Name SMILES InChl Structure Formula
T

H [H] InChl=1S/H H

H2 [HI[H] InChl=1S/H2/h1H H—H o

0 [0] InChl=15/0 0’ 0

02 [0][O] InChl=15/02/c1-2 0— 0" 02

OH [OH] InChl=1S/HO/h1H 0—H HO

OH* [OH] InChl=1S/HO/h1H 0—H HO

H20 0 InChl=1S/H20/h1H2 oM H20




N2 N#N InChl=1S/N2/c1-2 N= N2
HO2 [0]0 InChl=1S/HO2/c1-2/h1H Heg P HO2
H202 00 InChl=1S/H202/c1-2/h1-2H H.. 0 ,fOHH H202
AR [Ar] InChl=1S/Ar Ar AR
—_— y
co [C]=0 InChl=1S/CO/c1-2 0== co
0
co2 0=C=0 InChl=1S5/C02/c2-1-3 M,t:f"' co2
0F
H 0
CH20 C=0 InChl=1S/CH20/c1-2/h1H2 \/ CH20
H
0
HCO [CH]=0 InChl=1S/CHO/c1-2/h1H \“\\K%,H CHO




HO2CHO 0=CO00 InChl=1S/CH203/c2-1-4-3/h1,3H CH203
H
HCOH singlet[CH]O InChl=1S/CH20/c1-2/h1-2H HO— H CH20
0 0“‘&
02CHO [0]OC=0 InChl=1S/CHO3/c2-1-4-3/h1H V o CHO3
H
0 o,
HOCHO 0=CO InChl=1S/CH202/c2-1-3/h1H,(H,2,3) \‘/ CH202
H
0 o°
OCHO [O]Cc=0 InChl=1S/CHO2/c2-1-3/h1H \‘/ CHO2
H
HOCH202H 0OCoo InChl=1S/CH403/c2-1-4-3/h2-3H,1H2 H"Ong H CH403
’ 0__-'
_ e 0 0
HOCH202 [0]oCcOo InChl=1S/CH303/c2-1-4-3/h2H,1H2 H xoﬁ CH303
OCH202H [O0]co0o InChl=1S/CH303/c2-1-4-3/h3H,1H2 HEORO’/RD“ CH303




ol 0

HOCH20 [0]CO InChl=1S/CH302/c2-1-3/h2H,1H2 O CH302
CH30H co InChl=1S/CH40/c1-2/h2H,1H3 Heg" CH40
CH20H [CH2]0 InChl=1S/CH30/c1-2/h2H,1H2 Hogr” CH30
CH30 C[O] InChl=1S/CH30/c1-2/h1H3 — 0" CH30
CH302H COo0 InChl=1S/CH402/c1-3-2/h2H,1H3 HOMO“H CH402
CH302 Co|[0] InChl=1S/CH302/c1-3-2/h1H3 O 0 CH302
Hooy
CH4 C InChl=1S/CH4/h1H4 c” CH4
H ™
H_" H
CH3 [CH3] InChl=1S/CH3/h1H3 G CH3
H




CH2 triplet[CH2] InChl=1S/CH2/h1H2 He CH2
CH2(S) singlet[CH2] InChl=1S/CH2/h1H2 He CH2
C [C] InChl=1S/C C
H"'\-\. . -
CH [CH] InChl=1S/CH/H1h E CH
H"'\-\. . -
CH* [CH] InChl=1S/CH/H1h E CH
C2H6 cC InChl=1S/C2H6/c1-2/h1-2H3 — C2H6
C2H5 [CH2]C InChl=1S/C2H5/c1-2/h1H2,2H3 . C2H5
C2H4 c=C InChl=1S/C2H4/c1-2/h1-2H2 — C2H4




C2H3 [CH]=C InChl=1S/C2H3/c1-2/h1H,2H2 C2H3
(_‘"’H
C2H2 CHC InChl=1S/C2H2/c1-2/h1-2H Cﬁ. C2H2
H."
28
C2H [Cl#C InChl=1S/C2H/c1-2/h1H C:f’? C2H
H.-"
0
CH3CHO CC=0 InChl=1S/C2H40/c1-2-3/h2H,1H3 \‘/ C2H40
H
C2H30H C=CO InChl=1S/C2H40/c1-2-3/h2-3H,1H2 N\W/O“H C2H40
C2H20H [CH]=CO InChl=1S/C2H30/c1-2-3/h1-3H \\V/O“H C2H30
0
CH3CO C[C]=0 InChI=1S/C2H30/c1-2-3/h1H3 \‘\\“\_"x,,// C2H30
|:| L]
CH2CHO [CH2]C=0 InChI=1S/C2H30/c1-2-3/h2H,1H2 \‘/ C2H30
H




02CH2CHO [0]OCC=0 InChl=1S/C2H303/c3-1-2-5-4/h1H,2H2 0 C2H303
H
HO2CH2CO 0=[C]CO0 InChl=1S/C2H303/c3-1-2-5-4/h4H,2H2 O,f" O o C2H303
/
CH2CO C=C=0 InChl=1S/C2H20/c1-2-3/h1H2 ﬁ':/ C2H20
0
HCCO [CH]=C=0 InChl=1S/C2HO/c1-2-3/h1H ’_,,c:fyf C2HO
el
u:-*‘H
HCCOH C#CO InChl=1S/C2H20/c1-2-3/h1,3H ! Cff C2H20
~0~"
GRO,H
CH3CO3H CC(=0)00 InChl=1S/C2H403/c1-2(3)5-4/h4H,1H3 C2H403
0
DHW
CH3CO03 CC(=0)0][0] InChl=1S/C2H303/c1-2(3)5-4/h1H3 C2H303
0
On‘-
CH3C02 CC([0])=0 InChl=1S/C2H302/c1-2(3)4/h1H3 \H/ C2H302
0




C2HS50H Ccco InChl=1S/C2H60/c1-2-3/h3H,2H2,1H3 “\_\/G“H C2H60
C2H50 CC[O] InChl=1S/C2H50/c1-2-3/h2H2,1H3 C2H50
PC2H40H [CH2]CO InChl=1S/C2H50/c1-2-3/h3H,1-2H2 \\/QHH C2H50
SC2H40H CI[CH]O InChl=1S/C2H50/c1-2-3/h2-3H,1H3 \‘“\\_/"D“H C2H50
02C2H40H [0]OCcco InChl=1S/C2H503/c3-1-2-5-4/h3H,1-2H2 GWG,H C2H503
C2H502H CCoo InChl=1S/C2H602/c1-2-4-3/h3H,2H2,1H3 H’OHO,/'/\\R C2H602
C2H502 CCo[0] InChl=1S/C2H502/c1-2-4-3/h2H2,1H3 VOHO,\ C2H502
C2H402H [CH2]COO InChl=1S/C2H502/c1-2-4-3/h3H,1-2H2 Of"ﬂ\\‘ﬂ C2H502




0
C2H401-2 Cico1 InChl=1S/C2H40/c1-2-3-1/h1-2H2 i E C2H40
8]
C2H301-2 [CH]1CO1 InChl=1S/C2H30/c1-2-3-1/h1H,2H2 . i E C2H30
CH3COCH3 CC(C)=0 InChl=1S/C3H60/c1-3(2)4/h1-2H3 \H/ C3H60
8]
CH3COCH2 [CH2]C(C)=0 InChl=1S/C3H50/c1-3(2)4/h1H2,2H3 \H/ C3H50
0
O’JfO
CH3COCH202 CC(=0)CO[0] InChl=1S/C3H503/c1-3(4)2-6-5/h2H2,1H3 C3H503
0
Oﬁo“H
C3KET21 CC(=0)coo InChl=1S/C3H603/c1-3(4)2-6-5/h5H,2H2,1H3 C3H603
0
0 “\_\
C2H3CHO C=CC=0 InChl=1S/C3H40/c1-2-3-4/h2-3H,1H2 \/\ C3H40
H
C2H3CO C=C[C]=0 InChl=1S/C3H30/c1-2-3-4/h2H,1H2 MO C3H30




C2H5CHO ccc=0 InChl=1S/C3H60/c1-2-3-4/h3H,2H2,1H3 C3H60
H
C2H5CO CC[C]=0 InChl=1S/C3H50/c1-2-3-4/h2H2,1H3 P 0 C3H50
CH30CH3 coc InChl=1S/C2H60/c1-3-2/h1-2H3 T C2H60
CH30CH2 [CH2]0C InChl=1S/C2H50/c1-3-2/h1H2,2H3 o C2H50
CH30CH202 COCO[0] InChl=1S/C2H503/c1-4-2-5-3/h2H2,1H3 " Oﬁﬂvax C2H503
CH20CH202H [CH2]0CO0 InChl=1S/C2H503/c1-4-2-5-3/h3H,1-2H2 nfovoxo,H C2H503
CH30CH202H COCO0 InChl=1S/C2H603/c1-4-2-5-3/h3H,2H2,1H3 /ngx ot C2H603
CH30CH20 COC[O] InChl=1S/C2H502/c1-4-2-3/h2H2,1H3 T g C2H502
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02CH20CH202H [0]OCOCO0 InChl=1S/C2H505/c3-6-1-5-2-7-4/h3H,1-2H2 g g g Py C2H505
0 0 0. H
HO2CH20CHO 0=C0OC00 InChl=1S/C2H404/c3-1-5-2-6-4/h1,4H,2H2 \(/ T g C2H404
H
0 0 0"
OCH20CHO [0]cOoC=0 InChl=1S/C2H303/c3-1-5-2-4/h1H,2H2 \-/ e C2H303
H
HOCH20CO 0=[C]oCco InChl=1S/C2H303/c3-1-5-2-4/h3H,1H2 o P L C2H303
0 0
CH30CHO COC=0 InChl=1S/C2H402/c1-4-2-3/h2H,1H3 \/ ™~ C2H402
H
CH30C0 Co[C]=0 InChl=1S/C2H302/c1-4-2-3/h1H3 T 0 R 0 C2H302
0 0
CH20CHO [CH2]0C=0 InChl=1S/C2H302/c1-4-2-3/h2H,1H2 \/ T C2H302
H
HE [He] InChl=1S/He HE
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C3H8 ccc InChl=1S/C3H8/c1-3-2/h3H2,1-2H3 T C3H8
IC3H7 C[CHIC InChl=1S/C3H7/c1-3-2/h3H,1-2H3 N C3H7
NC3H7 [CH2]CC InChl=1S/C3H7/c1-3-2/h1,3H2,2H3 T C3H7
C3H6 c=CC InChI=1S/C3H6/c1-3-2/h3H,1H2,2H3 S C3H6
C3H5-A [CH2]C=C InChI=1S/C3H5/c1-3-2/h3H,1-2H2 T ' C3H5
C3H5-S [CH]=CC InChl=1S/C3H5/c1-3-2/h1,3H,2H3 \\/// C3H5
C3H5-T c=[c]c InChl=1S/C3H5/c1-3-2/h1H2,2H3 S C3H5
o
C3H4-P cHCC InChI=1S/C3H4/c1-3-2/h1H,2H3 o C3H4

e

T
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C3H4-A C=C=C InChl=1S/C3H4/c1-3-2/h1-2H2 i C3H4
C3H3 CHC[CH2] InChl=1S/C3H3/c1-3-2/h1H,2H2 _ﬁ'ﬁ C3H3
€
C3H50 C=CC[O0] InChl=1S/C3H50/c1-2-3-4/h2H,1,3H2 V\Oﬁ C3H50
: 0
. _ - .
C3H600H1-2 C[CH]COO InChl=1S/C3H702/c1-2-3-5-4/h2,4H,3H2,1H3 P g C3H702
0
C3H600H1-3 [CH2]CCOO InChl=1S/C3H702/c1-2-3-5-4/h4H,1-3H2 N N, C3H702
e -0 H
C3H600H2-1 [CH2]C(C)00 InChl=1S/C3H702/c1-3(2)5-4/h3-4H,1H2,2H3 \( 0 C3H702
o 0 . 0
C3H600H1-202 CC(CO0)0[0] InChl=1S/C3H704/c1-3(7-5)2-6-4/h3-4H,2H2,1H3 C3H704
C3H600H1-302 [0]OCCCOO InChl=1S/C3H704/c4-6-2-1-3-7-5/h4H,1-3H2 O DM o Oy C3H704
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H.. -0 -0
C3H600H2-102 CC(co[o))oo InChl=1S/C3H704/c1-3(7-5)2-6-4/h3,5H,2H2,1H3 0 \‘/\0 C3H704
NC3H702H CCcooOo InChl=1S/C3H802/c1-2-3-5-4/h4H,2-3H2,1H3 MOKGKH C3H802
Ox H
IC3H702H Cc(c)oo InChl=1S/C3H802/c1-3(2)5-4/h3-4H,1-2H3 \r 0 C3H802
8]
NC3H702 CCCO[0] InChl=1S/C3H702/c1-2-3-5-4/h2-3H2,1H3 *O,f‘ ‘\v’/\\. C3H702
0‘& n
IC3H702 CC(C)oJ[0] InChl=1S/C3H702/c1-3(2)5-4/h3H,1-2H3 \‘/ 0 C3H702
NC3H70 CCC[O] InChl=1S/C3H70/c1-2-3-4/h2-3H2,1H3 WO" C3H70
IC3H70 CC(Q)[0] InChl=1S/C3H70/c1-3(2)4/h3H,1-2H3 Y C3H70
On’-
8]
C3H601-2 CCico1 InChl=1S/C3H60/c1-3-2-4-3/h3H,2H2,1H3 d C3H60
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0
C3H601-3 Cicoc1 InChl=1S/C3H60/c1-2-4-3-1/h1-3H2 | C3H60
H
C3KET12 CC(C=0)00 InChl=1S/C3H603/c1-3(2-4)6-5/h2-3,5H,1H3 H ofgw/l\;. C3H603
0 O H
C3KET13 0=CCCOO InChl=1S/C3H603/c4-2-1-3-6-5/h2,5H,1,3H2 \T/\/ 0~ C3H603
H
Hhol,f«*c| O,-*’O“H
C3H51-2,300H [CH2]Cc(cO0)00 InChl=1S/C3H704/c1-3(7-5)2-6-4/h3-5H,1-2H2 C3H704
0 0
C3H52-1,300H OOC[CH]cOoO0 InChl=1S/C3H704/c4-6-2-1-3-7-5/h1,4-5H,2-3H2 H” HOMDK “H C3H704
0
C3H501-200H-3 C1c(01)c(00) InChl=1S/C3H603/c4-6-2-3-1-5-3/h3-4H,1-2H2 ’ 0\/A C3H603
"\-\.D-"’FP.-'
0
C3H501-300H-2 C1c(oo)c(o1) InChl=1S/C3H603/c4-6-3-1-5-2-3/h3-4H,1-2H2 ):1 C3H603
O
C3H60H1-2 C(O)[CH]C InChl=1S/C3H70/c1-2-3-4/h2,4H,3H2,1H3 /:“\-\/O“H C3H70
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CH3CHCO CC=C=0 InChl=1S/C3H40/c1-2-3-4/h2H,1H3 C C3H40
, P

AC3H500H C=CCOO0 InChl=1S/C3H602/c1-2-3-5-4/h2,4H,1,3H2 /f\\/ﬁx o~ C3H602
C2H300H C=C00 InChl=1S/C2H402/c1-2-4-3/h2-3H,1H2 O o N C2H402
CC3H4 c1=CC1 InChl=1S/C3H4/c1-2-3-1/h1-2H,3H2 > C3H4
H2CC [C]=C InChl=1S/C2H2/c1-2/H1h2 — C2H2
FULVENE C=C1C=CC=C1 InChl=1S/C6H6/c1-6-4-2-3-5-6/h2-5H,1H2 é C6H6
CC3H6 ciccl InChl=1S/C3H6/c1-2-3-1/h1-3H2 D C3H6
C4H10 cecc InChI=1S/C4H10/c1-3-4-2/h3-4H2,1-2H3 T e C4H10
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C4H8-1 C=CCC InChl=1S/C4H8/c1-3-4-2/h3H,1,4H2,2H3 S C4H8
C4H8-2 cc=CC InChl=1S/C4H8/c1-3-4-2/h3-4H,1-2H3 e N C4H8
PC4H9 [CH2]CCC InChl=1S/C4H9/c1-3-4-2/h1,3-4H2,2H3 w C4H9
SC4H9 C[CH]CC InChl=1S/C4H9/c1-3-4-2/h3H,4H2,1-2H3 T C4H9
C4H71-1 [CH]=CCC InChl=1S/C4H7/c1-3-4-2/h1,3H,4H2,2H3 W\\ CAH7
C4H71-2 c=[c]cc InChl=1S/C4H7/c1-3-4-2/h1,4H2,2H3 m CAH7
C4H71-3 C=C[CH]C InChl=1S/C4H7/c1-3-4-2/h3-4H,1H2,2H3 M CAH7
CAH71-4 [CH2]CC=C InChl=1S/C4H7/c1-3-4-2/h3H,1-2,4H2 ‘\\/’%\\ CAH7
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C4HT72-2 c[c]=CcC InChl=1S/C4H7/c1-3-4-2/h3H,1-2H3 \/\ C4H7

C4H6 C=CC=C InChl=1S/C4H6/c1-3-4-2/h3-4H,1-2H2 S, S C4H6

PC4H902H CCCCOO InChl=15/C4H1002/c1-2-3-4-6-5/h5H,2-4H2,1H3 | H.. GMO C4H1002

0ot

SC4H902H cCc(C)00 InChl=15/C4H1002/c1-3-4(2)6-5/h4-5H,3H2,1-2H3 /W/ C4H1002

PC4H902 CCCCO[O0] InChl=15/C4H902/c1-2-3-4-6-5/h2-4H2,1H3 T P C4H902
] -___.-[:I

SC4H902 cCc(c)o[o] InChl=15/C4H902/c1-3-4(2)6-5/h4H,3H2,1-2H3 0 \r\ C4H902

PC4H90 cceclo] InChl=15/C4H90/c1-2-3-4-5/h2-4H2,1H3 NN C4H90

SC4H90 cce(c)[o] InChl=15/C4H90/c1-3-4(2)5/h4H,3H2,1-2H3 \A C4H90

On’-
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o
C4H71-0 C=CC([O])C InChl=1S/C4H70/c1-3-4(2)5/h3-4H,1H2,2H3 \r\ C4H70
0
C4H801-2 CCcico1 InChI=1S/C4H80/c1-2-4-3-5-4/h4H,2-3H2,1H3 \/A C4H80
—0
C4H801-3 CCi1cco1 INChI=1S/C4H80/c1-4-2-3-5-4/h4H,2-3H2,1H3 | C4H80
C4H801-4 Ciccoc1 INChl=1S/C4H80/c1-2-4-5-3-1/h1-4H2 } '_-. C4H80
0
0
C4H802-3 CC10c1c InChl=1S/C4H80/c1-3-4(2)5-3/h3-4H,1-2H3 /A\ C4H80
L] O_H
SC4H80H-3 CC(O)[CH]C InChl=1S/C4H90/c1-3-4(2)5/h3-5H,1-2H3 /\‘/ C4H90
/\‘/\O’H
CAHSOH-102 CCC(CO)O[0] InChl=1S/C4H903/c1-2-4(3-5)7-6/h4-5H,2- CAH903
3H2,1H3 . 0
0~
0
C4H80OH-202 CCC(C)(0)o]0] InChl=1S/C4H903/c1-3-4(2,5)7-6/h5H,3H2,1-2H3 0 C4H903
H ><\
0
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3H2,1H3

C4HS8OOH1-2 CC[CH]COO INChl=1S/C4H902/c1-2-3-4-6-5/h3,5H,2,4H2,1H3 Heo /OW C4H902
0
C4HSOOH1-3 C[CH]CCOO InChl=15/C4H902/c1-2-3-4-6-5/h2,5H,3-4H2,1H3 | H. .~ S e C4H902
C4HS8OOH1-4 [CH2]CCCOO InChl=1S/C4H902/c1-2-3-4-6-5/h5H,1-4H2 Heo ,,f'jw C4H902
0 H
C4H8OOH2-1 [CH2]C(CC)00 INChl=1S/C4H902/c1-3-4(2)6-5/h4-5H,2-3H2,1H3 0 C4H902
- Clm H
C4HS8OOH2-3 C[CH]C(C)oO INChl=1S/C4H902/c1-3-4(2)6-5/h3-5H,1-2H3 /\r 0 C4H902
. G‘MG.H
C4HS8OOH2-4 [CH2]CC(C)00 INChl=1S/C4H902/c1-3-4(2)6-5/h4-5H,1,3H2,2H3 /\r C4H902
0,
InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h4-5H,2- /\/\0"; i
C4H8OOH1-202 CCC(CO0)0[0] ’ C4H904
3H2,1H3 0
ﬁI:]!_.-'
. 0 0 H
= - - -3-7- - - -~ S -
C4H8OOH1-302 CC(CCO0)0[0] InChl=15/C4H904/c1-4(8-6)2-3-7-5/h4-5H,2 0 \‘/\/ 0 C4H904
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C4H80OH1-402 [0]0CCCCO0 InChl=1S/C4H904/c5-7-3-1-2-4-8-6/h5H, 1-4H2 0 OWC'&W C4H904
InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h4,6H,2 H o0 0

C4H800H2-102 CCC(CO[0])00 nLnt= €1-2EB)S-/-o/N2,0R, & C4H904
3H2,1H3

C4H800H2-302 CC(0[0])C(C)00 InChl=15/C4H904/c1-3(7-5)4(2)8-6/h3-5H,1-2H3 | Hg-C %0 0 C4H904

= -4(8-6)2-3-7- - H, -0 O

CAHBOOM2.402 CC(CCOI01)00 InChl=15/C4H904/c1-4(8-6)2-3-7-5/h4,6H,2 0 0 CAHO04

3H2,1H3
0
C4H72-100H CC=CCOO InChl=15/C4H802/c1-2-3-4-6-5/h2-3,5H,4H2,1H3 e Ny C4H802
C4H71-400H C=CCCOO InChl=15/C4H802/c1-2-3-4-6-5/h2,5H,1,3-4H2 Hho,fo\/\\,// C4H802
O H
C4H71-300H C=CC(C)00 InChl=15/C4H802/c1-3-4(2)6-5/h3-5H,1H2,2H3 0 C4H802
C4H71-3,400H [CH2]CC(00)C(00) InChl=15/C4H904/c1-2-4(8-6)3-7-5/h4-6H,1-3H2 j/\ C4H904
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InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h2,4-

H .--'I::l .--'I::I H
0 0
C4H72-3,400H C[CH]C(00)C(00) o1 32 1H3 j/\ C4H904
HHO,fO DxO#H
C4H71-2,400H [CH2]C(00)CC(00) INChl=1S/C4H904/c1-4(8-6)2-3-7-5/h4-6H,1-3H2 C4H904
0 : 0
= _4(8-6)2-3-7- - H H
C4H72-1,300H CC(00)[CHIC(00) InChl=15/C4H904/c1-4(8-6)2-3-7-5/2,4 0~ ~o C4H904
6H,3H2,1H3
C4H72-1,400H C(0O0)C[CH]C(00) INChl=1S/C4H904/c5-7-3-1-2-4-8-6/h1,5-6H,2-4H2 | =" .. o /\,\/\\/Ox oM C4H904
INChl=1S/C4H904/c1-3(7-5)4(2)8-6/h3- 0 0
- Hn~ ~<H
C4H71-2,300H [CH2]C(00)C(00)C 6H.1H2 2H3 0 0 C4H904
0
C4H701-300H-4 C1CC(01)C(00) InChl=1S/C4H803/c5-7-3-4-1-2-6-4/h4-5H,1-3H2 DB C4H803
0
C4H701-300H-2 C1C(00)c(01)C InChl=15/C4H803/c1-3-4(7-5)2-6-3/h3- C4H803
5H,2H2,1H3 0
H 0
0
C4H701-200H-4 C1C(01)CC(00) InChl=1S/C4H803/c5-7-2-1-4-3-6-4/h4-5H,1-3H2 C4H803
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C4H701-400H-2 C1C(00)CC(01) InChl=1S/C4H803/c5-7-4-1-2-6-3-4/h4-5H,1-3H2 C4H803
0—
00
0
InChl=1S/C4H803/c1-3(7-5)4-2-6-4/h3- 0
_ _ H .o
C4H701-200H-3 C1C(01)c(00)C SH.2H2. 1H3 0 C4H803
0
C4H702-300H-1 C(00)C1c(01)C InChi=15/C4HB03/c1-3-4(7-3)2-6-5/h3- 0 C4H803
5H,2H2,1H3 Ho o
"0
0 O
HO2CH2CHO C(C00)=0 InChl=1S/C2H403/c3-1-2-5-4/h1,4H,2H2 \(/\0 C2H403
H
H
InChl=1S/C4H803/c1-2-4(3-5)7-6/h3- H -0
= 0 0
NC4KET12 CCC(C=0)00 4, 6H.2H2. 1H3 C4H803
0 0
_ InChl=1S/C4H803/c1-4(7-6)2-3-5/h3- H.q~
NC4KET13 CC(CC=0)00 4, 6H.2H2. 1H3 f C4H803
0 O
NC4KET14 0=CCCCO0 InChl=1S/C4H803/c5-3-1-2-4-7-6/h3,6H,1-2,4H2 WG C4H803
H
0
o H
NC4KET21 CCC(=0)CO0 InChl=1S/C4H803/c1-2-4(5)3-7-6/h6H,2-3H2,1H3 C4H803
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T
o
%
o
45:-:::-

NC4KET23 CC(=0)C(C)00 InChl=1S/C4H803/c1-3(5)4(2)7-6/h4,6H,1-2H3 C4H803
GxO,H
NC4KET24 CC(=0)Cccoo InChI=1S/C4H803/c1-4(5)2-3—7-6/h6H,2—3H2,1H3 C4H803
0
C2H5COCH3 CCC(C)=0 InChl=1S/C4H80/c1-3-4(2)5/h3H2,1-2H3 \H/\ C4H80
0
C2H5COCH2 [CH2]C(=0)CC InChl=1S/C4H70/c1-3-4(2)5/h2-3H2,1H3 \HA C4H70
0
CH2CH2COCH3 [CH2]CC(C)=0 InChl=1S/C4H70/c1-3-4(2)5/h1,3H2,2H3 \H/\ C4H70
0
CH3CHCOCH3 C[CH]C(C)=0 InChl=1S/C4H70/c1-3-4(2)5/h3H,1-2H3 \HA C4H70
0
K“a
C2H3COCH3 C=CC(C)=0 InChl=1S/C4H60/c1-3-4(2)5/h3H,1H2,2H3 C4H60
0
0
CH3CHOOCOCH3 CC(=0)C(C)0[0] InChl=1S/C4H703/c1-3(5)4(2)7-6/h4H,1-2H3 C4H703

=
L]
*
]
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CH2CHOOHCOCH3 [CH2]C(0O0)C(C)=0 InChl=1S/C4H703/c1-3(5)4(2)7-6/h4,6H,2H2,1H3 H ()"'0 C4H703
0
NC3H7CHO CCCC=0 InChl=1S/C4H80/c1-2-3-4-5/h4H,2-3H2,1H3 W C4H80
H
NC3H7CO CCC[C]=0 InChl=1S/C4H70/c1-2-3-4-5/h2-3H2,1H3 OM C4H70
|:| L]
C3H6CHO-3 CC[CH]C=0 InChl=1S/C4H70/c1-2-3-4-5/h3-4H,2H2,1H3 W C4H70
H
0
C3H6CHO-2 C[CH]CC=0 InChl=1S/C4H70/c1-2-3-4-5/h2,4H,3H2,1H3 W C4H70
H
0
C3H6CHO-1 [CH2]CCC=0 InChI=1S/C4H70/c1-2-3-4-5/h4H,1-3H2 W C4H70
H
Py
C2H5CHCO CCC=C=0 InChl=1S/C4H60/c1-2-3-4-5/h3H,2H2,1H3 C C4H60
m
0 /
SC3H5CHO CC=CC=0 InChl=1S/C4H60/c1-2-3-4-5/h2-4H,1H3 \/(\ C4H60
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SC3H5CO CC=C[C]=0 InChl=1S/C4H50/c1-2-3-4-5/h2-3H,1H3 ON\\ C4H50
0
CH2CH2CHO [CH2]CcC=0 InChl=1S/C3H50/c1-2-3-4/h3H,1-2H2 Y\ C3H50
C4H702-1 cc=Cc[o] InChl=1S/C4H70/c1-2-3-4-5/h2-3H,4H2,1H3 *0/\\(?//\ C4H70
IC4H10 cc(c)c InChl=1S/C4H10/c1-4(2)3/h4H,1-3H3 Y C4H10
IC4H9 [CH2]c(C)C InChl=1S/C4H9/c1-4(2)3/h4H,1H2,2-3H3 \‘/ C4H9
IC4H8 c=c(c)C InChl=1S/C4H8/c1-4(2)3/h1H2,2-3H3 \f C4H8
IC4H7 [CH2]C(=C)C InChl=1S/C4H7/c1-4(2)3/h1-2H2,3H3 \H/ C4H7
TC4H9 clel(c)c InChl=1S/C4H9/c1-4(2)3/h1-3H3 \( C4H9
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0
TC4H902 CC(C)(C)0[0] InChl=1S/C4H902/c1-4(2,3)6-5/h1-3H3 )< 0" C4H902
0
0" T
IC4H700CH3 C=C(C)cooC InChl=1S/C5H1002/c1-5(2)4-7-6-3/h1,4H2,2-3H3 C5H1002
(CAHTOO0ICAHT CC(=CICO0CCI=C)C Ln:;til/;SH1402/c1-7(2)5—9-10—6-8(3)4/h1,3,5- \H/\O,O\J\ C8H1402
-
IC3H50CH?2 C=C(C)O[CH2] InChl=1S/C4H70/c1-4(2)5-3/h1,3H2,2H3 C4H70
IC4H7-11 [CH]=C(C)C InChl=1S/C4H7/c1-4(2)3/h1H,2-3H3 Y C4H7
- o-H
IC4H8OH-IT clcj(c)co InChl=1S/C4H90/c1-4(2)3-5/h5H,3H2,1-2H3 C4H90
OH
IC4H8OH-TI [CH2]C(C)(C)O InChl=1S/C4H90/c1-4(2,3)5/h5H,1H2,2-3H3 . C4H90
.-"0*
|QJCAH8OH cc(c)(co[o])o InChi=15/C4H903/c1-4(2,5)3-7-6/h5H,3H2,1-2H3 | 1 | 0 C4H903
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0"'\.
IQC4H8OT CC(C)(CO0)[0] InChl=1S/C4H903/c1-4(2,5)3-7-6/h6H,3H2,1-2H3 X\G”' H C4H903
-
TQJCAHSOH CC(C)(CO)0IO] InChI=1S/C4H903/c1-4(2,3-5)7-6/h5H,3H2,1-2H3 D;OX\O'H C4H903
. 0. H
TQCA4HSOI CC(C)(C[0])00 InChl=1S/C4H903/c1-4(2,3-5)7-6/h6H,3H2,1-2H3 | O 0 C4H903
TQCAH7OHI CC(C)([CH]0)0O0 InChl=1S/C4H903/c1-4(2,3-5)7-6/h3,5-6H,1-2H3 | |, O“OX\O i C4H903
H
IC3H4CHO-A C=C([CH2])C=0 InChl=1S/C4H50/c1-4(2)3-5/h3H,1-2H2 \H)\g C4H50
InChl=1S/C4H903/c1-4(2,3-5)7-6/h5- H
QC4H7OHP [CH2]C(C)(CO)00 6H.13H2,2H3 LN 0 C4H903
InChl=1S/C4H903/c1-4(2,5)3-7-6/h5- 0
: H
IQC4H7OHT [CH2]C(C)(CO0)O 6H.13H2,2H3 Hy 0 C4H903
SC4H7OH-IP C=C(C)[CH]O InChl=1S/C4H70/c1-4(2)3-5/h3,5H,1H2,2H3 C4H70
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C2CY(COC)OH cc1(c)c(0)o1 InChl=1S/C4H802/c1-4(2)3(5)6-4/h3,5H,1-2H3 C4H802
0
CCY(CCO)COH CC1(CO)COo1 InChl=1S/C4H802/c1-4(2-5)3-6-4/h5H,2-3H2,1H3 Hw:u/WA C4H802
H
CCY(CCOC)OH CC1(COC1)0 InChl=15/C4H802/c1-4(5)2-6-3-4/h5H,2-3H2,1H3 0 C4H802
0
H
IC3H60HCHO CC(C)(c=0)0 InChl=15/C4H802/c1-4(2,6)3-5/h3,6H,1-2H3 ] X&O C4H802
0
0
o~ H
CH3COCOOH CC(CO0)=0 InChl=15/C3H603/c1-3(4)2-6-5/h5H,2H2,1H3 C3H603
o
0
IC3H5COHQ C=C(C)C(0)00 InChl=15/C4H803/c1-3(2)4(5)7-6/h4-6H,1H2,2H3 | o~ j)J\ C4H803
40
o 4
IC3H5Q C=C(C)00 InChl=1S/C3H602/c1-3(2)5-4/h4H,1H2,2H3 \H/ 0 C3H602
09"
TQCAHTOHIO? CC(OC(0)0[01)00 InChl=15/C4H905/c1-4(2,9-7)3(5)8-6/h3,5,7H,1- CAH90S

2H3
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InChl=1S/C4H905/c1-4(2,9-7)3(5)8-6/h3,6-7H,1-

0’!
] 0
TQCAH7OHIQ-! CC(C)(C([0])00)00 o Hﬂmg%o" ’ C4H905
oH
InChl=1S/C4H905/c1-4(2,9-7)3(5)8-6/h3,5- .
TQCAH7OHIQ-P [CH2]C(C)(C(0)00)00 | 71 HDHOXLOfOH C4H905
0 0
CH2CQCOHQ C=C(00)C(0)00 InChl=1S/C3H605/c1-2(7-5)3(4)8-6/h3-6H,1H2 Ho- ﬁ)J\o’ H C3H605
40
0
COHQCYC(COC) CC1(C01)C(0)00 InChl=15/C4H804/c1-4(2-7-4)3(5)8-6/h3,5- 0 C4H804
6H,2H2,1H3 o o
H
OH
_ A(2.6)7-7- ) ig
QCYC(CCOCIOH CC1(COC10)00 InChl=1S/C4H804/c1-4(8-6)2-7-3(4)5/h3,5 T CAHEO4
6H,2H2,1H3 0
H
I:] H
TQC4H70HTO2 CC(C)(C(0)00)0[0] ;n::l=15/ C4H905/c1-4(2,9-7)3(5)8-6/h3,5-6H,1- o 0-OH C4H905
~0
0
HOCOCQ(CH3)2 CC(O)(C(=010)00 InChl=1S/C4H804/c1-4(2,8-7)3(5)6/h7H,1- . CAHEO4
2H3,(H,5,6) 4O, 0
S
QCAHTOHTO? CC(CO0)(COLON)0 InChl=1S/C4H905/c1-4(5,2-8-6)3-9-7/h5-6H,2- CAHO0S

3H2,1H3
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0
L] '\-H
TC3H60H c[c](c)o InChi=1S/C3H70/c1-3(2)4/h4H,1-2H3 Y C3H70
H
4]
IQC4H7OHTQ-P [CH2IC(CO0)(CO0)O | InChi=15/CAHOO0S/c1-4(5,2-8-6)3-97/h5-TH1-3H2 | OX\GJOH C4H905
0 )
_ A 8120 T o 0.
QCaHEOTOL CC(C00)(CO0)0] InChl=1S/C4H905/c1-4(5,2-8-6)3-9-7/h6-7H,2 ] fﬂ&(\ax . S
3H2,1H3 0
.-
-0 Oy
CH2COHCH200H C=C(CO0)O InChl=15/C3H603/c1-3(4)2-6-5/h4-5H,1-2H2 \H/\@ C3H603
0 0
H™ ™ o~ °H
ICAHBQ2-1I C=C(CO0)COO InChl=1S/C4H804/c1-4(2-7-5)3-8-6/h5-6H,1-3H2 CAH804
0y o H
CO(CH200H)2 C(C(CO0)=0)00 InChl=1S/C3HB05/c4-3(1-7-5)2-8-6/h5-6H,1-2H2 C3H605
0
c:uH H
. InChl=1S/CAH804/c1-4(6,2-5)3-8-7/h2,6-
CHOC(CH3)OHCH2Q. | CC(C=0)(CO0)O a2 A HO"O\X§D CAH804
H
CH3COCHO CC(C=0)=0 InChl=1S/C3H402/c1-3(5)2-4/h2H,1H3 C3H402
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8(9)7(3)4/h8H,1,3,5H2,2,4H3

SC4H7OH-| cc(C)=co InChl=1S/C4H80/c1-4(2)3-5/h3,5H,1-2H3 Y\O'H C4H80
CCYCCC CCicc1 InChI=1S/C4H8/c1-4-2-3-4/h4H,2-3H2,1H3 V C4HS8

_ _ InChl=1S/C8H14/c1-7(2)5-6-8(3)4/h1,3,5-
H15DE25DM C=C(C)ccc(=C)C 6H2.2,4H3 C8H14

_ _ InChl=1S/C8H13/c1-7(2)5-6- -
H15DE25DM-S C=C(C)[CH]CC(=C)C 8(3)4/h5H.1,3,6H2,2,4H3 C8H13
H15DE25DM-A C=C([CH2])ccc(=C)C InChl=1S/C8H13/c1-7(2)5-6-8(3)4/h1-3,5-6H2,4H3 “7.‘/\/“\ C8H13
H15DE25DM-AO C=C(C)CCC(=C)C[O] InChl=1S/C8H130/c1-7(2)4-5-8(3)6-9/h1,3- ,0 C8H130

6H2,2H3
H\h\“‘m
H15DE2M-T C=[C]CCC(=C)C InChl=1S/C7H11/c1-4-5-6-7(2)3/h1-2,5-6H2,3H3 C7H11
H15DE2SDM-SO C=C(C)CC(C(=0)0)[O] InChl=1S/C8H130/c1-6(2)5- \H/\‘)J\ C8H130
0"
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ICAH7CHO C=C(C)cc=0 InChl=1S/C5H80/c1-5(2)3-4-6/h4H,1,3H2,2H3 \H/\H/ C5H80
AC5H10 CCC(=C)C InChl=1S/C5H10/c1-4-5(2)3/h2,4H2,1,3H3 T\ C5H10
AC5H9-A2 CCC(=C)[CH2] InChl=1S/C5H9/c1-4-5(2)3/h2-4H2,1H3 \H/\ C5H9
,r":'*
IC4H702 C=C(C)COJ[0] InChl=1S/C4H702/c1-4(2)3-6-5/h1,3H2,2H3 \H/\O C4H702
- ,fC"H
ICAH600H-I C=C([CH2])CcOO InChl=1S/C4H702/c1-4(2)3-6-5/h5H,1-3H2 0 C4H702
4]
C*Cyccoc C=C1cocC1 InChl=1S/C4H60/c1-4-2-5-3-4/h1-3H2 D C4H60
4
CCYCCOOC-T1 C[C]icooct InChl=1S/C4H702/c1-4-2-5-6-3-4/h2-3H2,1H3 C4H702
Cl‘x
0
CCYCCOOC-I2 CC1[CH]OOC1 InChl=1S/C4H702/c1-4-2-5-6-3-4/h2,4H,3H2,1H3 CII :l i C4H702
S,
0
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H
CHOIC3H60 CC(c=0)C[O] InChl=1S/C4H702/c1-4(2-5)3-6/h2,4H,3H2,1H3 *0/\‘/§0 C4H702
0
CCY(C20)COo CC1(c[0])co1 INChl=1S/C4H702/c1-4(2-5)3-6-4/h2-3H2,1H3 *OK’A C4H702
0
CCYCCO-T1 c[c]1c(01) InChl=1S/C3H50/c1-3-2-4-3/h2H2,1H3 YA C3H50
0—0
C2CYCOO0C-11 [CH2]C1(C)CcOO01 InChl=1S/C4H702/c1-4(2)3-5-6-4/h1,3H2,2H3 \_F C4H702
O
IC3H500CH2 C=C(C)0O0[CH2] InChl=1S/C4H702/c1-4(2)6-5-3/h1,3H2,2H3 \H/ 0 C4H702
0*
B2E3M10)J CC(C)=CC[O] InChl=1S/C5H90/c1-5(2)3-4-6/h3H,4H2,1-2H3 \f)v C5H90
B13DE2M C=CC(=C)C InChl=1S/C5H8/c1-4-5(2)3/h4H,1-2H2,3H3 \H/\ C5H8
AC5H9-D [CH2]CC(=C)C InChl=1S/C5H9/c1-4-5(2)3/h1-2,4H2,3H3 \H/\ C5H9
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B13DE2M] C=CC(=C)[CH2] InChl=1S/C5H7/c1-4-5(2)3/h4H,1-3H2 \H/\ C5H7
AC5HI-C C[CHIC(=C)C InChi=1S/C5H9/c1-4-5(2)3/h4H,2H2,1,3H3 \H/\ C5H9
CC5H9-A C=CC([CH2])C InChl=1S/C5H9/c1-4-5(2)3/h4-5H,1-2H2,3H3 \‘/\ C5H9
Clﬁ
AC5H90-C Cc=C(C)C(C)[0] InChl=1S/C5H90/c1-4(2)5(3)6/h5H,1H2,2-3H3 \ﬁ\ C5H90
L] ""\.\_\_\H
B2E2M10) cC=C(C)c[O] InChl=1S/C5H90/c1-3-5(2)4-6/h3H,4H2,1-2H3 0/\% C5H90
CC5H90-B C=CC(C)(C)[0] InChl=1S/C5H90/c1-4-5(2,3)6/h4H,1H2,2-3H3 X\“‘ C5H90
o
c=
B12DE3M [CH2]=[C]=[C](C)C InChl=1S/C5H8/c1-4-5(2)3/h1H2,2-3H3 \f C5H8
CC5H9-B c=c[c](c)C InChl=1S/C5H9/c1-4-5(2)3/h4H,1H2,2-3H3 \‘/\ C5H9
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o°
IC4H902 cc(C)colo] InChl=15/C4H902/c1-4(2)3-6-5/h4H,3H2,1-2H3 \f\ﬂf C4H902
O H
TCAH802H-I [CH2]C(C)(C)00 InChl=1S/C4H902/c1-4(2,3)6-5/h5H,1H2,2-3H3 ) 0 C4H902
" ;_,O_H
ICAH8O2H-I [CH2]C(C)co0o InChl=1S/C4H902/c1-4(2)3-6-5/h4-5H,1,3H2,2H3 Y\O C4H902
L] ___-'CI-H
ICAH8O2H-T C[C](c)coo0 InChl=1S/C4H902/c1-4(2)3-6-5/h5H,3H2,1-2H3 \‘/\0 C4H902
0
IC4AH80 Cci(c)co1 InChl=1S/C4H80/c1-4(2)3-5-4/h3H2,1-2H3 \]‘A C4H80
0]
CC4H80 Cic(c)co1 InChl=1S/C4H80/c1-4-2-5-3-4/h4H,2-3H2,1H3 C4H80O
IC4AH90 Ccc(c)c[o] InChl=1S/C4H90/c1-4(2)3-5/h4H,3H2,1-2H3 \‘/\0* C4H90
TC4H90 Cc(q)(q)[o] InChl=1S/C4H90/c1-4(2,3)5/h1-3H3 )( C4H90
I::Iﬁ
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8]
~"H

IC4AH902H CC(c)coo InChl=1S/C4H1002/c1-4(2)3-6-5/h4-5H,3H2,1-2H3 \‘/\"j C4H1002

C',xH H
TC4H902H CC(C)(c)oo InChl=1S/C4H1002/c1-4(2,3)6-5/h5H,1-3H3 0 C4H1002
IC4AH70 C=C(C)C[O] InChl=1S/C4H70/c1-4(2)3-5/h1,3H2,2H3 \H/\O C4H70

L] "H

ICAH8O0OH [CH2]C(C)CO InChl=1S/C4H90/c1-4(2)3-5/h4-5H,1,3H2,2H3 \‘/\0 C4H90

H
IC3H7CHO CC(C)c=0 InChl=1S/C4H80/c1-4(2)3-5/h3-4H,1-2H3 \‘AO C4H80

H
TC3H6CHO C[C](c)c=0 InChl=1S/C4H70/c1-4(2)3-5/h3H,1-2H3 \"'/&0 C4H70

S,

IC3H7CO Cc(Q)[c]=0 InChl=1S/C4H70/c1-4(2)3-5/h4H,1-2H3 \r\ﬂ C4H70

H
IC3H6CHO [CH2]C(C)C=0 InChl=1S/C4H70/c1-4(2)3-5/h3-4H,1H2,2H3 C4H70

S
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InChl=1S/C4H904/c1-4(2,8-6)3-7-5/h6H,3H2,1-

o
TC4H8OOH-102 CC(C)(CO[0])00 o113 H'OHGX\W Cano0a
o
= - -7- -8- - - " i
(CAHBOOH.IO2 CC(CO[O])C00 |3nl_|c2h|1£/c4H904/c1 4(2-7-5)3-8-6/h4-5H,2 O/Y\O CaHo04
- _4(2 8-6)3-7- ] 0.
(CAHBOOH.TO2 CC(€)(C00)0[0)] Izn::l 1S/C4H904/c1-4(2,8-6)3-7-5/h5H,3H2,1 o;0><\0’ H CaH904
/ / |
InChl=1S/C4H803/c1-4(2-5)3-7- 0
= H Y
ICAKETII CC(C=0)CO0 6/h2.4.6H.3H2 1113 OﬁAO C4H803
H
ICAKETIT CC(C)(C=0)00 InChl=1S/C4H803/c1-4(2,3-5)7-6/h3,6H,1-2H3 L0 ><§0 C4H803
T
0
o-"
IC4H70H C=C(C)CO InChl=1S/C4H80/c1-4(2)3-5/h5H,1,3H2,2H3 C4H80
L] I:]-H
IC4H60H [CH2]C(=C)CcO InChl=1S/C4H70/c1-4(2)3-5/h5H,1-3H2 C4H70
H
IC3H5CHO C=C(C)C=0 InChl=1S/C4H60/c1-4(2)3-5/h3H,1H2,2H3 C4H60
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S
IC3H5CO C=C(C)[C]=0 InChl=1S/C4H50/c1-4(2)3-5/h1H2,2H3 \H/\ C4H50
H
TC3H60CHO cc(c)([0])c=0 InChl=1S/C4H702/c1-4(2,6)3-5/h3H,1-2H3 C4H702
IC3H6CO CC(C)=C=0 InChl=1S/C4H60/c1-4(2)3-5/h1-2H3 C4H60
IC4H700H C=C(C)cO0 InChl=1S/C4H802/c1-4(2)3-6-5/h5H,1,3H2,2H3 \H/\ C4H802
H
TC3H60HCHO CC(C)(0)C=0 InChl=1S/C4H802/c1-4(2,6)3-5/h3,6H,1-2H3 C4H802
C3H60H2-1 [CH2]C(0)C InChl=1S/C3H70/c1-3(2)4/h3-4H,1H2,2H3 C3H70
IC3H50H C=C(C)0 InChl=1S/C3H60/c1-3(2)4/h4H,1H2,2H3 C3H60
TC3H602CHO CC(C)(C=0)0[0] InChl=1S/C4H703/c1-4(2,3-5)7-6/h3H,1-2H3 C4H703
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6H,1,3H2,2H3

0
TC3HB02HCO Cc(C)([C]=0)00 InChl=1S/C4H703/c1-4(2,3-5)7-6/h6H,1-2H3 GQ< ~o-H CaH703
L] H
IC3H502HCHO [CH2]C(C)(C=0)00 INChI=1/C4HTO3/c1-4(2,3-5)7-6/h3,6H,1H2,2H3 | ><§0 C4H703
‘ e
0
CH2CCH20H c=[c]co InChl=1S/C3H50/c1-2-3-4/h4H,1,3H2 O C3H50
H
TCAHSCHO [CH2]C(C)(C)C=0 InChl=15/C5H90/c1-5(2,3)4-6/h4H, 1H2,2-3H3 X§0 C5H90
h h \
02CAHECHO C(O)(C0)CO[0)] InChl=1S/C5H903/c1-5(2,3-6)4-8-7/h3H,4H2,1- i . csHo03
2H3 "o
= - _6)4-9- _ 0.
OIHCAHECO CCO(C=01C00 InChl=15/C5H903/c1-5(2,3-6)4-8-7/h7H,4H2,1 . 0-OH 5603
2H3 Ty
C3H50H c=CCo InChl=1S/C3H60/c1-2-3-4/h2,4H,1,3H2 N C3H60
) A(2.8.613.7-5/h5- 0.
TIC4AH7Q2-I [CH2]c(C)(coojo0 | INChI=15/C4HI04/c1-4(2,8-6)3-7-5/h5 Lo X\OH H CaH904
0
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InChl=1S/C4H904/c1-4(2-7-5)3-8-6/h5-6H,2-

H,OHG ) Or,oxH
lICAH7Q2-T C[C](co0)co0 3H2,1H3 C4H904
0 0
R 0~ "H
1IC4H7Q2-I [CH2]C(CO0)CO0 InChl=1S/C4H904/c1-4(2-7-5)3-8-6/h4-6H,1-3H2 C4H904
CH202H [CH2]00 InChl=1S/CH302/c1-3-2/h2H,1H2 ROfG“H CH302
"
C4H4 CHCC=C InChl=1S/C4H4/c1-3-4-2/h1,4H,2H2 WC = C4H4
I:..-'H
C4H3-| CHC[C]=C InChl=1S/C4H3/c1-3-4-2/h1H,2H2 \/Cé”’;’ C4H3
C4H3-N [CH]=CC#HC InChl=1S/C4H3/c1-3-4-2/h1-3H C_ﬁ'://\\" C4H3
H
e
C4H612 C=C=CC InChl=1S/C4H6/c1-3-4-2/h4H,1H2,2H3 ,;f"cﬁ C4H6
c-H
C:ﬁf.
C4H2 CHCCHC InChl=1S/C4H2/c1-3-4-2/h1-2H o C4H2
H’Cf}
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CAH5-| c=[C]c=C InChl=1S/C4H5/c1-3-4-2/h3H,1-2H2 C4H5
CA4H5-N [CH]=CC=C InChl=1S/C4H5/c1-3-4-2/h1,3-4H,2H2 S, C4H5
0 /"
CH2CHCHCHO [CH2]C=CC=0 InChl=1S/C4H50/c1-2-3-4-5/h2-4H,1H2 \/Q\ C4H50
H
C4H6025 c1C=Cco1 InChl=1S/C4H60/c1-2-4-5-3-1/h1-2H,3-4H2 / | C4H60
0
W]
C2H3CHOCH2 c=Cc1co1 InChl=1S/C4H60/c1-2-4-3-5-4/h2,4H,1,3H2 \/A C4H60
o
C4H5-2 CCHC[CH2] InChl=1S/C4H5/c1-3-4-2/h1H2,2H3 o C4H5
=
o
C4H6-2 ccHCC InChl=1S/C4H6/c1-3-4-2/h1-2H3 CE C4H6
—
C4H6023 c10c=cc1 InChl=1S/C4H60/c1-2-4-5-3-1/h1,3H,2,4H2 / \1 C4H60
0
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=0
C4H40 CC#HCC=0 InChl=1S/C4H40/c1-2-3-4-5/h4H,1H3 O\‘bl‘/c;? C4H40
H
8]
H2C40 C#CC1=C(01) InChl=1S/C4H20/c1-2-4-3-5-4/h1,3H /é C4H20
G
c#
b
8]
C2H30CH2 C1C(01)[CH2] InChl=1S/C3H50/c1-3-2-4-3/h3H,1-2H2 A C3H50
C6H6 Cl1=CC=CC=C1 InChl=1S/C6H6/c1-2-4-6-5-3-1/h1-6H @ C6H6
C*CCIC*C C=C[CH]C=C InChl=1S/C5H7/c1-3-5-4-2/h3-5H,1-2H2 N N CS5H7
C6H5 C1=[C]C=CC=C1 InChl=1S/C6H5/c1-2-4-6-5-3-1/h1-5H @ C6H5
Pl H
CF

C6H2 CHCCHCCHC InChl=1S/C6H2/c1-3-5-6-4-2/h1-2H o ac C6H2

HO #

Hog

.%C

C6H3 C#C[C]=CC#HC InChl=1S/C6H3/c1-3-5-6-4-2/h1-2,5H C6H3
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\\.C
%[:
L-C6H4 C#HCC=CCHC InChl=1S/C6H4/c1-3-5-6-4-2/h1-2,5-6H \Yy/)\‘c‘x C6H4
%C
“H
s
C-C6H4 CHCC#HCC=C InChl=1S/C6H4/c1-3-5-6-4-2/h1,4H,2H2 ,[:fc' C6H4
-
%-‘C'
0 L
C6H50 C1([O])=CCc=CC=C1 InChl=1S/C6H50/c7-6-4-2-1-3-5-6/h1-5H @ C6H50
gH
C6H50H Cl(0)=Cc=Ccc=C1 InChl=1S/C6H60/c7-6-4-2-1-3-5-6/h1-5,7H @ C6H60
0
P-C6H402 C1(=0)C=CC(=0)C=C1 | InChI=1S/C6H402/c7-5-1-2-6(8)4-3-5/h1-4H @ C6H402
0
o
0-C6H402 C1(=0)C(=0)C=CC=C1 | InChI=1S/C6H402/c7-5-3-1-2-4-6(5)8/h1-4H Oij C6H402
0
P-C6H302 C1(=0)[C]=CC(=0)C=C1 | InChI=1S/C6H302/c7-5-1-2-6(8)4-3-5/h1-3H @ C6H302
0
C5H6 Ci1C=CC=C1 InChl=1S/C5H6/c1-2-4-5-3-1/h1-4H,5H2 @ C5H6
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CSH5 [CH]1C=CC=C1 InChl=1S/C5H5/c1-2-4-5-3-1/h1-5H @ C5H5
0

C5HA40 C1(=0)Cc=CC=C1 InChl=1S/C5H40/c6-5-3-1-2-4-5/h1-4H é C5H40
0 L]

C5H50 C1([0])C=CC=C1 InChl=1S/C5H50/c6-5-3-1-2-4-5/h1-5H @ C5H50
oH

CSH50H C1(0)c=Cc=C1 InChl=1S/C5H60/c6-5-3-1-2-4-5/h1-6H { C5H60
oH

CSHAOH [C](0)1C=CC=C1 InChl=1S/C5H50/c6-5-3-1-2-4-5/h1-4 6H { C5H50

0

C5H30 C1(=0)[C]=CC=C1 InChl=1S/C5H30/c6-5-3-1-2-4-5/h1-3H . é C5H30
00

C6H500 C1=C(0[0])C=CC=C1 | InChi=1S/C6H502/c7-8-6-4-2-1-3-5-6/h1-5H C6H502
O H

C6H500H C1=C(00)C=CC=C1 InChl=1S/C6H602/c7-8-6-4-2-1-3-5-6/h1-5, 7H C6H602

-
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OC6H40H C1=C([0])C=C(0)C=C1 | InChl=1S/C6H502/c7-5-2-1-3-6(8)4-5/h1-4,7H @ C6H502
o
oH
C6H40H C1=[C]Cc=C(0)Cc=C1 InChl=1S/C6H50/c7-6-4-2-1-3-5-6/h1-2,4-5,7H @ C6H50
0
0-0OC6H50) C1(=0)C([0])C=CC=C1 | InChI=1S/C6H502/c7-5-3-1-2-4-6(5)8/h1-5H Oﬁ C6H502
0
P-OC6H50) C1(=0)C=CC([0])C=C1 | InChI=1S/C6H502/c7-5-1-2-6(8)4-3-5/h1-5H @ C6H502
I:Iﬁ
T “
CHCC*CCJ CH#CC=C[CH2] InChl=1S/C5H5/c1-3-5-4-2/h1,4-5H,2H2 . ﬁ':- W C5H5
H™
e
C5H6-L C#CC=CC InChl=1S/C5H6/c1-3-5-4-2/h1,4-5H,2H3 C_ff':' W C5H6
H
0 \\\
CJ*CC*CC*0 [CH]=CC=CC=0 InChl=1S/C5H50/c1-2-3-4-5-6/h1-5H W\ C5H50
H
0
C*CC*CCJ*O C=CC=C[C]=0 InChl=1S/C5H50/c1-2-3-4-5-6/h2-4H,1H2 ///’\/\/f C5H50
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CI*CC*O [CH]=CC=CC=0 InChl=1S/C5H50/c1-2-3-4-5-6/h1-5H C5H50
H
C5H7 C1C[CH]C=C1 INChl=1S/C5H7/c1-2-4-5-3-1/h1-3H,4-5H2 @ C5H7
0 : 0
OC5H70 C(=0)[CH]CCC(=0) InChl=1S/C5H702/c6-4-2-1-3-5-7/h2,4-5H,1,3H2 W‘[/ C5H702
H H
C*CCIC*COH C=C[CH]C=C(0) InChl=1S/C5H70/c1-2-3-4-5-6/h2-6H,1H2 “‘O/W C5H70
T “
c*Ccc*cal C#CC=C[CH2] InChl=1S/C5H5/c1-3-5-4-2/h1,4-5H,2H2 c ﬁc W C5H5
H™
C*CC*CCOH C=CC=CC(0) InChi=15/C5H80/c1-2-3-4-5-6/h2-4,6H,1,5H2 g ™ ™ CSH80
C5H81-3 C=CC=CC InChl=1S/C5H8/c1-3-5-4-2/h3-5H,1H2,2H3 /’N/ﬁ‘\\-\ C5H8
H
0C4H60 C(=0)CCC(=0) InChl=1S/C4H602/c5-3-1-2-4-6/h3-4H,1-2H2 OMD C4H602
H
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OC4H50 C(=0)CC[C](=0) InChl=1S/C4H502/c5-3-1-2-4-6/h3H,1-2H2 C4H502
H
HOCO [C](=0)0 InChl=1S/CHO2/c2-1-3/h(H,2,3) OWO“‘H CHO2
0 0.,
HOC*CC*0 C(0)=CC=0 InChl=1S/C3H402/c4-2-1-3-5/h1-4H \/\/ C3H402
H
0 0
HOC*CCJ*O C(0)=C[C]=0 InChl=1S/C3H302/c4-2-1-3-5/h1-2,4H H- x/’\gf/ C3H302
02CCHOOJ C(=0)(0)C(=0)[O0] InChl=1S/C2HO4/c3-1(4)2(5)6/h(H,3,4) o C2HO4
H 0*
0
C6H101-5 C=Cccc=C InChl=1S/C6H10/c1-3-5-6-4-2/h3-4H,1-2,5-6H2 e C6H10
C6HI9-A C=CC[CH]C=C InChl=1S/C6H9/c1-3-5-6-4-2/h3-5H,1-2,6H2 e C6H9
H,C=C=C:
C3H2 c=C=[C] InChl=1S/C3H2/c1-3-2/H1h2 C3H2
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H,C=C=C:

C3H2(S) c=c=[C] InChl=1S/C3H2/c1-3-2/H1h2 C3H2
VAN
C3H2C c1=C[C]1 InChl=1S/C3H2/c1-2-3-1/h1-2H : C3H2
H,C=C=C:
H2CCC(S) c=C=[C] InChl=1S/C3H2/c1-3-2/H1h2 C3H2
-____,-'"
C3H30 c=C=C([0]) InChl=1S/C3H30/c1-2-3-4/h3H,1H2 Ifﬁﬁﬂ“ C3H30
C3H302H C=C=C(00) InChl=1S/C3H402/c1-2-3-5-4/h3-4H,1H2 S0 0 C3H402
S g
H
2
C2HCHO CHCC=0 InChl=1S/C3H20/c1-2-3-4/h1,3H O\/Cﬁ C3H20
H
0.’-
CH3COCH20 CC(=0)C[O] InChI=1S/C3H502/c1-3(5)2-4/h2H2,1H3 C3H502
0
PC3H40H-2 C[C]=CO InChl=1S/C3H50/c1-2-3-4/h3-4H,1H3 H,a\/"\\ C3H50
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0
H
SC3H40H C=C([CH2])O InChl=1S/C3H50/c1-3(2)4/h4H,1-2H2 \H/ C3H50
SC3H50H CC=CO InChl=1S/C3H60/c1-2-3-4/h2-4H,1H3 H’Oxf\ C3H60
I:I L]
CH3CHCHO C[CH]C=0 InChl=1S/C3H50/c1-2-3-4/h2-3H,1H3 \/\ C3H50
H
0
AC4H700H C=CCco0C InChl=1S/C4H802/c1-3-4-6-5-2/h3H,1,4H2,2H3 N e C4H802
*0"{[:] ()'H
TQJC3H60H c(o)c(o[o])C InChl=1S/C3H703/c1-3(2-4)6-5/h3-4H,2H2,1H3 \r\ C3H703
"o OHD,H
TQC3H60I CC(00)c([0]) InChl=1S/C3H703/c1-3(2-4)6-5/h3,5H,2H2,1H3 /Y C3H703
HHO,;C' o-H
QC3H50HP C(0)C(00)[CH2] InChl=1S/C3H703/c1-3(2-4)6-5/h3-5H,1-2H2 C3H703
H, O ey H
TQC3H50HI [CH](0)C(00)C InChl=1S/C3H703/c1-3(2-4)6-5/h2-5H,1H3 0 \r\ﬂ C3H703
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CCY(COC)OH CC1c(0)01 InChl=1S/C3H602/c1-2-3(4)5-2/h2-4H,1H3 . A C3H602
~0

40 o

IQJC3H60H c(o[o])c(o)C InChl=1S/C3H703/c1-3(4)2-6-5/h3-4H,2H2,1H3 Y\G C3H703
o 0

IQC3H60T c(oo)c([0])C InChl=1S/C3H703/c1-3(4)2-6-5/h3,5H,2H2,1H3 Y\O C3H703
-0 P4

IQC3H50HP) C(00)C(O)[CH2] InChl=1S/C3H703/c1-3(4)2-6-5/h3-5H,1-2H2 WAC' C3H703
0 PN

CHOCH200H C(=0)coo InChl=1S/C2H403/c3-1-2-5-4/h1,4H,2H2 0 C2H403

H
0

CY(CCOC)OH c1c(o)co1 InChl=1S/C3H602/c4-3-1-5-2-3/h3-4H,1-2H2 C3H602

H-p
H
CHOCOHCH3 C(=0)c(0)C InChl=1S/C3H602/c1-3(5)2-4/h2-3,5H,1H3 H C'W/go C3H602
0
CY(COC)COH C1C(01)c(0) InChl=1S/C3H602/c4-1-3-2-5-3/h3-4H,1-2H2 C3H602
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TQC3H50HIO2 C(0)(0[0])C(00)C InChl=1S/C3H705/c1-2(7-5)3(4)8-6/h2-5H,1H3 C3H705
TQC3H50HIQ-I C([0])(00)C(00)C InChl=1S/C3H705/c1-2(7-5)3(4)8-6/h2-3,5-6H,1H3 | H Qfﬂﬁ)\a C3H705
TQC3H50HIQ-P C(0)(00)C(00)[CH2] | InChI=1S/C3H705/c1-2(7-5)3(4)8-6/h2-6H,1H2 H =Y \\)\0 <O C3H705
Gxa,H
C2H3COHOOH C=CC(0)(00) InChl=1S/C3H603/c1-2-3(4)6-5/h2-5H,1H2 C3H603
COHOOHCY(COC) C1¢(01)c(0)(00) InChl=1S/C3H604/c4-3(7-5)2-1-6-2/h2-5H,1H2 H Oﬁ\(A C3H604
0
OHCY(COCC)OOH C1C(00)C(0)01 InChl=1S/C3H604/c4-3-2(7-5)1-6-3/h2-5H,1H2 H C3H604
0
IQC3H50HPJO2 c(00)c(0)c(o[0]) InChl=1S/C3H705/c4-3(1-7-5)2-8-6/h3-5H,1-2H2 /\A C3H705
0
o~ H
IQC3H50TQ-I C(00)C([0])c(00) InChi=1S/C3H705/c4-3(1-7-5)2-8-6/h3,5-6H,1-2H2 C3H705
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IQC3H50HQ-S) [CH](00)C(0)C(00) InChl=1S/C3H705/c4-3(1-7-5)2-8-6/h1,3-6H,2H2 C3H705
40
H
0
CHOCOHCH200H C(=0)C(0)C(00) InChl=1S/C3H604/c4-1-3(5)2-7-6/h1,3,5-6H,2H2 H K‘G/\‘AD C3H604
4O
H
CHOCHO 0=CC=0 InChl=1S/C2H202/c3-1-2-4/h1-2H O\/J\ 0 C2H202
H
0 o
TQC3H50HTO2 C(0)(00)c(0[0])C InChl=1S/C3H705/c1-2(7-5)3(4)8-6/h2-4,6H,1H3 Ho- j/La’ C3H705
HO
0
InChl=1S/C3H604/c1-2(7-
= Hpn-0 H
OHCOCOOHCH3 C(0)(=0)C(00)C 6)3(4)5/h2.6H,1H3,(H.4.5) 0 0 C3H604
0
C2H300 c=C(0[0]) INChl=1S/C2H302/c1-2-4-3/h2H,1H2 ‘\\v g C2H302
HOV&H
CHCHO [CH]CO InChl=1S/C2H20/c1-2-3/h1-2H C2H20
40
C4H71-30H C=CC(0)C InChl=1S/C4H80/c1-3-4(2)5/h3-5H,1H2,2H3 \‘/\ C4HSO0
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C4H71-10H c(0)=CccC InChl=1S/C4H80/c1-2-3-4-5/h3-5H,2H2,1H3 Hfﬂ\(/é\\\/ C4H80
Oy

C4H71-20H C=C(0)cC InChl=1S/C4H80/c1-3-4(2)5/h5H,2-3H2,1H3 /\H/ C4H80

PC4H8OH-2 C(O)[CH]CC InChl=1S/C4H90/c1-2-3-4-5/h3,5H,2,4H2,1H3 HﬁW C4H90
O

SC4H8OH-1 [CH2]c(0)CC InChl=1S/C4H90/c1-3-4(2)5/h4-5H,2-3H2,1H3 /\r C4H90

C-2-C4H8 cc=CC InChl=1S/C4H8/c1-3-4-2/h3-4H,1-2H3/b4-3- C4H8

"

C4H6-1 CHCCC InChl=1S/C4H6/c1-3-4-2/h1H,4H2,2H3 “\fﬂ = C4H6

C3H50CH2-1 C=CCO[CH2] InChl=1S/C4H70/c1-3-4-5-2/h3H,1-2,4H2 . /0\/\“‘-\\\ C4H70

NC5H12 cceec InChl=1S/C5H12/c1-3-5-4-2/h3-5H2,1-2H3 PN C5H12
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C5H11-1 [CH2]cccC InChl=1S/C5H11/c1-3-5-4-2/h1,3-5H2,2H3 Nt N C5H11
C5H11-2 C[CH]cCC InChl=1S/C5H11/c1-3-5-4-2/h3H,4-5H2,1-2H3 M C5H11
C5H11-3 CC[CH]CC InChl=1S/C5H11/c1-3-5-4-2/h5H,3-4H2,1-2H3 M C5H11
C5H10-1 c=cccc InChl=1S/C5H10/c1-3-5-4-2/h3H,1,4-5H2,2H3 PN N C5H10
C5H10-2 cc=ccc InChl=1S/C5H10/c1-3-5-4-2/h3,5H,4H2,1-2H3 PN N C5H10
C5H91-3 C=C[CH]CC InChl=1S/C5H9/c1-3-5-4-2/h3,5H,1,4H2,2H3 /\\/*\“\\ C5H9
C5H91-4 C=CC[CH]C InChl=1S/C5H9/c1-3-5-4-2/h3-4H,1,5H2,2H3 M C5H9
C5H91-5 C=CCC[CH2] InChl=1S/C5H9/c1-3-5-4-2/h3H,1-2,4-5H2 N C5H9
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C5H92-4 CC=C[CH]C InChl=1S/C5H9/c1-3-5-4-2/h3-5H,1-2H3 Py ,7,/’\ C5H9
C5H92-5 [CH2]CC=CC InChl=1S/C5H9/c1-3-5-4-2/h4-5H,1,3H2,2H3 /\//\\ C5H9
R\“‘x
C5H901-3 C=Cc(cq)[0] InChl=1S/C5H90/c1-3-5(6)4-2/h3,5H,1,4H2,2H3 C5H90
I:In‘-
C5H902-4 CC=Cc(q)[0] InChl=1S/C5H90/c1-3-4-5(2)6/h3-5H,1-2H3 \‘/\/ C5H90
0:\
C5H1102H-1 CCcccoo InChl=1S/C5H1202/c1-2-3-4-5-7-6/h6H,2-5H2,1H3 W\GﬁD“H C5H1202
8]
= -3-4- - - - - H.. -~
CSH1102H-2 cCee(c)oo Izn:gl 1S/C5H1202/c1-3-4-5(2)7-6/h5-6H,3-4H2,1 0 j/v C5H1202
O H
C5H1102H-3 CCC(CC)00 Izn::|—15/C5H1202/c1-3—5(4—2)7-6/h5-6H,3-4H2,1- /j/ 0 C5SH1202
C5H1102-1 CCccco[o] InChl=1S/C5H1102/c1-2-3-4-5-7-6/h2-5H2,1H3 OMGW C5H1102

56




InChl=1S/C5H1102/c1-3-4-5(2)7-6/h5H,3-4H2,1-

C5H1102-2 ccec(c)o[o] o3 *0’“07/\/ C5H1102
CH1100.3 CCC(CQ0(0] I2nI_|C:IzlS/CSH1102/c1-3—5(4—2)7-6/h5H,3—4H2,1— /\(\ CSH110
CSH110-1 cceec[o] InChi=1S/C5H110/c1-2-3-4-5-6/h2-5H2,1H3 PN CSH110
CSH110-2 ccec(c)[o] InChi=1S/C5H110/c1-3-4-5(2)6/h5H,3-4H2,1-2H3 W CSH110
CSH110-3 cce(c)[o] InChi=1S/C5H110/c1-3-5(6)4-2/h5H,3-4H2,1-2H3 /\K\ CSH110
C5H1000H1-2 CCCICHICO0 ',;g:';ﬁl/ 3CS H1102/¢1-2-3-4-5-7-6/h4,6H,2- N N C5H1102
C5H1000H1-3 CCICH]CCOO '5”:2'"1:&:/ C5H1102/c1-2-3-4-5-7-6/h3,6H,2,4- S S g H C5H1102
C5H1000H1-4 C[CH]CCCOO InChI=15/C5H1102/c1-2-3-4-5-7-6/h2,6H,3- N N C5H1102

5H2,1H3
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C5H1000H1-5 [CH2]CCCCoo InChl=1S/C5H1102/c1-2-3-4-5-7-6/h6H,1-5H2 S e g C5H1102
CSH1000H2-1 CCCC([CH2])00 Ln:zh’llzjg/CSH1102/c1-3—4—5(2)7-6/h5—6H,2- HHO,/OW*/\/ CoH1102
CSH1000H2.3 CCICHIC(CI00 I2n|_(II3hI=15/C5H1102/c1-3—4—5(2)7-6/h4—6H,3H2,1- H Ox‘jw/"\/ C5H1102
CSHL000H2-4 CICHICC(C)00 I2n|_(|23hl=15/C5H1102/c1-3—4—5(2)7-6/h3,5-6H,4H2,1- ngf':’w/\*/ C5H1102
CSHL000H2-S (CH2]CCC(C)00 Ln:;ﬁ:/cw1102/c1—3-4-5(2)7-6/h5-6H,1,3- H O,D\f\/a i
CSH1000H3-1 (CH21CC(CCI00 Ln:;;}:/cw1102/c1-3-5(4-2)7-6/h5-6H,1,3- n/j/ﬂag H 1109
CSHL000H3.2 CICHIC(CO)00 Izn::l=15/C5H1102/c1-3—5(4—2)7-6/h3,5-6H,4H2,1- /*;I/':"‘*g H 110m
C5H1001-2 cccc1col InChl=1S/C5H100/c1-2-3-5-4-6-5/h5H,2-4H2,1H3 C5H100
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4H2,1H3

0
C5H1001-3 ccciccol InChl=1S/C5H100/c1-2-5-3-4-6-5/h5H,2-4H2,1H3 ES C5H100
C5H1001-4 ccicccol InChl=1S/C5H100/c1-5-3-2-4-6-5/h5H,2-4H2,1H3 O\ C5H100
0
C5H1001-5 ciccoccl InChl=1S/C5H100/c1-2-4-6-5-3-1/h1-5H2 O C5H100
0
InChl=1S/C5H100/c1-3-5-4(2)6-5/h4-5H,3H2,1 &
C5H1002-3 cceic(c)ol s €1-3-5-4(2)6-5/h4-5H,3H2,1- \/A\ C5H100
- 4.3.5(2)6-4/ha. ) 0
C5H1002-4 cc1ce(c)ol |2an:: 1=15/C5H100/c1-4-3-5(2)6-4/h4-5H,3H2,1 EK C5H100
0.
InChl=15/C5H1104/c1-2-3-5(9-7)4-8-6/h5-6H,2- Wﬂf :
C5H1000H1-202 CCCC(CO0)0[O] ’ C5H1104
4H2,1H3 0
o
O H
hl=1S/C5H1104/c1-2-5(9-7)3-4-8-6/h5-6H,2- /W o
C5H1000H1-302 CCC(CCO0)0[O] InC ’ C5H1104
4H2,1H3 0
ﬁI::I;_."
L] 0 -
= - - -)-4-8- - - -~ -
C5H1000H1-402 CC(CCco0)o[o] InChI=1$/C5H1104/¢1-5(9-7)3-2-4-8-6/h5-6H,2 0 \(v\o C5H1104
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C5H1000H1-502 C(CCo0)cco|o] InChl=1S/C5H1104/c6-8-4-2-1-3-5-9-7/h6H,1-5H2 GW\\/OxD,H C5H1104

CSH1000H2.102 CCCC(CO[0])00 INChl=1S/C5H1104/c1-2-3-5(9-7)4-8-6/h5,7H,2- C5H1104
4H2,1H3
InChl=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h4- /W/LG Oy

C5H1000H2-302 CCC(C(C)00)0[0] 6H.3H2 1-2H3 ] C5H1104
InChl=1S/C5H1104/c1-4(8-6)3-5(2)9-7/h4-

C5H1000H2-402 Cc(cc(c)o[0])00 6H.3H2 1-2H3 C5H1104

C5H1000H2-502 CC(CCCO[0])00 InChl=1S/C5H1104/c1-5(9-7)3-2-4-8-6/h5,7H,2- C5H1104
4H2,1H3
InChl=1S/C5H1104/c1-2-5(9-7)3-4-8-6/h5,7H,2 H G,O O“a*

C5H1000H3-102 CCC(CCO[0])00 ntni= CAremU9n/)38-80/M>, M, 2 C5H1104
4H2,1H3
InChl=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h4- H..0 o

. 0 0
C5H1000H3-202 CCc(c(c)o[0])00 5,7H.3H2,1.2H3 C5H1104
C5H21-2,300H CCC(C(ICH21)00)00 InChl=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h4-7H,2- C5H1104

3H2,1H3
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InChl=1S/C5H1104/c1-4(8-6)3-5(2)9-7/h4-

ng,-f':' OHO,H
C5H91-2,400H [CH2]C(CC(C)00)00 7H1.3H2,2H3 T/Y C5H1104
0 0
= -5(9-7)3-2-4-8- i, - Ho .o - H
C5H91-2,500H [CH2]C(CCCO0)00 Ln:zm 1S/C5H1104/c1-5(9-7)3-2-4-8-6/h5-7H,1 0 \(\AG C5H1104
= -3-5(9- - - 0 0
C5H91-3,400H [CH2]CC(C(C)00)00 '7”:2' 3le2/ (2:‘:';1104/ €1-3-5(9-7)4(2)8-6/h4 Ho- fcr H C5H1104
H O 0.4 H
= -2-5(9-7)3-4-8-6/h5-7H,1- 0 0
C5H91-3,500H [CH2]CC(cCo0)00 '4”:;' 15/C5H1104/c1-2-5(9-7)3-4-8-6/h5-7H,1 J/\/ C5H1104
*\//\]//\,:, 0 H
C5H91-4,500H [CH2]CCC(CO0)00 L”:;'zls/ C5H1104/c1-2-3-5(9-7)4-8-6/h5-7H,1- 0 C5H1104
0.-"
H
H 0 D H
InChl=1S/C5H1104/c1-2-5(9-7)3-4-8-6/h3,5- 0 0
C5H92-1,300H CCC([CH]CO0)00 H.2,4H2, 1H3 C5H1104
= -5(9-7)3-2-4-8- - - H. -0 A0
CSHI2-1 400H CC(CICHICO0)00 Ln:;lljg/CSHlloMcl 5(9-7)3-2-4-8-6/h2,5-7H,3 0 Y\/\O CsH1104
CSH82-1 SO0H C{ICHICO0)CCO0 InChl=1S/C5H1104/c6-8-4-2-1-3-5-9-7/h2,6- HHGXOMOHH@!H CSH1104

7H,1,3-5H2
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InChl=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h3-7H,1-

6H,1,4H2,2H3

0 0
C5H92-3,400H C[CH]C(C(C)00)00 o3 Ho j)o H C5H1104
InChl=15/C5H1104/c1-2-5(9-7)3-4-8-6/h2,5-7H.3- | Ho-" Oug H
C5H92-3,500H C[CH]C(CCO0)00 4”H2 i €1-2-5(5-7)3-4-8-6/h2,5-7H,3- J/\/ C5H1104
\_,/\\]/\0 -0 H
C5H92-4 500H CLCHICC(C00)00 InChl=1S/C5H1104/c1-2-3-5(9-7)4-8-6/h2,5-7H,3- I CsH1104
4H2,1H3 0~
H
. o,
InChl=15/C5H1104/c1-2-3-5(9-7)4-8-6/h3,5- YT
C5H93-1,200H CC[CH]C(CO0)00 .M 113 . C5H1104
H
0 . 0
InChl=1S/C5H1104/c1-5(9-7)3-2-4-8-6/h3,5- Hg 0~ H
C5H93-1,400H CC([CH]CCO0)00 2 aH 13 C5H1104
=15/C5H1104/c6-8-4-2-1-3-5-0- “7H,2- 0 0
C5H93-1,500H [CH](CCOO0)CCO0 L”:;' 15/C5H1104/c6-8-4-2-1-3-5-9-7/h1,6-7H,2 Heger ™ e g H | C5H1104
0 : 0
- -4(8-6)3-5(2)9-7/h3-7H.1- H H
C5H93-2,400H CC([CH]C(C)00)0O0 '2”:,:' 15/C5H1104/c1-4(8-6)3-5(2)9-7/h3-7H,1 0~ \(\r ~0 C5H1104
_ A C{AT. i L 0. H
C5H91-300H C=CC(CC)00 InCh|=15/C5H1002/c1-3-5(4-2)7-6/h3,5 /j/ 0 C5H1002
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InChl=1S/C5H1002/c1-3-4-5(2)7-6/h3,5-

0
H . o~ I
; - 0

C5H91-400H C=Ccc(C)oo eH1 2. 13 \(v C5H1002
C5H91-500H C=CCCCOo0 InChl=1S/C5H1002/c1-2-3-4-5-7-6/h2,6H,1,3-5H2 Wox’a“H C5H1002

) InChl=15/C5H1002/c1-2-3-4-5-7-6/h3- 0.
C5H92-100H CCC=CCO0 4.6H.2.5H2 1H3 e A C5H1002

0
H

C5H92-400H CC=CC(C)00 InChl=15/C5H1002/c1-3-4-5(2)7-6/h3-6H,1-2H3 0~ \1/%/ C5H1002

_ InChl=15/C5H1002/c1-2-3-4-5-7-6/h2-3,6H,4- 0.
C5H92-500H CC=CCCO0 5H2. 113 N D C5H1002

0
CSHIO1.200H.3 CCCC1C01)00 InChl=15/C5H1003/c1-2-4(8-6)5-3-7-5/h4-6H,2- | 1.0 C5H1003
3H2,1H3
i} A(R.617-5-3.7-E /ha-6H 7. 0
C5H901.200H.4 CC(CC1C01)00 InChl=15/C5H1003/c1-4(8-6)2-5-3-7-5/h4-6H,2 . C5H1003
3H2,1H3 H g

h h :

C5H901-200H-5 C(CC1C01)co0 InChi=15/C5H1003/c6-8-3-1-2-5-4-7-5/h5-6H,1- C5H1003

4H2
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InChl=1S/C5H1003/c1-2-4-5(8-6)3-7-4/h4-6H,2-

C5H901-300H-2 CCC1C(C01)00 312,113 C5H1003
H
0
C5H901-300H-4 CC(C1CCO1)00 InChI=15/C5H1003/c1-4(8-6)5-2-3-7-5/h4-6H,2- Ekr' C5H1003
3H2,1H3 Gﬁ?
0
C5H901-300H-5 C1C0OC1CCO0 L”:;'zls/ C5H1003/c6-8-4-2-5-1-3-7-5/h5-6H,1- LSO C5H1003
4
0
C5H901-400H-2 CC1CC(CO1)00 InChl=15/C5H1003/c1-4-2-5(8-6)3-7-4/h4-6H,2- \Q C5H1003
3H2,1H3
n=—"0
H
0
CSHIOL.400H.3 CC1C(CCO1)00 InChl=1S/C5H1003/c1-4-5(8-6)2-3-7-4/h4-6H,2- \§_7 C5H1003
3H2,1H3 Q
0
C5H901-400H-5 c1cc(coojoct CRIIS/CSHI003/c6-8-4-5-2:1:37:5/1S-GH,1- Qﬁg C5H1003
-0
H
Hg
|
C5H901-500H-2 C1CC(COC1)00 L”:;"ls/ C5H1003/c6-8-5-2-1-3-7-4-5/h5-6H,1- 0 C5H1003
0
0
1/ CEHAOA R E1.2.T A 1L 0
CSHIOL.500H.3 C100CCC100 InChl=1S/C5H1003/c6-8-5-1-3-7-4-2-5/h5-6H,1 C5H1003

4H2
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InChl=1S/C5H1003/c1-2-4-5(8-4)3-7-6/h4-6H,2-

0
C5H902-300H-1 CCC1C(C00)01 32143 ] /O\A/ C5H1003
~0
0
C5H902-300H-4 CC1C(C(C)00)01 '2”::"15/ C5H1003/c1-3-5(7-3)4(2)8-6/h3-6H,1- H DfOW/A\ C5H1003
0
CSHO02-300H.5 — InChl=15/C5H1003/c1-4-5(8-4)2-3-7-6/h4-6H,2- . CSH1003
3H2,1H3 TRy
0
W’_‘L
CSHO02-400H.1 S InChl=15/C5H1003/c1-4-2-5(8-4)3-7-6/h4-6H,2- CSH1003
3H2,1H3 o
]
) /e a1 0
C5H902-400H-3 CC1C(C(C)01)00 '2”::' 15/C5H1003/c1-3-5(8-6)4(2)7-3/h3-6H,1 \/EK C5H1003
HO-0
o
OCH2CHO c(c[o])=0 InChl=15/C2H302/c3-1-2-4/h1H,2H2 \AG“ C2H302
H
0
C5H901-20-5 c(cc1co1)c[o] InChl=15/C5H902/c6-3-1-2-5-4-7-5/h5H, 1-4H2 Gﬁ\/\/A C5H902
0 A
CH20CH2CHO [CH2]0CC=0 InChl=15/C3H502/c1-5-3-2-4/h2H,1,3H2 \/\0 C3H502
H
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H
C2HAOCHO cc(c=0)[0] InChl=1S/C3H502/c1-3(5)2-4/h2-3H,1H3 j/& C3H502
0
0.‘.
0 0\\//«
CH2CH20CH2CH2CHO | [CH2]COCCC=0 InChl=1S/C5H902/c1-2-7-5-3-4-6/h4H,1-3,5H2 W C5H902
H
C4H701-4 c=Cccclo] InChl=1S/C4H70/c1-2-3-4-5/h2H,1,3-4H2 o ey C4H70
InChl=1S/C5H1003/c1-2-3-5(4-6)8-7/h4-5,7H,2 i
NC5KET12 CCCC(C=0)00 n-n= €1-2-3-5(4-6)8-7/h4-5,7H,2- Mo C5H1003
3H2,1H3 !
I:I.'"
H
InChl=1S/C5H1003/c1-2-5(8-7)3-4-6/h4-5,7H,2 H o0 °
NCSKET13 CCC(CC=0)00 = €1-2-5(8-7)3-4-6/h4-5,7H,2- ! C5H1003
3H2,1H3
H
NCSKETL4 CC(CCC=0)00 InChl=1S/C5H1003/c1-5(8-7)3-2-4-6/h4-5,7H,2- H O , CSH1003
3H2,1H3
0 0
-1S/C5H1003/c6-4-2-1-3-5-8- ] _H
NCSKET1S C(CC=0)CC00 InChl=1S/C5H1003/c6-4-2-1-3-5-8-7/h4, 7H, 1 \M/ ~0 CSH1003
3,5H2 !
O~y
NC5KET21 CCCC(C00)=0 Ln:;l;&:/CSH1003/c1-2—3—5(6)4-8—7/h7H,2— \/\H/\o C5H1003
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InChl=1S/C5H1003/c1-3-5(8-7)4(2)6/h5,7H,3H2,1-

NC5KET23 CCC(C(C)=0)00 o3 C5H1003
0
— _ _ _ _ H, .~
NCEKET24 CC(CC(C)00)=0 |2n:3r1| 1S/C5H1003/c1-4(6)3-5(2)8-7/h5,7H,3H2,1 0 \‘/\H/ 1003
0
,f‘G“H
NCEKET2S CC(CCC00)=0 InChl=1S/C5H1003/c1-5(6)3-2-4-8-7/h7H,2- 0 C5H1003
4H2,1H3
0
NCEKET31 CCC(CC00)=0 InChl=1S/C5H1003/c1-2-5(6)3-4-8-7/h7H,2- 0 C5H1003
4H2,1H3
0
0
NCSKET32 CCC(C(C)00)=0 Ian_(lI:I=15/C5H1003/c1-3—5(6)4(2)8-7/h4,7H,3H2,1- Haf':'?)l\/ C5H1003
H
CHOCAHSO CCCC(C=0)[O] InChl=1S/C5H902/c1-2-3-5(7)4-6/h4-5H,2- C5H902
3H2,1H3 o
[:]n\
H
CHOCH2CH2C2H40 CC(ccc=0)[0] InChl=15/C5H902/c1-5(7)3-2-4-6/h4-5H,2- C5H902
3H2,1H3 0
0.\
0 0
CHOCH2CH2CH2CH20 | C(CC=0)CC[O] InChl=1S/C5H902/c6-4-2-1-3-5-7/h4H,1-3,5H2 W/ C5H902
H
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‘o
C3H7COCH20 CCcc(c[o])=0 InChl=1S/C5H902/c1-2-3-5(7)4-6/h2-4H2,1H3 /\H/\/ C5H902
0
0
CH3COC3H60 CCC(C(C)=0)[O] InChl=1S/C5H902/c1-3-5(7)4(2)6/h5H,3H2,1-2H3 /\)k C5H902
Oﬁ
I:In‘u
CH3COCH2CH2CH20 Cc(cccjo])=0 InChl=1S/C5H902/c1-5(7)3-2-4-6/h2-4H2,1H3 \H/\/\ C5H902
0
0"
C2H5C0OC2H40 CCC(c(Q)[o])=0 InChl=1S/C5H902/c1-3-5(7)4(2)6/h4H,3H2,1-2H3 /\’_(l\ C5H902
0
CH3COCH2C2H40 CC(Cc(C)=0)[0] InChl=1S/C5H902/c1-4(6)3-5(2)7/h4H,3H2,1-2H3 Y\H/ C5H902
" 0
4]
CHOCH2C3HE0 ccc(cc=0)[0] InChl=1S/C5H902/c1-2-5(7)3-4-6/h4-5H,2- C5H902
3H2,1H3 H
0.‘.
I:In‘u
C2H5COCH2CH20 CCcC(cc[o])=0 InChl=1S/C5H902/c1-2-5(7)3-4-6/h2-4H2,1H3 /\H/\/ C5H902
0
C5SH100H-1 CCC[CH]CO InChl=1S/C5H110/c1-2-3-4-5-6/h4,6H,2- H“@W CSH110

3,5H2,1H3
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o

C5H100H-2 CC[CH]C(C)O InChl=1S/C5H110/c1-3-4-5(2)6/h4-6H,3H2,1-2H3 | \‘/\/ C5H110
02C5H100M.1 €CCC(C0)0(0] InChl=1S/C5H1103/c1-2-3-5(4-6)8-7/h5-6H,2- CSH1103
4H2,1H3 . .0
D.-f"
02C5HLOOHS R Iznl_(li:l=15/C5H1103/c1-3—5(8—7)4(2)6/h4—6H,3H2,1— A#GH CSH1103
.0?0
IC5H12 cce(c)e InChl=1S/C5H12/c1-4-5(2)3/h5H,4H2,1-3H3 \{\ C5H12
AC5H11 CCC([CH2])C InChl=1S/C5H11/c1-4-5(2)3/h5H,2,4H2,1,3H3 \‘/\ C5H11
BCS5H11 cclclc)c InChl=1S/C5H11/c1-4-5(2)3/h4H2,1-3H3 \f\ C5H11
CC5H11 CICHIC(C)C InChl=1S/C5H11/c1-4-5(2)3/h4-5H,1-3H3 \‘/\ C5H11
DC5H11 [CH2]cc(C)C InChl=1S/C5H11/c1-4-5(2)3/h5H,1,4H2,2-3H3 \r\ C5H11
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2H3

BC5H10 cc=c(c)C InChl=1S/C5H10/c1-4-5(2)3/h4H,1-3H3 \f\ C5H10
CC5H10 c=cc(c)C InChl=1S/C5H10/c1-4-5(2)3/h4-5H,1H2,2-3H3 \‘/\ C5H10
AC5H90-A2 ccc(=C)clo] InChl=1S/C5H90/c1-3-5(2)4-6/h2-4H2,1H3 *OAH/\ C5H90
ACSH1102H CCC(C)C00 Izn::l=ls/C5H1202/c1-3—5(2)4-7—6/h5—6H,3—4H2,1— /\r\@ A0y C5H1202
BC5H1102H CCC(C)(C)00 InChl=1S/C5H1202/c1-4-5(2,3)7-6/h6H,4H2,1-3H3 \X O~oH C5H1202
CC5H1102H cc(c)c(c)oo InChl=1S/C5H1202/c1-4(2)5(3)7-6/h4-6H,1-3H3 Hg-0 C5H1202
DCSH1102H CC(OICC00 Izn::l=ls/C5H1202/c1-5(2)3—4-7—6/h5—6H,3—4H2,1— \(VOH oH CSH1202
ACSH1102 cCe()Co[o] InChl=1S/C5H1102/c1-3-5(2)4-7-6/h5H,3-4H2,1- /\(\[;.f@* C5H1102
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4H2,1H3

BC5H1102 cce(c)(c)olo] InChl=1S/C5H1102/c1-4-5(2,3)7-6/h4H2,1-3H3 OL‘“X\ C5H1102
CC5H1102 cc(cc(c)olo] InChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-5H,1-3H3 *O»O\H\ C5H1102
- -5(2)3-4-7- . ] 0.
DC5H1102 Cc(c)ccolo] Izn::l-ls/CSHlloz/cl 5(2)3-4-7-6/h5H,3-4H2,1 \rv ™0 C5H1102
AC5H110 cce(cclo] InChl=1S/C5H110/c1-3-5(2)4-6/h5H,3-4H2,1-2H3 O/Y\ C5H110
BC5H110 cce(e)(c)lo] InChl=1S/C5H110/c1-4-5(2,3)6/h4H2,1-3H3 X\ C5H110
9"
o
CC5H110 cc(e)c(c)lo] InChl=1S/C5H110/c1-4(2)5(3)6/h4-5H,1-3H3 W/l\ C5H110
o
DC5H110 cc(c)cclo] InChl=1S/C5H110/c1-5(2)3-4-6/h5H,3-4H2,1-2H3 \(v C5H110
0
= -3- -7- - - "
AC5H1000H-A CCC([CH2])CO0 InChI=15/C5H1102/c1-3-5(2)4-7-6/h5-6H,2 /W/\O C5H1102
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InChl=1S/C5H1102/c1-3-5(2)4-7-6/h6H,3-4H2,1-

0
: ~"""H
AC5H1000H-B CC[C](C)coO0 o113 /\r\ﬂ C5H1102
_ A Y ) ) - 0
ACSH1000H-C CICHIC(CIC00 I;::I-lS/CSHllOZ/cl 3-5(2)4-7-6/h3,5-6H,4H2,1 /\f\gx H CSH1102
0
= -3- -7- = - u ~""H
AC5H1000H-D [CH2]CC(C)COO Ln:;lzj:i/ C5H1102/c1-3-5(2)4-7-6/h5-6H,1,3 /W/\C' C5H1102
InChl=1S/C5H1102/c1-4-5(2,3)7- 0 H
BCSH1000H-A CCC([CH2])(C)00 6/hGH.2.412 1 3H3 0 C5H1102
I:I‘x. H
BCSH1000H-C C[CH]C(C)(C)0O InChl=1S/C5H1102/c1-4-5(2,3)7-6/h4,6H,1-3H3 0 C5H1102
- 4 ] ) 0
BCSHL000H.D CH21CC(C)CI00 I;::I 1S/C5H1102/c1-4-5(2,3)7-6/h6H,1,4H2,2 \>< g H CSH1102
CC5H1000H-A [CH2]C(C)C(C)00 ';::'ﬂs/ CSH1102/c1-4(2)5(3)7-6/h4-6H,1H2,2- |, o H\ C5H1102
CC5H1000H-B C[C](C)c(C)o0 InChl=1S/C5H1102/c1-4(2)5(3)7-6/h5-6H,1-3H3 HM”H“\ C5H1102
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InChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-6H,3H2,1-

CC5H1000H-D CC(C)C([CH2])00 oH3 H Df‘jw)\ C5H1102
: 0
= -5(2)3-4-7-6/h5- ; H
DCSHLOOOHA (CH2]C(C)CC00 InChl=1S/C5H1102/c1-5(2)3-4-7-6/h5-6H,1,3 ~g C5H1100
4H2,2H3
0
= - -4-7- - - . e H
DC5H1000H-8 clcl(c)ccoo IMCNISIS/CSHILO2CL5(2)3-4-7-6/hGH,3-41H2,1 \rv 0 C5H1102
0
= -5(2)3-4-7- - ] H
DCSH1000H-C CC(C)[CHICO0 IMCRISIS/CSHILOZ/CL-S(2)3-4-7-6/h3,5-6HAH2.1 \rv ~0 C5H1102
0
A-AC5H100 cccicoct InChl=1S/C5H100/c1-2-5-3-6-4-5/h5H,2-4H2,1H3 \):l C5H100
0
A-BC5H100 ccci(c)col InChl=1S/C5H100/c1-3-5(2)4-6-5/h3-4H2,1-2H3 /WA C5H100
0
ACCSH100 CCLCOCC I2n|_(II3hI—15/C5H100/c1-4-3—6-5(4)2/h4-5H,3H2,1- ):K C5H100
A-DC5H100 cciccoct InChl=1S/C5H100/c1-5-2-3-6-4-5/h5H,2-4H2,1H3 r’ i C5H100
0
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4H2,1-2H3

0
B-CC5H100 CC1C(C)(C)01 INChl=1S/C5H100/c1-4-5(2,3)6-4/h4H,1-3H3 WQ\ C5H100
0
B-DC5H100 cc1(c)ccol INChl=1S/C5H100/c1-5(2)3-4-6-5/h3-4H2,1-2H3 q‘ C5H100
0
C.DCSH100 CC(O)C1C01 I2n|_(II3hI—15/C5H100/c1-4(2)5-3—6-5/h4—5H,3H2,1— \rA CSH100
InChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h5-6H,2 o;@ 0”0 H
AC5H1000H-A02 CCC(CO0)CO[O0] ntni= €1-2-5(3-8-6)4-3-7/h5-6H,2- C5H1104
4H2,1H3
/ / / 4
InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-6/h6H,3- 0
- 0
AC5H1000H-BO2 CCC(C)(C00)0[0] AH2,1-2H3 \)C 0-OH C5H1104
InChl=1S/C5H1104/c1-4(3-8-6)5(2)9-7/h4- 0 0
AC5H1000H-C0O2 CC(C00)C(C)0[0] 6H.3H2 1-2H3 HY-q 0 C5H1104
0 0
= - -O- -3-8- - H*™ =~ .
ACSH1000H.DO2 CC(CCO[O])C00 InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h5,7H,2 0 0 C5H1104
4H2,1H3
BC5H1000H-AO2 CCC(C)(CO[0])00 InChI=15/C5H1104/¢1-3-5(2,9-7)4-8-6/h7H,3- 0 gCO,O* C5H1104
0
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InChl=1S/C5H1104/c1-4(8-6)5(2,3)9-7/h4,7H,1-

. Lo
BC5H1000H-C02 Cc(c(c)(c)o0o)o[0] 3H3 ! D“OXLO C5H1104
InChl=1S/C5H1104/c1-5(2,9-7)3-4-8-6/h7H,3- O .
_ ’ ’ 0 |:|
BC5H1000H-DO2 Cc(c)(cco[0])00 AH2,1-2H3 H % C5H1104
CC5H1000H-AO2 CC(CO[0])C(C)00 L”;::'ZIHSZ/ i‘f';j;m/ c1-4(3-8-6)5(2)9-7/h4- 010/\%O~OH C5H1104
CC5H1000H-BO2 cc(c(c)(c)o[o])00 ;n:;|=15/ CSH1104/c1-4(8-6)5(2,3)9-7/h4,6H,1- o )(Lo’OH C5H1104
"0
I::lﬁ
InChl=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h4- -o’\)\
CC5H1000H-D0O2 cc(c)c(co[0])00 5.7H.3H2,1.2H3 )0 C5H1104
H
InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h5-6H,2- a;\ﬂ OROfH
DC5H1000H-A02 CC(ccoo)col0] AH2 1H3 ’ Afv C5H1104
= -5(2.9-7)3-4-8- ] 0
DC5H1000H-B0O2 CC(C)(cco0)0[0] L”:;'l_lzigcwllm/ €1-5(2,9-7)3-4-8-6/h6H,3 GLOX\/ ~o M C5H1104
= = - -0~ = Cl‘ﬂ
DCSHL00OH-CO2 CC(C)C(CO0)[O] InChl=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h4 H /\‘)\ C5H1104
6H,3H2,1-2H3 .0
O.—-’
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InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-6/h6-7H,2-

7H,3H2,1-2H3

C5H9A-A,BOOH CCC([CH2])(CO0)00 AH2.1H3 0. gCO,OH C5H1104
C5HIA-A,COOH [CH2]C(CO0)C(C)00 '7”:2';1'52/ §|5_|H31104/ c1-4(3-8-6)5(2)9-7/ha- HGHO’\(LC,#GH C5H1104
0 0
= -5(4-9-7)2-3-8- - - He - ey o H
C5H9A-A,DOCH [CH2]C(CCO0)CO0 Ln:;l 1S/C5H1104/c1-5(4-9-7)2-3-8-6/h5-7H,1 oA(v 0 C5H1104
InChl=1S/C5H1104/c1-4(8-6)5(2,3)9-7/h4,6- \ o
C5H9A-B,COOH CC(C([CH2])(C)00)00 TH2H21.3H3 KO-, o-CH C5H1104
= -5(2,9-7)3-4-8-6/h6- - 0
C5H9A-B,DOOH [CH2]C(C)(CCO0)00 '::;'zjg/ C5H1104/¢1-5(2,9-7)3-4-8-6/h6-7H,1,3 4O X\/ ~g-H C5H1104
) 0
0
InChl=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h4- H -o/\)\*
C5H9A-C,DOOH [CH2]C(C)C(CO0)00 7HA.3H2,2H3 )0 C5H1104
H
InChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h6-7H,2 HO“o . G’OH
C5H9B-A,AOOH CC[C)(CO0)CO0 4”H2 1'H3 €1-2-5(3-8-6)4-9-7/h6-7H,2- /j/\ C5H1104
C5H9B-A,COOH C[C](CO0)C(C)00 InChi=15/C5H1104/c1-4(3-8-6)5(2)9-7/h5- HO. /\%oﬁH C5H1104
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InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h6-7H,2-

4H2,2H3

H'Oxg " OxD.H
C5H9B-A,DOOH C[C](CCO0)CO0 AH2.1H3 /\rv C5H1104
O L]
InChI=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h5- H -0/\)\
C5H9B-C,DOOH C[C](C)C(C00)00 7H.3H2.1-2H3 )0 C5H1104
H
0 0
= -2-5(3-8-6)4-9- 7H,3- | P o o H
C5H9C-A,AOOH C[CH]C(C00)CO0 L”:;Iljg/CSHlloMcl 2-5(3-8-6)4-9-7/h2,5-7H,3 /j/\ C5H1104
InChl=15/C5H1104/c1-3-5(2,9-7)4-8-6/h3,6- :
C5H9C-A,BOOH C[CH]C(C)(C00)00 THAH2 1-2H3 0. 0-OH C5H1104
0 ’ 0
= -5(4-9-7)2-3-8- - - H
C5H9C-A,DOOH CC([CH]CO0)CO0 Ln::ll IE/CSHHOMCl 5(4-9-7)2-3-8-6/h2,5-7H,3- | H &0/\‘/\/ ~0 C5H1104
InChl=15/C5H1104/c1-5(2,9-7)3-4-8-6/h3,6- U H
- .0 0
C5H9C-B,DOOH CC(C)(ICH]C00)00 THAH2 1-2H3 HOg C5H1104
InChi=15/C5H1104/c1-2-5(3-8-6)4-0-7/h5-7H,1- | H ™0 o< H
C5H9D-A,AOOH [CH2]CC(CO0)Co0 aHo ’ /jﬁ C5H1104
C5HID-A,BOOH [CH2]cC(C)(coojoo | INChI=15/C5H1104/¢1-3-5(2,9-7)4-8-6/h6-7H,1,3- . gCC.#C'H C5H1104
H* -
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InChl=1S/C5H1104/c1-4(3-8-6)5(2)9-7/h4-7H,2-

6H,1,4H2,2H3

C5H9D-A,COOH CC(COO0)C([CH2])00 3H2,1H3 H Ohﬂﬁ/y\ Oy C5H1104
C5H9D-B,COOH [CH2]C(C(C)(C)00)00 '7”:2';2152/ 25:';1104/c1-4(8-6)5(2,3)9-7/h4,6- 0., %0 0, C5H1104
0
C5H9A-AOOH CCC(=C)coo InChl=1S/C5H1002/c1-3-5(2)4-7-6/h6H,2-4H2,1H3 /\H/\ o C5H1002
C5HIA-COOH C=C(C)C(C)00 I;I_(II:I=15/C5H1002/c1-4(2)5(3)7-6/h5—6H,1H2,2- ’ OEQW)L C5H1002
C5H9A-DOOH C=C(C)CCO0 Ln:;I;j:/CSH1002/c1-5(2)3—4—7—6/h6H,1,3- \H/\/O g -H H1002
C5HIBAOOH CC=C(C)CO0 Ian_(lI:I=15/C5H1002/c1-3—5(2)4—7—6/h3,6H,4H2,1— /Q\T/\ 0,0 H CSH1002
C5H9B.DOOH CC(C)=CCO0 Ian_(lI:I=15/C5H1002/c1-5(2)3—4—7—6/h3,6H,4H2,1— \ff\/% oH C5H1002
C5HICAOOH C=CC(C)C00 InChl=1S/C5H1002/c1-3-5(2)4-7-6/h3,5- /\r\ 0,0 H CSH1002
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InChl=1S/C5H1002/c1-4-5(2,3)7-6/h4,6H,1H2,2-

3H2,1H3

O H
.
- = 0
C5H9C-BOOH C=CC(C)(C)00 3H3 H\“‘“’>< C5H1002
= 12-5(8-6)3-7-4- ; O H
CSHIOAAOOH.B CCCL(COC1)00 InChI=1S/C5H1003/c1-2-5(8-6)3-7-4-5/h6H,2 K C5H1003
4H2,1H3
0
InChl=15/C5H1003/c1-4(8-6)5-2-7-3-5/h4-6H,2 ]
C5H90A-AOOH-C CC(C1€0C1)00 b c1-4(8-6)5-2-7-3-5/h4-6H,2- 0 C5H1003
3H2,1H3 Hor
0
C5H90A-AOOH-D c(coojcicoct L”:;'zls/ C5H1003/c6-8-2-1-5-3-7-4-5/h5-6H,1- C5H1003
HO~0
- -2-5(3-7-5)4-8- - 0
C5H9OA-BOOH-A CCC1(CO1)CO0 InChi=15/CSH1003/c1-2-5(3-7-5)4-8-6/h6H.2 Vl C5H1003
4H2,1H3 0
OH
0
InChl=15/C5H1003/c1-4(8-6)5(2)3-7-
C5H90A-BOOH-C CC(C1(C)c01)00 5/h 6H.312. 1-2H3 0 C5H1003
OH
0
CSHIOA-BOOH.D CC{CCO0)COL InChl=15/C5H1003/c1-5(4-7-5)2-3-8-6/h6H, 2- C5H1003
4H2,1H3 00
H
0
CSHOOA-COOH-A | CC1C(CO1)CO0 InChi=15/C5H1003/c1-4-5(2-7-4)3-8-6/hd-6H,2- . \):1\ C5H1003
&
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InChl=1S/C5H1003/c1-4-5(2,8-6)3-7-

4H2,1H3

O H
-COOH- ,tto
C5H9OA-COOH-B CC1C(C)(C01)00 4/ha 6H.3H2,1-213 ! C5H1003
0
CSHOOA.COOH.D CCLCOCLC00 InChl=1S/C5H1003/c1-4-2-7-5(4)3-8-6/h4-6H,2- C5H1003
3H2,1H3 0
\OPH
/G-H
C5H9OA-DOOH-A C1€OCC1C00 Ln:; eIy é_{R ’ C5H1003
0
0-0H
C5H90A-DOOH-B CC1(CCOC1)00 InChi=15/C5H1003/c1-5(8-6)2-3-7-4-5/h6H,2- C5H1003
4H2,1H3
0
0
C5HOOADOOH.C CC1COCCLO0 InChl=1S/C5H1003/c1-4-2-7-3-5(4)8-6/h4-6H,2- C5H1003
3H2,1H3
00
H
InChl=1S/C5H1003/c1-4-5(2,8-4)3-7 I
nChl= c1-4-5(2,8-4)3-7-
C5H90B-COOH-A CC1c(C)(c00)01 6/ha GH.3H2.1-2H3 0 C5H1003
0H
InChl=1S/C5H1003/c1-5(2)4(8-5)3-7 :
nChl= cl- -5)3-7-
C5H90B-COOH-D CC1(C)C(C00)01 6/h 6H.3H2. 1.2H3 WA\/OH:.-H C5H1003
00
C5H90B-DOOH-A CC1(CCO1)Co0 InChi=15/C5H1003/c1-5(4-8-6)2-3-7-5/h6H,2- o / C5H1003
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InChl=1S/C5H1003/c1-5(2)4(8-6)3-7-

2H3

C5H90B-DOOH-C CC1(C)C(CO1)00 5 /ha, 61,312, 1-213 C5H1003
0,
0

C5HIOC.DOOH-A ——— InChl=1S/C5H1003/c1-4(2-8-6)5-3-7-5/h4-6H,2- Lo C5H1003

3H2,1H3 0

/ / g

InChl=1S/C5H1003/c1-5(2,8-6)4-3-7-
C5H90C-DOOH-B CC(C)(€C1C01)00 4ha 64 312 1213 o, XA C5H1003
AC3H50CH2 C=CCO[CH2] InChl=1S/C4H70/c1-3-4-5-2/h3H,1-2,4H2 \ /OW C4H70

0’//\\‘\"
CH3COCH20CH2CH2 | [CH2]COCC(C)=0 InChI=1S/C5H902/c1-3-7-4-5(2)6/h1,3-4H2,2H3 C5H902
0
. H
InChl=1S/C5H1003/c1-2-5(3-6)4-8- 0.
- 0 0
ICSKETAA CCC(C=0)CcO0 7/h3.57H.2 4H2 113 C5H1003
- 3500 4.6)8. ) H

CSKETAB CCC(C)(C=0)00 InChI=1S/C5H1003/c1-3-5(2,4-6)8-7/h4,7H,3H2,1 C5H1003

2H3 HOg 0

_ ia e ] H

CSKETAC CC(C=0IC(CI00 InChI=1S/C5H1003/c1-4(3-6)5(2)8-7/h3-5,7H,1 O%\%O’DH C5H1003
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InChl=1S/C5H1003/c1-5(4-6)2-3-8-7/h4-5,7H,2-

H
0
= ~
ICS5KETAD CC(CCO0)C=0 3H2,113 0 \Arl\; C5H1003
0
(CSKETCA CC(CO0)C(C)=0 Izn::|=1S/C5H1003/c1-4(3—8—7)5(2)6/h4,7H,3H2,1- ] G“o’\HJ\ C5H1003
0

ICSKETCB CC(C(C)(C)00)=0 InChl=1S/C5H1003/c1-4(6)5(2,3)8-7/h7H,1-3H3 C5H1003

H 0\0
(CSKETCD CC(OIC(CO0)=0 I2n::|=1S/C5H1003/c1-4(2)5(6)3-8—7/h4,7H,3H2,1— ! G“O/\ﬂ)\ C5H1003

0
0

_ InChl=1S/C5H1003/c1-5(2-3-6)4-8- H g

ICS5KETDA CC(CC=0)Co0 2/h3.5.7H.2 4H2,1H3 f C5H1003
- _ 7)3-4- i 0
(CSKETDR CC(O)(CC=0)00 InChl=1S/C5H1003/c1-5(2,8-7)3-4-6/h4,7H,3H2,1 R C5H1003
2H3 0 H
2\‘)\

(CSKETDC CC(O)C(C=0)00 Ian_(lI:I=15/C5H1003/c1-4(2)5(3-6)8—7/h3—5,7H,1— 0 T C5H1003

H

H

C2H5CH(CH20)CHO CCC(C=0)C[0] InChi=15/C5H902/c1-2-5(3-6)4- 0 C5H902

7/h3,5H,2,4H2,1H3
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C3H50(CH3)CHO CCC(C)(C=0)[O] InChl=1S/C5H902/c1-3-5(2,7)4-6/h4H,3H2,1-2H3 \%0 C5H902
H
C2H40CH(CH3)CHO | €C(C=0)C(C)[O] InChl=1S/C5H902/c1-4(3-6)5(2)7/h3-5H,1-2H3 )\r§0 C5H902
CHIOC3HECHO CC(CCO])C=0 InChl=1S/C5H902/c1-5(4-7)2-3-6/h4-5H,2- . C5H902
3H2,1H3
CH3COCH(CH3)CH20 | CC(C[0])C(C)=0 InChl=1S/C5H902/c1-4(3-6)5(2)7/h4H,3H2,1-2H3 | * C5H902
CH3CO(CH3)C2H30 | CC(C(C)(C)[0])=0 InChl=1S/C5H902/c1-4(6)5(2,3)7/h1-3H3 C5H902
CH20COCH(CH3)CH3 | CC(C)C(C[0])=0 InChl=1S/C5H902/c1-4(2)5(7)3-6/h4H,3H2,1-2H3 ~0/\H)\ C5H902
0
~ InChl=1S/C5H902/c1-5(4-7)2-3- 0
CHOC3H6CH20 CC(CC=0)C[O] 6/h3,5H.2,4H2 1113 T C5H902
0
CHOCH2(CH3)C2H30 | CC(C)(CC=0)[0] InChl=1S/C5H902/c1-5(2,7)3-4-6/h4H,3H2,1-2H3 C5H902
H
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CHOCHOCH(CH3)CH3 | CC(C)C(C=0)[0] InChl=1S/C5H902/c1-4(2)5(7)3-6/h3-5H,1-2H3 C5H902
g
n |:|'H
AC5H100H cc[c](c)co InChl=1S/C5H110/c1-3-5(2)4-6/h6H,3-4H2,1-2H3 Ar\ C5H110
BC5H100H C[CH]C(C)(C)O INChl=1S/C5H110/c1-4-5(2,3)6/h4,6H,1-3H3 H 0><\ C5H110
CC5H100H CC(C)C([CH2])O InChl=1S/C5H110/c1-4(2)5(3)6/h4-6H,3H2,1-2H3 | H DW/L C5H110
.I'I:I*
AO2C5H100H CCc(c)(co)ol0] ;n::l—ls/GH1103/c1-3-5(2,4-6)8-7/h6H,3—4H2,1- \a)(\ o C5H1103
BO2C5H100H CC(C(C)(C)0)0[O] InChl=1S/C5H1103/c1-4(8-7)5(2,3)6/h4,6H,1-3H3 ’ %O#G“ C5H1103
0
- ; -8-7/h4- - | o
CO2C5H100H CC(OIC(CO[0N)0 ;n::l 1S/C5H1103/c1-4(2)5(6)3-8-7/h4-6H,3H2,1 *o’\)\ C5H1103
40
IC3H5COCH3 C=C(C)C(C)=0 InChl=1S/C5H80/c1-4(2)5(3)6/h1H2,2-3H3 C5H80
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3H3

IC3H5COCH2 C=C(C)C(=C)[0] InChl=1S/C5H70/c1-4(2)5(3)6/h1,3H2,2H3 \H)J\D* C5H70
0
AC3HA4COCH3 C=C([CH2])C(C)=0 InChl=1S/C5H70/c1-4(2)5(3)6/h1-2H2,3H3 WHJ\ C5H70
NEOC5H12 cc(c)(c)c InChl=1S/C5H12/c1-5(2,3)4/h1-4H3 X C5H12
NEOC5H11 [CH2]c(c)(C)C InChl=1S/C5H11/c1-5(2,3)4/h1H2,2-4H3 X C5H11
NEOC5H1102H CC(C)(C)CoO0 InChl=1S/C5H1202/c1-5(2,3)4-7-6/h6H,4H2,1-3H3 0 C5H1202
,-*0*

NEOC5H1102 CC(C)(c)co[O] InChl=1S/C5H1102/c1-5(2,3)4-7-6/h4H2,1-3H3 0 C5H1102
NEOC5H110 cc(c)(c)clo] InChl=1S/C5H110/c1-5(2,3)4-6/h4H2,1-3H3 X\O* C5H110

- ] - ] 0
NEOCSHL000H (CH21C(C)(C)CO0 InChl=1S/C5H1102/c1-5(2,3)4-7-6/h6H,1,4H2,2 *><\0,.« H C5H1102
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NEO-C5H100 cci(cycoc InChl=1S/C5H100/c1-5(2)3-6-4-5/h3-4H2,1-2H3 d— C5H100
0
= -5(2.3-8-6)4-9- . 0

NEOC5H1000H-02 | CC(C)(CO0)CO[O] InChi=15/C5H1104/c1-5(2,3-8-6)4-9-7/h6H,3 . 0 o~ H C5H1104

4H2,1-2H3 0

= -5(2,3-8-6)4-9-7/h6- - 0.

NEOC5H9Q2 [CH2]C(C)(CO0)CO0 InChi=15/C5H1104/c1-5(2,3-8-6)4-5-7/h6-7H,1,3 .0 o~ H C5H1104

4H2,2H3 0~

h h \

NEOCSKET CC(C)(C=0)CO0 InChl=1S/C5H1003/c1-5(2,3-6)4-8-7/h3,7H,4H2,1- . . C5H1003

2H3 H.g~

H
NEOC5SKETOX Cc(c)(c=0)c[O] InChl=1S/C5H902/c1-5(2,3-6)4-7/h3H,4H2,1-2H3 OKXKO C5H902
NEOCSKEJOL cc(c)(co)[c]=0 InChl=1S/C5H902/c1-5(2,3-6)4-7/h6H,3H2,1-2H3 OWD*H C5H902
0—o

NEOCSH90-00H CC1(COCL)CO0 InChl=1S/C5H1003/c1-5(4-8-6)2-7-3-5/h6H,2- C5H1003

4H2,1H3

0
0. H

SC3H500H C=C(C)00 InChl=1S/C3H602/c1-3(2)5-4/h4H,1H2,2H3 \H/ 0 C3H602
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4H2,1H3

= -2-3- _Q_ _ -~ -H'H
C5H1000H1-20 c(0o)c([o])ccc Ln:zhll Iﬁ/CSHllo.’s/cl 2-3-5(6)4-8-7/h5,7H,2 W\O C5H1103
’ 0.‘
0
_ 5. el ) ™. .H
CSH100OHL.30 c(oo)cc([o])ce Ln:zml_&;/csmlos/cl 2-5(6)3-4-8-7/h5,7H,2 /Y\/ 0 CoH1103
’ 0.\
0o 0
= - -0-4-8- - ~7H
CSH1000H1.40 C(00)CCC([OI)C Ln:;lljg/CSHlloycl 5(6)3-2-4-8-7/h5,7H,2 YV\O C5H1103
C5H1000H1-50 c(oo)ccec([0]) InChl=1S/C5H1103/c6-4-2-1-3-5-8-7/h7H,1-5H2 ‘0 N N G,f'j ~H C5H1103
InChl=1S/C5H1103/c1-2-3-5(4-6)8-7/h5,7H,2 D““O'H
C5H1000H2-10 c([0])c(o0)ccc 4”H2 1'H3 CAoemamolabje-//ho, M, & C5H1103
o
0"
InChl=1S/C5H1103/c1-3-5(6)4(2)8-7/h4- 0
C5H1000H2-30 cc(oo)c([o])cc 5,7H.3H2,1-2H3 Ho- C5H1103
0 0"
InChl=1S/C5H1103/c1-4(6)3-5(2)8-7/h4- H.g~
C5H1000H2-40 cc(oo)cc([o])C 5,7H.3H2,1.2H3 C5H1103
- _£(R.7)2.9-A- B H. 0 .
C5H1000H2-50 CC(00)CEC([O]) InChl=1S/C5H1103/c1-5(8-7)3-2-4-6/h5,7H,2 0 \(V\O C5H1103
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InChl=1S/C5H1103/c1-2-5(8-7)3-4-6/h5,7H,2-

0" 0. 4
~0
C5H1000H3-10 CCC(00)CC([0]) SH2AH3 \/j/ C5H1103
InChl=1S/C5H1103/c1-3-5(8-7)4(2)6/h4- b0 .
_ 0 0
C5H1000H3-20 ccc(00)c([0])C S 7H.3H2, 1.2H3 C5H1103
InChl=1S/C5H903/c1-2-3-5(4-6)8-7/h4-5H,2 -0-©
PC4H8CHO-102 CCCc(0[0])C(=0) nthi= CArem3mola-0)e /Ao, & C5H903
3H2,1H3
O.-—""
PC4H8CHO-202 ccc(o[0])cc(=0) INChI=LS/CSHI03/c1-2-5(8-7)3-4-6/ha-3H,2- %G C5H903
3H2,1H3 0
-0
= - - -Z2-4- - - -‘Cl
PCAHBCHO.-302 CCO[O1)CCC(=0) InChI=1S/C5H903/c1-5(8-7)3-2-4-6/h4-5H,2 0 . C5H903
3H2,1H3
PC4H8CHO-402 C(0[0])CCCC(=0) InChl=1S/C5H903/c6-4-2-1-3-5-8-7/h4H,1-3,5H2 O~ 00 C5H903
C4H7CHO-2 CCC=CC(=0) InChl=1S/C5H80/c1-2-3-4-5-6/h3-5H,2H2,1H3 A0 C5H80
C4H7CHO-3 CC=CCC(=0) InChl=1S/C5H80/c1-2-3-4-5-6/h2-3,5H,4H2,1H3 A0 C5H80
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C4H7CHO-4 C=CCCC(=0) InChl=1S/C5H80/c1-2-3-4-5-6/h2,5H,1,3-4H2 A0 C5H80
NC3H7COCH3 cc(=0)ccc InChl=1S/C5H100/c1-3-4-5(2)6/h3-4H2,1-2H3 T\/ C5H100
C2H5COC2H5 ccc(=0)cc InChl=1S/C5H100/c1-3-5(6)4-2/h3-4H2,1-2H3 /\g/\ C5H100
H,C
NC3H7COCH2 [CH2]C(=0)CCC InChl=1S/C5H90/c1-3-4-5(2)6/h2-4H2,1H3 ?}r”\,/ C5H90
CH3CH2CHCOCH3 CC(=0)[CH]CC InChl=1S/C5H90/c1-3-4-5(2)6/h4H,3H2,1-2H3 \C[}I/;\/ C5H90
CH3CHCH2COCH3 CC(=0)C[CH]C InChl=1S/C5H90/c1-3-4-5(2)6/h3H,4H2,1-2H3 T\/ C5H90
CH2CH2CH2COCH3 | CC(=0)CC[CH2] InChl=1S/C5H90/c1-3-4-5(2)6/h1,3-4H2,2H3 \([}J/\’{:HE C5H90
CH2CH2COC2H5 [CH2]CC(=0)CC InChl=1S/C5H90/c1-3-5(6)4-2/h1,3-4H2,2H3 /\[[I}/\@HE C5H90
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CH3CHCOC2H5 C[CH]C(=0)cC InChi=15/C5H90/c1-3-5(6)4-2/h3H,4H2,1-2H3 /\r\ C5H90
0
) . ~ lo-0 o
NCS20NEG23 CC(=0IC(O[O1)CC Izn::l—15/C5H903/c1 3-5(8-7)4(2)6/h5H,3H2, 1 J_'( 51903
. eVaE (e ) 0
NC520NEO2-4 cc(=0)cc(olo])c lzn:: F1/CSHI03/c1-4(6)3-5(2)8-7/h5H 321 )J\)\ 0- C5H903
o
-0
NC520NE02-5 cc(=0)ccc(o[o]) InChl=15/C5H903/c1-5(6)3-2-4-8-7/h2-4H2,1H3 Wc} C5H903
0
o
NC530NE02-1 C(0[0])CC(=0)CC InChl=15/C5H903/c1-2-5(6)3-4-8-7/h2-4H2,1H3 o C5H903
0
0
NCS30NEO2-2 CClO[0])C(=0)CC I2n|_(|23hI—15/C5H9O3/c1-3-5(6)4(2)8-7/h4H,3H2,1- -0 j/(k/ 51903
NC520NE-3 cC(=0)c=cC InChl=15/C5H80/c1-3-4-5(2)6/h3-4H,1-2H3 W C5H80
0
NC520NE-4 cC(=0)cc=C InChl=15/C5H80/c1-3-4-5(2)6/h3H,1,4H2,2H3 W C5H80
0
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NC530NE-1 C=CC(=0)cC InChl=15/C5H80/c1-3-5(6)4-2/h3H,1,4H2,2H3 C5H80
0

NC5H110H CCCCC(OH) InChl=1S/C5H120/c1-2-3-4-5-6/h6H,2-5H2,1H3 | ">~ __-OH C5H120

C5H100H11 CCCCICH](OH) InChl=15/C5H110/c1-2-3-4-5-6/h5-6H,2-4H2,1H3 | -~ "0 C5H110
InChl=15/C5H110/c1-2-3-4-5-6/h4,6H,2- :

C5SH100H12 CCC[CH]C(OH) NN -OH C5H110
3,5H2,1H3

CSH100H13 CCICH]CC(OH) INChI=15/CSH110/c1-2-3-4-5-6/h3,6H,2,4- SN OH C5H110
5H2,1H3 -

C5SH100H14 C[CH]CCC(OH) InChl=15/C5H110/c1-2-3-4-5-6/h2,6H,3-5H2,1H3 | ~~_~~__-OH C5H110

CSH100H15 [CH2]CCCC(OH) InChl=15/C5H110/c1-2-3-4-5-6/h6H,1-5H2 H,C ™ SN OH C5H110

CAH70H1-3 C=CCC(OH) InChl=15/C4H80/c1-2-3-4-5/h2,5H,1,3-4H2 HO" "™ C4H8O
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InChl=1S/C5H1103/c1-2-3-4-5(6)8-7/h5-6H,2-

C5H100H-102 CCCCC(OH)(0[0]) C5H1103
4H2,1H3 o
InChl=1S/C5H1103/c1-2-3-5(4-6)8-7/h5-6H,2 -0-©
C5H100H-202 CCCC(0[0])C(OH) 4”H2 " CL-8m9mo18-0je-//N > , & J’\/ C5H1103
' HO
C5H100H-302 CCC(O[0])CC(OH) InChi=15/C5H1103/c1-2-5(8-7)3-4-6/h5-6H,2- /Y\"OH C5H1103
4H2,1H3 -0
= - - =-2=-4- - - -‘Cl
C5H100H-402 CC(0[0])CCC(OH) Ln:;|1£/c5H1103/c1 S(8-7)3-2-4-6/h5-6H.2 0 \]/\/\C'H C5H1103
C5H100H-502 C(O[0])CCCC(OH) InChi=1S/C5H1103/c6-4-2-1-3-5-8-7/h6H,1-5H2 | HO -~ _~~_-O~, C5H1103
C5H9OH1-1 CCCC=C(OH) InChi=1S/C5H100/c1-2-3-4-5-6/h4-6H,2-3H2,1H3 |~~~ _-OH C5H100
InChl=1S/C5H100/c1-2-3-4-5-6/h3-
. = OH
C5HIOH1-2 CCC=CC(OH) 4.6H.2.5H2. 113 N C5H100
CSHOOHL.3 CC=CCC(H) InChl=1S/C5H100/c1-2-3-4-5-6/h2-3,6H,4- N _OH CSHI00

5H2,1H3
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C5HIOH1-4 C=CCCC(OH) InChl=1S/C5H100/c1-2-3-4-5-6/h2,6H,1,3-5H2 N~ _-OH C5H100
0
NC5DIONE13 C(=0)cc(=0)CC InChl=1S/C5H802/c1-2-5(7)3-4-6/h4H,2-3H2,1H3 C5H802
0
0
NCSDIONE24 CC(=0)cC(=0)C InChl=1S/C5H802/c1-4(6)3-5(2)7/h3H2,1-2H3 W C5H802
0
_ 9.5(613-4-8-7/h5-7H 2- 0.
CSH1000H1.30H C(OOH)CC(OHICE InChl=15/C5H1203/c1-2-5(6)3-4-8-7/h5-7H,2 M ok CSH1203
4H2,1H3 o
CSH1000H2-40H CC(OOHICCIOH)C InChl=1S/C5H1203/c1-4(6)3-5(2)8-7/h4-7H,3H2,1- /]\/L o C5H1203
2H3 HO 0~
-0
- -2-5(8-7)3-4-6/h5-7H,2- HO
C5H1000H3-10H C(OH)CC(OOH)CC InChl=15/C5H1203/c1-2-5(8-7)3-4-6/n5-7H,2 OH C5H1203
4H2,1H3
H,C
C4H8OH2-1 [CH2]C(OH)CC InChl=15/C4H90/c1-3-4(2)5/h4-5H,2-3H2,1H3 \[/\ C4H90
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