Supporting Information for: An updated experimental and kinetic modeling study of n-heptane oxidation
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4H2,1H3

InChi=1S/C4H1002/c1-3-4(2)6-5/h4- O o H
5H,3H2,1-2H3 /Y

INChl=1S/C4H902/c1-2-3-4-6- Hop P
5/h3,5H,2,4H2,1H3

Ln|.(|:2hl»|=|:|I3S/C4H902/C1 -2-3-4-6-5/h2,5H,3- H 0 fDW

INChl=1S/C4H902/c1-2-3-4-6-5/h5H,1- 1. O
4H2

INChi=1S/CAHI02/c1-3-4(2)6-5/h4-5H,2- O,
3H2,1H3 /Y

InChl=1S/C4H902/c1-3-4(2)6-5/h3-5H,1- /'\‘/C g
2H3



C4HBOOH2-4

C4H801-2

C4H801-3

C4H801-4

C4H802-3

C4H800H1-202

C4H80O0H1-302

C4H80O0H1-402

C4H800H2-102

C4HB800H2-302

C4HB800H2-402

C4H902

C4H80O

C4H80O

C4H80O

C4H80O

C4H904

C4H904

C4H904

C4H904

C4H904

C4H904

[CH2]CC(C)00

CCC1CO1

CC1CCO1

C1CCOoC1

Ccc10cC1C

CCC(CO0)0[0]

CC(CCO0)0[0]

[0]JOCCCCOO

CCC(CO[0])00

CC(0[0])C(C)00

CC(CCO[0])00

InChl=1S/C4H902/c1-3-4(2)6-5/h4-
5H,1,3H2,2H3

InChl=1S/C4H80/c1-2-4-3-5-4/h4H,2-
3H2,1H3

InChl=1S/C4H80/c1-4-2-3-5-4/h4H,2-
3H2,1H3

InChl=1S/C4H80/c1-2-4-5-3-1/h1-4H2

InChl=1S/C4H80/c1-3-4(2)5-3/h3-4H,1-
2H3

InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h4-
5H,2-3H2,1H3

InChl=1S/C4H904/c1-4(8-6)2-3-7-5/h4-
5H,2-3H2,1H3

InChl=1S/C4H904/c5-7-3-1-2-4-8-
6/h5H,1-4H2

InChl=1S/C4H904/c1-2-4(8-6)3-7-
5/h4,6H,2-3H2,1H3

InChl=1S/C4H904/c1-3(7-5)4(2)8-6/h3-
5H,1-2H3

InChl=1S/C4H904/c1-4(8-6)2-3-7-
5/h4,6H,2-3H2,1H3

0 0=
Hxn-f \‘H\O/
.ﬂxc\r\/amﬂ.



C4H71-2,400H

C4H72-1,300H

C4H72-1,400H

C4H71-2,300H

C4H701-300H-4

C4H701-300H-2

C4H701-200H-4

C4H701-400H-2

C4H701-200H-3

C4H702-300H-1

C4H72-100H

C4H904

C4H904

C4H904

C4H904

C4H803

C4H803

C4H803

C4H803

C4H803

C4H803

C4H802

[CH2]C(0O0)CC(00)

CC(00)[CH]C(00)

C(OO)C[CH]C(00)

[CH2]C(00)C(00)C

C1CC(01)C(00)

C1C(00)C(01)C

C1C(01)CC(00)

C1C(00)CC(01)

C1C(01)C(00)C

C(00)C1C(01)C

CC=CCO0O

InChl=1S/C4H904/c1-4(8-6)2-3-7-5/h4-
6H,1-3H2

InChl=1S/C4H904/c1-4(8-6)2-3-7-5/h2,4-
6H,3H2,1H3

InChl=1S/C4H904/c5-7-3-1-2-4-8-6/h1,5-
6H,2-4H2

InChl=1S/C4H904/c1-3(7-5)4(2)8-6/h3-
6H,1H2,2H3

InChl=1S/C4H803/c5-7-3-4-1-2-6-4/h4-
5H,1-3H2

InChl=1S/C4H803/c1-3-4(7-5)2-6-3/h3-
5H,2H2,1H3

InChl=1S/C4H803/c5-7-2-1-4-3-6-4/h4-
5H,1-3H2

InChl=1S/C4H803/c5-7-4-1-2-6-3-4/h4-
5H,1-3H2

InChl=1S/C4H803/c1-3(7-5)4-2-6-4/h3-
5H,2H2,1H3

InChl=1S/C4H803/c1-3-4(7-3)2-6-5/h3-
5H,2H2,1H3

InChl=1S/C4H802/c1-2-3-4-6-5/h2-
3,5H,4H2,1H3

o 0
Hog= \r\/ g

o
L=

]



NC4KET12

NC4KET13

NC4KET14

NC4KET21

NC4KET23

NC4KET24

C4H71-300H

C4H71-3,400H

C4H72-3,400H

HO2CH2CHO

IC4H10

C4H803

C4H803

C4H803

C4H803

C4H803

C4H803

C4H802

C4H904

C4H904

C2H403

C4H10

CCC(C=0)00

CC(CC=0)00

0=CCCCOO

CCC(=0)C00

CC(=0)C(C)00

CC(=0)CCO0

C=CC(C)00

[CH2]CC(00)C(00)

C[CHI]C(00)C(00)

C(C00)=0

cc(c)c

InChl=1S/C4H803/c1-2-4(3-5)7-6/h3-
4,6H,2H2,1H3 iy

InChI=1S/C4H803/c1-4(7-6)2-3-5/3-  H.,.-* o
4,6H,2H2,1H3 \(Y

InChl=1S/C4H803/c5-3-1-2-4-7- ':'WI o
6/h3,6H,1-2,4H2

InChl=1S/C4H803/c1-2-4(5)3-7-6/h6H, 2-
3H2,1H3 /\I]A

o
0
INChi=1S/C4HBO3/c1-3(5)4(2)7- 9
6/h4,6H,1-2H3 Q\T)[\

0 -
INChi=1S/C4HBO3/c1-4(5)2-3-7-6/h6H,2- 0o
3H2,1H3 Y\\/

Q
A( 0 ot

InChl=1S/C4H802/c1-3-4(2)6-5/h3- =
5H,1H2,2H3

InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h4-
6H,1-3H2

6H,3H2,1H3

InChl=1S/C2H403/c3-1-2-5-4/h1,4H,2H2 "

InChl=1S/C4H10/c1-4(2)3/h4H,1-3H3 \(

. f':j/\l =
InChl=1S/C4H904/c1-2-4(8-6)3-7-5/h2,4- 1. _,e':j/\l e
»‘::-\\1/"%, Tk



IC4H9

TC4H9

TC4H90

IC4H90

IC4H80

IC3H7CHO

IC3H7CO

IC3H6CHO

TC3H6CHO

IC3H5CHO

TC3H602CHO

C4H9

C4H9

C4H90

C4H90

C4H80O

C4H80O

C4H70

C4H70

C4H70

C4H60

C4H703

[CH2]c(C)C

c[clc)c

CCC)C)Al

CC(C)CIO]

CC1(C)CO1

CCc(C)c=0

CC(C)[CI=0

[CH2]C(C)C=0

c[c](C)c=0

C=C(C)C=0

CC(C)(C=0)0[0]

InChl=1S/C4H9/c1-4(2)3/h4H,1H2,2-3H3

InChl=1S/C4H9/c1-4(2)3/h1-3H3

InChl=1S/C4H90/c1-4(2,3)5/h1-3H3

x ~« <

InChl=1S/C4H90/c1-4(2)3-5/h4H,3H2,1-
2H3

R

InChl=1S/C4H80/c1-4(2)3-5-4/h3H2,1-
2H3

InChl=1S/C4H80/c1-4(2)3-5/h3-4H,1-2H3 |

InChl=1S/C4H70/c1-4(2)3-5/h4H,1-2H3

< < A

InChl=1S/C4H70/c1-4(2)3-5/h3-
4H,1H2,2H3

<

InChl=1S/C4H70/c1-4(2)3-5/h3H,1-2H3

<

InChl=1S/C4H60/c1-4(2)3-
5/h3H,1H2,2H3

<.

InChl=1S/C4H703/c1-4(2,3-5)7-6/h3H,1-
2H3

E=1
P
[ ]
);I
Ok



IC3H502HCHO

TC3H602HCO

TC3H60CHO

IC3H6CO

IC3H5CO

IC3H4CHO-A

SC4H70H-I

IC4H902

TC4HS02

ICAH802H-I

ICAH802H-T

C4H703

C4H703

C4H702

C4H60

C4H50

C4H50

C4H80O

C4H902

C4H902

C4H902

C4H902

[CH2]C(C)(C=0)00

CC(C)([C]=0)00

cc(e)onc=0

CC(C)=C=0

C=C(C)[C]=0

C=C([CH2])C=0

CC(C)=CO

CC(C)CO[O]

CC(C)(C)OI0]

[CH2]C(C)COO

C[C](C)COO0

InChl=1S/C4H703/c1-4(2,3-5)7-
6/h3,6H,1H2,2H3

InChl=1S/C4H703/c1-4(2,3-5)7-6/h6H,1-
2H3

£

InChl=1S/C4H702/c1-4(2,6)3-5/h3H,1-
2H3

L=

InChl=1S/C4H60/c1-4(2)3-5/h1-2H3

InChl=1S/C4H50/c1-4(2)3-5/h1H2,2H3

o

InChl=1S/C4H50/c1-4(2)3-5/h3H,1-2H2

InChl=1S/C4H80/c1-4(2)3-5/h3,5H,1-2H3

(=]

InChl=1S/C4H902/c1-4(2)3-6-
5/h4H,3H2,1-2H3

< 4% 4

InChl=1S/C4H902/c1-4(2,3)6-5/h1-3H3

o5

InChl=1S/C4H902/c1-4(2)3-6-5/h4-
5H,1,3H2,2H3

InChl=1S/C4H902/c1-4(2)3-6-
5/h5H,3H2,1-2H3

11



TC4H802H-I

CC4H80

ICAH800H-102

ICAH800H-TO2

TC4H800H-102

ICAKETII

ICAKETIT

TICAH7Q2-I

1IC4H7Q2-1

IIC4H7Q2-T

ICAH700H

C4H902

C4H80O

C4H904

C4H904

C4H904

C4H803

C4H803

C4H904

C4H904

C4H904

C4H802

[CH2]C(C)(C)00

C1C(C)CO1

CC(CO[0])CO0

CC(C)(CO0)0[0]

CC(C)(CO[0])00

CC(C=0)C00

CC(C)(C=0)00

[CH2]C(C)(CO0)00

[CH2]C(CO0)CO0

C[C)(CO0)COO

C=C(C)CO0

InChl=1S/C4H902/c1-4(2,3)6-
5/h5H,1H2,2-3H3

InChl=1S/C4H80/c1-4-2-5-3-4/h4H,2-
3H2,1H3

InChl=1S/C4H904/c1-4(2-7-5)3-8-6/h4-
5H,2-3H2,1H3

InChl=1S/C4H904/c1-4(2,8-6)3-7-
5/h5H,3H2,1-2H3

InChl=1S/C4H904/c1-4(2,8-6)3-7-
5/h6H,3H2,1-2H3

InChl=1S/C4H803/c1-4(2-5)3-7-
6/h2,4,6H,3H2,1H3

InChl=1S/C4H803/c1-4(2,3-5)7-6/h3,6H,1-

2H3

InChl=1S/C4H904/c1-4(2,8-6)3-7-5/h5-
6H,1,3H2,2H3

InChl=1S/C4H904/c1-4(2-7-5)3-8-6/h4-
6H,1-3H2

InChl=1S/C4H904/c1-4(2-7-5)3-8-6/h5-
6H,2-3H2,1H3

InChl=1S/C4H802/c1-4(2)3-6-
5/h5H,1,3H2,2H3

TF S

-
L=}
I
-3

i -

-

A
(=}

=

o
%,

o
T



ICAH902H

TC4HSO02H

IC4H8

IC4H7

IC4H7-11

IC4H702

ICAH600H-I

Ccyccooc-T1

C2CYCOO0C-11

IC4H70

cvcyccoc

C4H1002

C4H1002

C4H8

C4H7

C4H7

C4H702

C4H702

C4H702

C4H702

C4H70

C4H60

CC(C)CO0

CC(C)(C)00

C=C(C)C

[CH2]C(=C)C

[CH]=C(C)C

C=C(C)CO[O]

C=C([CH2])CO0

C[C]1CO0C1

[CH2]C1(C)COO1

C=C(C)C[O]

C=C1C0OC1

InChl=1S/C4H1002/c1-4(2)3-6-5/h4-
5H,3H2,1-2H3

InChl=1S/C4H1002/c1-4(2,3)6-5/h5H,1-
3H3

InChl=1S/C4H8/c1-4(2)3/h1H2,2-3H3

InChl=1S/C4H7/c1-4(2)3/h1-2H2,3H3

InChl=1S/C4H7/c1-4(2)3/h1H,2-3H3

InChl=1S/C4H702/c1-4(2)3-6-
5/h1,3H2,2H3

InChl=1S/C4H702/c1-4(2)3-6-5/h5H,1-
3H2

InChl=1S/C4H702/c1-4-2-5-6-3-4/h2-
3H2,1H3

InChl=1S/C4H702/c1-4(2)3-5-6-
4/h1,3H2,2H3

oD

o
\U

o
N
=

U S S

L=

-

InChl=1S/C4H70/c1-4(2)3-5/h1,3H2,2H3 \H/\.; .

InChl=18/C4H60/c1-4-2-5-3-4/h1-3H2

o



Ccyca2oco

Ccyccooc-12

CHOIC3H60

IC3H500CH2

Ccycco-T1

ICAH8OH-IT

ICAH8OH-TI

ICAH70H

ICAH80OH

ICAH60H

TQJC4H8OH

C4H702

C4H702

C4H702

C4H702

C3H50

C4H90

C4H90

C4H80O

C4H90

C4H70

C4H903

CCc1(C[0])cO1

CC1[CH]OOCH1

CC(C=0)C[O]

C=C(C)OO[CH2]

C[C]1C(01)

c[c)(c)co

[CH2]C(C)(C)O

C=C(C)CO

[CH2]C(C)CO

C=C(C)[CH]O

CC(C)(CO)0[O]

InChl=1S/C4H702/c1-4(2-5)3-6-4/h2- °

3H2,1H3 g &rﬂ

InChl=1S/C4H702/c1-4-2-5-6-3-
4/h2,4H,3H2,1H3

L=

InChl=1S/C4H702/c1-4(2-5)3-
6/h2,4H,3H2,1H3

l::l-
o ;
B =

InChl=1S/C4H702/c1-4(2)6-5-
3/h1,3H2,2H3

:<
)
A\

InChl=1S/C3H50/c1-3-2-4-3/h2H2,1H3

InChl=1S/C4H90/c1-4(2)3-5/h5H,3H2,1-
2H3

Rl

InChl=1S/C4H90/c1-4(2,3)5/h5H,1H2,2-
3H3

X

InChl=1S/C4H80/c1-4(2)3-
5/h5H,1,3H2,2H3

D

InChl=1S/C4H90/c1-4(2)3-5/h4-
5H,1,3H2,2H3

<

InChl=1S/C4H70/c1-4(2)3-
5/h3,5H,1H2,2H3

InChl=1S/C4H903/c1-4(2,3-5)7- »
6/h5H,3H2,1-2H3 g

3



TQC4H8O0!I

QC4H70HP

TQC4H70HI

CCY(CCO)COH

C2CY(COC)OH

IQJC4H8OH

IC3H6OHCHO

1QC4H8OT

IQC4H70HT

CCY(CCOC)OH

CH2COHCH200H

C4H903

C4H903

C4H903

C4H802

C4H802

C4H903

C4H802

C4H903

C4H903

C4H802

C3H603

CC(C)(C[0])00

[CH2]C(C)(CO)00

CC(C)([CH]0)00

CC1(CO)CO1

CC1(C)C(0)01

CC(C)(CO[0])0

CC(C)(C=0)0

CC(C)(CO0)[0]

[CH2]C(C)(CO0)O

CC1(COC1)0

C=C(CO0)0

INChi=1S/C4H903/c1-4(2,3-5)7- - o
6/h6H,3H2,1-2H3 0"
INChi=1S/C4H903/c1-4(2,3-5)7-6/h5- :
6H,1,3H2,2H3 H'D“DX\W

InChl=1S/C4H903/c1-4(2,3-5)7-6/h3,5- .
6H,1-2H3 Ao

InChl=1S/C4H802/c1-4(2-5)3-6-4/h5H,2-
3H2,1H3

INChI=1S/C4H802/c1-4(2)3(5)6-
4/h3,5H,1-2H3

InChl=1S/C4H903/c1-4(2,5)3-7-
6/h5H,3H2,1-2H3

InChl=1S/C4H802/c1-4(2,6)3-5/h3,6H,1-

S
o XS

InChl=1S/C4H903/c1-4(2,5)3-7-
6/h6H,3H2,1-2H3

InChl=1S/C4H903/c1-4(2,5)3-7-6/h5-
6H,1,3H2,2H3

InChl=1S/C4H802/c1-4(5)2-6-3-4/h5H,2- }
3H2,1H3 Q

InChl=1S/C3H603/c1-3(4)2-6-5/h4-5H,1- -7 \H/\D Aoy

=
5
b
.'}

2H2



TC3H60H

TQC4H70HIO2

TQC4H70HTO2

TQCA4H70HIQ-I

TQC4H70HIQ-P

IC3H5COHQ

CH2CQCOHQ

IC3H5Q

CoHQcyc(coq)

QCYC(CCOC)OH

HOCOCQ(CH3)2

C3H70

C4H905

C4H905

C4H905

C4H905

C4H803

C3H605

C3H602

C4H804

C4H804

C4H804

CICKC)O

CC(C)(C(0)0[0])00

CC(C)(C(0)00)0[0]

CC(C)(C([0])00)00

[CH2]C(C)(C(0)00)00

C=C(C)C(0)00

C=C(00)C(0)00

C=C(C)00

CC1(CO1)C(0)00

CC1(COC10)00

CC(C)(C(=0)0)00

InChl=1S/C3H70/c1-3(2)4/h4H,1-2H3

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

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

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

INChl=1S/C4H905/c1-4(2,9-7)3(5)8-
6/h3,5-7H,1H2,2H3

InChl=1S/C4H803/c1-3(2)4(5)7-6/h4-
6H,1H2,2H3

InChl=1S/C3H605/c1-2(7-5)3(4)8-6/h3-
6H,1H2

InChl=1S/C3H602/c1-3(2)5-
4/h4H,1H2,2H3

INChl=1S/C4H804/c1-4(2-7-4)3(5)8-
6/h3,5-6H,2H2,1H3

InChl=1S/C4H804/c1-4(8-6)2-7-
3(4)5/h3,5-6H,2H2,1H3

INChI=1S/C4H804/c1-4(2,8-
7)3(5)6/h7H,1-2H3,(H,5,6)

=



IQC4H70HTO2

1QC4H8OTQ-I

IQC4H70HTQ-P

CHOC(CH3)OHCH2Q

CO(CH200H)2

CH3COCHO

IC3H50CH2

ICAH700CH3

ICAH700IC4H7

C4Hg-1

C4H8-2

C4H905

C4H905

C4H905

C4H804

C3H605

C3H402

C4H70

C5H1002

C8H1402

C4H8

C4H8

CC(CO0)(CO[0])0

CC(CO0)(CO0)[0]

[CH2]C(CO0)(CO0)O

CC(C=0)(CO0)0

C(C(CO0)=0)00

CC(C=0)=0

C=C(C)O[CH2]

C=C(C)CO0C

CC(=C)COOCC(=C)C

C=CcCC

CC=CC

InChl=1S/C4H905/c1-4(5,2-8-6)3-9-7/h5-
6H,2-3H2,1H3

InChl=1S/C4H905/c1-4(5,2-8-6)3-9-7/h6-
7H,2-3H2,1H3 H.o .~

InChl=1S/C4H905/c1-4(5,2-8-6)3-9-7/h5-
7H,1-3H2

InChl=1S/C4H804/c1-4(6,2-5)3-8-7/h2,6-
7H,3H2,1H3

InChl=1S/C3H605/c4-3(1-7-5)2-8-6/h5- 147~
6H,1-2H2

InChl=1S/C3H402/c1-3(5)2-4/h2H,1H3
InChl=1S/C4H70/c1-4(2)5-3/h1,3H2,2H3 \H/ 0 s

InChl=1S/C5H1002/c1-5(2)4-7-6-
3/h1,4H2,2-3H3

s

InChl=1S/C8H1402/c1-7(2)5-9-10-6-
8(3)4/h1,3,5-6H2,2,4H3

A

INChl=1S/C4H8/c1-3-4-2/h3H,1,4H2,2H3 S "

InChl=1S/C4H8/c1-3-4-2/h3-4H,1-2H3

S



C4H71-1

C4H71-2

C4H71-3

C4H71-4

C4H72-2

C4H71-0

PC4H80OH-2

SC4H8OH-1

SC4H8OH-3

C4H71-30H

C4H71-40H

C4H7

C4H7

C4H7

C4H7

C4H7

C4H70

C4H90

C4H90

C4H90

C4H80O

C4H80O

[CH]=CCC

c=[c]cC

C=C[CHIC

[CH2]CC=C

c[C]=CC

C=CC([0])C

C(O)[CHICC

[CH2]C(0)CC

CC(O)[CHIC

C=CC(0)C

C=CCC(0)

InChl=1S/C4H7/c1-3-4-2/h1,3H,4H2,2H3 M
InChl=1S/C4H7/c1-3-4-2/h1,4H2,2H3 m
InChl=1S/C4H7/c1-3-4-2/h3-4H,1H2,2H3 M
InChl=1S/C4H7/c1-3-4-2/h3H,1-2,4H2 W
InChl=1S/C4H7/c1-3-4-2/h3H,1-2H3 "“x,‘a,-";"\

INChI=1S/C4H70/c1-3-4(2)5/h3- S
4H,1H2,2H3 \(\

INChl=1S/C4H90/c1-2-3-4- Do
5/h3,5H,2,4H2,1H3

InChl=1S/C4H90/c1-3-4(2)5/h4-5H,2-
3H2,1H3

/\rc'
INChl=1S/C4H90/c1-3-4(2)5/h3-5H,1-2H3 /YC .
INChl=1S/C4H80/c1-3-4(2)5/h3- 0 S
5H,1H2,2H3 \WA

InChl=1S/C4H80/c1-2-3-4-5/h2,5H,1,3- MH‘“O'
4H2



C4H71-10H

C4H71-20H

C4H72-10H

C4H72-20H

SQC4H8OP

PQC4H80S

PQC4H70HS-3

NC4KET120H

SQC4H70HS-4

SQC4H80S

NC4KET230H

C4H80O

C4H80O

C4H80

C4H80O

C4H903

C4H903

C4H903

C4H802

C4H903

C4H903

C4H802

C(0)=CCC

C=C(0)CC

CC=CC(0)

CC=C(0)C

CCC(00)C([0])

CCC([0])C(00)

C[CHIC(0)C(00)

C(=0)C(0)CC

CC(00)C(0)[CH2]

CC(00)C([0])C

CC(0)C(=0)C

InChl=1S/C4H80/c1-2-3-4-5/h3-
5H,2H2,1H3

§

INChi=1S/CAH8O/c1-3-4(2)5/h5H, 2- 0.
3H2,1H3 /T

InChl=1S/C4H80/c1-2-3-4-5/h2- M:,,
3,5H,4H2,1H3

InChl=1S/C4H80/c1-3-4(2)5/h3,5H,1-2H3

InChl=1S/C4H903/c1-2-4(3-5)7-
6/h4,6H,2-3H2,1H3 /j/

InChl=1S/C4H903/c1-2-4(5)3-7-
6/h4,6H,2-3H2,1H3

/\]/‘\ -
INChI=1S/CAHO03/c1-2-4(5)3-7-6/h2,4- - -
6H,3H2,1H3 /\]/\
InChI=1S/C4H802/c1-2-4(6)3-5/h3- _
4,6H,2H2,1H3 f
6H,1H2,2H3 0

»
0 Q
.r"ll i

InChl=1S/C4H903/c1-3(5)4(2)7-6/h3-
4,6H,1-2H3

0 S, -
1
1
INChI=1S/C4H903/c1-3(5)4(2)7-6/h3- \T)\

InChl=1S/C4H802/c1-3(5)4(2)6/h3,5H,1-
2H3



SC4H80OH-302

CCY(COCC)OH

C4H702-1

C4He6-1

AC3H50CH2

SC3H50CH2-1

C8H141-5,3-4

C8H141-5,3

C8H142-6

C8H131-5,3-4,TA

C8H131-5,3,TA

C4H903

C4H802

C4H70

C4H6

C4H70

C4H70

C8H14

C8H14

C8H14

C8H13

C8H13

CC(0)C(O[0])C

CC(01)c(0)C1

CC=CC[O]

C#CCC

C=CCO[CH2]

[CH2]0C=CC

C=CC(C)C(C)C=C

C=CC(C)CC=CC

CC=CcCcCcC=CC

C=C[C](C)C(C)C=C

C=C[C)(C)cC=CC

InChl=1S/C4H903/c1-3(5)4(2)7-6/h3-
5H,1-2H3 . o

InChl=1S/C4H802/c1-3-4(5)2-6-3/h3-
5H,2H2,1H3

InChI=1S/C4H70/c1-2-3-4-5/h2- L -“‘A‘Hx,,f'/'h“x_
3H,4H2,1H3 .
InChl=1S/C4H6/c1-3-4-2/h1H,4H2,2H3 _,,;'2'H
=
x,m__,.-ﬂ

InChl=1S/C4H70/c1-3-4-5-2/h3H,1-2,4H2 .‘,f':'m

INChI=1S/C4H70/c1-3-4-5-2/h3- P L
4H,2H2,1H3

InChI=1S/C8H14/c1-5-7(3)8(4)6-2/h5-

8H,1-2H2,3-4H3 -

InChl=1S/C8H14/c1-4-6-7-8(3)5-2/h4-
6,8H,2,7H2,1,3H3

/\(\f\

INChI=1S/C8H14/c1-3-5-7-8-6-4-2/h3- ™o~ 5
6H,7-8H2,1-2H3

INChI=1S/C8H13/c1-5-7(3)8(4)6-2/h5-

7H,1-2H2,3-4H3 -

InChl=1S/C8H13/c1-4-6-7-8(3)5-2/h4-
6H,2,7H2,1,3H3

/\r\f\



C8H131-5,3,5A

C8H131-5,3,PA

C8H132-6,5A

C8H132-6,PA

C6H101-3,3

C8H131-5,3-4,TAO

C8H131-5,3,TAO

C8H131-5,3,SA0

C8H131-5,3,PAO

C8H132-6,SA0

C8H132-6,PAO

C8H13

C8H13

C8H13

C8H13

C6H10

C8H130

C8H130

C8H130

C8H130

C8H130

C8H130

C=CC(C)[CH]C=CC

[CH2]C=CCC(C)C=C

CC=C[CH]CC=CC

[CH2]C=CCCC=CC

C=CC(C)=CC

C=CC(C)C(C)([0])C=C

C=CC(C)([0])CC=CC

C=CC(C)C([0])C=CC

C=CC(C)CC=CC[O]

CC=CCC([0])C=CC

CC=CCCC=CC[O]

InChl=1S/C8H13/c1-4-6-7-8(3)5-2/h4-
8H,2H2,1,3H3

InChl=1S/C8H13/c1-4-6-7-8(3)5-2/h4-
6,8H,1-2,7H2,3H3

33

InChl=18S/C8H13/c1-3-5-7-8-6-4-2/h3-
7H,8H2,1-2H3

§

InChl=1S/C8H13/c1-3-5-7-8-6-4-2/h3-
6H,1,7-8H2,2H3

InChl=1S/C6H10/c1-4-6(3)5-2/h4-
5H,1H2,2-3H3

InChl=1S/C8H130/c1-5-7(3)8(4,9)6-2/h5-
7H,1-2H2,3-4H3

InChl=1S/C8H130/c1-4-6-7-8(3,9)5-2/h4-
6H,2,7H2,1,3H3

InChl=1S/C8H130/c1-4-6-8(9)7(3)5-2/h4-
8H,2H2,1,3H3

£ |

InChl=1S/C8H130/c1-3-8(2)6-4-5-7-9/h3- WUI
5,8H,1,6-7H2,2H3

InChl=1S/C8H130/c1-3-5-7-8(9)6-4-2/h3-
6,8H,7H2,1-2H3

INChI=1S/C8H130/C1-2-3-4-5-6-7-8-9/2- * ;e A"

3,6-7H,4-5,8H2,1H3



C7H111-5,3,6P

C7H111-5,1P

C4H64,2-10H

C4H63,1-10H

C4H63,1-30H

C4H63,1-20H

C4H50H-13

SQC4H70HP-4

CY(CCCO)COH

NC4KET210H

C2H5CHOHCO

C7H11

C7H11

C4H70

C4H70

C4H70

C4H70

C4H60

C4H903

C4H802

C4H802

C4H702

[CHI=CCC(C)C=C

[CH]=CCCC=CC

[CH2]C=CCO

C[CH]C=CO

C=C[C](C)O

C=C(O)[CHIC

C=CC=CO

[CH2]CC(CO)00

OCcC1CCO1

CCC(=0)CO

CCC(0)[C]=0

InChl=1S/C7H11/c1-4-6-7(3)5-2/h1,4-
5,7H,2,6H2,3H3

InChl=18/C7H11/c1-3-5-7-6-4-2/h1,3-
4,6H,5,7H2,2H3

InChl=1S/C4H70/c1-2-3-4-5/h2-
3,5H,1,4H2

InChl=1S/C4H70/c1-2-3-4-5/h2-5H,1H3

InChl=1S/C4H70/c1-3-
4(2)5/h3,5H,1H2,2H3

InChl=1S/C4H70/c1-3-
4(2)5/h3,5H,2H2,1H3

InChl=1S/C4H60/c1-2-3-4-5/h2-5H,1H2

InChl=1S/C4H903/c1-2-4(3-5)7-6/h4-
6H,1-3H2

InChl=1S/C4H802/c5-3-4-1-2-6-4/h4-
5H,1-3H2

InChl=1S/C4H802/c1-2-4(6)3-5/h5H,2-
3H2,1H3

InChl=1S/C4H702/c1-2-4(6)3-
5/h4,6H,2H2,1H3

T,

M.'

"’MQ'H



CH3COCOHCH3

C2H4COCH20H

CH3COHCO

CH2COHCHO

SQC4H70HP-402

PQC4H70HS-302

SQC4H70HS-402

C4H702-1,300H

NC4KET130H-2

NC4KET240H-1

NC4KET240H-3

C4H702

C4H702

C3H402

C3H402

C4H905

C4H905

C4H905

C4H905

C4H804

C4H804

C4H804

CICKO)C(C)=0

C[CHIC(=0)CO

CC(0)=C=0

C=C(0)C=0

[0]JOCCC(CO)00

CC(0[0])C(0)CO0

CC(00)C(0)CO[0]

CC(00)C([0])COO0

CC(00)C(0)C=0

0=C(CO)CCOO0

CC(=0)C(0)CO0

InChl=1S/C4H702/c1-3(5)4(2)6/h5H,1-
2H3

InChl=1S/C4H702/c1-2-4(6)3-
5/h2,5H,3H2,1H3

\LJ%
o

o
A
/=

InChl=1S/C3H402/c1-3(5)2-4/h5H,1H3

InChl=1S/C3H402/c1-3(5)2-4/h2,5H,1H2

I
&
}_I
=

InChl=1S/C4H905/c5-3-4(9-7)1-2-8-6/h4-
5,7H,1-3H2

InChl=1S/C4H905/c1-3(9-7)4(5)2-8-6/h3-
6H,2H2,1H3

¢

InChl=1S/C4H905/c1-3(9-7)4(5)2-8-6/h3-
5,7H,2H2,1H3

v
by
{

InChl=1S/C4H905/c1-3(9-7)4(5)2-8-6/h3-
4,6-7H,2H2,1H3

InChl=1S/C4H804/c1-3(8-7)4(6)2-5/h2-
4,6-7H,1H3

{=]
h‘i
=1
b
.D

InChl=1S/C4H804/c5-3-4(6)1-2-8-
7/h5,7H,1-3H2

InChl=1S/C4H804/c1-3(5)4(6)2-8-7/h4,6-
7H,2H2,1H3

=
‘D
£
&
x
o



C4H60HOOH1-4-3

C4H60HOOH2-2-1

C4H60HOOH1-3-4

C4H60HOOH1-2-3

HOCH2CHO

C4H71-400H

C4H71-402

C4H61-300H4

C4H601-300H4

C4H602-100H4

HOCH2COCH2

C4H803

C4H803

C4H803

C4H803

C2H402

C4H802

C4H702

C4H702

C4H703

C4H703

C3H502

C=CC(C0O)00

CC=C(0)C(00)

C=CC(0)C(00)

C=C(0)C(C)00

0=CCO

C=CCCOO

C=CCCO[0]

C=C[CH]COO

C=CC([0])CO0

[0]CC=CCOO0

[CH2]C(=0)CO

InChl=1S/C4H803/c1-2-4(3-5)7-6/h2,4-
6H,1,3H2

InChl=1S/C4H803/c1-2-4(5)3-7-6/h2,5-
6H,3H2,1H3

InChl=1S/C4H803/c1-2-4(5)3-7-6/h2,4-
6H,1,3H2

InChl=1S/C4H803/c1-3(5)4(2)7-6/h4-
6H,1H2,2H3

InChl=18S/C2H402/c3-1-2-4/h1,4H,2H2

=1S/C4H802/c1-2-3-4-6- 4]
InChl=1S/C4H802/c1-2-3-4-6 5/h2,5H,1,3H_n_.e R

4H2

InChI=18/C4H702/c1-2-3-4-6-5/h2H,1,3- =~ " A

4H2

InChl=18/C4H702/c1-2-3-4-6-5/h2-
3,5H,1,4H2

InChl=1S/C4H703/c1-2-4(5)3-7-
6/h2,4,6H,1,3H2

InChl=1S/C4H703/c5-3-1-2-4-7-6/h1-
2,6H,3-4H2

AN

InChl=1S/C3H502/c1-3(5)2-4/h4H,1-2H2 \\lT/\I .



HOCH2CO

HOCHCHO

PC3H40H-3

PC3H40H-1

CH3COCHOH

SC2H20H

PC4H8OH-1

PC4H80OH-3

C4H701-4

PC4H8OH-4

SC4H8OH-2

C2H302

C2H302

C3H50

C3H50

C3H502

C2H30

C4H90

C4H90

C4H70

C4H90

C4H90

0=[C]CO

0=C[CH]O

C=C[CH]O

cc=[c]o

CC(=0)[CH]O

c=[Cclo

CCC[CH](0)

C[CH]CC(O)

C=CCC[O]

[CH2]CCC(0)

c[cjo)cc

InChl=1S/C2H302/c3-1-2-4/h3H,1H2 e S

InChl=1S/C2H302/c3-1-2-4/h1-3H D-:{}T,/\Q,H
H

InChl=1S/C3H50/c1-2-3-4/h2-4H,1H2 e e,

InChl=18/C3H50/c1-2-3-4/h2,4H,1H3 H-D%

InChl=1S/C3H502/c1-3(5)2-4/h2,4H,1H3 \\lT/'\c .

4]

InChl=18/C2H30/c1-2-3/h3H,1H2 W"-"'

InChl=1S/C4H90/c1-2-3-4-5/h4-5H,2- T H
3H2,1H3

InChl=1S/C4H90/c1-2-3-4-5/h2,5H,3- Mj.
4H2,1H3

INChI=1S/C4H70/c1-2-3-4-5/h2H,1,3-4H2 * = ™~

INChI=1S/C4H90/c1-2-3-4-5/h5H,1-4H2  + = ="

InChl=18/C4H90/c1-3-4(2)5/h5H,3H2,1- /YD~H
2H3



CH2COHCO

C4H72-202

C4H71-102

C4H71-202

C3H60H1-1

PC4H80OH-202

SC4H80OH-102

C4H71-300CH3

C4H72-100CH3

C4H6

C4H612

C3H302

C4H702

C4H702

C4H702

C3H70

C4H903

C4H903

C5H1002

C5H1002

C4H6

C4H6

C=C(O)CI(=0)

CC=C(C)0[0]

CCC=CO[0]

C=C(CC)0[0]

CC[CH]O

CCC(O[0])C(0)

CCC(0)C(0[0])

C=CC(C)00C

CC=CCcO0C

C=CC=C

C=C=CC

InChl=1S/C3H302/c1-3(5)2-4/h5H,1H2

InChl=1S/C4H702/c1-3-4(2)6-5/h3H,1-
2H3

InChl=1S/C4H702/c1-2-3-4-6-5/h3-
4H,2H2,1H3

InChl=1S/C4H702/c1-3-4(2)6-5/h2-
3H2,1H3

InChl=1S/C3H70/c1-2-3-4/h3-
4H,2H2,1H3

InChl=1S/C4H903/c1-2-4(3-5)7-6/h4-
5H,2-3H2,1H3

InChl=1S/C4H903/c1-2-4(5)3-7-6/h4-
5H,2-3H2,1H3

InChl=1S/C5H1002/c1-4-5(2)7-6-3/h4-
5H,1H2,2-3H3

InChl=1S/C5H1002/c1-3-4-5-7-6-2/h3-
4H,5H2,1-2H3

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

InChl=1S/C4H6/c1-3-4-2/h4H,1H2,2H3

A

)

=



C4H6-2

C4H5-1

C4H5-N

C4H5-2

C4H4

C4H3-I

C4H3-N

C4H2

C4H6025

C2H3CHOCH2

C4H40

C4H6

C4H5

C4H5

C4H5

C4H4

C4H3

C4H3

C4H2
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NC5KET23

NC5KET24

NC5KET25

NC5KET31

NC5KET32

NC5KET120

NC5KET130

NC5KET140

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H902

C5H902

C5H902

CC(CCC=0)00

C(CC=0)CCO0

CCCC(CO0)=0

CCC(C(C)=0)00

CC(CC(C)00)=0

CC(CCCO0)=0

CCC(CCO0)=0

CCC(C(C)00)=0

CCCC(C=0)[0]

CCC(CC=0)[0]

CC(CCC=0)[0]

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

5,7H,2-3H2,1H3

InChl=1S8/C5H1003/c6-4-2-1-3-5-8-
7/h4,7H,1-3,5H2

InChl=1S/C5H1003/c1-2-3-5(6)4-8-
7/h7H,2-4H2,1H3

INChI=1S/C5H1003/c1-3-5(8-
7)4(2)6/h5,7H,3H2,1-2H3

INChI=1S/C5H1003/c1-4(6)3-5(2)8-
7/h5,7H,3H2,1-2H3

InChl=1S/C5H1003/c1-5(6)3-2-4-8-
7/h7H,2-4H2,1H3

InChl=1S/C5H1003/c1-2-5(6)3-4-8-
7/h7H,2-4H2,1H3

INChI=1S/C5H1003/c1-3-5(6)4(2)8-
7/h4,7H,3H2,1-2H3

InChl=1S/C5H902/c1-2-3-5(7)4-6/h4-
5H,2-3H2,1H3

InChl=1S/C5H902/c1-2-5(7)3-4-6/h4-
5H,2-3H2,1H3

InChl=1S/C5H902/c1-5(7)3-2-4-6/h4-
5H,2-3H2,1H3



NCSKET150 C5H902  C(CC=0)CC[O] INChI=1S/C5H902/c6-4-2-1-3-5-7/h4H, 1- QWQ'
3,5H2

NCSKET210 C5H902  CCCC(C[0])=0 InChl=1S/C5H902/c1-2-3-5(7)4-6/h2- ‘D/\”/‘\/‘
4H2,1H3
Q
NCSKET230 C5H902  CCC(C(C)=0)[0] InChl=1S/C5H902/c1-3- i

5(7)4(2)6/h5H,3H2,1-2H3

NCSKET240 C5H902  CC(CC(C)=0)[0] InChl=1S/C5H902/c1-4(6)3-
5(2)7/h4H,3H2,1-2H3

£ 3

NCSKET250 C5H902  CC(CCC[0])=0 InChI=1S/C5H902/c1-5(7)3-2-4-6/h2- \n/\/\c-
4H2,1H3
a
NCSKET310 C5H902  CCC(CC[0])=0 InChl=1S/C5H902/c1-2-5(7)3-4-6/h2- 0
4H2,1H3 /\ﬂ/\/
NCSKET320 C5H902  CCC(C(C)[O])=0 InChl=1S/C5H902/c1-3- 0*

5(7)4(2)6/h4H,3H2,1-2H3

X

2

0
NC5DIONE13 C5H802  C(=0)CC(=0)CC InChl=1S/C5H802/c1-2-5(7)3-4-6/h4H,2- 0
3H2,1H3 /\”/\‘uf
NC5DIONE24 C5H802  CC(=0)CC(=0)C InChI=1S/CSH802/c1-4(6)3-5(2)7/h3H2,1~\n/‘\|.r
2H3
a o
C5H100H23 C5H110  CC[CH]C(C)O InChl=1S/C5H110/c1-3-4-5(2)6/h4- -0 :
6H,3H2,1-2H3 Y\/
02C5H100H23 C5H1103  CCC(C(C)0)O[O] InChI=1S/C5H1103/c1-3-5(8-7)4(2)6/h4-
6H,3H2,1-2H3 .



OCH2CHO

CH20CH2CHO

C2H40CHO

C5H1000H1-30H

C5H1000H2-40H

C5H1000H3-10H

NC5CYCPER13

NC5CYCPER24

NC5CYCPER31

IC5H12

AC5H11

C2H302

C3H502

C3H502

C5H1203

C5H1203

C5H1203

C5H1003

C5H1003

C5H1003

C5H12

C5H11

C(C[O])=0

[CH2]0CC=0

CC(C=0)[0]

C(OOH)CC(OH)CC

CC(OOH)CC(OH)C

C(OH)CC(OOH)CC

C1(0)CC(001)CC

CC1(0)CC(001)C

C(001)CC1(0)CC

CCC(C)C

CCC([CH2))C

InChl=1S/C2H302/c3-1-2-4/h1H,2H2

InChl=1S/C3H502/c1-5-3-2-4/h2H,1,3H2

InChl=18/C3H502/c1-3(5)2-4/h2-3H,1H3

InChl=1S/C5H1203/c1-2-5(6)3-4-8-7/h5-
7H,2-4H2,1H3

InChl=1S/C5H1203/c1-4(6)3-5(2)8-7/h4-
7H,3H2,1-2H3

InChl=1S/C5H1203/c1-2-5(8-7)3-4-6/h5-
7H,2-4H2,1H3

InChl=1S/C5H1003/c1-2-4-3-5(6)8-7-4/h4H-"

6H,2-3H2,1H3

InChl=1S/C5H1003/c1-4-3-5(2,6)8-7-
4/h4,6H,3H2,1-2H3

InChl=1S/C5H1003/c1-2-5(6)3-4-7-8-
5/h6H,2-4H2,1H3

InChl=1S/C5H12/c1-4-5(2)3/h5H,4H2,1-
3H3

InChl=1S/C5H11/c1-4-
5(2)3/h5H,2,4H2,1,3H3

t‘.:ﬁ_,/"\a-.ll.
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BC5H11

CC5H11

DC5H11

AC5H90-A2

AC5H1102H

BC5H1102H

CC5H1102H

DC5H1102H

AC5H1102

BC5H1102

CC5H1102

C5H11

C5H11

C5H11

C5H90

C5H1202

C5H1202

C5H1202

C5H1202

C5H1102

C5H1102

C5H1102

cclcic)c

C[CHIC(C)C

[CH2]CC(C)C

CCC(=C)C[O]

CCC(C)CO0

CCC(C)(C)00

CC(C)C(C)00

CC(C)CCO0

CCC(C)CO[0]

CCC(C)(C)O[O]

CC(C)C(C)O[O]

InChl=1S/C5H11/c1-4-5(2)3/h4H2,1-3H3
InChl=1S/C5H11/c1-4-5(2)3/h4-5H,1-3H3

InChl=1S/C5H11/c1-4-5(2)3/h5H,1,4H2,2-
3H3

InChl=1S/C5H90/c1-3-5(2)4-6/h2-
4H2,1H3

InChl=1S/C5H1202/c1-4-5(2,3)7-
6/h6H,4H2,1-3H3

InChl=1S/C5H1202/c1-4(2)5(3)7-6/h4-
6H,1-3H3

InChl=1S/C5H1202/c1-5(2)3-4-7-6/h5-
6H,3-4H2,1-2H3

InChl=1S/C5H1102/c1-3-5(2)4-7-6/h5H,3-
4H2,1-2H3

InChl=1S/C5H1202/c1-3-5(2)4-7-6/h5- 0.y
6H,3-4H2,1-2H3 /\"/\

InChl=1S/C5H1102/c1-4-5(2,3)7-
6/h4H2,1-3H3

5H,1-3H3

INChI=1S/C5H1102/c1-4(2)5(3)7-6/h4- T/J\



DC5H1102

AC5H110

BC5H110

CC5H110

DC5H110

AC5H1000H-A

AC5H1000H-B

AC5H1000H-C

AC5H1000H-D

BC5H1000H-A

BC5H1000H-C

C5H1102

C5H110

C5H110

C5H110

C5H110

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

CC(C)CCO[O]

CCC(C)C[O]

CCC(C)(C)IO]

CC(C)C(C)I0]

CC(C)CC[O]

CCC([CH2])CO0

CCI[C](C)COO

C[CH]C(C)COO

[CH2]CC(C)COO0

CCC([CH2])(C)00

C[CHIC(C)(C)00

InChI=1S/C5H1102/c1-5(2)3-4-7-6/h5H, 3 O o
4H2,1-2H3 \(\/

InChl=1S/C5H110/c1-3-5(2)4-6/h5H,3- 0
4H2,1-2H3

InChl=1S/C5H110/c1-4-5(2,3)6/h4H2,1-
3H3

X
/

InChl=1S/C5H110/c1-4(2)5(3)6/h4-5H,1-
3H3

InChl=1S/C5H110/c1-5(2)3-4-6/h5H,3-
4H2,1-2H3

{+

InChl=1S/C5H1102/c1-3-5(2)4-7-6/h5-
6H,2-4H2,1H3

!
=t
,
=

InChl=1S/C5H1102/c1-3-5(2)4-7-6/h6H,3- . 0
4H2,1-2H3

InChl=1S/C5H1102/c1-3-5(2)4-7-6/h3,5-
6H,4H2,1-2H3

$

InChl=1S/C5H1102/c1-3-5(2)4-7-6/h5- .
6H,1,3-4H2,2H3

o
,
)
z

InChl=1S/C5H1102/c1-4-5(2,3)7-
6/h6H,2,4H2,1,3H3

g

InChl=1S/C5H1102/c1-4-5(2,3)7-
6/h4,6H,1-3H3

3



BC5H1000H-D C5H1102  [CH2]JCC(C)(C)00 INChl=1S/C5H1102/c1-4-5(2,3)7- 0
6/h6H,1,4H2,2-3H3 '

CCSH1000H-A C5H1102  [CH2]C(C)C(C)00 InChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-

6H,1H2,2-3H3 . i
CCSH1000H-B C5H1102  C[CJ(C)C(C)00 InChl=1S/C5H1102/c1-4(2)5(3)7-6/h5-

6H,1-3H3 0 :
CCSH1000H-D C5H1102  CC(C)C(ICH2])00 InChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-

6H,3H2,1-2H3 0
DCSH1000H-A C5H1102  [CH2]C(C)CCOO InChl=1S/C5H1102/c1-5(2)3-4-7-6/h5- = N

6H.1,3-4H2,2H3 \(\/
DCSH1000H-B C5H1102  C[CJ(C)CCOO INChl=1S/C5H1102/c1-5(2)3-4-7-6/h6H,3-~_- Oco-

4H2,1-2H3 \(\/
DCSH1000H-C C5H1102  CC(C)[CH]COO InChl=1S/C5H1102/c1-5(2)3-4-7-6/h3,5- LN

6H,4H2,1-2H3 \(\/
A-ACSH100 C5H100  CCC1COCH INChi=1S/C5H100/c1-2-5-3-6-4-5/h5H, 2- a

4H2,1H3 \/D
A-BCSH100 C5H100  CCC1(C)CO1 INChl=1S/C5H100/c1-3-5(2)4-6-5/3- 0

4H2,1-2H3 /\P
A-CC5H100 C5H100  CC1COCIC INChl=1S/C5H100/c1-4-3-6-5(4)2/h4- 0

5H,3H2,1-2H3 /Ef\
A-DCSH100 C5H100  CC1CCOCH INChi=1S/C5H100/c1-5-2-3-6-4-5/h5H, 2-

4H2,1H3

0



B-CC5H100

B-DC5H100

C-DC5H100

AC5H1000H-AO2

AC5H1000H-BO2

AC5H1000H-CO2

AC5H1000H-DO2

BC5H1000H-AO2

BC5H1000H-CO2

BC5H1000H-DO2

CC5H1000H-AO2

C5H100

C5H100

C5H100

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CC1C(C)(C)O1

cc1(c)ccot

cc(c)c1cot

CCC(CO0)CO[0]

CCC(C)(CO0)O[0]

CC(CO0)C(C)O[0]

CC(CCO[0])CO0

CCC(C)(CO[0])00

CC(C(C)(C)00)0[0]

CC(C)(CCO[0])00

CC(CO[0])C(C)00

InChl=1S/C5H100/c1-4-5(2,3)6-4/h4H,1-
3H3

InChl=1S/C5H100/c1-5(2)3-4-6-5/h3-
4H2,1-2H3 E"

InChl=1S/C5H100/c1-4(2)5-3-6-5/h4-
5H,3H2,1-2H3

InChl=1S/C5H1104/c1-2-5(3-8-6)4-9- 7/h5°=\°
6H,2-4H2,1H3 ﬁ/\

InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-
6/h6H,3-4H2,1-2H3

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

InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-
6/h7H,3-4H2,1-2H3

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

0 /\H\::If
INChI=1S/C5H1104/c1-5(4-9-7)2-3-8- O, 0.
6/h5,7H,2-4H2,1H3 /\‘/\/

InChI=1S/C5H1104/c1-5(2,9-7)3-4-8- )
6/h7H,3-4H2,1-2H3 O XW o

INChl=1S/C5H1104/c1-4(3-8-6)5(2)9-7/h4-
5,7H,3H2,1-2H3 0 -



CC5H1000H-BO2

CC5H1000H-DO2

DC5H1000H-AO2

DC5H1000H-B0O2

DC5H1000H-C02

C5H9A-A,BOOH

C5H9A-A,COOH

C5H9A-A,DOOH

C5H9A-B,COOH

C5H9A-B,DOOH

C5H9A-C,DOOH

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CC(C(C)(C)O[0])00

CC(C)C(CO[0])00

CC(CCO0)CO[0]

CC(C)(CCO0)0[0]

CC(C)C(CO0)0[0]

CCC([CH2])(CO0)00

[CH2]C(CO0)C(C)00

[CH2]C(CCO0)CO0

CC(C([CH2])(C)00)00

[CH2]C(C)(CCO0)00

[CH2]C(C)C(CO0)00

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

7/h4,6H,1-3H3

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

5,7H,3H2,1-2H3

T

InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h5" - .

6H,2-4H2,1H3

InChl=1S/C5H1104/c1-5(2,9-7)3-4-8-
6/h6H,3-4H2,1-2H3

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

6H,3H2,1-2H3

InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-6/h6-

7H,2-4H2,1H3

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

7H,1,3H2,2H3

INChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h54-"

7H,1-4H2

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

InChl=1S/C5H1104/c1-5(2,9-7)3-4-8-6/h6-

7H,1,3-4H2,2H3

0

H*

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

7H,1,3H2,2H3
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C5H9B-A,AOOH

C5H9B-A,COOH

C5H9B-A,DOCH

C5H9B-C,DOOH

C5H9C-A,AOOH

C5H9C-A,BOOH

C5H9C-A,DOOH

C5H9C-B,DOOH

C5H9D-A,AO0H

C5H9D-A,BOOH

C5H9D-A,COOH

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CC[C](CO0)CO0

C[C](CO0)C(C)00

C[C](CCO0)CO0

C[C](C)C(CO0)00

C[CH]C(CO0)CO0

C[CHIC(C)(CO0)00

CC([CH]CO0)COO

CC(C)([CH]CO0)00

[CH2]CC(CO0)CO0

[CH2]CC(C)(CO0)00

CC(COO0)C([CH2])00

InChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h6-"

7H,2-4H2,1H3

InChl=1S/C5H1104/c1-4(3-8-6)5(2)9-7/h5.
7H,3H2,1-2H3

3

InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h6+-*

7H,2-4H2,1H3

InChl=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h5.
7H,3H2,1-2H3

InChl=1S/C5H1104/c1-2-5(3-8-6)4-9-
7/h2,5-7H,3-4H2,1H3

InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-
6/h3,6-7H,4H2,1-2H3

InChl=1S/C5H1104/c1-5(4-9-7)2-3-8-
6/h2,5-7H,3-4H2,1H3

InChl=1S/C5H1104/c1-5(2,9-7)3-4-8-
6/h3,6-7H,4H2,1-2H3

INChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h54 -7 ~o

7H,1-4H2

InChl=1S/C5H1104/c1-3-5(2,9-7)4-8-6/h6-
7H,1,3-4H2,2H3

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

=

!

SE

'
o

4
o

_‘l( I

:-\'..l"l
_\\I

s

‘\"I:I

)g\
kY
.\'. -]

-

!
<

\ 1]

<



C5H9D-B,COOH

C5H9A-AOOH

C5H9A-COOH

C5H9A-DOCH

C5H9B-AOOH

C5H9B-DOOH

C5H9C-AOOH

C5H9C-BOOH

C5H90A-AOOH-B

C5H90A-AOOH-C

C5H90A-AOOH-D

C5H1104

C5H1002

C5H1002

C5H1002

C5H1002

C5H1002

C5H1002

C5H1002

C5H1003

C5H1003

C5H1003

[CH2]C(C(C)(C)00)00

CCC(=C)CO0

C=C(C)C(C)00

C=C(C)CCO0

CC=C(C)CO0

CC(C)=CCO0

C=CC(C)CO0

C=CC(C)(C)00

CCC1(COC1)00

CC(C1COC1)00

C(CO0)C1COCH1

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

INChi=1S/C5H1002/c1-3-5(2)4-7-6/h6H,2- 0"
4H2.1H3 /Y\

INChI=1S/C5H1002/c1-4(2)5(3)7-6/h5-
6H,1H2,2-3H3 )

InChl=1S/C5H1002/c1-5(2)3-4-7-
6/h6H,1,3-4H2,2H3

InChl=1S/C5H1002/c1-5(2)3-4-7-
6/h3,6H,4H2,1-2H3

L
-
InChi=1S/C5H1002/c1-3-5(2)4-7- e .0
6/h3,6H,4H2,1-2H3
InChI=1S/C5H1002/c1-3-5(2)4-7-6/3 5 = o~
6H.1,4H2,2H3 A"/\

InChl=1S/C5H1002/c1-4-5(2,3)7- . H
6/h4,6H,1H2,2-3H3 I 07

InChl=1S/C5H10083/c1-2-5(8-6)3-7-4- .
5/h6H,2-4H2,1H3 i

InChl=1S/C5H1003/c1-4(8-6)5-2-7-3-5/h4. 'l
6H,2-3H2,1H3

InChl=1S/C5H1003/¢6-8-2-1-5-3-7-4-5/h5. 2
6H,1-4H2 /\/D
[+



C5H90A-BOOH-A

C5H90A-BOOH-C

C5H90A-BOOH-D

C5H90A-COOH-A

C5H90A-COOH-B

C5H90A-COOH-D

C5H90A-DOOH-A

C5H90A-DOOH-B

C5H90A-DOOH-C

C5H90B-COOH-A

C5H90B-COOH-D

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

CCC1(CO1)CO0

CC(C1(C)CO1)00

CC1(CCO0)CO1

CC1C(CO1)CO0

CC1C(C)(CO1)00

CC1C0OC1CO0

C1COCC1CO0

CC1(CCOC1)00

CC1C0OCC100

CC1C(C)(CO0)01

CC1(C)C(CO0)01

InChl=1S/C5H1003/c1-2-5(3-7-5)4-8-
6/h6H,2-4H2,1H3

INChI=1S/C5H1003/c1-4(8-6)5(2)3-7-
5/h4,6H,3H2,1-2H3

InChl=18/C5H1003/c1-5(4-7-5)2-3-8- o
6/h6H,2-4H2,1H3

InChl=1S/C5H1003/c1-4-5(2-7-4)3-8-6/h4-
6H,2-3H2,1H3

InChl=1S/C5H1003/c1-4-5(2,8-6)3-7-
4/h4,6H,3H2,1-2H3

InChl=1S/C5H1003/c1-4-2-7-5(4)3-8-6/h4-. 0
6H,2-3H2,1H3 /EK’,.
I Y

InChl=1S/C5H1003/c6-8-4-5-1-2-7-3-5/h5. P
6H,1-4H2 0

InChl=1S/C5H10083/c1-5(8-6)2-3-7-4-
5/h6H,2-4H2,1H3

e
[

InChl=1S/C5H1003/c1-4-2-7-3-5(4)8-6/h4-. 0
6H,2-3H2,1H3

InChl=1S/C5H1003/c1-4-5(2,8-4)3-7-
6/h4,6H,3H2,1-2H3

INChI=1S/C5H1003/c1-5(2)4(8-5)3-7- 0
6/h4,6H,3H2,1-2H3



C5H90B-DOOH-A

C5H90B-DOOH-C

C5H90C-DOOH-A

C5H90C-DOOH-B

CH3COCH20CH2CH2

IC5KETAA

IC5KETAB

IC5KETAC

IC5KETAD

IC5KETCA

IC5KETCB

C5H1003

C5H1003

C5H1003

C5H1003

C5H902

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

CC1(CCO1)CO0

CC1(C)C(CO1)00

CC(CO0)C1CO1

CC(C)(C1C01)00

[CH2]COCC(C)=0

CCC(C=0)CO0

CCC(C)(C=0)00

CC(C=0)C(C)00

CC(CCO0)C=0

CC(CO0)C(C)=0

CC(C(C)(C)00)=0

InChl=1S/C5H1003/c1-5(4-8-6)2-3-7-
5/h6H,2-4H2,1H3

INChI=1S/C5H1003/c1-5(2)4(8-6)3-7-
5/h4,6H,3H2,1-2H3 @

=]

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

6H,2-3H2,1H3 H'DKD

InChl=1S/C5H10083/c1-5(2,8-6)4-3-7- P
4/h4,6H,3H2,1-2H3 ~
Oy

INChI=1S/C5H902/c1-3-7-4-5(2)6/h1,3- \n/\c,f’“x-
4H2,2H3

InChl=1S/C5H1003/c1-2-5(3-6)4-8- )
7/h3,5,7H,2,4H2,1H3 O ﬁ/§
InChl=1S/C5H1003/c1-3-5(2,4-6)8- ;
7/h4,7H,3H2,1-2H3

LN o
INChI=1S/C5H1003/c1-4(3-6)5(2)8-7/h3- 1
5,7H,1-2H3 . ~OH

InChl=1S/C5H1003/c1-5(4-6)2-3-8-7/h4-
5,7H,2-3H2,1H3 L

InChl=1S/C5H1003/c1-4(3-8- 0
7)5(2)6/h4,7H,3H2,1-2H3 . /W)k
LN
L

INChl=1S/C5H1003/c1-4(6)5(2,3)8-
7/h7H,1-3H3



ICSKETCD C5H1003  CC(C)C(CO0)=0 INChI=1S/C5H1003/c1-4(2)5(6)3-8-
7/h4,7H,3H2,1-2H3

7/h3,5,7H,2,4H2,1H3

IC5KETDB C5H1003 CC(C)(CC=0)00 InChl=1S/C5H1003/c1-5(2,8-7)3-4-
6/h4,7H,3H2,1-2H3

IC5KETDA C5H1003 CC(CC=0)CO0O InChl=1S/C5H1003/c1-5(2-3-6)4-8- /\(V

ICSKETDC C5H1003  CC(C)C(C=0)00 INChI=1S/C5H1003/c1-4(2)5(3-6)8-7/h3- %\{)\
5,7H,1-2H3

ICSKETAAO C5H902  CCC(C=0)C[O] InChl=1S/C5H902/c1-2-5(3-6)4-
7/h3,5H,2,4H2,1H3

ICSKETABO C5H902  CCC(C)(C=0)[0] InChl=1S/C5H902/c1-3-5(2,7)4-

6/h4H,3H2,1-2H3 \)A

ICSKETACO C5H902  CC(C=0)C(C)[O] InChl=1S/C5H902/c1-4(3-6)5(2)7/h3-
5H,1-2H3

IC5KETADO C5H902 CC(CC[O])C=0 InChl=1S/C5H902/c1-5(4-7)2-3-6/h4-
5H,2-3H2,1H3

o

ICSKETCAO C5H902  CC(C[O])C(C)=0 INChl=1S/C5H902/c1-4(3-
6)5(2)7/h4H,3H2,1-2H3

ICSKETCBO C5H902  CC(C(C)(C)[0])=0 INChl=1S/C5H902/c1-4(6)5(2,3)7/h1-3H3

ICSKETCDO C5H902  CC(C)C(C[O])=0 InChl=1S/C5H902/c1-4(2)5(7)3-
6/h4H,3H2,1-2H3

o~
A
N



ICS5KETDAO

IC5KETDBO

ICS5KETDCO

AC5H100H

BC5H100H

CC5H100H

AO2C5H100H

BO2C5H100H

CO2C5H100H

IC3H5COCH3

IC3H5COCH2

C5H902

C5H902

C5H902

C5H110

C5H110

C5H110

C5H1103

C5H1103

C5H1103

C5H80

C5H70

CC(CC=0)C[O]

CC(C)(CC=0)[0]

CC(C)C(C=0)[0]

CCI[C](C)CO

C[CH]C(C)(C)O

CC(C)C([CH2])O

CCC(C)(CO)O[0]

CC(C(C)(C)O)[Q]

CC(C)C(CO[0])0

C=C(C)C(C)=0

C=C(C)C(=C)IQ]

InChl=1S/C5H902/c1-5(4-7)2-3-
6/h3,5H,2,4H2,1H3

INChl=1S/C5H902/c1-5(2,7)3-4- o
6/h4H,3H2,1-2H3 X“‘Iﬁ

InChl=1S/C5H902/c1-4(2)5(7)3-6/h3-
5H,1-2H3

InChl=1S/C5H110/c1-3-5(2)4-6/h6H,3-
4H2,1-2H3

InChl=1S/C5H110/c1-4-5(2,3)6/h4,6H,1-
3H3

InChI=1S/C5H110/c1-4(2)5(3)6/hd-
6H,3H2,1-2H3

InChl=1S/C5H1103/c1-3-5(2,4-6)8-
7/h6H,3-4H2,1-2H3

InChl=1S/C5H1103/c1-4(8-
7)5(2,3)6/h4,6H,1-3H3

InChl=1S/C5H1103/c1-4(2)5(6)3-8-7/h4-
6H,3H2,1-2H3 Ly

InChl=1S/C5H80/c1-4(2)5(3)6/h1H2,2-
3H3

S

InChl=1S/C5H70/c1-
4(2)5(3)6/h1,3H2,2H3



AC3H4COCH3

NEOC5H12

NEOC5H11

NEOC5H1102H

NEOC5H1102

NEOC5H110

NEOC5H1000H

NEO-C5H100

NEOC5H1000H-02

NEOC5H9Q2

NEOCSKET

C5H70

C5H12

C5H11

C5H1202

C5H1102

C5H110

C5H1102

C5H100

C5H1104

C5H1104

C5H1003

C=C([CH2])C(C)=0

cc(c)c)c

[CH2]C(C)(C)C

CC(C)(C)COO

CC(C)(C)CO[O]

CC(C)(C)CIO]

[CH2]C(C)(C)COO0

cc1(c)coct

CC(C)(CO0)CO[0]

[CH2]C(C)(CO0)CO0

CC(C)(C=0)CO0

InChl=1S/C5H70/c1-4(2)5(3)6/h1-
2H2,3H3

InChl=1S/C5H12/c1-5(2,3)4/h1-4H3

.
X

InChl=1S/C5H11/c1-5(2,3)4/h1H2,2-4H3 X

InChl=1S/C5H1202/c1-5(2,3)4-7-
6/h6H,4H2,1-3H3

InChl=1S/C5H1102/c1-5(2,3)4-7-
6/h4H2,1-3H3

InChl=18/C5H110/c1-5(2,3)4-6/h4H2,1-
3H3

InChl=1S/C5H1102/c1-5(2,3)4-7-
6/h6H,1,4H2,2-3H3

InChl=1S/C5H100/c1-5(2)3-6-4-5/h3-
4H2,1-2H3

InChl=1S/C5H1104/c1-5(2,3-8-6)4-9-
7/h6H,3-4H2,1-2H3

InChl=1S/C5H1104/c1-5(2,3-8-6)4-9-7/h6-

7H,1,3-4H2,2H3

InChl=1S/C5H1003/c1-5(2,3-6)4-8-
7/h3,7H,4H2,1-2H3



NEOC5KETOX

NEOCS5KEJOL

IC4H6Q2-11

NEOC5H90-00H

C5H10-1

C5H10-2

C5H81-3

C5H91-3

C5H91-4

C5H91-5

C5H92-4

C5H902

C5H902

C4H804

C5H1003

C5H10

C5H10

C5H8

C5H9

C5H9

C5H9

C5H9

CC(C)(C=0)C[O]

CC(C)(CO)[C]=0

C=C(CO0)CO0

CC1(COC1)CO0

C=CCcCC

CC=CCC

C=CC=CC

C=C[CH]CC

C=CC[CHIC

C=CCC[CH2]

CC=C[CH]C

InChl=1S/C5H902/c1-5(2,3-6)4-
7/h3H,4H2,1-2H3

7/h6H,3H2,1-2H3 o

InChl=1S8/C5H902/c1-5(2,3-6)4-
T

INChI=1S/CAH804/c1-4(2-7-5)3-8-6/5- -~ %
6H,1-3H2 w/\

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

5/h6H,2-4H2,1H3 P
4]

InChl=1S/C5H10/c1-3-5-4-2/h3H,1,4- ey
5H2,2H3

InChl=1S/C5H10/c1-3-5-4-2/h3,5H,4H2,1- ﬁf[)\
2H3

INChl=1S/C5H8/c1-3-5-4-2/h3- P
5H,1H2,2H3
InChl=1S/C5H9/c1-3-5-4- PN

2/h3,5H,1,4H2,2H3

INChl=1S/C5H9/c1-3-5-4-2/h3- PN
4H,1,5H2,2H3

INChl=1S/C5H9/c1-3-5-4-2/h3H,1-2,4-5H2 - ="~z

INChI=1S/C5H9/c1-3-5-4-2/h3-5H,1-2H3 &~



C5H92-5

C5H901-3

C5H902-4

BC5H10

CC5H10

CC5H9-A

CC5H9-B

AC5H90-C

CC5H90-B

AC5H10

AC5H9-A2

C5H9

C5H90

C5H90

C5H10

C5H10

C5H9

C5H9

C5H90

C5H90

C5H10

C5H9

[CH2]cC=CC

C=CC(CC)[0]

CC=CC(C)[O]

cc=c(c)c

c=cc(c)c

C=CC([CH2])C

C=C[C](C)C

C=C(C)C(C)IO]

C=CC(C)(C)IO]

CCC(=C)C

CCC(=C)[CH2]

InChl=1S/C5H9/c1-3-5-4-2/h4-
5H,1,3H2,2H3

B

InChl=1S/C5H90/c1-3-5(6)4-
2/h3,5H,1,4H2,2H3

/\_r./iu

InChl=1S/C5H90/c1-3-4-5(2)6/h3-5H,1- \]/‘K,-f"
2H3

e

InChl=1S/C5H10/c1-4-5(2)3/h4H,1-3H3 \{\
InChl=1S/C5H10/c1-4-5(2)3/h4-5H,1H2,2- T
3H3

InChl=1S/C5H9/c1-4-5(2)3/h4-5H,1- : T,
2H2,3H3 \r\
InChl=1S/C5H9/c1-4-5(2)3/h4H,1H2,2- \’/H\H
3H3

InChl=1S/C5H90/c1-4(2)5(3)6/h5H, 1H2,2- 0

3H3 \‘

InChl=1S/C5H90/c1-4-5(2,3)6/h4H,1H2,2-. S
3H3
o

InChl=1S/C5H10/c1-4-
5(2)3/h2,4H2,1,3H3

InChl=1S/C5H9/c1-4-5(2)3/h2-4H2,1H3 \’_r\



AC5H9-C

AC5H9-D

B2E2M10J

B13DE2M

B13DE2MJ

B12DE3M

B2E3M10J

TC4H8CHO

02C4H8CHO

02HC4H8CO

PC4H8CHO-102

C5H9

C5H9

C5H90

C5H8

C5H7

C5H8

C5H90

C5H90

C5H903

C5H903

C5H903

C[CHIC(=C)C

[CH2]CC(=C)C

CC=C(C)C[O]

C=CC(=C)C

C=CC(=C)[CH2]

[CHZ]=[C]=[C](C)C

CC(C)=CC[O]

[CH2]C(C)(C)C=0

CC(C)(C=0)CO[0]

CC(C)([C]=0)CO0

CCCC(O[0])C(=0

InChl=1S/C5H9/c1-4-
5(2)3/h4H,2H2,1,3H3

INChI=1S/C5H9/c1-4-5(2)3/h1-2,4H2,3H3 \H/‘\

InChl=1S/C5H90/c1-3-5(2)4-6/h3H,4H2,1- /\r/““x_
2H3

InChl=1S/C5H8/c1-4-5(2)3/h4H,1- S
2H2,3H3

InChl=1S/C5H8/c1-4-5(2)3/h1H2,2-3H3

InChl=1S/C5H7/c1-4-5(2)3/h4H,1-3H2 \’_r‘“\a_

InChl=1S/C5H90/c1-5(2)3-4-6/h3H,4H2,1-
2H3

InChl=1S/C5H90/c1-5(2,3)4-6/h4H,1H2,2-
3H3

InChl=1S/C5H903/c1-5(2,3-6)4-8-
7/h3H,4H2,1-2H3

InChl=1S/C5H903/c1-5(2,3-6)4-8-
7/h7H,4H2,1-2H3

InChl=1S/C5H903/c1-2-3-5(4-6)8-7/h4-
5H,2-3H2,1H3

~
X
O
SO
A



PC4H8CHO-202

PC4H8CHO-302

PC4H8CHO-402

C4H7CHO-2

C4H7CHO-3

C4H7CHO-4

NC3H7COCH3

C2H5COC2H5

NC3H7COCH2

CH3CH2CHCOCH3

CH3CHCH2COCH3

C5H903

C5H903

C5H903

C5H80

C5H80

C5H80

C5H100

C5H100

C5H90

C5H90

C5H90

CCC(O[0])CC(=0)

CC(O[0])CCC(=0)

C(O[0])CCCC(=0)

CCC=CC(=0)

CC=CCC(=0)

C=CCCC(=0)

cc(=0)cce

CCC(=0)CC

[CH2]C(=0)CCC

CC(=0)[CH]CC

CC(=0)C[CHIC

InChl=1S/C5H903/c1-2-5(8-7)3-4-6/h4-
5H,2-3H2,1H3 W

InChl=1S/C5H903/c1-5(8-7)3-2-4-6/h4-

5H,2-3H2,1H3 -:;C\(-\/}\

InChl=1S/C5H903/c6-4-2-1-3-5-8- e
7/h4H,1-3,5H2

InChl=1S/C5H80/c1-2-3-4-5-6/h3-
5H,2H2,1H3

?

InChl=1S/C5H80/c1-2-3-4-5-6/h2- 0 e
3,5H,4H2,1H3 w

InChl=1S/C5H80/c1-2-3-4-5-6/h2,5H,1,3- M
4H2 1
InChI=1S/CSH100/c1-3-4-5(2)6/h3-4H2,1a\n/‘\/
2H3 |

InChl=1 S/CSH100/c1-3-5(6)4-2/h3-4H2,1w/’\”/‘\
2H3

InChl=1S/C5H90/c1-3-4-5(2)6/h2-
4H2,1H3

InChl=1S/C5H90/c1-3-4-5(2)6/h3H,4H2,1-.
2H3

InChl=18/C5H90/c1-3-4-5(2)6/h4H,3H2,1 Y\/
2H3



CH2CH2CH2COCH3

CH2CH2COC2H5

CH3CHCOC2H5

NC520NEO2-3

NC520NEO2-4

NC520NEO2-5

NC530NEO2-1

NC530NEO2-2

NC520NE-3

NC520NE-4

NC530NE-1

C5H90

C5H90

C5H90

C5H903

C5H903

C5H903

C5H903

C5H903

C5H80

C5H80

C5H80

CC(=0)CC[CH2]

[CH2]CC(=0)CC

C[CHIC(=0)CC

CC(=0)C(0[0])CC

CC(=0)CC(O[0])C

CC(=0)CCC(0[0])

C(O[0])CC(=0)CC

CC(O[0])C(=0)CC

CC(=0)c=CC

CC(=0)CC=C

C=CC(=0)CC

InChl=1S/C5H90/c1-3-4-5(2)6/h1,3-
4H2,2H3

InChl=1S/C5H90/c1-3-5(6)4-2/h1,3-
4H2,2H3

InChl=1S/C5H90/c1-3-5(6)4-2/h3H,4H2,1-

2H3

InChl=1S/C5H903/c1-3-5(8-
7)4(2)6/h5H,3H2,1-2H3

InChl=1S/C5H903/c1-4(6)3-5(2)8-
7/h5H,3H2,1-2H3

InChl=1S/C5H903/c1-5(6)3-2-4-8-7/h2-
4H2,1H3

InChl=1S/C5H903/c1-2-5(6)3-4-8-7/h2-
4H2,1H3

InChI=1S/C5H903/c1-3-5(6)4(2)8-
7/h4H,3H2,1-2H3

InChl=1S/C5H80/c1-3-4-5(2)6/h3-4H,1-
2H3

InChl=1S/C5H80/c1-3-4-
5(2)6/h3H,1,4H2,2H3

InChl=1S/C5H80/c1-3-5(6)4-
2/h3H,1,4H2,2H3
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NC5H110H

C5H100H11

C5H100H12

C5H100H13

C5H100H14

C5H100H15

C5H100H-102

C5H100H-202

C5H100H-302

C5H100H-402

C5H100H-502

C5H120

C5H110

C5H110

C5H110

C5H110

C5H110

C5H1103

C5H1103

C5H1103

C5H1103

C5H1103

CCCCC(OH)

CCCCICH](OH)

CCCI[CH]CO

CC[CH]CC(OH)

C[CH]CCC(OH)

[CH2]CCCC(OH)

CCCCC(OH)(0[0])

CCCC(O[0])C(OH)

CCC(O[O])CC(OH)

CC(O[0])CCC(OH)

C(O[O])CCCC(OH)

InChl=1S/C5H120/c1-2-3-4-5-6/h6H,2-
5H2,1H3

InChl=1S/C5H110/c1-2-3-4-5-6/h5-6H,2-
4H2,1H3

InChl=1S/C5H110/c1-2-3-4-5-6/h4,6H,2-
3,5H2,1H3

InChl=1S/C5H110/c1-2-3-4-5-6/h3,6H,2,4-

5H2,1H3

InChl=1S/C5H110/c1-2-3-4-5-6/h2,6H,3-
5H2,1H3

InChl=1S/C5H110/c1-2-3-4-5-6/h6H,1-
5H2

InChl=1S/C5H1103/c1-2-3-4-5(6)8-7/h5-
6H,2-4H2,1H3

InChl=1S/C5H1103/c1-2-3-5(4-6)8-7/h5-
6H,2-4H2,1H3

InChl=1S/C5H1103/c1-2-5(8-7)3-4-6/h5-
6H,2-4H2,1H3

InChl=1S/C5H1103/c1-5(8-7)3-2-4-6/h5-
6H,2-4H2,1H3

InChl=1S/C5H1103/c6-4-2-1-3-5-8-
7/h6H,1-5H2

-Q’W

'S'WI



C5H90H1-1

C5H90H1-2

C5H90H1-3

C5H90H1-4

NC6H14

C6H13-1

C6H13-2

C6H13-3

C6H1300H-1

C6H1300H-2

C6H1300H-3

C5H100

C5H100

C5H100

C5H100

C6H14

C6H13

C6H13

C6H13

C6H1402

C6H1402

C6H1402

CCCC=C(OH)

CCC=CC(OH)

CC=CCC(OH)

C=CCCC(OH)

CCCcCcCcC

[CH2]cccce

C[CH]CCCC

CC[CH]CCC

C(00)CCCCC

CC(00)CCCC

CCC(00)CCC

InChl=18/C5H100/c1-2-3-4-5-6/h4-6H,2-
3H2,1H3

?

InChl=18/C5H100/c1-2-3-4-5-6/h3- “ W

4,6H,2,5H2,1H3

InChl=18/C5H100/c1-2-3-4-5-6/h2- - MW
3,6H,4-5H2,1H3 '

InChl=1S/C5H100/c1-2-3-4-5-6/n2,6H,1,3:"- T
5H2

INChI=1S/C6H14/c1-3-5-6-4-2/h3-6H2,1- -~ e
2H3

InChl=1S/C6H13/c1-3-5-6-4-2/h1,3- B N
6H2,2H3

InChl=1S/C6H13/c1-3-5-6-4-2/h3H,4- W
6H2,1-2H3

InChl=1S/C6H13/c1-3-5-6-4-2/h5H,3- P
4,6H2,1-2H3

InChl=1S/C6H1402/c1-2-3-4-5-6-8- P
7/h7H,2-6H2,1H3

INChl=1S/C6H1402/c1-3-4-5-6(2)8-7/h6- H.. .-
7H,3-5H2,1-2H3 ¢ \(\/\

INChl=1S/C6H1402/c1-3-5-6(4-2)8-7/h6- O
7H,3-5H2,1-2H3 \/j/



C6H1302-1

C6H1302-2

C6H1302-3

C6H130-1

C6H130-2

C6H130-3

C6H1200H1-2

C6H1200H1-3

C6H1200H1-4

C6H1200H1-5

C6H1200H2-1

C6H1302

C6H1302

C6H1302

C6H130

C6H130

C6H130

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

c(o[o])cceece

CC(O[0])CCCC

CCC(O[0])CCC

c(o)cecee

cc([o)ccece

cce(o)cee

C(OO)[CH]CCCC

C(O0)C[CH]CCC

C(O0)CC[CHICC

C(OO)CCCICHIC

[CH2]C(00)CCCC

InChl=1S/C6H1302/c1-2-3-4-5-6-8-7/h2- ““ o~~~ -~~~

6H2,1H3

InChl=1S/C6H1302/c1-3-4-5-6(2)8-

7/h6H,3-5H2,1-2H3

InChl=1S/C6H1302/c1-3-5-6(4-2)8-

7/h6H,3-5H2,1-2H3

InChl=1S/C6H130/c1-2-3-4-5-6-7/h2-

6H2,1H3

InChl=1S/C6H130/c1-3-4-5-6(2)7/h6H,3-

5H2,1-2H3

InChl=1S/C6H130/c1-3-5-6(7)4-2/h6H,3-

5H2,1-2H3

InChl=1S/C6H1302/c1-2-3-4-5-6-8
7/h5,7H,2-4,6H2,1H3

InChl=1S/C6H1302/c1-2-3-4-5-6-8
7/h4,7H,2-3,5-6H2,1H3

InChl=1S/C6H1302/c1-2-3-4-5-6-8
7/h3,7H,2,4-6H2,1H3

InChl=1S/C6H1302/c1-2-3-4-5-6-8

7/h2,7H,3-6H2,1H3

InChl=1S/C6H1302/c1-3-4-5-6(2)8-7/h6-

7H,2-5H2,1H3
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C6H1200H2-3

C6H1200H2-4

C6H1200H2-5

C6H1200H2-6

C6H1200H3-1

C6H1200H3-2

C6H1200H3-4

C6H1200H3-5

C6H1200H3-6

C6H1201-2

C6H1201-3

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H120

C6H120

CC(OO0)[CH]CCC

CC(O0)C[CH]CC

CC(00)CCICHIC

CC(00)CCC[CH2]

[CH2]CC(00)CCC

C[CH]C(00)CCC

CCC(O0)[CH]CC

CCC(OO)C[CHIC

CCC(00)CC[CH2]

c1c(01)ccce

C1CC(01)CCC

IR

InChl=1S/C6H1302/c1-3-4-5-6(2)8-7/h5- H__ .-"
7H,3-4H2,1-2H3

InChl=1S/C6H1302/c1 -3-4-5-6(2)8-7/h4,64-|_I:| -
7H,3,5H2,1-2H3

InChl=1S/C6H1302/c1-3-4-5-6(2)8-7/h3,6H 0 -0
7H,4-5H2,1-2H3

InChl=1S/C6H1302/c1-3-4-5-6(2)8-7/h6- Hep -
7H,1,3-5H2,2H3

o

InChl=18/C6H1302/c1-3-5-6(4-2)8-7/h6-
7H,2-5H2,1H3

!
o

o

InChl=1S/C6H1302/c1-3-5-6(4-2)8-7/h4,6-
7H,3,5H2,1-2H3

!
o

InChl=1S/C6H1302/c1-3-5-6(4-2)8-7/h5-
7H,3-4H2,1-2H3

o

InChl=1S/C6H1302/c1-3-5-6(4-2)8-7/h3,6-
7H,4-5H2,1-2H3

!
o

InChl=1S/C6H1302/c1-3-5-6(4-2)8-7/h6-
7H,1,3-5H2,2H3

N

SERENEN AN

InChl=1S/C6H120/c1-2-3-4-6-5-7-
6/h6H,2-5H2,1H3

i

InChl=1S/C6H120/c1-2-3-6-4-5-7-
6/h6H,2-5H2,1H3

/\P.



C6H1201-4 C6H120 C1CCc(o1)cC InChl=1S/C6H120/c1-2-6-4-3-5-7-
6/h6H,2-5H2,1H3

C6H1201-5 C6H120 C1CCCC(01)C InChl=1S/C6H120/c1-6-4-2-3-5-7-
6/h6H,2-5H2,1H3

C6H1202-3 C6H120 CC1C(01)CCC InChl=1S/C6H120/c1-3-4-6-5(2)7-6/h5-
6H,3-4H2,1-2H3

C6H1202-4 C6H120 CC1Cc(o1)cc InChl=1S/C6H120/c1-3-6-4-5(2)7-6/h5-
6H,3-4H2,1-2H3

C6H1202-5 C6H120 CC1CCC(01)C InChl=1S/C6H120/c1-5-3-4-6(2)7-5/h5-
6H,3-4H2,1-2H3

C6H1203-4 C6H120 CCc1c(o1)cec InChl=1S/C6H120/c1-3-5-6(4-2)7-5/h5-
6H,3-4H2,1-2H3

o

C6H1200H1-202 C6H1304  C(00)C(O[O])CCCC INChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9-

IR RSN

D.—-"
7/h6-7H,2-5H2,1H3
0 -
C6H1200H1-302 C6H1304  C(0O0)CC(O[O])CCC INChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9- O oM
7/h6-7H,2-5H2,1H3 \/\T/\/
o

C6H1200H1-402 C6H1304  C(0O0)CCC(O[O])CC INChI=1S/C6H1304/c1-2-6(10-8)4-3-5-9- -

7/h6-TH,2-5H2,1H3
C6H1200H1-502 C6H1304  C(00)CCCC(O[O])C InChl=1S/C6H1304/c1-6(10-8)4-2-3-5-9- = -0 0. M
7/h6-7H,2-5H2,1H3 \(\/\/

C6H1200H2-102 C6H1304  C(O[O])C(00)CCCC InChi=1S/C6H1304/c1-2-3-4-6(10-8)5-9- O~ _
7/h6,8H,2-5H2, 1H3 /\T/\'/\
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C6H1200H2-302

C6H1200H2-402

C6H1200H2-502

C6H1200H2-602

C6H1200H3-102

C6H1200H3-202

C6H1200H3-402

C6H1200H3-502

C6H1200H3-602

C6H11-1D300H

C6H11-1D400OH

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1202

C6H1202

CC(00)C(O[0])CCC

CC(00)CC(0[0])CC

CC(00)CCC(O[0])C

CC(00)CCCC(0[0])

C(O[0])CC(00)CCC

CC(0[0])C(00)CCC

CCC(00)C(0[0])CC

CCC(00)CC(O[0])C

CCC(00)CCC(0[0])

C=CC(00)CCC

C=CCC(00)CC

InChl=1S/C6H1304/c1-3-4-6(10-8)5(2)9-

7/h5-7H,3-4H2,1-2H3 ~— o,
INChI=1S/C6H1304/c1-3-6(10-8)4-5(2)9- »  _-° 0
7/h5-7H,3-4H2,1-2H3 ﬂ
InChI=1S/C6H1304/c1-5(9-7)3-4-6(2)10-

8/h5-7H,3-4H2,1-2H3 m____c\( s

InChI=1S/C6H1304/c1-6(10-8)4-2-3-5-9- 1 -
7/h6,8H,2-5H2, 1H3 \(\/\/

INChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9- . -0 0
7/h6,8H,2-5H2, 1H3 ¢ QN

INChI=1S/C6H1304/c1-3-4-6(10-8)5(2)9- )
7/h5-6,8H,3-4H2,1-2H3 - 0=
INChl=1S/C6H1304/c1-3-5(9-7)6(4-2)10-
8/h5-7H,3-4H2,1-2H3 .
o o~

InChl=1S/C6H1304/c1-3-6(10-8)4-5(2)9- . _." C
7/h5-6,8H,3-4H2,1-2H3 ;]/_Y

InChl=1S/C6H1304/c1-2-6(10-8)4-3-5-0- 1. " ,
7/h6,8H,2-5H2, 1H3 ;]/_\A

INChl=1S/C6H1202/c1-3-5-6(4-2)8-7/h4,6. Oy
7H,2-3,5H2,1H3 \/:[/

-’_f'-'
INChl=1S/C6H1202/c1-3-5-6(4-2)8-7/h3 641 " _
7H.1,4-5H2,2H3



C6H11-1D500H

C6H11-1D600OH

C6H11-2D100H

C6H11-2D400H

C6H11-2D500H

C6H11-2D600H

C6H11-3D100H

C6H11-3D200H

CeH11Q12-3

C6H11Q12-4

CeH11Q12-5

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1304

C6H1304

C6H1304

C=CCCC(00)C

C=CCCCC(00)

C(00)C=CCCC

CC=CC(00)CC

CC=CCC(00)C

CC=CCCC(00)

C(00)CC=CCC

CC(00)C=CCC

C(O0)C(0O0)[CHICCC

C(00)C(00)C[CH]CC

C(O0)C(O0)CC[CHIC

InChl=1S/C6H1202/c1-3-4-5-6(2)8-7/3,64. -
7H,1,4-5H2,2H3 M

InChl=18/C6H1202/c1-2-3-4-5-6-8-

".HCW
7/h2,7H,1,3-6H2

INChI=1S/C6H1202/c1-2-3-4-5-6-8-T/d- -~~~ -

5,7H,2-3,6H2,1H3

7H,4H2,1-2H3

= 4]
InChl=18/C6H1202/c1-3-5-6(4-2)8-7/h3,5H . J/W

InChl=1S/C6H1202/c1-3-4-5-6(2)8-7/h3-
4,6-7H,5H2,1-2H3

InChl=1S/C6H1202/c1-2-3-4-5-6-8-7/h2- ;-7 “n’%’ﬁ\\
3,7H,4-6H2,1H3

INChI=1S/C6H1202/c1-2-3-4-5-6-8-7/3- -~ _ &~~~ -
4,7H,2,5-6H2,1H3 '

InChi=1S/C6H1202/c1-3-4-5-6(2)8-7/d- H., -

7H,3H2,1-2H3 W/Q\‘/\
InChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9- o~ H
7/h4 6-8H,2-3,5H2,1H3 /\/\T/\
InChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9- -0
7/h3,6-8H,2,4-5H2,1H3 /\/\T/\

InChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9- -0
7/h2,6-8H,3-5H2,1H3 /\/\T/\



C6H11Q12-6

C6H11Q13-2

C6H11Q13-4

C6H11Q13-5

C6H11Q13-6

C6H11Q14-2

C6H11Q14-3

C6H11Q14-5

C6H11Q14-6

C6H11Q15-2

C6H11Q15-3

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C(O0)C(00)CCCI[CH2]

C(O0)[CH]C(00)CCC

C(O0)CC(O0)[CH]CC

C(O0)CC(O0)C[CHIC

C(O0)CC(O0)CC[CH2]

C(O0)[CH]CC(00)CC

C(O0)C[CH]C(00)CC

C(O0)CCC(OO)CHIC

C(O0)CCC(00)C[CH2]

C(O0)[CH]CCC(00)C

C(O0)C[CHICC(00)C

InChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9- .

7/h6-8H,1-5H2

InChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9-
7/h4,6-8H,2-3,5H2,1H3

InChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9-
7/h3,6-8H,2,4-5H2,1H3

InChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9-
7/h2,6-8H,3-5H2,1H3

InChl=1S/C6H1304/c1-2-3-6(10-8)4-5-9-
7/h6-8H,1-5H2

InChl=1S/C6H1304/c1-2-6(10-8)4-3-5-9-
7/h3,6-8H,2,4-5H2,1H3

InChl=1S/C6H1304/c1-2-6(10-8)4-3-5-9-
7/h4,6-8H,2-3,5H2,1H3

InChl=1S/C6H1304/c1-2-6(10-8)4-3-5-9-
7/h2,6-8H,3-5H2,1H3

InChl=1S/C6H1304/c1-2-6(10-8)4-3-5-9-
7/h6-8H,1-5H2

InChl=1S/C6H1304/c1-6(10-8)4-2-3-5-9- H.g -

7/h3,6-8H,2,4-5H2,1H3

InChl=1S/C6H1304/c1-6(10-8)4-2-3-5-9- H._.-¥

7/h2,6-8H,3-5H2,1H3
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C6H11Q15-4 C6H1304  C(OO)CCI[CH]C(00)C INChl=1S/C6H1304/c1-6(10-8)4-2-3-5-9- H._ -0
7/h4,6-8H,2-3,5H2,1H3

C6H11Q15-6 C6H1304 C(OO)CCCC(OO0)[CHZ] InChl=1S/C6H1304/c1-6(10-8)4-2-3-5-9- H,_.-"
7/h6-8H,1-5H2

C6H11Q23-1 C6H1304 [CH2]C(OO)C(O0)CCC  InChl=1S/C6H1304/c1-3-4-6(10-8)5(2)9-
7/h5-8H,2-4H2,1H3

o
%
‘\_si

C6H11Q23-4 C6H1304 CC(O0)C(0O0)CH]CC INChI=1S/C6H1304/c1-3-4-6(10-8)5(2)9-
7/h4-8H,3H2,1-2H3

C6H11Q23-5 C6H1304  CC(OO)C(O0)C[CHIC INChI=1S/C6H1304/c1-3-4-6(10-8)5(2)9-
7/h3,5-8H,4H2,1-2H3

o
,

A cd

C6H11Q23-6 C6H1304 CC(OO)C(OO)CCICH2]  INChI=1S/C6H1304/c1-3-4-6(10-8)5(2)9-
7/h5-8H,1,3-4H2,2H3

L=
%
"\_S:

C6H11Q24-1 C6H1304 [CH2]C(OO)CC(OO)CC  InChl=1S/C6H1304/c1-3-6(10-8)4-5(2)9-
7/h5-8H,2-4H2,1H3

!

C6H11Q24-3 C6H1304  CC(OO)[CH]C(O0)CC INChI=1S/C6H1304/c1-3-6(10-8)4-5(2)9-
7/h4-8H,3H2,1-2H3

[=]

C6H11Q24-5 C6H1304 CC(OO)CC(OO)[CHIC INChI=1S/C6H1304/c1-3-6(10-8)4-5(2)9-
7/h3,5-8H,4H2,1-2H3

-
!

el

L=

C6H11Q24-6 C6H1304 CC(OO)CC(OO)C[CH2]  InChI=1S/C6H1304/c1-3-6(10-8)4-5(2)9-
7/h5-8H,1,3-4H2,2H3

C6H11Q25-1 C6H1304 [CH2]C(OO)CCC(O0)C  InChl=1S/C6H1304/c1-5(9-7)3-4-6(2)10-
8/h5-8H,1,3-4H2,2H3 L

L=

L=

o

K

!

o
I'4
=

L=

13



C6H11Q25-3

C6H11Q34-1

C6H11Q34-2

C6KET12

C6KET13

C6KET14

C6KET15

C6KET21

C6KET23

C6KET24

C6KET25

C6H1304

C6H1304

C6H1304

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

CC(00)[CH]CC(00)C

[CH2]CC(00)C(00)CC

C[CH]C(00)C(00)CC

C(=0)C(00)CCCC

C(=0)CC(00)CCC

C(=0)CCC(00)CC

C(=0)CCCC(00)C

C(00)C(=0)CCCC

CC(=0)C(00)CCC

CC(=0)CC(00)CC

CC(=0)CCC(00)C

InChl=1S/C6H1304/c1-5(9-7)3-4-6(2)10-
8/h3,5-8H,4H2,1-2H3

InChl=1S/C6H1304/c1-3-5(9-7)6(4-2)10-
8/h5-8H,1,3-4H2,2H3

InChl=1S/C6H1304/c1-3-5(9-7)6(4-2)10-
8/h3,5-8H,4H2,1-2H3

InChl=1S/C6H1203/c1-2-3-4-6(5-7)9-8/h5.

6,8H,2-4H2,1H3 /\Mc

o -
INChl=1S/C6H1203/c1-2-3-6(9-8)4-5-7/h5:_ .0 .
6,8H,2-4H2,1H3 PN
CJ/\A

InChl=1S/C6H1203/c1-2-6(9-8)4-3-5-7/h5.
6,8H,2-4H2,1H3 N

o

InChl=1S/C6H1203/c1 -6(9-8)4-2-3-5-7/h5¢-|_I:| -
6,8H,2-4H2,1H3 \(\/\r

InChl=1S/C6H1203/c1-2-3-4-6(7)5-9- 5
8/h8H 2-5H2, 1H3 W

InChl=1S/C6H1203/c1-3-4-6(9-

o]
8)5(2)7/h6,8H,3-4H2,1-2H3 . ,c:P,L

InChl=1S/C6H1203/c1-3-6(9-8)4- et

5(2)7/h6,8H,3-4H2,1-2H3
InChI=1S/C6H1203/c1-5(7)3-4-6(2)9-

8/h6,8H,3-4H2,1-2H3 L0 \(\)k



C6KET26

C6KET31

C6KET32

C6KET34

C6KET35

C6KET36

C5H91-1

C6H11012-300H

C6H11012-400H

C6H11012-500H

C6H11012-600H

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C5H9

C6H1203

C6H1203

C6H1203

C6H1203

CC(=0)CCCC(00)

C(00)CC(=0)CCC

CC(00)C(=0)CCC

CCC(=0)C(00)CC

CCC(=0)CC(00)C

CCC(=0)CCC(00)

CCCC=[CH]

C1C(01)C(00)CCC

C1C(01)CC(00)CC

C1C(01)CCC(00)C

C1C(01)CCCC(00)

InChl=1S/C6H1203/c1-6(7)4-2-3-5-9-
8/h8H,2-5H2,1H3

InChl=1S/C6H1203/c1-2-3-6(7)4-5-9-
8/h8H,2-5H2,1H3

INChI=1S/C6H1203/c1-3-4-6(7)5(2)9-
8/h5,8H,3-4H2,1-2H3

INChI=1S/C6H1203/c1-3-5(7)6(4-2)9-
8/h6,8H,3-4H2,1-2H3

INChl=1S/C6H1203/c1-3-6(7)4-5(2)9-
8/h5,8H,3-4H2,1-2H3

InChl=1S/C6H1203/c1-2-6(7)4-3-5-9-
8/h8H,2-5H2,1H3

InChl=1S/C5H9/c1-3-5-4-2/h1,3H,4-
5H2,2H3

InChl=1S/C6H1203/c1-2-3-5(9-7)6-4-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-2-5(9-7)3-6-4-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-5(9-7)2-3-6-4-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c7-9-4-2-1-3-6-5-8-
6/h6-7H,1-5H2



C6H11013-200H

C6H11013-400H

C6H11013-500H

C6H11013-600H

C6H11014-200H

C6H11014-300H

C6H11014-500H

C6H11014-600H

C6H11015-200H

C6H11015-300H

C6H11015-400H

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C1C(00)C(01)CCC

C1CC(01)C(00)CC

C1CC(01)CC(00)C

C1CC(01)CCC(00)

C1C(00)CC(01)CC

C1CC(00)C(01)CC

C1CCC(01)C(00)C

C1CCC(01)CC(00)

C1C(00)CCC(01)C

C1CC(00)CC(01)C

C1CCC(00)C(01)C

InChl=1S/C6H1203/c1-2-3-5-6(9-7)4-8-
5/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-2-5(9-7)6-3-4-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-5(9-7)4-6-2-3-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c7-9-4-1-2-6-3-5-8-
6/h6-7H,1-5H2

InChl=1S/C6H1203/c1-2-5-3-6(9-7)4-8-
5/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-2-5-6(9-7)3-4-8-
5/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-5(9-7)6-3-2-4-8-
6/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c7-9-5-3-6-2-1-4-8-
6/h6-7H,1-5H2

InChl=1S/C6H1203/c1-5-2-3-6(9-7)4-8-
5/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-5-4-6(9-7)2-3-8-
5/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-5-6(9-7)3-2-4-8-
5/h5-7H,2-4H2,1H3
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C6H11015-600H

C6H11023-100H

C6H11023-400H

C6H11023-500H

C6H11023-600H

C6H11024-100H

C6H11024-300H

C6H11024-500H

C6H11024-600H

C6H11025-100H

C6H11025-300H

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C6H1203

C1CCCC(01)C(00)

C(00)C1C(01)CCC

CC1C(01)C(00)CC

CC1C(01)CC(00)C

CC1C(01)CCC(00)

C(00)C1CC(01)CC

CC1C(00)C(01)CC

CC1CC(01)C(00)C

CC1CC(01)CC(00)

C(00)C1CCC(01)C

CC1C(00)CC(01)C

InChl=1S/C6H1203/c7-9-5-6-3-1-2-4-8-
6/h6-7H,1-5H2

InChl=1S/C6H1203/c1-2-3-5-6(9-5)4-8-
7/h5-7TH,2-4H2,1H3

InChl=1S/C6H1203/c1-3-5(9-7)6-4(2)8-
6/h4-7H,3H2,1-2H3

InChl=1S/C6H1203/c1-4(9-7)3-6-5(2)8-
6/h4-7H,3H2,1-2H3

InChl=1S/C6H1203/c1-5-6(9-5)3-2-4-8-
7/h5-7TH,2-4H2,1H3

InChl=1S/C6H1203/c1-2-5-3-6(9-5)4-8-
7/h5-7TH,2-4H2,1H3

InChl=1S/C6H1203/c1-3-5-6(9-7)4(2)8-
5/h4-7H,3H2,1-2H3

InChl=1S/C6H1203/c1-4-3-6(8-4)5(2)9-
7/h4-7H,3H2,1-2H3

InChl=1S/C6H1203/c1-5-4-6(9-5)2-3-8-
7/h5-7TH,2-4H2,1H3

InChl=1S/C6H1203/c1-5-2-3-6(9-5)4-8-
7/h5-7H,2-4H2,1H3

InChl=1S/C6H1203/c1-4-3-6(9-7)5(2)8-
4/h4-7H,3H2,1-2H3



C6H11034-100H

C6H11034-200H

C4H7012-4

C4H7013-4

C4H7023-1

C5H9012-5

C5H9013-5

C5H9014-5

C5H9023-1

C5H9023-5

C5H9024-1

C6H1203

C6H1203

C4H70

C4H70

C4H70

C5H90

C5H90

C5H90

C5H90

C5H90

C5H90

C(00)CC1C(01)CC

CC(00)C1C(01)CC

C1C(0O1)C[CH2]

C1CC(01)[CH2]

CC1C(01)[CH2]

C1C(01)CC[CH2]

C1CC(01)C[CH2]

C1CCC(O1)[CH2]

CCC1C(01)[CH2]

[CH2]CC1C(01)C

[CH2]C1CC(01)C

InChl=1S/C6H1203/c1-2-5-6(9-5)3-4-8- l

7/n5-TH,2-4H2,1H3 H'”xD/\\/L\\\/

InChl=1S/C6H1203/c1-3-5-6(8-5)4(2)9-
7/h4-7H,3H2,1-2H3 0

InChl=1S/C4H70/c1-2-4-3-5-4/h4H,1-3H2

&

InChl=1S/C4H70/c1-4-2-3-5-4/h4H,1-3H2 "

InChl=1S/C4H70/c1-3-4(2)5-3/h3-
4H,1H2,2H3

InChl=1S/C5H90/c1-2-3-5-4-6-5/h5H,1-
4H2

INChl=1S/C5H90/c1-2-5-3-4-6-5/h5H, 1-
4H2

INChl=1S/C5H90/c1-5-3-2-4-6-5/h5H, 1-
4H2

InChl=1S/C5H90/c1-3-5-4(2)6-5/h4-5H,2-
3H2,1H3

InChl=1S/C5H90/c1-3-5-4(2)6-5/h4-
5H,1,3H2,2H3

InChl=1S/C5H90/c1-4-3-5(2)6-4/h4-
5H,1,3H2,2H3



AC3H5CHO

PC4H9CO

C6KET120

C6KET130

C6KET140

C6KET150

C6KET210

C6KET230

C6KET240

C6KET250

C6KET260

C4H60

C5H90

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C=CCC=0

CCCC[C]=0

C(=0)C([0])CCCC

C(=0)CC([0])CCC

C(=0)CCC([0])CC

C(=0)CCCC([0])C

C([0])C(=0)CCCC

CC(=0)C([0])CCC

CC(=0)CC([0])CC

CC(=0)CCC([0])C

CC(=0)CCCC([0])

InChl=1S/C4H60/c1-2-3-4-5/h2,4H,1,3H2 ':'W/

InChl=1S/C5H90/c1-2-3-4-5-6/h2- B :

4H2,1H3

InChl=1S/C6H1102/c1-2-3-4-6(8)5-7/h5-

6H,2-4H2,1H3 /M

InChl=1S/C6H1102/c1-2-3-6(8)4-5-7/h5- D

6H,2-4H2,1H3 \W
o

InChl=1S/C6H1102/c1-2-6(8)4-3-5-7/h5-

6H,2-4H2,1H3 WC
Q Q
YV\‘/

InChl=1S/C6H1102/c1-6(8)4-2-3-5-7/h5-
6H,2-4H2,1H3

InChl=18/C6H1102/c1-2-3-4-6(8)5-7/h2-
5H2,1H3

InChl=1S/C6H1102/c1-3-6(8)4-
5(2)7/h6H,3-4H2,1-2H3

"o ’\”/\/\
0
InChl=1S/C6H1102/c1-3-4- o
6(8)5(2)7/h6H,3-4H2,1-2H3 \/\J\
o

InChl=1S/C6H1102/c1-5(7)3-4-
6(2)8/h5H,3-4H2,1-2H3 \n/ .

InChl=1S/C6H1102/c1-6(8)4-2-3-5-7/h2- 0"
5H2,1H3 \l'[/v\/



C6KET310

C6KET320

C6KET340

C6KET350

C6KET360

C6H1200H1-20

C6H1200H1-30

C6H1200H1-40

C6H1200H1-50

C6H1200H2-10

C6H1200H2-30

C6H1102

C6H1102

C6H1102

C6H1102

C6H1102

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

CCCC(=0)CC([0])

CCCC(=0)C([0])C

CCC([0])C(=0)CC

CC([0])CC(=0)CC

C([0])CCC(=0)CC

C(00)C([0])cCCC

C(00)CC([0])CCC

C(00)CCC([0])CC

C(00)CCCC([0])C

C([0])C(00)CCCC

CC(00)C([0])CCC

InChl=1S/C6H1102/c1-2-3-6(8)4-5-7/h2- "

5H2,1H3

InChl=1S/C6H1102/c1-3-4-
6(8)5(2)7/h5H,3-4H2,1-2H3

InChl=1S/C6H1102/c1-3-5(7)6(8)4-
2/h5H,3-4H2,1-2H3

InChl=1S/C6H1102/c1-3-6(8)4-
5(2)7/h5H,3-4H2,1-2H3

InChl=1S/C6H1102/c1-2-6(8)4-3-5-7/h2-

5H2,1H3

InChl=1S/C6H1303/c1-2-3-4-6(7)5-9-
8/h6,8H,2-5H2,1H3

InChl=1S/C6H1303/c1-2-3-6(7)4-5-9-
8/h6,8H,2-5H2,1H3

InChl=1S/C6H1303/c1-2-6(7)4-3-5-9-
8/h6,8H,2-5H2,1H3

InChl=1S/C6H1303/c1-6(7)4-2-3-5-9-
8/h6,8H,2-5H2,1H3

InChl=1S/C6H13083/c1-2-3-4-6(5-7)9-
8/h6,8H,2-5H2,1H3

[+]

H

InChl=1S/C6H1303/c1-3-4-6(7)5(2)9-8/h5.

6,8H,3-4H2,1-2H3

H
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'ufgrw
o
o
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C6H1200H2-40

C6H1200H2-50

C6H1200H2-60

C6H1200H3-10

C6H1200H3-20

C6H1200H3-40

C6H1200H3-50

C6H1200H3-60

NC5H11CHO

CeY2

CH3COOH

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

C6H120

C6H120

C2H402

CC(00)CC([0])CC

CC(00)CCC([0])C

CC(00)CCCC([0])

C([0])cC(00)CCC

CC([0])C(00)CCC

CCC(00)C([0])CC

CCC(00)CC([0])C

CCC(00)CCC([0])

Cccccee=0

CcCc(=0)ccce

CC(=0)0

InChl=1S/C6H13083/c1-3-6(7)4-5(2)9-8/h5+1.

6,8H,3-4H2,1-2H3

InChl=1S/C6H1303/c1-5(7)3-4-6(2)9-8/h5.

6,8H,3-4H2,1-2H3

InChl=1S/C6H1303/c1-6(9-8)4-2-3-5-
7/h6,8H,2-5H2,1H3

InChl=1S/C6H1303/c1-2-3-6(9-8)4-5-
7/h6,8H,2-5H2,1H3

InChl=1S/C6H1303/c1-3-4-6(9-8)5(2)7/h5.

6,8H,3-4H2,1-2H3

InChl=1S/C6H1303/c1-3-5(7)6(4-2)9-8/h5.

6,8H,3-4H2,1-2H3

InChl=1S/C6H1303/c1-3-6(9-8)4-5(2)7/h5:

6,8H,3-4H2,1-2H3

InChl=1S/C6H1303/c1-2-6(9-8)4-3-5-
7/h6,8H,2-5H2,1H3

InChl=1S/C6H120/c1-2-3-4-5-6-7/h6H,2-

5H2,1H3

InChl=1S/C6H120/c1-3-4-5-6(2)7/h3-
5H2,1-2H3

W

\”/\_/\

a

InChI=1S/C2H402/c1-2(3)4/h1H3,(H,3,4) \[ri'-

4]



C2H5COOH

C6H12-1

C6H12-2

C6H12-3

C6H111-3

C6H111-4

C6H111-5

C6H111-6

C6H112-4

C6H112-5

C6H112-6

C3H602

C6H12

C6H12

C6H12

C6H11

C6H11

C6H11

C6H11

C6H11

C6H11

C6H11

CCC(=0)0

C=CCCCC

CC=CCCC

CCC=CCC

C=C[CH]CCC

C=CC[CH]CC

C=CCC[CHIC

C=CCCC[CH2]

CC=C[CH]CC

CC=CC[CHIC

CC=CCC[CH2]

InChl=1S/C3HB602/c1-2- yo
3(4)5/h2H2,1H3,(H,4,5) \[r\

INChl=1S/C6H12/c1-3-5-6-4-2/h3H,1,4- =5 ="~
6H2,2H3

InChl=1S/C6H12/c1-3-5-6-4- /‘\-\N
2/h3,5H,4,6H2,1-2H3

InChl=1S/C6H12/c1-3-5-6-4-2/h5-6H,3- W

4H2,1-2H3

InChl=1S/C6H11/c1-3-5-6-4-
2/h3,5H,1,4,6H2,2H3

Y
8

INChI=1S/C6H11/c1-3-5-6-4-2/h3,6H,1,4- _z~ -~ _~
5H2,2H3

INChI=1S/C6H11/c1-3-5-6-4-2/h3-4H,1,5- 7~~~
6H2,2H3

InChl=1S/C6H11/c1-3-5-6-4-2/h3H,1-2,4- ,J_-:-"'W‘
6H2

INChl=1S/C6H11/c1-3-5-6-4-2/h3,5- A
6H,4H2,1-2H3

InChl=1S/C6H11/c1-3-5-6-4-2/h3- /“%.\N
5H,6H2,1-2H3
InChl=1S/C6H11/c1-3-5-6-4- fW

2/h4,6H,1,3,5H2,2H3



C6H113-1

C6H120H-1J2

C6H120H-2J1

C6H120H-2J3

C6H120H-3J2

C6H120H-3J4

C6H120H-102-2

C6H120H-202-1

C6H120H-202-3

C6H120H-302-2

C6H120H-302-4

C6H11

C6H130

C6H130

C6H130

C6H130

C6H130

C6H1303

C6H1303

C6H1303

C6H1303

C6H1303

CCC=CC[CH2]

C(O)[CH]CCCC

[CH2]C(0)CCCC

CC(O)[CH]CCC

C[CHIC(O)CCC

CCC(O)[CHICC

c(o)c(o[ojccee

C(O[0])C(0)CcCCC

CC(0)C(O[0])CCC

Cc(o[o])c(0)cCC

CCC(O)C(0[0])CC

INChI=1S/C6H11/c1-3-5-6-4-2/h5-6H,1,3- &~

4H2,2H3

InChl=1S/C6H130/c1-2-3-4-5-6-
7/h5,7H,2-4,6H2,1H3

InChl=1S/C6H130/c1-3-4-5-6(2)7/h6-
7H,2-5H2,1H3

InChl=1S/C6H130/c1-3-4-5-6(2)7/h5-
7H,3-4H2,1-2H3

InChl=1S/C6H130/c1-3-5-6(7)4-2/h5-
7H,3-4H2,1-2H3

InChl=1S/C6H130/c1-3-5-6(7)4-2/h4,6-
7H,3,5H2,1-2H3 /\]/v

InChl=1S/C6H1303/c1-2-3-4-6(5-7)9-8/h6- "~
7H,2-5H2,1H3

InChi=1S/C6H1303/c1-2-3-4-6(7)5-9-8/6"%.
7H,2-5H2,1H3 /\T/\'/\

InChl=1S/C6H1303/c1-3-4-6(9-8)5(2)7/h5.
7H,3-4H2,1-2H3 —

InChl=1S/C6H1303/c1-3-4-6(7)5(2)9-8/h5.
7H,3-4H2,1-2H3 — o

InChl=1S/C6H1303/c1-3-5(7)6(4-2)9-8/h5.
7H,3-4H2,1-2H3




PC4H9CHO

PC4H8CHO-1

PC4H8CHO-2

PC4H8CHO-3

PC4H8CHO-4

C6H11-1D30

C6H11-1D40

C6H11-1D50

C6H11-1D60

C6H11-2D10

C6H11-2D40

C5H100

C5H90

C5H90

C5H90

C5H90

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

CCccc=0

CCCI[CH]C=0

CC[CH]CC=0

C[CH]CCC=0

[CH2]CCCC=0

C=CC([0])CCC

C=CCC([0])CC

C=CCCC([0])C

C=CCCCC([0])

c([o))c=ccce

CC=CC([0])CC

INChl=1S/C5H100/c1-2-3-4-5-6/h5H,2- ':'W
4H2,1H3

InChl=1S/C5H90/c1-2-3-4-5-6/h4-5H,2- UW
3H2,1H3

InChl=1S/C5H90/c1-2-3-4-5- ':'W
6/h3,5H,2,4H2,1H3 ;
InChl=1S/C5H90/c1-2-3-4-5-6/h2,5H,3- W
4H2,1H3 1
InChl=1S/C5H90/c1-2-3-4-5-6/h5H,1-4H2 W
InChl=1S/C6H110/c1-3-5-6(7)4- z/’\‘]/\‘/
2/h4,6H,2-3,5H2,1H3

InChl=1S/C6H110/c1-3-5-6(7)4- /\|/\/
2/h3,6H,1,4-5H2,2H3

InChI=1S/C6H110/c1-3-4-5- .
6(2)7/h3,6H,1,4-5H2,2H3 \1/\/\

InChl=1S/C6H110/c1-2-3-4-5-6- N

7/h2H,1,3-6H2

INChI=1S/C6H110/c1-2-3-4-5-6-7/hd- .~ &~ -

5H,2-3,6H2,1H3

InChl=1S/C6H110/c1-3-5-6(7)4-2/h3,5-
6H,4H2,1-2H3 _



C6H11-2D50

C6H11-2D60

C6H11-3D10

C6H11-3D20

NC5H11CO

NC5H10CHO-1

NC5H10CHO-2

NC5H10CHO-3

NC5H10CHO-4

NC5H10CHO-5

C6H10D13

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H10

CC=CCC([0])C

CC=CCCC([0])

CCC=CCC([0])

CCC=CC([0])C

CCCCC[C]=0

CCCC[CH]C=0

CCC[CH]CC=0

CC[CH]CCC=0

C[CH]CCCC=0

[CH2]CCCCC=0

C=CC=CCC

InChl=1S/C6H110/c1-3-4-5-6(2)7/h3-
4,6H,5H2,1-2H3

InChl=1S/C6H110/c1-2-3-4-5-6-7/h2-
3H,4-6H2,1H3

InChl=1S/C6H110/c1-2-3-4-5-6-7/h3-
4H,2,5-6H2,1H3

InChl=1S/C6H110/c1-3-4-5-6(2)7/h4-
6H,3H2,1-2H3

InChl=1S/C6H110/c1-2-3-4-5-6-7/h2-
5H2,1H3

InChl=1S/C6H110/c1-2-3-4-5-6-7/h5-
6H,2-4H2,1H3

InChl=1S/C6H110/c1-2-3-4-5-6-
7/h4,6H,2-3,5H2,1H3

InChl=1S/C6H110/c1-2-3-4-5-6-
7/h3,6H,2,4-5H2,1H3

InChl=18/C6H110/c1-2-3-4-5-6-
7/h2,6H,3-5H2,1H3

InChl=18/C6H110/c1-2-3-4-5-6-7/h6H, 1-

5H2

InChl=18/C6H10/c1-3-5-6-4-2/h3,5-
6H,1,4H2,2H3

e D

M



C6H10D24

C6H101-5

C6H9-A

NC7H16

C7H15-1

C7H15-2

C7H15-3

C7H15-4

C7H1500H-1

C7H1500H-2

C7H1500H-3

C6H10

C6H10

C6H9

C7H16

C7H15

C7H15

C7H15

C7H15

C7H1602

C7H1602

C7H1602

CC=CC=CC

C=CCcCcC=C

C=CC[CH]C=C

CCcccce

[CH2]ccccee

C[CH]cccee

CC[CH]ccee

CCC[CH]CCC

C(00)CCCCCC

CC(00)CCCCC

CCC(00)CCCC

InChl=1S/C6H10/c1-3-5-6-4-2/h3-6H,1-
2H3

InChl=1S/C6H10/c1-3-5-6-4-2/h3-4H,1-
2,5-6H2

InChl=1S/C6H9/c1-3-5-6-4-2/h3-5H,1-
2,6H2

INChI=1S/C7H16/c1-3-5-7-6-4-2/h3-TH2, 1 e e ™

2H3

InChl=18/C7H15/c1-3-5-7-6-4-2/h1,3-
7H2,2H3

InChl=1S/C7H15/c1-3-5-7-6-4-2/h3H,4-
7H2,1-2H3

InChl=1S/C7H15/c1-3-5-7-6-4-2/h5H,3-
4,6-7H2,1-2H3

InChl=1S/C7H15/c1-3-5-7-6-4-2/h7H,3-
6H2,1-2H3

InChl=18/C7H1602/c1-2-3-4-5-6-7-9-
8/h8H,2-7H2,1H3

INChl=1S/CTH1602/c1-3-4-5-6-7(2)9-8/h 74 _."
8H,3-6H2,1-2H3 \(\/\/

8H,3-6H2,1-2H3

INChl=1S/C7H1602/c1-3-5-6-7(4-2)9-8/h7H. - ;]/—\/\



C7H1500H-4

C7H15-102

C7H15-202

C7H15-302

C7H15-402

C7H15-10

C7H15-20

C7H15-30

C7H15-40

C7H1400H1-2

C7H1400H1-3

C7H1602

C7H1502

C7H1502

C7H1502

C7H1502

C7H150

C7H150

C7H150

C7H150

C7H1502

C7H1502

CCCC(00)CCC

C(O[0])cCCCCe

CC(O[0])CCCCC

CCC(O[0])CCCC

CCCC(O[0])CCC

c(o)cecece

cc([o])ccece

cce(o)cece

CcCcCe([o])cce

C(OO)[CH]CCCCC

C(OO)C[CH]CCCC

InChl=1S/C7H1602/c1-3-5-7(9-8)6-4-2/h74 . .-

8H,3-6H2,1-2H3

INChI=1S/C7H1502/c1-2-3-4-5-6-7-9-8n2. .~~~ =~ -~ .

7H2,1H3

InChl=1S/C7H1502/c1-3-4-5-6-7(2)9-
8/h7H,3-6H2,1-2H3

InChl=1S/C7H1502/c1-3-5-6-7(4-2)9-
8/h7H,3-6H2,1-2H3

InChl=1S/C7H1502/c1-3-5-7(9-8)6-4-
2/h7H,3-6H2,1-2H3

InChl=1S/C7H150/c1-2-3-4-5-6-7-8/h2-
7H2,1H3

InChl=1S/C7H150/c1-3-4-5-6-
7(2)8/h7H,3-6H2,1-2H3

InChl=1S/C7H150/c1-3-5-6-7(8)4-
2/h7H,3-6H2,1-2H3

InChl=1S/C7H150/c1-3-5-7(8)6-4-
2/h7H,3-6H2,1-2H3

InChl=18/C7H1502/c1-2-3-4-5-6-7-9-
8/h6,8H,2-5,7H2,1H3

InChl=18/C7H1502/c1-2-3-4-5-6-7-9-
8/h5,8H,2-4,6-7H2,1H3

"'xuw



C7H1400H1-4

C7H1400H1-5

C7H1400H2-1

C7H1400H2-3

C7H1400H2-4

C7H1400H2-5

C7H1400H2-6

C7H1400H3-1

C7H1400H3-2

C7H1400H3-4

C7H1400H3-5

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C(O0)CC[CH]CCC

C(O0)CCC[CHICC

[CH2]C(00)CCCCC

CC(00)[CHICCCC

CC(00)C[CH]CCC

CC(00)CC[CH]CC

CC(00)CCC[CHIC

[CH2]CC(00)CCCC

C[CH]C(00)CCCC

CCC(O0)[CH]CCC

CCC(0O0)C[CH]CC

InChl=18/C7H1502/c1-2-3-4-5-6-7-9-

H‘D \‘GW
8/h4,8H,2-3,5-7H2,1H3 :

InChl=18/C7H1502/c1-2-3-4-5-6-7-9- g ~g
8/h3,8H,2,4-7H2,1H3

InChl=1S/C7H1502/c1-3-4-5-6-7(2)9-8/h74 . "
8H,2-6H2,1H3

InChl=1S/C7H1502/c1-3-4-5-6-7(2)9-8/h6 41 . "
8H,3-5H2,1-2H3

InChl=18/C7H1502/c1-3-4-5-6-7(2)9-
8/h5,7-8H,3-4,6H2,1-2H3

InChl=18/C7H1502/c1-3-4-5-6-7(2)9-
8/h4,7-8H,3,5-6H2,1-2H3

!

RS

k=]

!

InChl=1S/C7H1502/c1-3-4-5-6-7(2)9- H.
8/h3,7-8H,4-6H2,1-2H3

o

!

InChl=18/C7H1502/c1-3-5-6-7(4-2)9-8/h7+. .
8H,2-6H2,1H3 N

InChl=18/C7H1502/c1-3-5-6-7(4-2)9-
8/h4,7-8H,3,5-6H2,1-2H3

!

17

InChl=1S/C7H1502/c1-3-5-6-7(4-2)9-8/h6+. '
8H,3-5H2,1-2H3

InChl=18/C7H1502/c1-3-5-6-7(4-2)9- o
8/h5,7-8H,3-4,6H2,1-2H3

1



C7H1400H3-6

C7H1400H3-7

C7H1400H4-1

C7H1400H4-2

C7H1400H4-3

C7H1401-2

C7H1401-3

C7H1401-4

C7H1401-5

C7H1402-3

C7H1402-4

C7H1502

C7H1502

C7H1502

C7H1502

C7H1502

C7H140

C7H140

C7H140

C7H140

C7H140

C7H140

CCC(00)CC[CHIC

CCC(O0)CCCICH2]

CCCC(00)CCI[CH2]

CCCC(00)C[CHIC

CCCC(00)[CHICC

C1c(01)cCccee

C1CC(01)CCCC

c1CcCcc(o1)cee

C1CCCC(01)CC

CC1C(01)CCCC

cc1cc(01)cee

InChl=1S/C7H1502/c1-3-5-6-7(4-2)9- o
8/h3,7-8H,4-6H2,1-2H3

InChl=1S/C7H1502/c1-3-5-6-7(4-2)9-8/h74. . -
8H,1,3-6H2,2H3

i

InChl=1S/C7H1502/c1 -3-5-7(9-8)6-4-2/h7¢-|”:| -0
8H,1,3-6H2,2H3

InChl=1S/C7H1502/c1-3-5-7(9-8)6-4- oy
2/h3,7-8H,4-6H2,1-2H3

1

InChl=18/C7H1502/c1-3-5-7(9-8)6-4- Hog=
2/h5,7-8H,3-4,6H2,1-2H3

e

InChl=1S/C7H140/c1-2-3-4-5-7-6-8-
7/h7H,2-6H2,1H3

InChl=1S/C7H140/c1-2-3-4-7-5-6-8-
7/h7H,2-6H2,1H3

InChl=1S/C7H140/c1-2-4-7-5-3-6-8-
7/h7H,2-6H2,1H3

InChl=1S/C7H140/c1-2-7-5-3-4-6-8-
7/h7H,2-6H2,1H3

InChl=1S/C7H140/c1-3-4-5-7-6(2)8-7/h6-
7H,3-5H2,1-2H3

657 |

InChl=1S/C7H140/c1-3-4-7-5-6(2)8-7/h6-
7H,3-5H2,1-2H3



C7H1402-5

C7H1402-6

C7H1403-4

C7H1403-5

C7H1400H1-202

C7H1400H1-302

C7H1400H1-402

C7H1400H1-502

C7H1400H2-102

C7H1400H2-302

C7H1400H2-402

C7H140

C7H140

C7H140

C7H140

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC1CCC(01)CC

CC1CCCC(01)C

Cccec1c(01)cee

CCC1CC(01)CC

C(00)C(0[0])CCCCC

C(00)CC(O[0])CCCC

C(O0)CCC(0[0])CCC

C(00)CCCC(O[0])CC

C(O[0])C(00)CCCCC

CC(00)C(O[0])CCCC

CC(00)CC(0[0])CCC

InChl=1S/C7H140/c1-3-7-5-4-6(2)8-7/h6-
7H,3-5H2,1-2H3 _

InChl=1S/C7H140/c1-6-4-3-5-7(2)8-6/h6-
7H,3-5H2,1-2H3

InChl=1S/C7H140/c1-3-5-7-6(4-2)8-7/h6-
7H,3-5H2,1-2H3

InChl=1S/C7H140/c1-3-6-5-7(4-2)8-6/h6-
7H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6-
10-8/h7-8H,2-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6- 0y
10-8/h7-8H,2-6H2,1H3 N\]/\/
InChl=1S/C7H1504/c1-2-4-7(11-0)5-3-6- 0
10-8/h7-8H,2-6H2,1H3 \./\]/\/\
INChl=1S/CTH1504/c1-2-7(11-0)5-3-4-6- - _-° o,
10-8/h7-8H,2-6H2,1H3 ’ :]/W 0

INChI=1S/C7H1504/c1-2-3-4-5-7(11-9)6- "~
10-8/h7,9H,2-6H2,1H3 /\T/\./\./

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-8H,3-5H2,1-2H3

0
-I '_d.'l
InChl=1S/C7H1504/c1-3-4-7(11-9)5- Ty
6(2)10-8/h6-8H,3-5H2,1-2H3 V\{\r
- -___.'-



C7H1400H2-502

C7H1400H2-602

C7H1400H3-102

C7H1400H3-202

C7H1400H3-402

C7H1400H3-502

C7H1400H3-602

C7H1400H3-702

C7H1400H4-102

C7H1400H4-202

C7H1400H4-302

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC(00)CCC(O[0])CC

CC(00)CCCC(O[0])C

C(O[0])CC(00)CCCC

CC(0[0])C(00)CCCC

CCC(00)C(0[0])CCC

CCC(00)CC(O[O])CC

CCC(00)CCC(0[0])C

CCC(00)CCCC(O[0])

CCCC(00)CCC(O[0])

CCCC(00)CC(0[0])C

CCCC(00)C(O[0])CC

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-8H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-6(10-8)4-3-5-
7(2)11-9/h6-8H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h7,9H,2-6H2,1H3

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-7,9H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h6-8H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-3-6(10-8)5-7(4-
2)11-9/h6-8H,3-5H2,1-2H3

InChl=1S8/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-7,9H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h7,9H,2-6H2,1H3

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h7,9H,2-6H2,1H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h6-7,9H,3-5H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h6-7,9H,3-5H2,1-2H3
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C7H13Q12-3

C7H13Q12-4

C7H13Q12-5

C7H13Q12-6

C7H13Q13-2

C7H13Q13-4

C7H13Q13-5

C7H13Q13-6

C7H13Q13-7

C7H13Q14-2

C7H13Q14-3

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C(O0)C(OO0)[CHICCCC

C(00)C(0O0)C[CH]CCC

C(00)C(00)CC[CHICC

C(O0)C(00)CCCI[CHIC

C(O0)[CH]C(00)CCCC

C(O0)CC(O0)[CH]CCC

C(00)CC(0O0)C[CHICC

C(O0)CC(O0)CCI[CHIC

C(O0)CC(O0)CCCICH2]

C(O0)[CH]CC(00)CCC

C(O0)C[CH]C(00)CCC

InChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6-
10-8/h5,7-9H,2-4,6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6-
10-8/h4,7-9H,2-3,5-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6-
10-8/h3,7-9H,2,4-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6-
10-8/h2,7-9H,3-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h5,7-9H,2-4,6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h4,7-9H,2-3,5-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h3,7-9H,2,4-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h2,7-9H,3-6H2,1H3

InChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6-
10-8/h7-9H,1-6H2

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h3,7-9H,2,4-6H2,1H3

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h5,7-9H,2-4,6H2,1H3
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C7H13Q14-5

C7H13Q14-6

C7H13Q14-7

C7H13Q15-2

C7H13Q15-3

C7H13Q15-4

C7H13Q15-6

C7H13Q15-7

C7H13Q23-1

C7H13Q23-4

C7H13Q23-5

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C(O0)CCC(0O)[CHICC

C(O0)CCC(O0)C[CHIC

C(00)CCC(00)CCICH2]

C(O0)[CH]CCC(00)CC

C(O0)C[CH]CC(00)CC

C(O0)CC[CH]C(00)CC

C(O0)CCCC(O0)[CHIC

C(00)CCCC(00)C[CH2]

[CH2]C(00)C(00)CCCC

CC(00)C(O0)[CH]CCC

CC(00)C(00)C[CHICC

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h4,7-9H,2-3,5-6H2,1H3

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h2,7-9H,3-6H2,1H3

InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6-
10-8/h7-9H,1-6H2

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h4,7-9H,2-3,5-6H2,1H3

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h3,7-9H,2,4-6H2,1H3

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h5,7-9H,2-4,6H2,1H3

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h2,7-9H,3-6H2,1H3

InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6-
10-8/h7-9H,1-6H2

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-9H,2-5H2,1H3

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h5-9H,3-4H2,1-2H3

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h4,6-9H,3,5H2,1-2H3
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C7H13Q23-6

C7H13Q23-7

C7H13Q24-1

C7H13Q24-3

C7H13Q24-5

C7H13Q24-6

C7H13Q24-7

C7H13Q25-1

C7H13Q25-3

C7H13Q25-4

C7H13Q25-6

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC(00)C(O0)CCI[CHIC

CC(00)C(O0)CCCICH2]

[CH2]C(00)CC(00)CCC

CC(O0)[CH]C(00)CCC

CC(00)CC(OO0)[CHICC

CC(00)CC(00)C[CHIC

CC(00)CC(00)CCICH2]

[CH2]C(00)CCC(00)CC

CC(O0)[CH]CC(00)CC

CC(O0)C[CH]C(00)CC

CC(0O0)CCC(O0)[CHIC

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h3,6-9H,4-5H2,1-2H3

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h6-9H,2-5H2,1H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h5-9H,3-4H2,1-2H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h4,6-9H,3,5H2,1-2H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h3,6-9H,4-5H2,1-2H3

InChl=1S/C7H1504/c1-3-4-7(11-9)5-
6(2)10-8/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-9H,2-5H2,1H3

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h4,6-9H,3,5H2,1-2H3

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h5-9H,3-4H2,1-2H3

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h3,6-9H,4-5H2,1-2H3
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C7H13Q25-7

C7H13Q26-1

C7H13Q26-3

C7H13Q26-4

C7H13Q34-1

C7H13Q34-2

C7H13Q34-5

C7H13Q34-6

C7H13Q34-7

C7H13Q35-1

C7H13Q35-2

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC(00)CCC(00)C[CH2]

CC(00)CCCC(0O0)[CH2]

CC(O0)CC[CHIC(00)C

CC(O0)C[CH]CC(00)C

[CH2]CC(00)C(00)CCC

C[CH]C(00)C(00)CCC

CCC(00)C(0O0)[CHICC

CCC(00)C(00)C[CHIC

CCC(00)C(00)CCICH2]

CCC(00)CC(00)C[CH2]

CCC(00)CC(O0)[CHIC

InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-6(10-8)4-3-5-
7(2)11-9/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-6(10-8)4-3-5-
7(2)11-9/h4,6-9H,3,5H2,1-2H3

InChl=1S/C7H1504/c1-6(10-8)4-3-5-
7(2)11-9/h3,6-9H,4-5H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h6-9H,2-5H2,1H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h4,6-9H,3,5H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h5-9H,3-4H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h3,6-9H,4-5H2,1-2H3

InChl=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-3-6(10-8)5-7(4-
2)11-9/h6-9H,1,3-5H2,2H3

InChl=1S/C7H1504/c1-3-6(10-8)5-7(4-
2)11-9/h3,6-9H,4-5H2,1-2H3
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C7H13Q35-4

C7KET12

C7KET13

C7KET14

C7KET15

C7KET21

C7KET23

C7KET24

C7KET25

C7KET26

C7KET31

C7H1504

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

CCC(00)[CH]C(00)CC

C(=0)C(00)CCCCC

C(=0)CC(00)CCCC

C(=0)CCC(00)CCC

C(=0)CCCC(00)CC

C(00)C(=0)CCCCC

CC(=0)C(00)CCCC

CC(=0)CC(00)CCC

CC(=0)CCC(00)CC

CC(=0)CCCC(00)C

C(00)CC(=0)CCCC

InChl=1S/C7H1504/c1-3-6(10-8)5-7(4-  H., " ; Ot
2)11-9/h5-9H,3-4H2,1-2H3 ;]/_\{
INChI=1S/C7H1403/c1-2-3-4-5-7(6-8)10-

9/h6-7,9H,2-5H2,1H3 W :

INChI=1S/C7H1403/c1-2-3-4-7(10-0)5-6- 0
8/h6-7,9H,2-5H2, 1H3 /\‘/\]’/\17

InChl=1S/C7H1403/c1-2-4-7(10-9)5-3-6- ) '
8/h6-7,9H,2-5H2,1H3 " z*'r\[Mn
InChl=1S/C7H1403/c1-2-7(10-9)5-3-4-6- H,_ " o
8/h6-7,9H,2-5H2,1H3 ” ;]/_\/\4
INChI=1S/C7H1403/c1-2-3-4-5-7(8)6-10- -7~ _

9/h9H,2-6H2,1H3 /\\[(W

INChl=1S/C7H1403/c1-3-4-5-7(10-
9)6(2)8/h7,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-3-4-7(10-9)5-
6(2)8/h7,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-3-7(10-9)5-4- Y
6(2)8/h7,9H,3-5H2,1-2H3 0

INChl=1S/C7H1403/c1-6(8)4-3-5-7(2)10- H., -*
9/h7,9H,3-5H2,1-2H3 \(\/Y
o

InChl=1S/C7H1403/c1-2-3-4-7(8)5-6-10- ﬂmc .
9/h9H,2-6H2,1H3 N\fr/\/



C7KET32

C7KET34

C7KET35

C7KET36

C7KET37

C7KET41

C7KET42

C7KET43

C7H13-1D300H

C7H13-1D400H

C7H13-1D500H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1402

C7H1402

C7H1402

CC(00)C(=0)CCCC

CCC(=0)C(00)CCC

CCC(=0)CC(00)CC

CCC(=0)CCC(00)C

CCC(=0)CCCC(00)

C(O0)CCC(=0)CCC

CC(00)CC(=0)CCC

CCC(00)C(=0)CCC

C=CC(00)CCCC

C=CCC(00)CCC

C=CCCC(00)CC

InChl=1S/C7H14083/c1-3-4-5-7(8)6(2)10-
9/h6,9H,3-5H2,1-2H3 O,.-'c‘ “H
Q
a

InChl=1S/C7H1403/c1-3-5-7(10-9)6(8)4-

2/h7,9H,3-5H2,1-2H3 ,,:-P/L/
4]
InChI=1S/C7H1403/c1-3-6(8)5-7(4-2)10- H.. -0
9/h7,9H,3-5H2,1-2H3 ’ ;]/\[(\
o
Q

InChl=1S/C7H1403/c1-3-7(8)5-4-6(2)10-
9/h6,9H,3-5H2,1-2H3

&
A
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INChl=1S/CTH1403/c1-2-7(8)5-3-4-6-10- ~oH
9/h9H,2-6H2,1H3 /\H/W
0
InChl=1S/CTH1403/c1-2-4-7(8)5-3-6-10- o0~
9/h9H,2-6H2,1H3
0

INChl=1S/C7H1403/c1-3-4-7(8)5-6(2)10- H_. "
9/h6,9H,3-5H2,1-2H3 '

InChl=1S/C7H1403/c1-3-5-6(8)7(4-2)10-

0
9/h7,9H,3-5H2,1-2H3 Cj)k—/‘\
H‘IJ -
Z\A

InChl=18/C7H1402/c1-3-5-6-7(4-2)9- .
8/h4,7-8H,2-3,5-6H2,1H3 '

InChl=18/C7H1402/c1-3-5-7(9-8)6-4- L =
2/h3,7-8H,1,4-6H2,2H3 '

InChl=18/C7H1402/c1-3-5-6-7(4-2)9- e =
8/h3,7-8H,1,4-6H2,2H3 N j/—\/\



C7H13-1D600OH

C7H13-2D100H

C7H13-2D400H

C7H13-2D500H

C7H13-2D600OH

C7H13-2D700H

C7H13-3D100H

C7H13-3D200H

C7H13-3D500H

C7H13-3D600OH

C7H13-3D700H

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C=CCCCC(00)C

C(00)C=CCCCC

CC=CC(00)CCC

CC=CCC(00)CC

CC=CCCC(00)C

CC=CCCCC(00)

C(00)CC=CCCC

CC(00)C=CCCC

CCC=CC(00)CC

CCC=CCC(00)C

CCC=CCCC(00)

InChl=1S/C7H1402/c1-3-4-5-6-7(2)9-
8/h3,7-8H,1,4-6H2,2H3

INChl=1S/C7H1402/c1-2-3-4-5-6-7-9-8/h5:-"

6,8H,2-4,7H2,1H3

InChl=18/C7H1402/c1-3-5-7(9-8)6-4-
2/h3,5,7-8H,4,6H2,1-2H3

InChl=18/C7H1402/c1-3-5-6-7(4-2)9-
8/h3,5,7-8H,4,6H2,1-2H3

InChl=1S/C7H1402/c1-3-4-5-6-7(2)9-8/h3:
4,7-8H,5-6H2,1-2H3

INChI=1S/C7H1402/c1-2-3-4-5-6-7-9-8h2. -~~~ =~ = .

3,8H,4-7H2,1H3

InChl=1S/C7H1402/c1-2-3-4-5-6-7-9-8/h4 4~
5,8H,2-3,6-7H2,1H3

InChl=1S/C7H1402/c1-3-4-5-6-7(2)9-8/h54,
8H,3-4H2,1-2H3

InChl=1S/C7H1402/c1-3-5-6-7(4-2)9-8/h54.
8H,3-4H2,1-2H3

InChl=1S/C7H1402/c1-3-4-5-6-7(2)9-8/h44
5,7-8H,3,6H2,1-2H3

0
MQW

:fCYW

,f-j/m
- Y\/M

INChI=1S/C7H1402/c1-2-3-4-56-7-9-8n3, -~ s~~~ -~ .

4,8H,2,5-7TH2,1H3



C7H13012-300H

C7H13012-400H

C7H13012-500H

C7H13012-600H

C7H13013-200H

C7H13013-400H

C7H13013-500H

C7H13013-600H

C7H13013-700H

C7H13014-200H

C7H13014-300H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C1C(01)C(00)CCCC

C1C(01)CC(00)CCC

C1C(01)CCC(00)CC

C1C(01)CCCC(00)C

C1C(00)C(01)CCCC

C1CC(01)C(00)CCC

C1CC(01)CC(00)CC

C1CC(01)CCC(00)C

C1CC(01)CCCC(00)

C1C(00)CC(01)CCC

C1CC(00)C(01)CCC

InChl=18/C7H1403/c1-2-3-4-6(10-8)7-5-
9-7/h6-8H,2-5H2,1H3

=
A

InChl=18/C7H1403/c1-2-3-6(10-8)4-7-5-
9-7/h6-8H,2-5H2,1H3
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InChl=1S/C7H1403/c1-2-6(10-8)3-4-7-5-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-6(10-8)3-2-4-7-5-
9-7/h6-8H,2-5H2,1H3
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InChl=1S/C7H1403/c1-2-3-4-6-7(10-8)5-
9-6/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-3-7(10-8)6-4-5- e
9-6/h6-8H,2-5H2,1H3
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InChl=1S/C7H1403/c1-2-6(10-8)5-7-3-4- "
9-7/h6-8H,2-5H2,1H3
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InChl=1S/C7H1403/c1-6(10-8)2-3-7-4-5-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c8-10-5-2-1-3-7-4-6-
9-7/h7-8H,1-6H2

InChl=1S/C7H1403/c1-2-3-6-4-7(10-8)5-
9-6/h6-8H,2-5H2,1H3

L=
s

InChl=1S/C7H1403/c1-2-3-6-7(10-8)4-5-
9-6/h6-8H,2-5H2,1H3



C7H13014-500H

C7H13014-600H

C7H13014-700H

C7H13015-200H

C7H13015-300H

C7H13015-400H

C7H13015-600H

C7H13015-700H

C7H13023-100H

C7H13023-400H

C7H13023-500H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C1CCC(01)C(00)CC

C1CCC(01)CC(00)C

C1CCC(01)CCC(00)

C1C(00)CCC(01)CC

C1CC(00)CC(01)CC

C1CCC(00)C(01)CC

C1CCCC(01)C(00)C

C1CCCC(01)CC(00)

C(00)C1C(01)CCCC

CC1C(01)C(00)CCC

CC1C(01)CC(00)CC

InChl=1S/C7H1403/c1-2-6(10-8)7-4-3-5-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-6(10-8)5-7-3-2-4-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c8-10-6-2-4-7-3-1-5-
9-7/h7-8H,1-6H2

InChl=1S/C7H1403/c1-2-6-3-4-7(10-8)5-
9-6/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-6-5-7(10-8)3-4-
9-6/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-6-7(10-8)4-3-5- "1
9-6/h6-8H,2-5H2,1H3 :

InChl=1S/C7H1403/c1-6(10-8)7-4-2-3-5-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c8-10-6-4-7-3-1-2-5-
9-7/h7-8H,1-6H2

InChl=1S/C7H1403/c1-2-3-4-6-7(10-6)5- 0

9-8/h6-8H,2-5H2,1H3 H‘DfD\/A\\/‘\/

InChl=1S/C7H1403/c1-3-4-6(10-8)7- R
5(2)9-7/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-3-6(10-8)4-7-
5(2)9-7/h5-8H,3-4H2,1-2H3



C7H13023-600H

C7H13023-700H

C7H13024-100H

C7H13024-300H

C7H13024-500H

C7H13024-600H

C7H13024-700H

C7H13025-100H

C7H13025-300H

C7H13025-400H

C7H13025-600H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

CC1C(01)CCC(00)C

CC1C(01)CCCC(00)

C(00)C1CC(01)CCC

CC1C(00)C(01)CCC

CC1CC(01)C(00)CC

CC1CC(01)CC(00)C

CC1CC(01)CCC(00)

C(00)C1CCC(01)CC

CC1C(00)CC(01)CC

CC1CC(00)C(01)CC

CC1CCC(01)C(00)C

InChl=1S/C7H1403/c1-5(10-8)3-4-7- °
6(2)9-7/h5-8H,3-4H2,1-2H3 el

InChl=1S/C7H14083/c1-6-7(10-6)4-2-3-5-
9-8/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-3-6-4-7(10-6)5-
9-8/h6-8H,2-5H2,1H3

InChl=1S/C7H14083/c1-3-4-6-7(10-
8)5(2)9-6/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-3-6(10-8)7-4-
5(2)9-7/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-5-3-7(9-5)4-
6(2)10-8/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-6-5-7(10-6)3-2-4- )
9-8/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-6-3-4-7(10-6)5-
9-8/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-3-6-4-7(10-
8)5(2)9-6/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-3-6-7(10-8)4- a
5(2)9-6/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-5-3-4-7(9-
5)6(2)10-8/h5-8H,3-4H2,1-2H3



C7H13025-700H

C7H13026-100H

C7H13026-300H

C7H13026-400H

C7H13034-100H

C7H13034-200H

C7H13034-500H

C7H13034-600H

C7H13034-700H

C7H13035-100H

C7H13035-200H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

CC1CCC(01)CC(00)

C(00)C1CCCC(01)C

CC1C(00)CCC(01)C

CC1CC(00)CC(01)C

C(00)CC1C(01)CCC

CC(00)C1C(01)CCC

CCC1C(01)C(00)CC

CCC1C(01)CC(00)C

CCC1C(01)CCC(00)

CCC1CC(01)CC(00)

CCC1CC(01)C(00)C

InChl=1S/C7H1403/c1-6-2-3-7(10-6)4-5- -
9-8/h6-8H,2-5H2,1H3 ) Y

InChl=1S/C7H1403/c1-6-3-2-4-7(10-6)5-
9-8/h6-8H,2-5H2,1H3

InChl=18/C7H1403/c1-5-3-4-7(10-
8)6(2)9-5/h5-8H,3-4H2,1-2H3

InChl=18/C7H1403/c1-5-3-7(10-8)4- E
6(2)9-5/h5-8H,3-4H2,1-2H3 0

InChl=1S/C7H1403/c1-2-3-6-7(10-6)4-5-

o
9-8/h6-8H,2-5H2, 1H3 0 “DA\A/"\

InChl=1S/C7H14083/c1-3-4-6-7(9-
6)5(2)10-8/h5-8H,3-4H2,1-2H3 el

InChl=1S/C7H1403/c1-3-5-7(9-5)6(4-

2)10-8/h5-8H,3-4H2,1-2H3 B j/%

InChl=1S/C7H1403/c1-3-6-7(9-6)4-
5(2)10-8/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-2-6-7(10-6)4-3-5-

0
9-8/h6-8H,2-5H2,1H3 He, _,,.D\/\A/

InChl=1S/C7H1403/c1-2-6-5-7(10-6)3-4-
9-8/h6-8H,2-5H2,1H3 g

InChl=1S/C7H1403/c1-3-6-4-7(9-
6)5(2)10-8/h5-8H,3-4H2,1-2H3 Q



C7H13035-400H

C7KET120

C7KET130

C7KET140

C7KET150

C7KET210

C7KET230

C7KET240

C7KET250

C7KET260

C7KET310

C7H1403

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

CCC1C(00)C(01)CC

C(=0)C([0])cCCCC

C(=0)CC([0])CCCC

C(=0)CCC([0])CCC

C(=0)CCCC([0])CC

C([0])C(=0)CCCCC

CC(=0)C([0])CCCC

CC(=0)CC([0])CCC

CC(=0)CCC([0])CC

CC(=0)CCCC([0])C

C([0])CC(=0)CCCC

InChl=1S/C7H1403/c1-3-5-7(10-8)6(4-
2)9-5/h5-8H,3-4H2,1-2H3

L=

Oy

InChl=1S/C7H1302/c1-2-3-4-5-7(9)6-8/h6-
7H,2-5H2,1H3

InChl=1S/C7H1302/c1-2-3-4-7(9)5-6-8/h6-
7H,2-5H2,1H3

InChl=1S/C7H1302/c1-2-4-7(9)5-3-6-8/h6-
7H,2-5H2,1H3

InChl=1S/C7H1302/c1-2-7(9)5-3-4-6-8/h6-
7H,2-5H2,1H3

{144

InChl=1S/C7H1302/c1-2-3-4-5-7(9)6-8/h2" g /\”/\/\/
6H2,1H3

InChl=18/C7H1302/c1-3-4-5-

1]
7(9)6(2)8/h7H,3-5H2,1-2H3 /\/\T)k

InChl=1S/C7H1302/c1-3-4-7(9)5-
6(2)8/h7H,3-5H2,1-2H3

InChl=1S/C7H1302/c1-3-7(9)5-4-

0
6(2)8/h7H,3-5H2,1-2H3 w
[
Y
¥}

InChl=1S/C7H1302/c1-6(8)4-3-5-
7(2)9/h6H,3-5H2,1-2H3

INChi=1S/C7H1302/c1-2-3-4-7(9)5-6-8/h2
6H2,1H3 \/\[[/\'/\



C7KET320

C7KET340

C7KET350

C7KET360

C7KET370

C7KET410

C7KET420

C7KET430

C7Y24

C7v13

C7Y35

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1202

C7H1202

C7H1202

CC([0])C(=0)CCCC

CCC(=0)C([0])CCC

CCC(=0)CC([0])CC

CCC(=0)CCC([0])C

CCC(=0)CCCC([0])

CCCC(=0)CCC([0])

CCCC(=0)CC([0])C

CCCC(=0)C([0])CC

CC(=0)CC(=0)CCC

C(=0)CC(=0)CCCC

CCC(=0)CC(=0)CC

INChI=1S/C7H1302/c1-3-4-5-
7(9)6(2)8/h6H,3-5H2,1-2H3

INChI=1S/C7H1302/c1-3-5-7(9)6(8)4-
2/h7H,3-5H2,1-2H3

INChI=1S/C7H1302/c1-3-6(8)5-7(9)4-
2/h6H,3-5H2,1-2H3

InChl=1S/C7H1302/c1-3-7(9)5-4-
6(2)8/h6H,3-5H2,1-2H3

InChl=1S/C7H1302/c1-2-7(9)5-3-4-6-8/h2.
6H2,1H3

6H2,1H3

INChI=1S/C7H1 302/c1-2-4-7(9)5-3-6-8/h2_\/\rr’\/\0-
o

INChI=1S/C7H1302/c1-3-4-7(9)5- 0*
6(2)8/h6H,3-5H2,1-2H3 V\[(\"/

o
INChI=1S/C7H1302/c1-3-5-7(9)6(8)4- 'S

2/h6H,3-5H2,1-2H3 \/\IH\/

0

|nCh|=1S/C7H1202/c1-3-4-7(9)5-6(2)8/h3_\/\rr’\”/
5H2,1-2H3 |
InChl=1S/C7H1202/c1-2-3-4-7(9)5-6- o
8/h6H,2-5H2,1H3 W

InChi=1 S/C?H1202/01-3-6(8)5-7(9)4-2/h3;/\\|_|/'\|_|/\
5H2,1-2H3



C7H1400H1-20

C7H1400H1-30

C7H1400H1-40

C7H1400H1-50

C7H1400H2-10

C7H1400H2-30

C7H1400H2-40

C7H1400H2-50

C7H1400H2-60

C7H1400H3-10

C7H1400H3-20

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C(00)C([0])CCCCC

C(00)CC([0])CCCC

C(00)CCC([0])CCC

C(00)CCCC([0])CC

C([0])C(00)CCCCC

CC(00)C([0])CCCC

CC(00)CC([0])CCC

CC(00)CCC([0])CC

CC(00)CCCC([0])C

C([0])CC(00)CCCC

CC([0])C(00)CCCC

InChI=1S/C7H1508/01-2-3-4-5-7(8)6-10- ,,-"~. _

9/h7,9H,2-6H2,1H3 /\'l/w
InChl=1S/CTH1503/c1-2-3-4-7(8)5-6-10- O H
9/h7,9H,2-6H2,1H3 N\f/\/
INChl=1S/CTH1503/c1-2-4-7(8)5-3-6-10- o0~
9/h7,9H,2-6H2,1H3 \./\]/\/\

InChl=1S/C7H1503/c1-2-7(8)5-3-4-6-10- 0,
9/h7,9H,2-6H2,1H3 /\]/W
InChI=1S/C7H1503/c1-2-3-4-5-7(6-8)10- H. -

9/h7,9H,2-6H2,1H3 :]/\N
InChl=1S/C7H1503/c1-3-4-5-7(8)6(2)10-

9/h6-7,9H,3-5H2,1-2H3 0.

INChI=1S/C7H1503/c1-3-4-7(8)5-6(2)10- H_ "
9/h6-7,9H,3-5H2,1-2H3

INChI=1S/C7H1503/c1-3-7(8)5-4-6(2)10-
9/h6-7,9H,3-5H2,1-2H3

INChI=1S/C7H1503/c1-6(8)4-3-5-7(2)10- H._ .- o*
9/h6-7,9H,3-5H2,1-2H3 ’ \(\/\‘/
INChI=1S/C7H1503/c1-2-3-4-7(10-9)5-6- -

8/h7,9H,2-6H2,1H3 \/\T/\'/\

InChl=1S/C7H15083/c1-3-4-5-7(10-
9)6(2)8/h6-7,9H,3-5H2,1-2H3



C7H1400H3-40

C7H1400H3-50

C7H1400H3-60

C7H1400H3-70

C7H1400H4-10

C7H1400H4-20

C7H1400H4-30

C6H11013-6

C6H11014-6

C6H11015-6

C6H11023-1

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C6H110

C6H110

C6H110

C6H110

CCC(00)C([0])CCC

CCC(00)CC([0])CC

CCC(00)CCC([0])C

CCC(00)CCCC([0])

CCCC(00)CCC([0])

CCCC(00)CC([0])C

CCCC(00)C([0])CC

C1CC(O1)CCI[CH2]

C1CCC(O1)C[CH2]

C1CCCC(O1)[CH2]

[CH2]C1C(01)CCC

INChl=1S/C7H1503/c1-3-5-6(8)7(4-2)10-

9/h6-7,9H,3-5H2,1-2H3 ’Ij/L‘A
InChl=1S/C7H1503/c1-3-6(8)5-7(4-2)10- H.. "
9/h6-7,9H,3-5H2,1-2H3 ;]/_Y\

InChl=1S/C7H1503/c1-3-7(10-9)5-4-
6(2)8/h6-7,9H,3-5H2,1-2H3 _C__,':' e

InChl=1S/C7H1503/c1-2-7(10-9)5-3-4-6- 1. " .
8/h7,9H,2-6H2,1H3 ;]/W

INChI=1S/C7H1503/c1-2-4-7(10-9)5-3-6- \/‘\]/\/\;.-
8/h7,9H,2-6H2,1H3 !
-

INChI=1S/C7H1503/c1-3-4-7(10-9)5- o*
6(2)8/h6-7,9H,3-5H2,1-2H3 \/\(\r
0

INChI=1S/C7H1503/c1-3-5-7(10-9)6(8)4-

2/h6-7,9H,3-5H2,1-2H3 \/\‘)\/
_/I

InChl=1S/C6H110/c1-2-3-6-4-5-7-
6/h6H,1-5H2

E’i
InChl=1S/C6H110/c1-2-6-4-3-5-7-
6/h6H,1-5H2 )
e

InChl=1S/C6H110/c1-6-4-2-3-5-7-
6/h6H,1-5H2

InChl=1S/C6H110/c1-3-4-6-5(2)7-6/h5-

6H,2-4H2,1H3 /,.\/L\\



C6H11023-6

C6H11024-1

C6H11024-6

C6H11034-1

Ce6Y2-1)

C6Y3-6)

C6Y3-1)

C7H14-1

C7H14-2

C7H14-3

C7H131-3

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C6H110

C7H14

C7H14

C7H14

C7H13

CC1C(01)CCI[CH2]

[CH2]C1CC(01)CC

CC1CC(01)C[CH2]

CCC1C(01)C[CH2]

[CH2]C(=0)CCCC

[CH2]CCC(=0)CC

[CH2]CC(=0)CCC

C=CcccccC

CC=CCCCC

CCC=CcccC

C=C[CH]CCCC

InChl=1S/C6H110/c1-3-4-6-5(2)7-6/h5-
6H,1,3-4H2,2H3

.

InChl=1S/C6H110/c1-3-6-4-5(2)7-6/h5-
6H,2-4H2,1H3

InChl=1S/C6H110/c1-3-6-4-5(2)7-6/h5-
6H,1,3-4H2,2H3

InChl=1S/C6H110/c1-3-5-6(4-2)7-5/h5-
6H,1,3-4H2,2H3

InChl=1S/C6H110/c1-3-4-5-6(2)7/h2-
5H2,1H3

InChl=1S/C6H110/c1-3-5-6(7)4-2/h1,3-
5H2,2H3

InChl=1S/C6H110/c1-3-5-6(7)4-2/h2-
5H2,1H3

ERETE

INChI=1S/C7H14/c1-3-5-7-6-4-2/h3H,1,4- ™ " " =
7H2,2H3

InChl=1S/C7H14/c1-3-5-7-6-4-
2/h3,5H,4,6-7H2,1-2H3

INChl=1S/C7H14/c1-3-5-7-6-4-2/h5,7H,3- ™" ot~
4,6H2,1-2H3

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,5H,1,4,6-7H2,2H3



C7H131-4

C7H131-5

C7H131-6

C7H131-7

C7H132-4

C7H132-5

C7H132-6

C7H132-7

C7H133-1

C7H133-5

C7H133-6

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C7H13

C=CC[CH]CCC

C=CCC[CH]CC

C=CCCC[CH]C

C=CCCCC[CH2]

CC=C[CH]CCC

CC=CC[CH]CC

CC=CCC[CH]C

CC=CCCC[CH2]

[CH2]CC=CCCC

CCC=C[CH]CC

CCC=CC[CH]C

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,7H,1,4-6H2,2H3

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,6H,1,4-5,7H2,2H3

InChl=1S/C7H13/c1-3-5-7-6-4-2/h3-

4H,1,5-7H2,2H3

InChl=1S/C7H13/c1-3-5-7-6-4-2/h3H,1-

2,4-TH2

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,5,7H,4,6H2,1-2H3

InChl=18/C7H13/c1-3-5-7-6-4-2/h3,5-

6H,4,7H2,1-2H3

W

R N

InChl=1S/C7H13/c1-3-5-7-6-4-2/h3-5H,6- mﬂ,f”

7H2,1-2H3

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h4,6H,1,3,5,7H2,2H3

InChl=1S/C7H13/c1-3-5-7-6-4-
2/h5,7H,1,3-4,6H2,2H3

INChI=1S/C7H13/c1-3-5-7-6-4-2/h5-TH,3- .~ _ &~ _~

4H2,1-2H3

InChl=1S/C7H13/c1-3-5-7-6-4-2/h3,6-

7H,4-5H2,1-2H3

NN



C7H133-7

C7H13-1D30

C7H13-2D40

C7H13-3D50

C7H140H-1J2

C7H140H-2J1

C7H140H-2J3

C7H140H-3J2

C7H140H-3J4

C7H140H-4J3

C7H140H-102-2

C7H13

C7H130

C7H130

C7H130

C7H150

C7H150

C7H150

C7H150

C7H150

C7H150

C7H1503

CCC=CCC[CH2]

C=CC([0])CCCC

CC=CC([0])CCC

CCC=CC([0])CC

c(O)[CH]cCCCC

[CH2]C(0)CCCCC

CC(O)[CH]CCCC

C[CH]C(O)CCCC

CCC(O)[CH]CCC

CCICH]C(0)CCC

C(0)C(0[0])CCCCC

InChl=1S/C7H13/c1-3-5-7-6-4-2/h6- W

7H,1,3-5H2,2H3

INChI=1S/C7H130/c1-3-5-6-7(8)4- ,«/\/w
2/h4,7H,2-3,5-6H2,1H3

InChl=1S/C7H130/c1-3-5-7(8)6-4-
2/h3,5,7H,4,6H2,1-2H3 )

InChl=1S/C7H130/c1-3-5-6-7(8)4-2/h5- A]/"‘m

7H,3-4H2,1-2H3

INChl=1S/C7H150/c1-2-3-4-5-6-7- P N N N
8/h6,8H,2-5,7H2,1H3

InChl=1S/C7H150/c1-3-4-5-6-7(2)8/h7-
8H,2-6H2,1H3

InChl=1S/C7H150/c1-3-4-5-6-7(2)8/h6-
8H,3-5H2,1-2H3

[

InChl=1S/C7H150/c1-3-5-6-7(8)4-2/h4,7-
8H,3,5-6H2,1-2H3 /\]/V\
InChl=1S/C7H150/c1-3-5-6-7(8)4-2/h6- '
8H,3-5H2,1-2H3 /\]/V\
InChl=1S/C7H150/c1-3-5-7(8)6-4-2/h5,7- :
8H,3-4,6H2,1-2H3 \/\]/\/

InChl=1S/C7H1503/c1-2-3-4-5-7(6-8)10- "~ /\]/\/\/
9/h7-8H,2-6H2,1H3 |



C7H140H-202-1

C7H140H-202-3

C7H140H-302-2

C7H140H-302-4

C7H140H-402-3

C5D2Y1

C5D2Y1-1R

C3Y1-30R

C4Y1-30R

CceD2Y1

C6D2Y1-1R

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C5H80

C5H70

C3H502

C4H702

C6H100

C6H90

C(O[0])C(0)CCCCC

CC(0)C(O[0])CCCC

CC(0[0])C(0)CCCC

CCC(0)C(0[0])CCC

CCC(O[0])C(0)CCC

CCC=CC=0

CCC=C[C]=0

C([0])cC=0

CC([0])CcC=0

CCCC=CC(=0)

CCCC=C[C](=0)

INChI=1S/C7H1503/c1-2-3-4-5-7(8)6-10- “~__
9/h7-8H,2-6H2,1H3 ”/\T/vv

InChl=1S/C7H1508/c1-3-4-5-7(10-
9)6(2)8/h6-8H,3-5H2,1-2H3

INChl=1S/C7H1503/c1-3-4-5-7(8)6(2)10-
9/h6-8H,3-5H2,1-2H3 P

INChI=1S/C7H1503/c1-3-5-7(10-9)6(8)4-
2/h6-8H,3-5H2,1-2H3

INChI=1S/C7H1503/c1-3-5-6(8)7(4-2)10-
9/h6-8H,3-5H2,1-2H3

IR

InChl=1S/C5H80/c1-2-3-4-5-6/h3-
5H,2H2,1H3

InChl=1S/C5H70/c1-2-3-4-5-6/h3-
4H,2H2,1H3

InChl=1S/C3H502/c4-2-1-3-5/h2H,1,3H2 I:IW 0"

InChl=1S/C4H702/c1-4(6)2-3-5/h3-
4H,2H2,1H3

InChl=1S/C6H100/c1-2-3-4-5-6-7/h4-
6H,2-3H2,1H3

"\/*\N

gn:Zh I»|=|:|I3S/CGH90/C1 -2-3-4-5-6-7/h4-5H,2- '-'W



H15DE25DM

H15DE25DM-S

H15DE25DM-A

H15DE25DM-AO

H15DE25DM-SO

H15DE2M-T

ICAH7CHO

L-C6H4

C-C6H4

C6H3

C6H2

C8H14

C8H13

C8H13

C8H130

C8H130

C7H11

C5H80

C6H4

C6H4

C6H3

C6H2

C=C(C)CCC(=C)C

C=C(C)[CH]CC(=C)C

C=C([CH2])CCC(=C)C

C=C(C)CCC(=C)C[O]

C=C(C)CC(C(=C)C)[O]

C=[C]CCC(=C)C

C=C(C)CC=0

C#CC=CC#C

C#CC#CC=C

CH#C[C]=CCH#C

C#HCCH#HCCH#C

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

InChl=1S/C8H13/c1-7(2)5-6-
8(3)4/h5H,1,3,6H2,2,4H3

InChl=1S/C8H13/c1-7(2)5-6-8(3)4/h1-3,5-
6H2,4H3

InChI=1S/C8H130/c1-7(2)4-5-8(3)6-
9/h1,3-6H2,2H3

InChl=1S/C8H130/c1-6(2)5-
8(9)7(3)4/h8H,1,3,5H2,2,4H3

InChl=1S/C7H11/c1-4-5-6-7(2)3/h1-2,5-
6H2,3H3

InChl=1S/C5H80/c1-5(2)3-4-

6/h4H,1,3H2,2H3

InChl=1S/C6H4/c1-3-5-6-4-2/h1-2,5-6H

InChl=1S/C6H4/c1-3-5-6-4-2/h1,4H,2H2

InChl=1S/C6H3/c1-3-5-6-4-2/h1-2,5H

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

T\’L
T-\)L
T\’L

H.




Cé6H6

FULVENE

C6H5

C6H500

C6H500H

C6H50H

C6H50

C6H40H

OC6H40H

0-C6H402

P-C6H402

C6H6

C6H6

C6H5

C6H502

C6H602

C6H60

C6H50

C6H50

C6H502

C6H402

C6H402

C1=CC=CC=C1

C=C1C=CC=C1

C1=[C]C=CC=C1

C1=C(O[0])C=CC=C1

C1=C(00)C=CC=C1

C1(0)=CC=CC=C1

C1([0])=CC=CC=C1

C1=[C]C=C(0)C=C1

C1=C([0])C=C(0)C=C1

C1(=0)C(=0)C=CC=C1

C1(=0)C=CC(=0)C=C1

INChl=1S/C6H6/c1-2-4-6-5-3-1/h1-6H @
INChI=1S/C6H6/c1-6-4-2-3-5-6/h2-
5H,1H2

InChl=1S/C6H5/c1-2-4-6-5-3-1/h1-5H

InChl=1S/C6H502/c7-8-6-4-2-1-3-5-6/h1-
5H

InChl=1S/C6H602/c7-8-6-4-2-1-3-5-6/h1-
5,7H

InChl=1S/C6H60/c7-6-4-2-1-3-5-6/h1-
5,7H

InChl=18/C6H50/c7-6-4-2-1-3-5-6/h1-5H

InChl=1S/C6H50/c7-6-4-2-1-3-5-6/h1-2 ,4-
5,7H

InChl=1S/C6H502/c7-5-2-1-3-6(8)4-5/h1-
4,7H

InChl=1S/C6H402/c7-5-3-1-2-4-6(5)8/h1-
4H

QO
5
S
s
<
O
2
e

InChl=1S/C6H402/c7-5-1-2-6(8)4-3-5/h1-

4” .



0-0C6H50) C6H502  C1(=0)C([0])C=CC=C1  InChl=1S/C6H502/c7-5-3-1-2-4-6(5)8/h1-

5H o®
P-OC6H50) C6H502  C1(=0)C=CC([O])C=C1  InChl=1S/C6H502/c7-5-1-2-6(8)4-3-5/h1- i

5H
P-C6H302 C6H302  C1(=0)[C]=CC(=0)C=C1  InChI=1S/C6H302/c7-5-1-2-6(8)4-3-5/1-  ©

3H
C5H6 C5H6 C1C=CC=C1 InChl=1S/C5H6/c1-2-4-5-3-1/h1-4H,5H2

W

C5H5 C5H5 [CH]1C=CC=C1 InChl=1S/C5H5/c1-2-4-5-3-1/h1-5H @
C5H6-L C5H6 C#CC=CC InChl=1S/C5H6/c1-3-5-4-2/h1,4-5H,2H3 ﬂ#/‘h\v/
cHeeve C5H5 C#CC=C[CH2] InChl=1S/C5H5/c1-3-5-4-2/h1,4-5H,2H2 e
C5H7 C5H7 C1C[CH]C=C1 InChl=1S/C5H7/c1-2-4-5-3-1/h1-3H,4-

5H2 b
cveeieve C5H7 C=C[CH]C=C INChI=1S/C5H7/c1-3-5-4-2/h3-5H,1-2H2 =~
cveeveas C5H7 C=CC=C[CH2] INChI=1S/C5H7/c1-3-5-4-2/h3-5H,1-2H2 . 5

CVCCICVCOH C5H70 C=C[CH]C=C(O) InChl=1S/C5H70/c1-2-3-4-5-6/h2-6H,1H2 1 _ _.-"W



HOCVCCVO

CVCCVCCOH

OC5H70

0C4H60

0C4H50

02CCHOOJ

HOCvcavo

C5H50H

C5H50

C5H40H

C5H40

C3H402

C5H80

C5H702

C4H602

C4H502

C2HO4

C3H302

C5H60

C5H50

C5H50

C5H40

C(0)=CC=0

C=CC=CC(O)

C(=0)[CH]CCC(=0)

C(=0)CCC(=0)

C(=0)CCIC](=0)

C(=0)(0)C(=0)[0]

C(0)=C[C]=0

C1(0)C=CC=C1

C1([0])C=CC=C1

[C](0)1C=CC=C1

C1(=0)C=CC=C1

InChl=1S/C3H402/c4-2-1-3-5/h1-4H '3':%/-\5_,.» o
INChl=1S/C5H80/c1-2-3-4-5-6/h2- T o
4,6H,1,5H2
InChl=1S/C5H702/c6-4-2-1-3-5-7/h2,4- Dwﬂ
5H,1,3H2 M o
InChl=1S/C4H602/c5-3-1-2-4-6/h3-4H,1- H
2H2 DM“
INChl=1S/C4H502/c5-3-1-2-4-6/h3H, 1- UW 0
2H2 ;
InChI=1S/C2HO4/c3-1(4)2(5)6/h(H,3,4) o

e

o

InChl=1S/C3H302/c4-2-1-3-5/h1-2,4H -0 WD
INChl=1S/C5H60/c6-5-3-1-2-4-5/h1-6H o’
InChl=1S/C5H50/c6-5-3-1-2-4-5/h1-5H "
INChl=1S/C5H50/c6-5-3-1-2-4-5/h1-4,6H -1
InChl=1S/C5H40/c6-5-3-1-2-4-5/h1-4H o

-



C5H30 C5H30 C1(=0)[C]=CC=C1 InChl=1S/C5H30/c6-5-3-1-2-4-5/h1-3H e
clvceveevo C5H50 [CH]=CC=CC=0 InChl=1S/C5H50/c1-2-3-4-5-6/h1-5H ':'M.

cvceveavo C5H50 C=CC=C[C]=0 InChl=18/C5H50/c1-2-3-4-5-6/h2-4H,1H2 ,W

clvcevo C3H30 [CH]=CC=0 InChl=1S/C3H30/c1-2-3-4/h1-3H ':'W.



