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By TrAdaBoostR2

C5H2F10 FCC(F)(F)C(F)(F)C(F)(F)C(F)(F)F 13.18 0251626  2.1989303 2.4505563
C6H2FI12 FCC(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)F 13.12 1.12 268  -0.1898816 19186218 2.1085033
Perfluorobutyl iodide(423-39-2) FC(F)(F)C(F)(F)C(F)(F)C(F)(F)! 14.05 1.94 233 0.04117568  2.1380103 2.0968347

A\ J \\ N ~ J
| H-PERFLUOROPENTANE(CB6476607) FC(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)F 12.96 /Yz.oz 2.1 0030378637 19669247 1.936546 |
C7H2F14 FCCRECHACHAOCHOCHERCHEF  H5 2 A—DaERZELNED 248 HSPIZKATLOFHRIEE AmEEuES
C6HFI3 FC(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)F 3 1.86 1.86  0.02873624  1.6643044 1.6355681
C8H2FI6 FCC(F)(F)C(E\IE\I‘/E\/E\I‘IE\/E\t‘lt\lt\t‘/t\/E\I“IE\/E\E |2'83 1 el N | N NAILTC AN I CNACA |.5662942

High solubility cluster in HSP spa Solvent database plot on HSP space

C3F6 FC(F)=C(F)( y 12.83 ' 1.544457
|-BroMoheptadecafluorooctane(423-55-2) FC(F)(F)C(F 12.67 | ‘ o 1.5411749
C7HFI5 FC(F)C(F)(F 12,95 : 1.3899924
C4F8-2ene FIC(=C(/F)C o L 12.7¢ 1.382778
OCTAFLUORO-2-BUTENE(360-89-4) FC(=C(F)C( 12.7¢ . 1.382778
| H-PERFLUOROOCTANE(335-65-9) FC(F)C(F)(F 12.84 1.1837595
Octafluorocyclobutane( | 15-25-3) FCI(F)C(F)(F)C(F)(F)CI (F)F = %E D5 RR— 1.7 -0.0492556  1.1002238 1.1494794
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Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF

Vertrel XF

Vertrel XF
Vertrel XF

Vertrel XF

Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF
Vertrel XF

Ethyl Cinnamate
2-Nitrobenzyl Chloride
N-Acetyl Caprolactam
I,1,4-Trifluorobutane
Undecanenitrile
Undecanenitrile
1,2,2-Trichloropropane
Guanabenz
I,2-Dichlorobutane
2,4-Dimethyl-3-Pentanone
m-Bromonitrobenzene

3-Nitrobenzotrifluoride
Zoxamide

Thymogquinone

1,2,3-Trichloro Propene
Triadimefon

1,2,3-Trichlorobutane
Hexazinone

Coumane

Benzene, |-Ethoxy-2-Nitro-
2-Methyl Cyclohexanone
4-Nitrobenzyl Chloride

CCOC(=0)C=CC|=CC=CC=Cl| 0.24
C1=CC=C(C(=C1)CCI)[N+](=0)[O-] 0.19
CC(=0)NICCCCCCI=0 0.22
C(CC(F)F)CF 0.39
CCCCCCCCCCCHN 0.38
CCCCCCCCCCCHN 0.38
CC(CCl)(CI)Cl 0.29
C1=CC(=C(C(=CI)CI)C=NN=C(N)N)ClI 0.2
cce(cancl 0.34
CC(C)C(=0)C(C)C 0.46
C1=CC(=CC(=C1)Br)[N+](=0)[O-] 0.19
C1=CC(=CC(=C1)[N+](=0)[O-])C(F)(F)F 0.28
CCC(C)(C(=0)CCI)NC(=0)C1=CC(=C(C(=CI)Cl 019
)C)Cl

CCI=CC(=0)C(=CCI=0)C(C)C 0.24
C(C(=CChchCl 0.26

CC(C)(C)C(=0)C(NIC=NC=N

c2)Cl
cc(c(canancl

CNIC(=NC(=0)N(C 1=0)C2C(
CIC2CIC(=0)0C3=CC=CC=(
CCOCI=CC=CC=CI[N+](=0)

CCICCCCCI=0
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Vertrel XF(available in Iarge quantity)

| Chemical | Addive | sMwES _______|Mixratiol oD | 6H | 8P | %EEu(Pred) | %EAm (Pred) | %EAm - %EEu (Pred.)

13.764
13.687
13.752
13.626
13.744
13.744
13.779

13.68

13.83
13.726
13.725
13.728

13.668

13.74
13.73

1.8048
1.8628
1.8984
1.7508
1.9236
1.9236
1.8978

1.764
1.8348
1.8712
1.8628
1.7296

1.8438

1.9488
1.6832

3.0244
3.0259
2.9982
3.0709
2.9898
2.9898
2.9879

3.052
29914
3.0046
3.0069
3.0448

3.0259

2.9764
3.0566

-0.193421
-0.1544927
-0.1507962
-0.1905244
-0.1378108
-0.1378108

-0.154997
-0.1942771
-0.1905978
-0.1556578
-0.1589618
-0.2163317

-0.1565469

-0.1245331
-0.2361935

2.6088133
2.6462452
2.6493745
2.6064634
2.6590335
2.6590335
2.6413949
26015112
2.6038842
2.6356285
2.6318786

2.574203

2.6329439

2.6647162
2.5529912

2.8022344
2.8007379
2.8001707
2.7969878
2.7968442
2.7968442

2.796392
2.7957883

2.794482
2.7912862
2.7908404
2.7905347

2.7894907

2.7892494
2.7891846

S QL= V it - ck-ae o i Y AN R == NI P AE N F 1= )
ERCHWAHELTETFTT 5,
ZODEETHS,

L. EMRROME,DRDE
v FFERE—LEHELR, SREELES

- MARIH T — S DR RERF B A X HER
- EBE TR OBEFHAT—LOBSR

889879

788932
883554
876387
872887

860594

C1=CC(=CC=C|CCI)[N+](=0)[O-] 0.18

13.632

1.9116

3.0118

-0.1202285

2.665441

2.78566965
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AACE; Acceleration of Actinide Chemistry Experiments.

A= 1—

AACE

Acceleration of

Actinide Chemistry »
Experiments.

by Nakase Lab.
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