0
-2.908 90.138 0
-5.964 32.197 0
-0.480 100.000 0
-4.566 71.038 0
-4.628 70.444 0
-3.832 83.736 0
-4.268 66.958 0



-9.949 0.000 3
-3.318 100.000 0
-2.577 94.462 1
-5.540 70.687 2
2.578 100.000 1
-4.344 78.483 0
-1.817 100.000 1
-1.178 100.000 0
-3.611 74.454 1
-5.778 49.624 0
-2.041 100.000 1
-7.114 0.000 3
-6.347 48.678 2
-7.404 0.619 2
-4.005 90.739 0
-4.099 100.000 0
-1.651 100.000 1
-1.495 100.000 1
-4.574 74.398 0
-1.552 100.000 0
-2.294 100.000 0
-1.912 100.000 0
-6.621 60.853 0
-1.215 100.000 1
-1.017 100.000 0
-3.437 73.932 0
4.527 100.000 1
-6.491 42.520 3
0.240 100.000 1
-2.322 100.000 1
-2.311 95.878 0
-4.546 48.338 2
-4.008 100.000 0



-1.871 100.000 0
-1.689 100.000 1
-1.350 100.000 0
-9.112 0.000 3
-3.923 100.000 0
-4.047 83.382 1
-4.122 83.614 1
-4.076 95.334 0
-5.026 68.862 2
-1.949 100.000 1
-6.113 80.326 0
-2.318 100.000 0
-3.528 93.588 0
-4.038 86.413 0
-4.188 75.312 0
-4.419 80.467 0
-4.856 60.266 1
-2.693 93.932 0
-1.058 100.000 1
-1.501 100.000 1
-3.335 74.689 0
-0.205 100.000 0
-2.015 90.062 0
-1.735 100.000 0
-3.391 100.000 0
-4.086 80.495 1
-1.665 100.000 0
-5.314 55.925 0
7.959 100.000 1
-4.426 88.749 0
-2.919 100.000 0
-2.657 100.000 1
-4.805 93.031 0



-2.073 100.000 1
-10.374 0.000 3
-3.105 100.000 0
-1.871 100.000 0
-2.668 92.754 0
-0.341 100.000 2
-1.465 100.000 0
-3.541 95.982 0
-3.337 83.709 0
-2.032 100.000 0
-5.868 20.370 1
-1.734 80.291 2
-2.601 86.781 0
0.234 100.000 0
-1.444 100.000 0
-5.563 52.926 0
-5.421 76.904 1
-1.918 100.000 0
-4.947 44.304 2
-4.628 74.331 2
-1.076 100.000 1
-0.724 100.000 1
-1.480 100.000 1
-1.636 100.000 1
-1.885 100.000 0
-2.041 100.000 0
-0.970 100.000 0
-3.367 87.935 0
-3.914 79.751 0
-0.868 100.000 1
-2.384 95.656 0
-3.621 87.163 0
-4.780 53.213 0



-4.480 57.545 0
-6.157 29.756 0
-1.638 100.000 0
-6.989 19.105 0
-7.094 0.000 3
-1.190 100.000 0
-6.397 46.630 0
-6.974 0.000 1
-7.409 0.000 3
-6.044 0.000 3
3.932 100.000 1
-4.727 52.024 0
-5.490 51.126 0
-2.050 100.000 0
-4.470 85.816 0
-4.523 85.710 0
-2.037 100.000 0
-1.696 100.000 0
-2.742 80.428 0
-6.674 29.805 0
-4.675 53.127 0
-3.058 85.027 0
-8.821 0.000 2
-4.480 83.998 0
-6.024 37.679 0
-4.909 62.194 0
-5.305 36.411 1
-1.265 100.000 1
-1.190 100.000 0
-4.260 82.483 0
-4.417 53.714 0
-1.425 100.000 0
-1.416 100.000 0



-5.660 64.500 0
-1.349 100.000 1
-5.117 47.074 0
-5.017 48.174 0
-3.553 100.000 0
-5.560 100.000 0
-4.315 74.321 0
-2.153 86.867 2
-3.821 62.785 0
-1.752 89.231 2
-3.992 100.000 0
-4.020 59.045 2
-4.630 48.819 2
-4.202 77.857 1
-4.157 84.307 0
-1.988 100.000 1
-4.733 57.275 1
-4.638 57.802 1
-3.042 100.000 1
-7.797 0.000 3
-7.855 0.000 3
-2.696 100.000 1
-5.868 6.494 3
-2.227 100.000 1
-5.573 8.019 3
-3.099 91.212 1
-9.465 0.000 3
-5.461 33.833 1
-3.918 95.449 0
-3.728 82.030 0
-1.909 100.000 1
-3.826 80.881 0
-5.385 63.317 0



-3.858 71.902 0
-3.720 78.671 0
-4.368 94.873 0
-5.612 92.752 0
-2.805 91.380 0
-4.909 27.288 2
-4.557 86.573 0
-2.967 100.000 0
-5.808 92.331 0
-1.411 100.000 0
-4.166 68.835 0
-4.312 84.453 0
-4.858 73.958 2
-1.302 100.000 0
-1.654 100.000 0
-1.366 100.000 1
-1.322 100.000 1
-0.688 100.000 1
-0.676 100.000 1
-1.224 100.000 1
-2.271 100.000 0
-1.420 100.000 0
-2.488 100.000 0
-2.460 100.000 0
-1.290 100.000 0
-3.300 77.263 0
-6.500 0.000 3
-6.387 0.000 3
-6.739 0.000 3
-5.744 0.000 3
-1.414 100.000 0
-2.357 100.000 0
-2.107 100.000 0



-5.927 85.765 0
-3.764 86.389 0
-3.873 77.987 0
-8.813 0.000 3
-1.560 100.000 0
-13.263 0.000 3
-9.280 0.000 3
-8.292 0.000 3
-11.977 0.000 3
-3.134 93.973 0
-2.276 100.000 0
-1.113 100.000 0
-3.841 74.254 0
-3.971 72.383 0
-5.408 52.542 0
-1.397 100.000 1
-3.557 66.156 0
-5.136 3.174 3
-4.479 57.785 0
-4.408 80.689 0
-1.525 100.000 0
-3.059 84.972 0
-2.863 83.107 0
-7.963 0.000 3
-4.417 96.219 1
-6.323 79.744 0
-1.421 100.000 0
-1.123 100.000 0
-2.001 100.000 0
-2.003 100.000 0
-5.536 35.099 0
-6.202 9.560 1
-1.240 100.000 1



-1.804 100.000 0
-3.814 72.639 0
-1.201 100.000 0
-3.153 84.783 0
-4.498 74.754 0
-10.156 0.000 3
-9.734 0.000 3
-5.059 39.950 0
-2.547 79.431 0
-1.754 100.000 1
-1.423 95.191 1
-5.375 36.636 0
-2.901 82.321 0
-1.522 100.000 1
-2.070 87.854 1
-1.853 92.576 1
-4.128 51.668 0
-3.683 67.166 0
-4.549 41.981 0
-0.499 100.000 1
-4.041 88.539 0
-6.276 48.946 0
-4.467 54.485 0
1.584 100.000 2
-1.049 100.000 2
-6.230 32.053 0
-6.380 47.713 0
-4.836 75.645 1
-4.053 85.832 1
-4.742 75.667 1
-4.465 79.731 1
-1.251 100.000 0
-1.651 100.000 1



-1.520 100.000 0
-3.390 71.486 0
-1.473 100.000 0
-2.031 91.833 0
-1.522 100.000 0
-5.890 34.825 1
-1.455 100.000 0
-3.867 94.347 0
-2.370 100.000 0
-4.913 50.943 1
-4.165 76.627 0
-2.199 100.000 0
-3.545 73.233 1
-1.836 100.000 1
-4.883 54.153 1
-0.559 100.000 0
-7.692 9.070 0
-2.297 94.227 0
-1.658 100.000 0
-6.418 36.749 0
-3.412 100.000 1
-6.803 2.027 4
-7.178 0.000 3
-1.639 100.000 1
-5.357 62.611 0
-4.989 49.868 0
-3.117 85.908 0
-2.657 80.786 0
-2.193 93.383 0
-2.728 92.939 0
9.648 100.000 1
-1.629 100.000 0
2.905 100.000 1



-2.639 80.737 0
-2.034 100.000 0
-0.798 100.000 1
8.374 100.000 2
-0.413 100.000 2
-1.937 100.000 0
-1.435 100.000 0
-0.667 100.000 1
-1.446 100.000 0
-0.865 100.000 1
-1.153 100.000 1
-1.546 100.000 0
2.188 100.000 1
1.808 100.000 2
-2.669 91.554 0
-1.208 100.000 0
5.883 100.000 1
3.212 100.000 1
-2.800 85.041 0
-1.620 100.000 0
-1.472 100.000 0
-1.310 100.000 1
-1.386 100.000 1
-1.421 100.000 1
1.199 100.000 0
-2.029 100.000 0
-1.419 100.000 0
-1.511 100.000 1
-1.967 100.000 0
7.571 100.000 1
6.478 100.000 1
-0.960 100.000 0
-0.625 100.000 1



-0.147 100.000 1
19.945 100.000 2
-1.228 100.000 0
-1.039 100.000 0
-1.135 100.000 0
-1.840 100.000 0
-0.862 100.000 2
-1.395 100.000 1
-1.672 100.000 1
-0.943 100.000 0
-1.039 100.000 0
-1.520 100.000 0
-1.284 100.000 0
-0.887 100.000 1
-0.582 100.000 0
-1.609 100.000 0
-1.995 100.000 0
-1.606 100.000 0
-0.708 100.000 1
-1.306 100.000 0
-1.734 100.000 0
-0.295 100.000 1
-0.907 100.000 1
-2.096 100.000 0
-2.146 100.000 0
-2.330 100.000 0
-1.924 100.000 0
-2.013 100.000 0
-1.879 100.000 0
-0.303 100.000 2
-0.867 100.000 0
-1.045 100.000 0
-1.289 100.000 0



-2.355 84.002 0
-1.328 100.000 1
-0.876 100.000 1
-1.307 100.000 0
-0.622 100.000 0
-1.245 100.000 0
-1.297 100.000 0
-0.871 100.000 0
-0.758 100.000 0
-2.246 93.973 0
-2.318 100.000 0
-1.174 100.000 1
-0.582 100.000 0
-2.082 100.000 0
-0.950 100.000 0
-2.356 100.000 0
-1.581 100.000 0
-2.304 95.595 0
-2.581 100.000 0
-2.125 100.000 0
-3.122 77.318 0
-1.482 100.000 0
-3.936 66.226 2
-1.913 100.000 0
-2.103 100.000 0
-1.850 100.000 0
-2.068 100.000 0
4.431 100.000 1
-2.477 100.000 1
-1.647 100.000 1
-1.649 100.000 0
0.593 100.000 2
-1.727 100.000 1



-1.891 100.000 0
-3.430 83.824 1
2.316 100.000 1
-1.546 100.000 1
-1.208 100.000 1
-1.133 100.000 1
-1.768 100.000 0
-1.647 100.000 0
-3.353 82.589 1
-3.852 76.892 0
-4.686 74.969 0
-2.921 100.000 0
-3.972 96.061 0
-6.487 49.333 0
1.538 100.000 1
-1.863 95.117 0
-2.211 86.929 1
-1.248 100.000 1
-1.351 100.000 1
0.093 100.000 1
-7.536 23.040 2
-1.200 100.000 1
-0.234 100.000 0
-0.964 100.000 1
-0.817 100.000 1
-2.588 100.000 0
-2.449 100.000 0
-3.165 87.036 0
-2.656 100.000 0
0.785 100.000 1
5.420 100.000 1
-1.383 100.000 1
-1.921 100.000 0



3.569 100.000 2
-1.082 100.000 0
-2.042 100.000 0
-1.479 100.000 0
-4.523 61.710 0
-4.426 60.897 0
-3.781 64.104 0
-1.499 100.000 0
0.112 100.000 1
-1.262 100.000 1
-1.046 100.000 1
-0.382 100.000 1
0.102 100.000 1
-1.716 100.000 0
0.232 100.000 1
-1.963 100.000 0
-4.100 100.000 0
-4.235 95.249 0
-1.367 100.000 1
-3.839 94.551 0
-1.588 100.000 1
-1.020 100.000 0
-0.916 100.000 1
-5.751 100.000 0
-7.981 46.567 0
5.359 100.000 2
-1.197 100.000 1
-1.613 100.000 0
-0.846 100.000 0
-2.404 95.772 0
1.573 100.000 3
-1.788 100.000 0
-1.408 100.000 1



-1.487 100.000 0
-2.718 96.834 0
0.103 100.000 1
0.646 100.000 1
1.588 100.000 1
-1.403 100.000 1
-2.704 95.873 0
0.694 100.000 2
-1.663 100.000 0
-2.062 100.000 0
-2.682 80.672 0
-2.169 100.000 0
-1.233 100.000 0
-1.780 100.000 0
-1.267 100.000 1
-3.792 100.000 0
0.052 100.000 0
0.155 85.727 1
-1.208 100.000 1
-1.024 100.000 1
-1.957 100.000 0
-1.408 100.000 1
-1.443 100.000 0
-2.474 100.000 0
-1.967 100.000 0
-3.345 78.395 0
-2.823 95.059 0
-1.890 100.000 0
-0.423 100.000 1
-1.588 100.000 1
-1.896 100.000 0
-4.081 70.946 0
-3.861 62.951 0



-0.199 100.000 1
-2.689 96.831 0
-2.243 100.000 0
-2.718 80.280 0
-2.435 100.000 0
-2.026 100.000 0
-1.512 100.000 0
-3.004 81.822 0
-1.572 100.000 0
-4.037 58.290 0
-3.816 68.008 0
-1.145 100.000 1
-2.804 92.225 0
-2.239 100.000 0
-1.550 100.000 0
-0.479 100.000 1
-6.859 0.406 1
-0.615 100.000 1
-1.917 100.000 0
-1.296 100.000 0
0.858 100.000 1
-2.013 100.000 0
-1.508 100.000 0
-2.740 100.000 0
-2.544 95.165 0
-1.054 100.000 0
-3.587 100.000 0
-3.969 70.798 0
-3.383 100.000 0
-2.025 93.043 0
-1.520 100.000 0
-1.327 100.000 0
-2.535 83.676 0



0.200 100.000 0
-2.370 100.000 0
-2.542 100.000 0
-2.153 100.000 0
-2.281 100.000 0
-1.408 100.000 1
-2.174 100.000 0
-1.491 100.000 0
-3.344 73.999 0
-2.027 100.000 0
-3.941 76.193 0
-1.033 100.000 1
-2.188 100.000 0
-4.365 69.780 0
-1.338 100.000 0
-2.701 87.851 0
-1.306 100.000 0
-1.705 100.000 0
-0.565 100.000 0
-1.214 100.000 0
-3.143 83.424 0
-2.050 100.000 0
-2.827 89.776 0
-5.710 74.399 0
-1.320 100.000 0
-1.509 100.000 1
-2.050 100.000 0
-1.418 100.000 1
-1.965 100.000 0
-7.039 60.262 0
0.405 100.000 1
-1.894 100.000 0
-1.726 100.000 0



-1.088 100.000 1
-2.398 100.000 1
-2.274 100.000 0
-3.504 78.342 0
-1.438 100.000 0
-1.799 100.000 0
-0.372 100.000 0
-0.640 100.000 0
-2.809 100.000 0
-0.707 100.000 0
-2.270 100.000 0
-1.317 100.000 1
-2.635 100.000 1
-1.032 100.000 0
-2.672 100.000 0
-3.497 85.469 0
-2.401 95.482 0
-0.796 100.000 0
-1.388 100.000 0
-1.887 100.000 0
-2.942 100.000 0
-2.368 90.446 0
-2.944 87.624 0
-1.004 100.000 1
-3.774 86.306 0
-2.215 100.000 0
-4.001 95.004 0
-1.169 100.000 0
-3.896 100.000 0
-1.497 100.000 1
-1.377 100.000 0
-4.832 66.121 0
-2.854 100.000 0



-5.565 42.615 2
-0.885 100.000 0
-2.826 85.262 0
-3.781 89.262 2
-3.450 72.489 0
-2.924 100.000 0
-3.303 95.527 0
-1.994 95.057 0
-1.165 100.000 1
-1.282 100.000 0
-1.661 100.000 0
-1.896 100.000 0
-3.406 69.196 0
-3.607 67.396 0
-0.718 100.000 0
-2.010 100.000 0
-1.485 100.000 0
-3.754 68.255 0
-0.814 100.000 0
-1.876 100.000 0
-2.162 100.000 0
-2.565 100.000 0
-2.119 100.000 0
-1.140 100.000 0
-1.706 100.000 1
0.095 100.000 1
0.273 100.000 0
-2.561 90.723 0
-3.325 77.719 0
-1.898 100.000 1
-2.380 100.000 0
-2.938 100.000 0
-2.091 96.136 0



0.075 100.000 0
-1.885 100.000 0
-4.717 89.416 0
-2.166 92.483 0
-2.451 96.259 0
-6.347 16.727 0
-2.478 100.000 0
-4.906 43.255 0
-1.198 100.000 1
-1.990 100.000 0
-8.524 0.000 3
-5.848 0.000 2
-2.109 100.000 0
-1.998 100.000 0
-3.800 70.161 0
-2.464 100.000 0
-2.525 90.853 0
-2.236 94.931 0
-4.506 54.229 0
-2.874 84.035 0
-1.366 100.000 0
-0.358 100.000 0
-0.660 100.000 0
-1.755 100.000 0
-4.309 56.538 0
-2.127 96.491 0
-2.723 100.000 0
-3.007 82.392 0
-2.169 100.000 0
-2.081 100.000 0
-5.703 78.384 0
-2.277 100.000 0
-1.928 100.000 0



-4.439 76.828 0
-5.788 45.837 0
-1.848 100.000 0
-1.992 100.000 0
-2.199 100.000 0
-1.769 100.000 0
-0.827 100.000 0
-2.486 88.904 0
-1.712 100.000 0
-1.833 100.000 0
-1.466 100.000 0
-2.566 96.445 0
-1.374 100.000 0
-1.219 100.000 0
-0.645 100.000 0
-1.437 100.000 0
-5.783 21.570 1
-6.186 16.882 1
-6.186 16.876 1
-1.449 100.000 0
-1.343 100.000 0
-4.815 52.901 0
-3.803 66.644 0
-3.663 73.556 0
-1.854 100.000 0
-6.324 32.689 0
-1.508 100.000 0
-1.397 100.000 0
-3.823 71.997 0
-3.903 82.077 0
-1.599 100.000 0
-12.936 0.000 3
-1.991 100.000 0



-2.600 84.372 0
-3.765 64.901 0
-1.798 93.623 1
-3.660 79.906 0
-1.067 100.000 1
-2.868 94.601 0
-3.491 100.000 0
-1.393 100.000 1
-2.270 100.000 1
-6.671 0.000 2
-6.966 0.000 1
-4.252 91.561 0
-1.584 100.000 0
-2.867 92.130 0
-3.811 93.321 0
-1.350 100.000 0
-2.886 87.211 0
-6.089 26.176 1
-1.411 100.000 0
-2.540 96.831 0
-2.934 100.000 1
-0.332 100.000 1
-2.320 100.000 1
-1.980 93.661 1
-1.812 91.923 0
-2.829 93.688 0
-1.207 100.000 0
-3.326 72.271 0
-1.900 100.000 0
-1.841 100.000 0
-5.695 26.830 1
-1.814 100.000 0
-2.148 100.000 0



-4.300 62.553 0
-3.943 67.617 0
-7.359 0.000 3
-5.656 34.031 0
-6.126 77.572 0
-7.756 36.305 0
-2.275 100.000 0
-1.963 93.230 0
-6.347 28.395 0
-0.645 100.000 1
-2.206 100.000 0
0.759 100.000 2
-3.796 93.261 0
-10.532 0.000 3
-5.084 41.758 0
-2.490 100.000 0
-5.322 36.004 0
-0.912 100.000 0
-1.620 100.000 0
-1.179 100.000 0
-3.464 73.029 0
-7.556 0.000 3
-3.845 93.536 0
-6.639 75.234 0
-2.644 77.249 0
-4.235 76.847 0
-2.864 92.735 0
-4.710 62.975 1
-3.918 71.094 0
-7.436 0.000 2
-5.137 72.013 2
-4.111 78.612 0
-2.154 100.000 1



-4.256 84.641 0
-5.544 51.649 0
-2.635 85.096 0
-4.186 58.257 0
-2.608 90.634 0
-1.883 100.000 0
-5.002 49.243 0
-1.201 100.000 1
-6.138 24.720 1
-3.027 87.478 0
-4.888 61.205 0
-2.918 84.563 0
-2.027 87.538 1
-2.603 100.000 1
-6.056 12.984 2
-3.065 82.085 0
-4.201 56.329 1
0.788 100.000 2
-2.553 89.123 0
-4.600 47.669 0
-3.128 81.559 0
-5.454 52.736 0
-1.047 100.000 1
-6.218 16.641 1
-6.368 6.661 2
-6.209 29.335 1
-4.753 30.641 2
-4.065 74.191 0
-5.565 30.057 1
-6.228 0.000 3
-4.368 57.873 0
0.875 100.000 2
-1.747 100.000 1



-6.758 0.000 2
-7.479 0.000 3
-3.166 72.158 0
-4.641 63.637 0
-4.222 70.234 0
-0.895 100.000 2
-1.685 92.404 1
-2.093 87.353 1
-3.197 72.099 3
-3.874 72.271 0
-3.566 76.401 0
-1.481 100.000 0
-1.483 100.000 1
-2.388 94.879 0
-1.436 100.000 1
-1.814 93.001 1
-1.902 100.000 0
-1.710 100.000 0
-2.111 96.949 0
-2.723 91.227 0
-6.528 24.074 0
-0.897 100.000 2
-2.339 91.050 2
0.715 100.000 2
-3.484 69.855 0
-0.011 100.000 2
-0.055 100.000 2
-0.052 100.000 2
-0.881 100.000 2
-1.030 100.000 2
1.050 100.000 2
-2.539 94.862 0
-3.535 51.700 2



-4.995 40.009 2
-4.502 65.393 1
-4.288 67.712 1
-1.843 100.000 1
-1.724 100.000 1
-1.779 100.000 1
-3.388 77.136 0
-1.406 100.000 1
-5.229 32.330 1
-1.221 100.000 0
-3.891 69.563 0
-5.526 40.454 0
-2.991 81.115 0
-1.406 100.000 1
-0.676 100.000 1
-0.497 100.000 1
-1.436 100.000 0
-1.403 100.000 1
-1.395 100.000 1
-1.902 100.000 0
-1.957 100.000 0
-0.998 100.000 0
-4.129 70.463 0
-3.699 87.683 0
-5.973 27.809 2
-6.236 25.182 2
-2.065 100.000 0
-4.322 69.826 0
-3.625 76.784 0
-3.921 70.812 0
-4.059 74.255 0
-6.363 0.000 3
-4.823 58.881 0



-3.582 77.220 0
-3.023 87.496 0
-4.650 64.850 0
-3.654 78.006 0
-5.585 51.260 0
-6.668 0.838 2
-3.688 82.228 0
-7.056 0.000 2
-2.751 92.023 0
-4.722 64.655 0
-2.781 91.757 0
-3.561 80.147 0
-5.435 52.750 0
-3.384 95.403 0
-6.439 26.816 1
-6.956 1.203 2
-7.027 0.000 2
-5.143 57.196 0
-6.173 29.500 1
-4.582 65.908 0
-5.718 47.056 0
-7.473 0.000 3
-4.133 75.256 0
-2.855 88.684 0
-3.450 77.070 0
-2.846 83.524 0
-10.448 0.000 3
-2.536 100.000 0
-3.757 70.466 0
-4.458 39.858 1
-2.113 100.000 0
-0.980 100.000 0
-0.905 100.000 0



-7.542 0.000 2
-5.301 41.535 0
-2.474 95.846 0
-2.765 87.259 0
-6.763 0.000 3
-2.267 95.187 0
-1.561 100.000 0
-3.430 83.501 0
-5.703 38.342 0
-6.233 17.670 1
-1.914 100.000 0
-2.605 90.609 0
-2.025 94.533 0
-3.198 88.807 0
-5.513 29.490 1
-2.733 100.000 0
-5.070 22.162 2
-3.227 81.116 0
-2.781 85.843 0
-4.268 67.911 0
-2.789 72.826 2
-1.638 100.000 1
-6.701 35.438 0
-2.063 90.136 1
-3.858 75.272 0
-5.202 71.644 0
-4.787 65.703 0
-3.260 80.953 0
-4.313 65.927 0
-5.642 14.198 2
-2.122 100.000 0
-6.537 0.000 3
-6.956 0.000 3



-8.044 0.000 3
-7.021 0.000 2
-0.728 100.000 1
-1.054 100.000 2
-1.010 100.000 1
-2.081 90.635 1
-1.810 91.897 1
-2.322 85.587 1
-2.107 88.493 1
-1.998 91.528 1
-1.850 92.786 1
-1.262 100.000 1
-1.811 95.967 1
-2.151 87.873 1
-1.910 94.933 1
-2.566 91.682 0
-1.036 100.000 0
-1.744 100.000 0
-2.627 91.992 0
-2.504 93.881 0
-2.527 91.717 0
-2.454 96.137 0
-2.358 100.000 0
-2.337 100.000 0
-2.344 100.000 0
-2.240 100.000 0
-2.251 100.000 0
-2.147 100.000 0
-2.051 100.000 0
-1.974 100.000 0
-2.166 100.000 0
-1.747 100.000 1
-1.734 100.000 1



-1.825 100.000 1
-1.683 100.000 1
-1.780 100.000 1
-3.807 86.395 0
-0.613 100.000 1
-0.968 100.000 1
-2.027 100.000 0
-1.101 100.000 0
-0.858 100.000 1
-1.225 100.000 0
-3.455 90.504 0
-4.720 75.983 0
-13.589 0.000 3
-2.068 88.142 1
-2.101 88.943 1
-2.023 90.924 1
-1.797 91.734 1
-2.046 89.552 1
-1.844 91.627 1
-1.833 92.354 1
-2.718 89.746 0
-2.718 79.099 0
-4.093 74.794 0
-1.062 100.000 1
-1.562 100.000 0
-1.352 100.000 0
-3.667 78.177 0
-1.143 100.000 1
-3.353 76.351 2
-1.248 100.000 1
-3.025 79.561 2
-2.358 100.000 0
-5.373 35.552 1



-3.672 80.533 0
-3.183 82.104 0
-2.474 100.000 0
-4.158 59.820 0
-0.471 100.000 0
-2.751 90.537 0
-1.565 100.000 0
-5.618 0.000 3
-2.463 94.426 0
-3.426 79.075 0
-1.793 100.000 0
-4.551 66.072 0
-3.568 82.218 0
-0.521 100.000 1
-4.401 61.765 0
-1.315 100.000 0
-1.343 100.000 0
-1.261 100.000 1
-1.195 100.000 0
-2.453 93.928 0
-3.582 79.230 0
-2.916 84.557 0
-1.314 100.000 1
-2.132 100.000 0
-4.933 52.004 1
2.723 100.000 1
-3.837 59.005 2
-3.708 66.361 0
-2.061 100.000 0
-1.327 100.000 0
-3.882 78.435 0
-0.874 100.000 0
-2.878 85.456 0



-4.679 63.637 1
-7.032 0.000 2
-1.940 100.000 0
-5.718 14.332 2
-2.976 83.491 0
-1.725 100.000 0
-6.621 0.000 2
-6.138 0.000 3
-1.920 100.000 0
-2.791 91.190 0
-2.035 100.000 0
-2.164 100.000 0
-7.341 5.298 1
-6.596 4.195 2
-2.919 84.559 0
-5.108 35.285 1
-0.149 100.000 1
-0.975 100.000 1
-1.094 100.000 1
-1.060 100.000 1
-2.684 92.594 0
-1.135 100.000 0
-1.042 100.000 0
-3.506 83.484 1
-2.037 100.000 0
-3.399 93.194 0
-2.774 100.000 0
-4.094 60.998 1
-5.058 32.849 1
-1.888 100.000 0
-0.955 100.000 0
-2.594 91.548 0
-2.479 93.905 0



-6.828 35.023 0
-2.201 100.000 0
-3.307 91.556 0
-3.523 89.443 0
-3.978 79.192 0
-1.345 100.000 0
-1.118 100.000 0
-1.069 100.000 0
-11.476 0.000 3
-8.173 0.000 3
-7.972 0.000 3
-6.468 7.152 2
-3.755 78.897 0
-7.209 0.000 2
-2.148 100.000 0
-2.342 100.000 0
-6.131 9.793 2
-1.492 100.000 0
-4.247 70.780 0
-2.361 100.000 0
-2.783 88.054 0
-3.170 81.838 0
-3.167 88.739 0
-2.624 94.088 0
-3.653 68.519 0
-3.025 68.466 1
-3.744 78.494 0
1.322 100.000 2
-2.984 100.000 0
-2.503 100.000 0
-1.794 100.000 0
-4.131 85.117 0
-3.784 87.270 0



-4.185 75.782 1
-2.248 100.000 1
-6.668 4.475 2
-1.910 100.000 0
-1.303 100.000 0
-0.357 100.000 1
-1.931 100.000 0
-0.310 100.000 1
-1.052 100.000 1
-1.841 100.000 0
-0.712 100.000 0
-1.655 100.000 0
-2.339 100.000 0
-1.071 100.000 1
-1.175 100.000 0
-0.980 100.000 0
-2.851 95.025 0
-1.992 100.000 0
-1.055 100.000 0
-0.300 100.000 1
-1.364 100.000 0
-2.241 100.000 0
-2.135 100.000 0
-2.538 90.234 0
-2.047 100.000 0
-1.801 100.000 0
-1.430 100.000 0
-2.340 94.682 0
-2.194 100.000 0
-2.122 100.000 0
-0.779 100.000 1
-1.172 100.000 1
-2.253 100.000 0



-0.851 100.000 0
-1.207 100.000 1
-1.709 100.000 0
-1.873 100.000 0
-0.194 100.000 1
-0.662 100.000 1
-2.126 100.000 0
-1.153 100.000 0
-0.770 100.000 1
-2.757 91.910 0
-2.364 100.000 0
-2.825 95.005 0
-1.864 100.000 0
-1.464 100.000 1
-1.617 100.000 1
-2.327 100.000 0
-2.783 88.643 0
-2.684 96.834 0
-2.744 100.000 0
-1.884 100.000 1
-1.947 100.000 0
-2.007 100.000 0
-2.393 96.566 0
-0.102 100.000 1
-1.161 100.000 1
-0.465 100.000 1
-0.598 100.000 1
-0.728 100.000 1
-0.513 100.000 1
-0.964 100.000 1
-1.392 100.000 1
-1.175 100.000 1
-0.950 100.000 1



-1.026 100.000 1
-0.125 100.000 1
-0.122 100.000 1
-1.819 100.000 0
0.932 100.000 2
-1.627 100.000 1
-1.366 100.000 1
-1.280 100.000 1
-2.194 100.000 0
-1.967 93.563 1
-2.189 94.161 0
-1.844 100.000 0
-1.748 100.000 0
-1.460 100.000 0
-1.501 100.000 0
1.500 100.000 1
-1.762 100.000 1
-0.641 100.000 1
0.354 100.000 1
-1.726 100.000 0
-1.058 100.000 0
-0.010 100.000 1
-1.108 100.000 1
-0.828 100.000 1
-0.998 100.000 1
-0.614 100.000 1
-1.960 100.000 0
-1.207 100.000 1
-1.046 100.000 1
-1.875 100.000 0
-1.401 100.000 0
-1.251 100.000 0
-2.268 100.000 0



-1.954 100.000 0
-0.877 100.000 1
1.124 100.000 2
-0.378 100.000 1
-2.110 100.000 0
-1.681 100.000 0
-2.994 85.912 0
0.784 100.000 2
-0.124 100.000 1
-0.198 100.000 1
0.011 100.000 1
-1.110 100.000 0
-1.437 100.000 0
-0.705 100.000 1
-0.774 100.000 1
-1.201 100.000 1
1.948 100.000 2
-0.355 100.000 1
-1.261 100.000 0
-0.126 100.000 1
-2.391 100.000 0
-0.910 100.000 1
-1.335 100.000 0
-1.135 100.000 1
-1.034 100.000 1
-1.100 100.000 1
0.019 100.000 1
-2.518 100.000 0
-1.853 100.000 0
-1.322 100.000 0
-1.979 100.000 0
-1.807 100.000 0
-1.417 100.000 1



-1.499 100.000 0
-1.031 100.000 0
-1.205 100.000 0
-2.553 100.000 0
-2.062 100.000 0
-1.174 100.000 0
-1.706 100.000 1
-1.410 100.000 0
-1.035 100.000 0
-0.719 100.000 1
-0.929 100.000 0
-2.279 100.000 0
-1.899 100.000 0
-1.905 100.000 2
-1.287 100.000 1
-1.929 96.191 0
-1.826 100.000 1
0.354 100.000 1
-3.737 70.641 2
-4.242 69.127 0
-5.906 26.951 1
-1.865 100.000 0
-1.548 100.000 0
-1.745 100.000 1
-11.044 0.000 3
-4.407 85.617 0
-2.661 84.613 0
-3.481 100.000 0
-2.869 91.229 1
-2.218 100.000 1
-5.285 53.150 0
-2.323 90.893 0
-3.235 60.605 1



-2.878 92.271 0
-3.444 96.697 0
-4.937 56.520 1
-4.106 87.729 0
-4.300 86.925 0
-4.307 56.958 0
-5.317 37.801 0
-1.042 76.099 3
-3.918 87.390 0
-3.794 88.834 0
-1.058 100.000 0
-0.812 100.000 0
-1.401 94.245 1
-2.313 100.000 0
-0.834 100.000 1
-1.410 100.000 0
-5.940 79.815 0
-6.103 10.937 2
-3.176 88.172 0
-6.143 0.000 3
-3.593 84.288 0
-3.863 87.714 0
-3.769 81.164 0
-3.705 88.557 0
-2.558 100.000 0
-4.787 62.210 0
-1.911 100.000 1
-6.479 0.000 3
-4.283 90.011 0
-3.199 87.657 0
-8.388 0.000 2
-6.836 0.000 3
-3.675 79.941 0



-4.637 63.690 0
-4.550 66.978 0
-5.230 53.854 0
-2.717 100.000 1
-5.269 0.000 3
-5.702 28.687 1
-7.364 0.000 2
-2.378 100.000 0
-0.887 100.000 0
-7.525 0.000 3
-7.645 0.000 3
-6.602 0.000 3
-3.075 100.000 0
-4.080 61.298 3
-3.409 88.322 0
-3.277 74.313 2
-1.823 100.000 1
-0.178 100.000 2
-0.857 100.000 1
-5.163 38.013 1
-6.353 71.814 0
-6.380 22.460 0
-1.247 100.000 0
-1.923 100.000 0
-1.602 100.000 1
-5.091 49.917 0
-6.314 72.360 0
-1.636 100.000 0
-3.819 68.304 0
0.759 100.000 2
-1.206 100.000 1
-1.163 80.881 1
-1.063 100.000 1



-5.350 81.271 0
-1.905 100.000 0
-1.835 91.178 1
-1.057 100.000 1
-0.769 100.000 1
-0.787 100.000 0
-4.251 88.986 0
-1.095 100.000 0
-2.479 100.000 0
-2.151 100.000 0
-1.260 100.000 1
-2.301 100.000 0
-2.023 100.000 0
-0.862 100.000 1
-1.569 100.000 1
-1.327 100.000 0
-1.083 100.000 1
-1.077 100.000 0
-1.734 100.000 0
-2.058 100.000 0
2.292 100.000 1
-1.064 100.000 1
-5.349 65.220 1
-2.037 100.000 0
-2.015 100.000 0
-2.234 100.000 0
-1.391 100.000 0
-1.737 100.000 0
-2.237 100.000 0
-2.225 100.000 0
-2.368 100.000 0
-1.159 100.000 0
-0.995 100.000 0



-1.176 100.000 1
-2.411 100.000 0
-2.028 100.000 0
-2.242 100.000 0
-2.479 100.000 0
-1.935 100.000 0
-1.773 100.000 0
-1.935 100.000 0
-1.612 100.000 0
-1.401 100.000 0
-1.369 100.000 1
-1.560 100.000 0
-1.740 100.000 1
-2.298 100.000 0
-2.342 100.000 0
-4.842 73.751 0
-1.152 100.000 1
-2.053 100.000 0
-1.560 100.000 0
-1.946 100.000 0
-1.128 100.000 1
-1.242 100.000 0
-1.403 100.000 1
-1.087 100.000 1
-1.092 100.000 1
-1.082 100.000 0
-1.086 100.000 0
-1.936 100.000 0
-1.805 100.000 0
-0.971 100.000 1
-1.899 100.000 0
-1.601 100.000 0
-2.152 86.738 1



-1.744 100.000 1
-1.113 100.000 1
-1.883 100.000 0
-1.293 100.000 0
-2.034 100.000 1
-2.683 96.161 0
-2.530 100.000 0
-1.678 100.000 0
-1.262 100.000 1
-1.128 100.000 1
-1.261 100.000 1
-2.245 100.000 0
-2.164 100.000 0
-1.395 100.000 1
-1.556 100.000 1
-1.735 100.000 1
0.956 100.000 0
-2.157 64.105 0
-6.050 18.162 1
-3.488 100.000 0
-5.790 83.417 0
-9.138 6.498 0
-1.998 100.000 0
1.085 100.000 2
-0.699 100.000 1
-2.174 100.000 1
-1.680 100.000 1
-4.778 46.727 0
-4.139 82.244 0
-1.853 92.576 1
-1.856 94.027 1
-0.715 100.000 0
-2.043 95.679 2



-7.115 0.000 3
-4.565 41.161 3
-2.257 90.638 2
-2.359 89.262 2
-3.983 40.251 1
-2.666 100.000 0
-5.658 15.047 3
-1.559 100.000 0
-2.352 100.000 0
-1.887 100.000 1
-1.853 92.576 1
-2.759 91.164 0
-1.849 100.000 2
-2.124 93.117 2
-1.913 90.918 2
-1.733 86.928 1
-1.630 100.000 1
-3.565 85.330 0
-2.118 100.000 0
-2.492 93.357 0
-1.826 100.000 0
-3.074 89.781 0
-3.086 85.538 1
-8.319 0.000 3
-2.142 100.000 0
-2.420 100.000 0
-0.294 100.000 0
-1.941 100.000 1
-3.658 94.396 0
-4.241 93.712 0
-4.958 49.128 0
-1.879 100.000 0
-1.845 100.000 1



-5.496 32.609 1
-5.360 32.705 0
-1.853 92.576 1
-4.932 85.516 0
-3.738 75.896 0
-6.968 0.000 3
-6.646 0.000 3
-6.481 0.000 3
-2.248 100.000 1
-2.686 85.913 0
-4.924 58.802 0
-1.762 100.000 0
-0.690 100.000 0
-1.962 100.000 1
-0.111 100.000 1
-1.429 100.000 1
-1.650 100.000 0
-8.432 0.000 3
-2.673 95.212 0
-4.896 49.576 0
-3.259 74.719 2
-1.446 100.000 0
-2.142 100.000 1
-3.367 76.875 2
-2.209 100.000 0
-2.143 100.000 0
-11.058 0.000 3
-0.917 100.000 1
-3.567 100.000 0
-1.739 100.000 0
-6.346 20.315 0
-3.243 81.367 0
-0.937 100.000 1



-1.996 91.461 0
-3.135 82.682 0
-0.586 100.000 0
-4.331 90.569 0
-3.595 96.646 0
-3.523 80.202 0
-3.113 73.795 1
-1.624 100.000 1
2.228 100.000 1
2.516 100.000 1
2.480 100.000 1
-1.258 100.000 1
2.532 100.000 1
7.032 100.000 1
-1.045 100.000 0
-1.195 100.000 0
-5.613 43.120 0
-6.049 18.358 1
-4.337 50.483 2
-4.107 59.993 0
-3.659 77.717 0
-1.028 100.000 1
-4.232 35.251 1
-1.629 100.000 1
-2.225 91.491 2
0.761 100.000 2
-7.057 24.549 0
-2.486 100.000 1
-4.064 71.623 0
-6.022 0.000 3
-1.206 100.000 1
-3.408 82.587 0
-0.833 100.000 1



-1.449 100.000 2
-7.230 0.000 3
-4.330 52.178 2
-9.304 0.000 3
-6.282 10.384 2
-3.175 94.692 1
-3.548 96.881 0
-8.200 0.000 3
-1.573 100.000 2
-2.399 100.000 1
-1.027 100.000 1
-4.294 62.181 0
-5.939 0.000 3
-5.321 41.336 0
-1.465 100.000 0
-2.110 93.345 2
-1.728 88.928 2
-3.739 79.022 0
-0.980 100.000 0
-0.995 100.000 1
-2.785 87.092 0
-2.953 93.470 0
-5.301 80.229 0
-7.050 0.000 3
-1.492 90.855 2
-2.857 93.441 0
-4.297 83.231 0
0.677 100.000 2
-7.682 0.000 2
-4.241 37.705 2
-12.611 0.000 3
-2.484 94.604 0
-6.600 5.252 3



-2.019 100.000 0
-1.078 100.000 0
-3.203 86.902 0
-1.936 100.000 1
-6.135 8.705 2
-5.247 25.607 2
-5.366 9.512 3
-5.437 35.921 2
-0.870 100.000 1
-8.037 0.000 3
-5.391 42.215 0
-6.002 16.962 1
-2.794 95.603 0
-5.311 42.989 0
-9.023 0.000 3
-6.128 27.465 0
-8.263 0.000 3
-1.496 100.000 0
-1.881 100.000 0
-1.691 100.000 0
-5.938 12.129 2
0.792 100.000 2
-1.247 100.000 2
-1.462 100.000 0
-3.177 57.439 2
-2.797 91.497 0
-3.732 74.166 0
-4.751 49.409 0
-3.522 53.469 1
-7.112 0.000 3
-3.294 51.877 2
-2.199 93.722 0
-1.935 100.000 0



-2.017 100.000 0
-10.646 0.000 3
-6.962 0.000 3
-7.672 0.000 3
-5.016 46.318 0
-3.666 72.435 0
-7.530 0.000 3
-1.408 100.000 1
-4.901 24.842 2
-4.757 39.508 1
-5.305 0.000 3
-2.117 100.000 0
-0.760 100.000 1
-2.786 92.076 0
-1.500 100.000 0
-3.709 100.000 0
-2.069 64.330 2
-2.641 100.000 0
-3.640 44.480 2
-5.372 18.347 3
-3.019 100.000 0
-4.458 50.588 1
-2.451 78.785 2
-0.053 100.000 0
-5.329 52.890 0
-0.485 100.000 0
-4.048 85.591 0
-4.333 47.448 2
-2.977 86.376 2
-3.790 89.856 1
-8.153 0.000 3
-5.846 17.941 2
-3.824 42.194 2



-3.283 71.368 0
-2.403 100.000 1
-1.455 100.000 0
-4.580 77.703 1
-2.756 100.000 0
-3.897 84.301 0
-5.838 16.250 3
-6.207 0.000 3
-6.135 11.955 3
-7.018 0.000 3
-6.630 1.292 2
-4.649 52.839 1
-6.289 0.000 3
-6.651 0.000 3
-3.437 87.505 0
-4.652 83.078 0
-2.866 92.226 0
-1.215 100.000 1
-0.314 100.000 1
-7.900 0.000 3
-11.300 0.000 3
-1.094 100.000 1
-2.391 100.000 0
-1.736 41.268 4
-4.242 58.359 0
-1.499 100.000 1
-5.101 50.414 0
-2.772 89.861 0
-8.570 0.000 3
-1.424 100.000 0
-10.364 0.000 3
-1.981 100.000 0
-1.034 100.000 1



-2.022 91.146 0
-1.855 100.000 0
-4.451 57.890 0
-2.475 96.500 0
-3.813 96.546 0
-4.493 30.883 2
-2.672 94.614 0
-1.092 100.000 1
-2.401 100.000 0
-3.222 82.799 0
-0.949 100.000 0
-1.100 100.000 1
-5.908 48.704 0
-3.669 93.028 0
-4.733 60.557 0
-3.508 89.690 0
1.011 100.000 2
-6.835 0.000 2
-3.760 71.538 1
-5.682 26.289 1
-2.559 100.000 0
-1.670 100.000 0
-2.003 100.000 0
-1.870 100.000 0
-1.057 100.000 0
-14.149 0.000 3
-1.410 100.000 1
-0.602 100.000 1
-5.200 61.129 0
-1.094 100.000 1
-1.422 100.000 0
-2.166 100.000 1
-2.019 83.900 2



-2.317 100.000 0
-9.333 0.000 3
-2.391 91.542 0
-2.425 100.000 0
-1.536 100.000 0
-2.486 94.352 0
-2.091 100.000 0
-3.194 85.465 0
-2.887 92.616 0
-0.438 100.000 0
-1.101 100.000 0
-0.238 100.000 0
-7.178 0.000 3
-7.630 0.000 3
-4.428 87.735 0
-0.488 100.000 1
-1.819 100.000 0
-3.309 55.654 2
-3.485 94.524 0
-1.144 100.000 1
-3.263 89.882 0
-2.253 96.279 1
-0.475 100.000 0
-3.517 79.874 0
-2.296 100.000 0
-1.924 100.000 0
-2.793 100.000 0
-1.897 90.674 0
-2.818 90.846 1
-0.412 100.000 0
-4.817 62.627 0
-3.142 54.188 2
-4.847 41.260 0



-5.622 19.456 2
-5.131 42.868 1
-4.415 67.169 0
-5.599 52.421 1
-4.556 44.507 0
-5.848 0.000 3
-1.463 100.000 1
-7.035 0.000 3
-6.370 3.505 2
-2.160 96.529 2
-5.544 0.000 3
-5.026 45.387 0
-5.438 12.903 2
-2.890 93.388 0
-5.190 16.096 2
-6.171 0.000 3
-2.684 100.000 0
-5.537 80.317 0
-4.044 83.974 1
-5.710 0.000 3
-3.326 86.764 0
-6.740 0.000 2
-1.621 100.000 0
-2.951 100.000 0
-0.562 100.000 0
-3.103 90.173 0
-2.100 100.000 0
-3.316 52.211 2
-2.786 90.848 0
-6.665 9.746 1
-2.127 100.000 0
-3.963 78.504 1
-1.377 100.000 1



-5.340 67.960 0
-1.942 100.000 0
-5.053 2.708 3
-4.386 8.047 3
-1.933 100.000 1
-4.491 54.387 0
-1.649 100.000 0
-2.022 100.000 0
-2.061 100.000 0
-4.506 70.198 1
-3.798 77.945 0
-5.888 0.000 3
-4.893 4.484 3
-4.823 63.891 0
-3.124 92.931 0
-7.742 0.000 2
-3.451 100.000 0
-2.984 100.000 0
-1.898 100.000 0
0.194 100.000 1
-1.777 100.000 0
-0.275 100.000 0
-3.330 76.517 0
-3.349 100.000 0
-2.052 91.749 1
-2.678 91.188 0
-3.260 82.039 0
-1.948 100.000 0
-1.790 100.000 0
-5.323 80.611 0
-1.360 100.000 2
-1.083 100.000 1
-1.347 100.000 0



-1.499 100.000 1
-1.642 100.000 1
-1.799 100.000 0
-1.042 100.000 1
-5.965 89.443 0
-2.997 100.000 1
-1.650 100.000 1
-6.922 80.477 0
-5.959 96.180 0
-1.322 100.000 1
-1.964 100.000 0
-1.679 100.000 0
-3.042 100.000 1
-2.328 100.000 1
-2.862 95.224 0
-1.188 100.000 0
-2.973 92.609 0
-6.281 7.470 2
-1.439 100.000 0
-1.981 100.000 0
-2.072 100.000 0
-1.906 100.000 1
-1.978 100.000 1
-4.020 96.181 0
-4.025 85.178 0
-1.816 100.000 1
-2.052 100.000 0
-5.710 31.314 1
-4.823 51.816 0
-1.256 100.000 1
-1.258 100.000 1
-1.281 100.000 1
-1.354 100.000 1



-6.122 77.806 0
-2.333 100.000 0
-3.825 76.498 0
-1.282 100.000 1
-1.396 100.000 1
-1.312 100.000 0
-3.043 77.182 2
-6.225 8.383 2
-0.997 100.000 1
-3.099 100.000 0
-1.235 100.000 1
-2.426 100.000 0
-5.989 19.247 1
-2.215 100.000 0
-4.163 73.002 0
-1.412 100.000 0
-1.262 100.000 1
-3.844 95.251 0
-4.528 65.169 0
-4.620 75.704 0
-4.762 42.604 2
-5.125 78.295 0
-1.948 100.000 0
-1.692 100.000 1
-1.881 100.000 1
-1.609 88.684 2
-2.627 100.000 0
-2.500 100.000 0
-4.040 93.746 0
-4.444 61.956 1
-0.968 100.000 0
-1.211 100.000 1
-2.155 100.000 0



-2.037 100.000 0
0.024 100.000 1
-1.050 100.000 1
-1.306 100.000 0
-1.808 100.000 0
-2.056 100.000 0
-1.631 100.000 1
-1.539 100.000 1
-1.753 100.000 1
-0.056 100.000 1
-4.400 51.097 2
-2.160 100.000 0
-1.640 100.000 0
-1.523 100.000 1
-1.118 100.000 0
-2.999 95.421 0
-6.838 33.663 0
-1.094 100.000 1
-3.460 100.000 0
-0.122 100.000 1
0.828 100.000 1
-4.738 73.805 0
-5.558 36.770 2
-1.202 100.000 0
-4.947 49.926 0
-2.429 95.105 0
-1.465 100.000 0
-7.916 0.000 3
-1.680 100.000 0
-7.009 0.162 4
-3.945 40.709 1
-4.266 51.098 1
-1.883 100.000 0



-2.099 100.000 1
-1.608 100.000 1
-1.466 100.000 1
-7.212 0.000 3
-5.663 49.672 0
-6.253 0.000 3
-1.872 100.000 0
-1.705 100.000 1
-3.268 86.504 0
-4.919 48.634 0
-3.476 70.213 0
0.098 100.000 0
-0.881 100.000 1
-2.469 93.882 0
-3.353 80.584 0
-10.125 0.000 3
-2.099 100.000 0
-2.938 92.392 0
-1.976 100.000 0
-1.912 100.000 0
-1.652 100.000 1
-3.917 57.738 0
-6.831 0.000 2
-1.186 100.000 1
-6.959 0.000 3
-2.788 86.551 0
-4.615 50.459 0
-1.262 100.000 1
-3.981 73.728 0
-4.606 57.547 0
-1.441 100.000 1
-5.290 10.749 2
-3.371 100.000 0



-3.104 100.000 0
-9.120 0.000 3
-1.904 100.000 0
-3.368 74.037 0
-4.094 74.207 1
-7.078 0.000 2
-3.592 43.373 1
-2.449 100.000 0
-4.082 61.356 0
-11.859 0.000 3
-2.069 100.000 1
-2.692 96.931 0
-1.145 100.000 1
-3.218 90.109 0
-4.951 42.206 1
-7.122 0.000 2
-1.765 100.000 1
-3.296 77.098 2
-3.461 73.386 2
-3.317 96.122 0
-0.511 100.000 2
-2.662 90.858 1
-2.294 94.668 1
-1.560 100.000 0
2.048 100.000 1
-0.889 100.000 0
-5.675 15.421 3
-3.195 79.457 2
-3.119 91.199 0
-2.038 100.000 1
-3.236 95.210 0
-3.487 68.270 2
-3.243 68.622 2



-1.836 100.000 0
-6.388 21.176 1
-1.282 100.000 1
-3.530 80.267 0
-1.745 100.000 1
-2.967 83.933 0
-1.825 100.000 1
-1.583 100.000 1
-0.922 100.000 0
-2.112 100.000 0
-2.859 89.194 0
-4.093 88.270 0
-2.848 91.887 0
-1.503 100.000 1
-4.366 58.880 0
-2.031 100.000 0
-2.826 0.433 3
-4.743 78.905 0
-2.786 100.000 0
-3.899 87.322 0
-1.896 100.000 0
-3.670 61.492 0
-1.032 100.000 0
-4.310 55.412 0
-1.605 100.000 1
-6.159 0.000 1
-7.254 68.496 0
-2.219 100.000 0
-1.516 100.000 1
-1.305 100.000 1
-2.653 90.087 0
-3.263 40.692 3
-4.915 76.723 0



-0.385 100.000 0
-0.669 100.000 0
-0.148 100.000 0
-3.462 75.425 0
-6.214 6.305 2
-1.987 100.000 0
-4.576 61.544 0
-3.764 91.082 0
-5.539 40.478 0
0.902 100.000 1
-4.367 89.160 0
-3.850 90.531 0
-5.250 55.312 1
-4.277 91.217 0
-0.777 100.000 1
0.419 100.000 1
-3.178 95.392 0
-6.415 22.815 4
-0.187 100.000 0
-14.521 0.000 3
-14.901 0.000 3
-6.484 4.327 4
-14.895 0.000 3
-13.385 0.000 3
-5.568 44.387 0
2.094 100.000 1
-6.678 50.134 1
-5.241 29.593 1
-4.085 74.441 0
-4.479 66.624 0
-1.417 100.000 0
-3.421 67.852 0
-3.133 79.108 0



-1.333 100.000 1
-7.050 0.000 3
-6.366 87.151 0
-1.612 100.000 0
-1.022 100.000 1
-5.310 25.377 1
-1.789 100.000 1
-3.227 94.990 0
-5.174 39.851 2
-2.034 100.000 1
-1.568 100.000 0
-0.808 100.000 0
-4.306 100.000 1
-3.433 69.064 0
-5.812 0.000 3
-3.111 90.834 0
-1.677 100.000 1
-0.313 100.000 0
-5.033 26.409 2
-3.649 81.830 1
-4.072 78.091 1
-2.122 100.000 1
-5.192 16.661 3
-4.674 89.505 0
-4.181 81.331 0
-3.545 51.297 2
-9.086 0.000 3
-3.485 53.323 1
-6.127 14.710 1
-3.452 76.347 0
-3.685 93.846 1
-12.031 0.000 3
-3.960 87.084 0



-2.160 100.000 1
-1.589 100.000 1
-8.122 0.000 3
-6.848 37.685 0
-3.144 100.000 0
-3.088 100.000 0
-3.320 96.468 0
-2.819 100.000 0
-1.580 100.000 0
-1.962 95.157 0
-1.299 100.000 0
-2.621 100.000 0
-0.881 100.000 1
-6.504 70.258 0
-2.074 100.000 1
-2.597 100.000 0
-4.866 38.251 2
-4.246 93.946 0
-7.615 49.029 0
-3.970 88.893 0
-0.353 100.000 0
-1.550 95.938 0
-0.644 100.000 0
0.347 100.000 0
0.370 100.000 0
-3.145 100.000 0
-1.625 100.000 1
-4.075 100.000 0
-1.725 100.000 1
0.215 100.000 0
-1.473 100.000 1
10.026 100.000 1
-2.663 91.278 0



-0.725 100.000 0
-1.616 100.000 1
-2.620 100.000 1
-1.849 100.000 1
-1.457 100.000 0
-0.234 100.000 1
-6.931 0.000 3
-5.255 27.463 1
-3.421 96.777 0
-3.360 100.000 0
-3.339 100.000 0
-3.638 91.244 0
-4.077 87.169 0
-6.472 14.906 2
-2.873 87.680 0
-6.140 48.642 0
-7.311 0.000 2
-5.718 85.415 0
-5.510 30.757 1
-3.236 86.170 0
-4.525 34.003 1
-1.050 100.000 1
-2.329 100.000 0
-4.401 49.578 2
-2.318 100.000 0
-4.389 2.589 3
-4.257 1.457 3
-3.999 72.447 2
-3.472 100.000 0
-3.926 92.734 0
-2.935 100.000 0
-3.022 90.750 0
-2.662 100.000 0



-3.372 87.298 0
-2.964 100.000 0
-2.121 95.362 1
-1.237 100.000 0
-1.787 100.000 0
-3.178 88.071 0
-0.966 100.000 1
-1.462 100.000 1
-1.320 100.000 1
-4.660 53.469 0
-3.802 88.383 0
-3.571 76.098 0
-1.783 100.000 0
-3.420 85.332 0
-5.063 5.488 3
-2.697 100.000 0
-2.130 100.000 0
-2.197 100.000 0
-1.426 100.000 1
-1.282 100.000 1
-2.101 100.000 0
-2.225 96.024 0
-4.407 63.884 0
-5.018 60.053 0
-4.105 61.570 0
-3.520 82.402 0
-5.276 100.000 1
-3.646 80.293 0
-1.852 100.000 0
-2.918 96.063 0
-5.482 17.715 2
-5.801 7.747 2
-6.592 1.261 2



-2.405 95.592 0
-2.794 92.373 0
-2.957 100.000 0
-2.566 100.000 0
-9.480 0.000 3
-6.018 0.000 3
-6.070 26.875 1
-7.199 0.000 3
-4.642 68.671 0
-2.180 100.000 1
-1.894 100.000 1
-5.831 8.070 2
-4.843 37.405 1
-6.955 0.000 3
-3.840 79.485 1
-3.328 76.349 2
-7.204 0.000 3
-5.870 0.000 3
-6.947 0.000 2
-8.051 0.000 3
-7.271 0.000 3
-7.131 0.000 2
-8.735 0.000 3
-2.758 94.739 0
-5.161 58.061 0
-1.971 89.006 2
-1.819 86.117 2
-3.602 74.840 0
-0.692 100.000 1
-0.799 100.000 1
-0.512 100.000 1
-4.480 71.960 1
-7.485 0.000 3



-1.550 89.954 2
-1.630 89.297 2
-2.373 100.000 0
-2.895 100.000 0
-9.717 0.000 3
-1.955 83.790 2
-1.700 100.000 1
-2.350 95.803 0
-4.239 72.596 0
-3.162 86.821 0
-4.794 59.574 0
-5.020 56.796 0
-4.379 55.142 0
-0.435 100.000 1
-2.449 74.746 0
-4.667 66.664 0
-1.947 100.000 0
-1.971 89.006 2
-11.881 0.000 3
-1.095 82.717 2
-1.135 83.953 2
-5.446 22.542 2
-5.859 18.905 1
-3.107 94.398 1
-6.620 0.000 3
-3.255 81.013 0
-9.351 0.000 3
-8.925 0.000 3
-6.648 0.000 3
-5.670 31.282 0
-3.403 86.754 0
-2.837 100.000 0
-2.946 100.000 0



-4.558 57.139 0
-6.389 6.533 2
-2.476 100.000 0
-2.008 100.000 1
-3.008 100.000 0
-3.843 66.836 0
-1.537 100.000 0
-1.420 100.000 0
-7.619 0.000 3
-1.246 100.000 1
-4.863 51.252 0
-1.319 100.000 0
-9.970 0.000 3
-1.147 100.000 0
-2.900 44.753 3
-2.604 91.453 0
-1.875 92.789 1
-4.936 59.197 0
-2.413 92.694 0
-5.721 74.379 1
-2.395 94.842 0
-1.882 100.000 0
-1.656 100.000 1
-1.597 100.000 1
-6.567 0.000 2
-1.524 100.000 1
-2.091 90.617 1
-5.652 43.927 0
-5.646 43.925 0
-3.717 63.979 0
-3.372 76.082 0
-1.882 92.184 2
-4.951 41.709 2



-3.088 86.925 0
-2.304 93.219 0
-0.934 100.000 1
-1.527 100.000 0
-1.486 100.000 0
1.114 100.000 1
-4.172 88.055 0
-1.321 100.000 1
-0.826 100.000 0
-2.810 86.008 0
-5.035 52.211 0
-5.718 39.147 1
-5.255 44.004 1
-2.771 95.712 0
-1.848 100.000 2
-3.554 81.364 0
-1.939 100.000 0
-2.793 81.280 0
-0.962 100.000 2
-1.380 100.000 0
-1.128 100.000 0
-0.740 100.000 0
-4.880 68.021 0
-1.682 100.000 1
-1.152 100.000 0
-1.322 100.000 1
-6.179 0.000 3
-3.852 42.452 2
-2.897 78.646 2
-3.271 75.010 2
-1.471 100.000 1
-14.641 0.000 3
-8.816 0.000 2



-6.843 0.000 3
-2.672 100.000 1
-4.876 51.764 0
-2.154 95.896 1
-1.897 92.640 1
1.139 100.000 1
-2.886 93.132 0
-0.144 100.000 1
-1.812 100.000 1
-0.997 100.000 1
-6.168 12.867 1
-1.917 100.000 0
-3.598 88.999 0
-3.649 93.492 0
-3.408 94.854 0
-3.914 65.630 0
-7.640 0.000 3
-2.213 100.000 0
-3.163 100.000 0
-5.194 51.924 0
-5.464 43.036 0
-1.090 100.000 1
-0.878 100.000 2
-1.659 96.055 0
-6.619 0.000 3
-5.363 17.518 3
-2.001 100.000 1
-4.371 37.762 2
-1.267 100.000 0
-2.267 94.428 0
-1.433 100.000 0
-6.545 22.796 1
-6.957 0.000 3



-1.760 100.000 1
-8.113 0.000 2
-1.353 100.000 0
-7.103 0.116 1
-6.975 0.000 3
-1.906 81.293 2
-3.055 80.124 0
-2.097 92.688 0
-4.753 95.953 0
-8.369 0.000 2
-5.912 12.820 3
-0.992 100.000 1
-0.651 100.000 1
-2.616 80.418 0
-2.473 100.000 0
-1.011 100.000 0
0.301 100.000 2
-1.055 100.000 1
-6.819 0.114 2
1.757 100.000 2
-2.933 68.041 2
-2.620 93.122 0
-2.453 95.750 0
-1.723 100.000 0
-2.553 100.000 0
-0.510 100.000 1
-3.211 100.000 0
-2.944 100.000 1
-3.498 100.000 0
-2.724 86.409 0
-6.293 0.000 3
-1.099 100.000 1
-0.957 100.000 1



-0.112 100.000 1
1.301 100.000 2
-4.093 91.022 0
-4.512 85.928 0
-3.932 85.709 1
-1.287 100.000 2
-0.798 100.000 1
-2.166 100.000 0
-1.664 100.000 1
-2.441 100.000 1
-1.314 100.000 0
-1.065 100.000 1
-0.580 100.000 1
-1.585 100.000 0
-1.294 100.000 1
-0.033 100.000 2
-1.716 100.000 1
-2.744 100.000 1
-1.518 100.000 0
0.284 100.000 0
-1.774 100.000 1
-1.286 100.000 0
-2.414 100.000 0
-1.902 100.000 0
-1.282 100.000 1
-1.722 100.000 0
-1.918 100.000 0
-2.092 100.000 0
-1.228 100.000 1
-1.672 100.000 0
-2.118 100.000 0
-1.942 100.000 0
-0.983 100.000 1



-0.997 100.000 0
-4.005 87.124 0
-1.664 100.000 0
-1.423 100.000 0
-8.726 0.000 3
-5.277 22.943 2
-3.338 84.061 0
-4.868 9.873 3
-3.396 83.043 0
-3.638 81.601 1
-5.455 2.998 3
-5.431 17.991 3
-5.875 20.676 1
-5.983 0.000 3
-4.288 59.814 0
-1.914 100.000 0
-2.429 100.000 0
-4.589 84.424 0
-6.235 10.152 3
-2.484 100.000 0
-4.321 65.930 0
-1.665 100.000 0
-4.259 69.061 0
-4.182 60.343 1
-1.605 100.000 1
-0.224 100.000 2
-1.747 100.000 1
-2.096 100.000 1
-3.263 84.468 0
-4.651 62.367 0
-3.588 91.094 0
-2.493 88.934 0
-4.469 74.767 0



1.128 100.000 2
-0.338 100.000 2
-10.864 0.000 3
-11.435 0.000 3
-11.661 0.000 3
-10.953 0.000 3
-6.873 0.000 3
-2.287 100.000 0
-9.575 0.000 3
-5.784 36.364 0
-2.302 100.000 1
-5.272 83.833 1
-1.558 100.000 0
-3.536 91.904 0
-3.900 88.533 0
-1.883 100.000 0
-4.859 85.537 0
-2.323 100.000 0
-2.024 100.000 0
-1.546 100.000 1
-1.680 100.000 1
-1.250 100.000 1
-4.754 0.000 3
-6.108 1.072 3
-7.351 0.000 3
-5.742 6.399 3
-6.762 0.000 3
-2.780 93.928 0
-3.140 78.422 0
-8.560 0.000 3
-1.206 100.000 1
-3.557 86.428 0
-3.743 87.612 0



-5.790 13.971 3
-8.813 0.000 3
-3.520 91.227 0
-4.219 88.120 0
-7.094 0.000 3
-4.738 40.263 2
-1.009 100.000 2
-3.352 81.165 1
-2.759 100.000 1
-4.033 77.074 0
-1.513 100.000 1
-2.873 100.000 1
-1.279 100.000 1
-2.115 100.000 1
-4.143 71.804 0
-12.445 0.000 3
-13.048 0.000 3
-1.322 100.000 1
-3.516 76.867 0
-3.800 82.020 0
-2.033 100.000 0
-1.939 100.000 1
-2.000 100.000 1
-2.087 91.104 1
-2.211 91.455 1
-1.472 100.000 1
-1.602 100.000 1
-8.880 0.000 3
-5.720 68.759 0
-1.181 100.000 0
-2.330 100.000 0
-7.999 0.000 3
-4.146 83.962 0



-3.458 95.029 0
-3.751 92.460 0
-6.124 0.000 3
-6.121 0.000 3
-3.241 69.924 1
-4.621 60.705 0
-4.811 48.137 0
-6.581 0.075 3
-4.754 45.899 0
-6.141 0.000 2
-4.472 65.745 0
-5.015 40.748 1
-6.081 12.379 3
-8.529 0.000 3
-3.337 76.140 0
-1.805 81.627 2
-2.703 82.096 1
-2.707 69.240 2
-1.154 100.000 1
-4.190 36.773 2
-9.159 0.000 3
-4.389 87.147 0
-6.299 0.000 3
-3.324 65.713 1
-5.680 71.106 0
-5.212 75.658 0
-0.200 100.000 2
-3.445 100.000 0
-2.762 100.000 0
-3.645 95.686 0
-3.645 95.686 0
-6.792 15.882 1
-5.958 82.466 0



-4.015 95.052 0
-1.914 100.000 0
-3.204 82.968 0
-7.219 0.000 3
-3.487 100.000 0
-6.644 49.907 0
-4.408 50.957 2
-4.217 64.287 1
-5.181 41.331 2
-8.670 0.000 2
-4.805 33.795 3
-2.680 100.000 0
-1.269 100.000 1
-5.196 39.275 2
-4.969 42.999 2
-3.833 82.819 0
-3.167 100.000 0
-6.813 0.000 3
-2.236 100.000 1
-7.223 0.000 3
-2.227 79.428 2
-11.103 0.000 3
-4.541 43.262 1
-6.239 5.058 3
-7.114 0.000 3
-5.901 0.000 3
-4.444 64.008 0
-1.617 100.000 1
-0.768 100.000 1
-7.547 62.692 0
-2.175 100.000 1
-2.078 100.000 1
-2.382 72.527 2



-1.576 100.000 0
-2.461 83.185 1
-2.165 86.689 1
-4.106 89.834 0
-2.176 100.000 0
-3.513 86.742 0
-3.198 89.229 0
-9.523 0.000 3
-3.039 93.161 0
-4.954 51.578 2
-4.914 50.679 2
-5.974 15.324 3
-5.954 14.793 3
-4.773 29.093 2
-3.213 100.000 0
-5.945 60.740 0
-6.941 9.219 1
-9.247 0.000 3
-3.181 92.472 0
-12.283 0.000 3
-11.918 0.000 3
-7.999 0.000 3
-5.427 68.720 0
-8.980 0.000 3
-3.099 81.935 0
-4.786 3.340 3
-5.892 17.456 1
-1.849 93.298 1
-5.394 38.436 0
-2.556 94.393 0
-1.382 100.000 0
-1.679 100.000 1
-5.015 29.553 2



-4.716 61.724 0
-2.788 87.705 0
-6.276 39.004 0
-4.636 50.841 0
-1.366 100.000 1
-3.267 90.897 0
-3.599 82.411 0
-3.333 83.027 0
-15.023 0.000 3
0.209 100.000 1
-2.317 100.000 1
-7.630 0.000 3
-3.805 90.397 0
-0.730 100.000 0
-0.973 100.000 1
-1.207 100.000 1
-8.264 0.000 1
-1.944 86.560 2
-1.682 100.000 1
-7.085 26.903 1
0.691 100.000 2
-10.177 0.000 3
-13.150 0.000 3
-7.302 0.000 3
-8.433 0.000 3
-12.225 0.000 3
-7.557 0.000 3
-6.297 0.000 3
-6.481 4.529 2
-0.864 100.000 1
-1.781 100.000 0
-2.865 79.358 1
-1.196 100.000 0



-3.057 89.764 1
-7.458 45.985 1
-2.254 100.000 0
-8.111 0.000 2
-8.684 0.000 2
-6.013 40.432 0
-3.130 84.885 0
-7.638 0.000 1
-6.635 12.521 0
-7.838 4.619 0
-2.352 95.327 0
-2.227 91.429 0
-2.365 88.986 0
-5.442 45.423 0
-4.935 63.273 0
-5.296 40.386 0
-6.115 27.525 0
-2.521 100.000 0
-1.314 100.000 1
-1.987 91.304 2
-2.610 88.972 0
-3.990 83.552 0
-4.328 79.420 0
-3.527 83.861 0
-2.969 91.358 0
-3.690 82.704 0
-3.583 84.436 0
-1.258 100.000 1
-1.256 100.000 1
-5.017 49.836 1
-0.685 100.000 0
0.958 100.000 1
-1.702 100.000 0



-3.742 86.074 0
-4.913 50.943 1
-0.640 100.000 0
-3.437 87.505 0
-3.455 90.504 0
-4.235 76.847 0
-4.479 66.624 0
-4.085 74.441 0
-1.262 100.000 1
-2.984 100.000 0
-2.294 100.000 0
-1.655 100.000 0
-1.725 100.000 0
-3.694 80.830 0
-6.303 17.855 0
1.791 100.000 1
-1.343 100.000 0
-5.017 43.023 2
-5.054 49.093 1
-2.751 94.702 0
-5.562 6.517 3
-4.217 76.522 0
-2.473 86.988 0
-3.635 82.367 0
-1.316 100.000 0
-0.920 100.000 0
-1.422 100.000 0
-1.311 100.000 1
-2.620 91.937 0
-2.169 100.000 0
-1.313 100.000 0


