Supplemental Data 1 CAS # 78-35-3
QSAR Toolbox 3.1.0.21

#1 C(=0)(C(C)CO)OC(C)(C=C)CCC=C(C)C  #2 C(C)(C=C)(CCC=C(C)CO)OC(=0)C(C)C #3 C(C)(O)(C=C)CcCcC=C(C)C

N/A
N/A N/A -
I O—Q‘/O CHy C}]_/OH CHs /,HC><CH3
c%/&H ZE}‘:"\*\CHZ CHS‘
#4 C(=0)(0)C(C)C #5 C(=0)(C(C)C=0)OC(C)(C=C)CCC=C(C)C #6 C(C)(C=C)(CCC=C(C)C=0)0C(=0)C(C)C
N/A
- N/A N/A
CH3 O o o -
// i <»<‘ / . @"E/JJ
C 3 H ) ) CZ?‘O \CHz
#7 C1(C)(C)C(CCC(C)(0)C=C)01 #8 C(C)(0)(C=C)CCC=C(C)CO #9 C(C)(0)(C=C)CC(0)C=C(C)C
N/A N/A N/A
e CHao OH //CHz o Ho —=CH,
H CH, Oﬁ—<Ha B :Ei:
HZC/
#10 C(=0)(0)C(C)C(=0)OC(C)(C=C)CCC=C( #11 C(=0)(0)C(C)=CCCC(C)(C=C)OC(=0)C(
c)C c)C

N/A N/A



