Anexos

Anexo 1
TABLE 7
Hoy Group Maolar Attraction Constants at 25°C
FIIE e 'Fp"lm ¥t BV om?
Giroup, ¢ Band type mal ! mol ! mal ="
Base valse 2Te.3 — —
-'H, Saluraled inia oo 21 548
-CH;- Saluraied 269.00 LXK 15.553
HCH- Satarmed 175.% L] 537
L Saturated 65.5 0.0 3.562
CH= Alkene 2558 oy, & 19173
CH= Alkene 1455 ns 15178
ol Alkene 1728 630 183
CH= Arcmmatic 2399 62.2 13.417
= Aromatic .7 LR 1422
- Etker 135.2 I16.0 6462
- Acetal 1363 10.2 6462
-0 Epoxide Bl 4 1559 fa, 462
- Ester bal. 1 324.1 23,728
A=) Kelone 530 525.7 17.265
CHOY Aldehyde 5986 53l.6 23.261
=COn0 Anhydmide Tiedr 4 11558 ) 95
ORI Acad S 8 4156 26102
—H— H-bomd OH AB5.H 455 8 10647
H Primary inos H-bonded) LEER 673§ 12457
~OH Secomdary 5916 A91 6 12457
—H Tertiary TUR.6 T98.6 12457
-0OH Phenalic 9.8 9.8 12.457
-NH; Aming, primary 4615 4635 17.002
-NH Amino, seeondary o2 J68.2 .o
M- Amin, teriary 125.0 1250 17,564
=M Mitrike TI5.3 T45 RN
NCO Ispcyanate 7337 &2 25
HOOMS o o T4 15830
—OOMH- Anmide 1346 B39 28,302
~COMNH, Amvide 1206 6 GRG.2 3,257
OCONH Uretharse B261 % #9212 3. TH4
&~ Thicsether 438.3 403 18,044
Cl Primary 4195 3068 1% 504
%] Secandary 426.1 350 14 504
1, Twinned T 562.% 2
Ci Aromatic 329.3 B4 195
Br Primary 527.5 1127 153
Br Aromatic 420.6 1002 15303
F Prirmary B4.5 T1.2 11,200
Compugation 7.6 - 19.8 —
Cis 14.6 14.5 —
Trans -6 - 276 —_
4-Membered nng 1391 2005 —
5-Membered ring 42.9 B4 —
f-Membesed ring —48.0 61.0 -
T-Membered nng 2.3 0.0 —
Bicycloheptane ring 4.2 — -
Tricwclndecans ring 1217 8 —_ —_
Oinkwe subsgitution 19.8 -13.3 —
Meta substination 135 -24.3
Para substitution Rr4 -31318

Adapled From Hoy, K. L., The Moy Tables of Solubility Parameters, Union Carbide Corporarion, 1975 and 1985,
£ Pime Techanl,, 42, Th, 1970,
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Anexo 2

TABLE 13
Dispersion and Polar Group Molar Attraction Contributions
FJI1Y em™ mol ! 'F=V ‘5,]”"? cm*?
'FJJ""" em*? mal !

Koenhen and van mol ! Hansen and

Structural group Smolders™ Krevelen" van Krevelen" Beerbower™
~CH, 411 420 Q -_
CH, 284 270 0 .
3C- 14 B0 0 —
Ly - - 70 1] —
«CH, — 400 i) _
—CH- — 200 0 —
= — 0 ] —

@) _ 1620
§ Z I :

1510 1430 1o
~«Or- 1o, m. p) 1350 1270 e
-F

=
[

— (2200 -_ 460 = 50
~Cl —_— 4350 550 610 = 200
>l — - —_ 60 = 50
~Br - (5500 _— 610 = 50
-1 — — — 6es = 50
CN 446 430 1100 1070 = 100
~OH 202 210 500 510 = 6D
{~OH), -_ —_ —_ n(350 = 50)
- — 100 400 410 = 100
~COH — 470 BOO —_
~C=0 325 — — —
S — 290 T70 200+ 30
COOH 409 530 420 450 = 20
=C00 195 390 490 510 * 50
HCOO- - 530 - —
NH, — 280 — 610 = 200
~MH- 143 160 210 205 = 310
-N¢ — 20 800 -
-NO, 4 SO0 1070 1020 = 100
~5= —_— 440 — —
=P0, — 740 1890 —
Ring — 190 — —
One plane of sym- — — 0.50 = —
metry
Two planes of sym- — — 025 = _—
metry
More planes of — — 0w —_
SYmmetry
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Anexo 3
1O

TABLE 14
Hydrogen Bonding Parameter Group Contributions

-, = V5] mol

Structural U ST mol ! Hansen and Beerbower™ —

group, I van Krevelen™ Aliphatic Aromatic
-CH, 0 — -
-CHy i} -
“OH- 0 —
O 0 - -
A"H, 0 — —
=H- —_
= i —
D o N N
-© 0 -
“Ortom o 0 —

F _ () -1}

<l 400 400 + 80 400 + 80
=l - 690+ Al Ta( = Al
-Br —_— 2L+ 40K 2000 = 400
-1 — 4000 = 800 -
-CN 2500} I = HiX 23060 = RIK
{H UL LY 195060 = 1 7Ky 19500 = 210%)
{OH), — w{19500 = 17K R 1Q500 = 1 700)
) £ LY 4B = 1200 5200 = F200
—COH 4500 — —
=0~ pLLLT 1300 = &0 J308 = flH
=C00OH 10HHHD 11506 = [{HKD Q40K + 1K)
00— TR 5200 = 600 3300 = B0
—MH, B4 SR+ ROO® G = HiMP
-MH- 3100 3100 = BOHD -
-N¢ 5000 - ;

N, 1500 1700 + 200 1700 = 200
PO, 13000 - -

* D from Bondi® cosrected to 25°C wnd VE] subtracied. For important stenc shielding
effects, see bus Tables 7.6 and 7.7,
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