Name Formula SMILES InChl Structure
AR AR [Ar] InChI=1S/Ar Ar

N2 N2 N#N InChI=1S/N2/c1-2 N=M

HE HE [He] InChI=1S/He

H2 H2 [HI[H] InChl=1S/H2/h1H H—H

H H [H] InChI=1S/H H*

02 02 [O][0] InChI=1S/02/c1-2 -

o} ¢} [O] InChl=1S/0

H20 H20 (o} INChI=1S/H20/h1H2 Hop H

OH HO [OH] INChI=1S/HO/h1H 0—H



OHV

H202

HO2

CO

CO2

HOCO

CH4

CH3

CH2

CH2(S)

HO

H202

HO2

CoO

CO2

CHO2

CH4

CH3

CH2

CH2

[OH]

(0]}

[0]0

[C]=0

0=C=0

[CI(=0)0

[CH3]

triplet{CH2]

singlet[CH2]

InChl=1S/HO/h1H

InChl=1S/H202/c1-2/h1-2H

InChl=1S/HO2/c1-2/h1H

InChl=1S/CO/c1-2

InChl=1S/CO2/c2-1-3

InChl=1S/CHO2/c2-1-3/h(H,2,3)

INChl=1S/CH4/h1H4

InChl=1S/CH3/h1H3

InChl=1S/CH2/h1H2

InChl=1S/CH2/h1H2
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1CH,

1CH,



CH

CHV

CH302H

CH302

CH202H

CH30H

CH30

CH20H

CH20

CH

CH

CH402

CH302

CH302

CH40

CH30

CH30

CH20

[C]

[CH]

[CH]

COO

co[0]

[CH2]00

CO

clo]

[CH2]0

InChl=1S/C

InChI=1S/CH/H1h

InChl=1S/CH/H1h

InChl=1S/CH402/c1-3-2/h2H,1H3

InChl=1S/CH302/c1-3-2/h1H3

InChl=1S/CH302/c1-3-2/h2H,1H2

InChl=1S/CH40/c1-2/h2H,1H3

InChl=1S/CH30/c1-2/h1H3

InChl=1S/CH30/c1-2/h2H,1H2

InChl=1S/CH20/c1-2/h1H2

ICH

ICH
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HCO

HCOH

HO2CHO

HOCH202H

HOCH202

OCH202H

HOCH20

02CHO

HOCHO

OCHO

CHO

CH20

CH203

CH403

CH303

CH303

CH302

CHO3

CH202

CHO2

[CH]=0

singlet[CH]O

0=CO00O

OCOO

[0]oCO

[0]cO0

[0]cO

[0]0C=0

0=CO

[0]c=0

InChl=1S/CHO/c1-2/h1H

InChl=1S/CH20/c1-2/h1-2H

InChl=1S/CH203/c2-1-4-3/h1,3H

InChl=1S/CH403/c2-1-4-3/h2-3H,1H2

InChl=1S/CH303/c2-1-4-3/h2H,1H2

InChl=1S/CH303/c2-1-4-3/h3H,1H2

InChl=1S/CH302/c2-1-3/h2H,1H2

InChl=1S/CHO3/c2-1-4-3/h1H

InChl=1S/CH202/c2-1-3/h1H,(H,2,3)

InChl=1S/CHO2/c2-1-3/h1H

%}/H

HC—0H

H'Ovoxoﬁ

H'Ox T



C2H6

C2H5

C2H502H

C2H502

C2H4

C2H3

CHOCHO

C2H300H

C2H300

CHCHO

C2H6

C2H5

C2H602

C2H502

C2H4

C2H3

C2H202

C2H402

C2H302

C2H20

CcC

[CH2IC

CCOO

Cco[o]

[CH]=C

0=CC=0

C=COO

C=C(0[0))

[CH]CO

InChl=1S/C2H6/c1-2/h1-2H3

InChl=1S/C2H5/c1-2/h1H2,2H3

InChl=1S/C2H602/c1-2-4-3/h3H,2H2,1H3 H’O“‘wo/\\

INChl=1S/C2H502/c1-2-4-3/h2H2,1H3

InChl=1S/C2H4/c1-2/h1-2H2

INChl=1S/C2H3/c1-2/h1H,2H2

INChl=1S/C2H202/c3-1-2-4/h1-2H

InChl=1S/C2H402/c1-2-4-3/h2-3H,1H2

InChl=1S/C2H302/c1-2-4-3/h2H,1H2

InChl=1S/C2H20/c1-2-3/h1-2H

%/Oxo,



C2H2

C2H

H2CC

C2H50H

C2H50

PC2H40H

SC2H40H

02C2H40H

C2H402H

C2H401-2

C2H2

C2H

C2H2

C2H60

C2H50

C2H50

C2H50

C2H503

C2H502

C2H40

C#C

[Cl#C

[Cl=C

CCo

cclo]

[CH2]CO

C[CH]O

[0]oCCO

[CH2]COO0

Cico1

InChl=1S/C2H2/c1-2/h1-2H H

.%\ﬁ

]
=

InChl=1S/C2H/c1-2/h1H

Y

INChl=1S/C2H2/c1-2/H1h2

InChl=1S/C2H60/c1-2-3/h3H,2H2,1H3 \.V/QH

INChl=1S/C2H50/c1-2-3/h2H2,1H3 O
INChI=1S/C2H50/c1-2-3/h3H,1-2H2 R
INChI=1S/C2H50/c1-2-3/h2-3H,1H3 RNELN

InChl=1S/C2H503/c3-1-2-5-4/h3H,1-2H2 ~0/0\//‘\0,H

INChI=1S/C2H502/c1-2-4-3/h3H,1-2H2  1-° g

INChl=1S/C2H40/c1-2-3-1/h1-2H2 .«O\



C2H301-2

CH3CHO

CH3CO

CH2CHO

02CH2CHO

HO2CH2CO

C2H30H

C2H20H

CH2CO

HCCO

C2H30

C2H40

C2H30

C2H30

C2H303

C2H303

C2H40

C2H30

C2H20

C2HO

[CH]1CO1

CC=0

C[c]=0

[CH2]C=0

[0]oCC=0

0=[C]Co0

C=CO

[CH]=CO

C=C=0

[CH]=C=0

InChl=1S/C2H30/c1-2-3-1/h1H,2H2

InChl=1S/C2H40/c1-2-3/h2H,1H3

InChl=1S/C2H30/c1-2-3/h1H3

INChl=1S/C2H30/c1-2-3/h2H,1H2

INChl=1S/C2H303/c3-1-2-5-4/h1H,2H2

INChl=1S/C2H303/c3-1-2-5-4/h4H,2H2

InChl=1S/C2H40/c1-2-3/h2-3H,1H2

InChl=1S/C2H30/c1-2-3/h1-3H

INChl=1S/C2H20/c1-2-3/h1H2

InChl=1S/C2HO/c1-2-3/h1H
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HCCOH

CH3CO3H

CH3CO3

CH3CO2

CH30CH3

CH30CH2

CH30CH202H

CH30CH202

CH20CH202H

02CH20CH202H

C2H20

C2H403

C2H303

C2H302

C2H60

C2H50

C2H603

C2H503

C2H503

C2H505

C#CO

CC(=0)00

CC(=0)0[0]

CC([0)=0

cocC

[CH2]0C

COCOO

COCO[0]

[CH2]0C00

[0]oCOCO0

InChl=1S/C2H20/c1-2-3/h1,3H e

o
HO/L//
INChl=1S/C2H403/c1-2(3)5-4/h4H,1H3 Ouig-H
8]
INChl=1S/C2H303/c1-2(3)5-4/h1H3 O
8]
INChl=1S/C2H302/c1-2(3)4/h1H3 OY
0
INChI=1S/C2H60/c1-3-2/h1-2H3 g
INChl=1S/C2H50/c1-3-2/h1H2,2H3 g
INChI=1S/C2H603/c1-4-2-5- PPN

3/h3H,2H2,1H3

INChI=1S/C2H503/c1-4-2-5-3/2H2,1H3 -+ 0w 0w

INChI=1S/C2H503/c1-4-2-5-3/3H,1-2H2 . 0w 0wk

INChi=1S/C2H505/c3-6-1-5-2-7-4/h3H,1- O~ |~~~ Oy
2H2



HO2CH20CHO C2H404  0=COCOO INChl=1S/C2H404/c3-1-5-2-6- 0\/0 O o-H

4/h1,4H,2H2 y

OCH20CHO C2H303 [0]cOoCc=0 INChl=1S/C2H303/c3-1-5-2-4/h1H,2H2 OVOVO*

H
HOCH20CO C2H303  O=[C]OCO INChl=1S/C2H303/c3-1-5-2-4/h3H,1H2 0{»‘\ 0"
CH30CH20H C2H602  COCO INChI=1S/C2H602/c1-4-2-3/h3H,2H2, 1H3 -~~~
CH30CH20 C2H502  COC[O] INChI=1S/C2H502/c1-4-2-3/h2H2,1H3 ™™g~ ™q»
CH30CHO C2H402  COC=0 INChI=1S/C2H402/c1-4-2-3/h2H,1H3 0\\\1‘/0\

H
CH30CO C2H302  CO[C]=0 INChI=1S/C2H302/c1-4-2-3/h1H3 o e o
CH20CHO C2H302  [CHZ2]OC=0 INChI=1S/C2H302/c1-4-2-3/h2H,1H2 OVOM,

H
C3H8 C3H8 ccc INChI=1S/C3H8/c1-3-2/h3H2,1-2H3 T

IC3H7 C3H7 C[CH]C INChl=1S/C3H7/c1-3-2/h3H,1-2H3 \\/‘/



NC3H7

NC3H702H

NC3H702

IC3H702H

IC3H702

NC3H70

IC3H70

C3H600H1-2

C3H600H1-3

C3H600H2-1

C3H7

C3H802

C3H702

C3H802

C3H702

C3H70

C3H70

C3H702

C3H702

C3H702

[CH2]CC

CCCOO

CCCo[0]

CC(C)00

CC(C)0[0]

ccclo]

CCO)IA]

C[CH]COO

[CH2]CCOO0

[CH2]C(C)00

INChl=1S/C3H7/c1-3-2/h1,3H2,2H3 \‘\/’/

INChl=1S/C3H802/c1-2-3-5-4/h4H,2-

/\/OMO,H
3H2,1H3

INChl=1S/C3H702/c1-2-3-5-4/h2-

"0/0\//\\
3H2,1H3

InChl=1S/C3H802/c1-3(2)5-4/h3-4H,1- Yoxo,H
2H3

INChl=1S/C3H702/c1-3(2)5-4/h3H,1-2H3 YORO,
INChI=1S/C3H70/c1-2-3-4/h2-3H2,1H3 .~ ™qn

INChI=1S/C3H70/c1-3(2)4/h3H,1-2H3 Y

o

InChl=1S/C3H702/c1-2-3-5-

/:\\’/OMO,H
4/h2,4H,3H2,1H3

INChl=1S/C3H702/c1-2-3-5-4/h4H,1-3H2 . /“\/O g1

INChl=1S/C3H702/c1-3(2)5-4/h3-
4H,1H2,2H3

*W/OHO,H



C3H600H1-202

C3H600H1-302

C3H600H2-102

C3KET12

C3KET13

C3H51-2,300H

C3H52-1,300H

C3H501-200H-3

C3H501-300H-2

C3H601-2

C3H704

C3H704

C3H704

C3H603

C3H603

C3H704

C3H704

C3H603

C3H603

C3H60

CC(C00)0[0]

[0]OCCCOO0

CC(CO[0])00

CC(C=0)00

0=CCCOO

[CH2]C(CO0)00

OOC[CH]COO

C1C(01)C(00)

C1C(00)C(01)

CCi1co1

INChl=1S/C3H704/c1-3(7-5)2-6-4/h3-
4H,2H2,1H3

. 0 0.
0" W/\O/ H

INChI=1S/C3H704/c4-6-2-1-3-7-5/hdH,1- O~ . Oy

3H2

INChl=1S/C3H704/c1-3(7-5)2-6-
4/h3,5H,2H2,1H3

INChl=1S/C3H603/c1-3(2-4)6-5/h2-
3,5H,1H3

InChl=1S/C3H603/c4-2-1-3-6-
5/h2,5H,1,3H2

INChl=1S/C3H704/c1-3(7-5)2-6-4/h3-
5H,1-2H2

INChl=1S/C3H704/c4-6-2-1-3-7-5/h1,4-
5H,2-3H2

InChl=1S/C3H603/c4-6-2-3-1-5-3/h3-
4H,1-2H2

INChl=1S/C3H603/c4-6-3-1-5-2-3/h3-
4H,1-2H2

InChl=1S/C3H60/c1-3-2-4-
3/h3H,2H2,1H3

H’Oxo/‘\\:/\

OVA
H_O/



C3H601-3

C3H6

C3H5-A

C3H5-S

C3H5-T

CC3H6

C3H50

CH2CHOCH2

CH3CHCHO

AC4H700H

C3H60

C3H6

C3H5

C3H5

C3H5

C3H6

C3H50

C3H50

C3H50

C4H802

CiCocC1

C=CC

[CH2]C=C

[CH]=CC

c=[c]c

cicci

c=CC[O]

C=COI[CH2]

C[CH]C=0

C=CCo0C

INChl=1S/C3H60/c1-2-4-3-1/h1-3H2

INChl=1S/C3H6/c1-3-2/h3H,1H2,2H3

INChl=1S/C3H5/c1-3-2/h3H,1-2H2

InChl=1S/C3H5/c1-3-2/h1,3H,2H3

INChl=1S/C3H5/c1-3-2/h1H2,2H3

INChl=1S/C3H6/c1-2-3-1/h1-3H2

InChl=1S/C3H50/c1-2-3-4/h2H,1,3H2

INChl=1S/C3H50/c1-3-4-2/h3H,1-2H2

InChl=1S/C3H50/c1-2-3-4/h2-3H,1H3

INChl=1S/C4H802/c1-3-4-6-5-
2/h3H,1,4H2,2H3
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C3H60H1-2

CH3CHCO

AC3H500H

C3H60H2-1

HOC3H602

SC3H50H

IC3H50H

C3H50H

CH2CCH20H

C3H4-P

C3H70

C3H40

C3H602

C3H70

C3H703

C3H60

C3H60

C3H60

C3H50

C3H4

C(O)[CHIC

CC=C=0

C=CCOO

[CH2]C(0)C

c(o)c(o[o)c

CC=CO

C=C(C)0

C=CcCO

c=[c]co

C#CC

InChl=1S/C3H70/c1-2-3- PNl
4/h2,4H,3H2,1H3

INChl=1S/C3H40/c1-2-3-4/h2H,1H3 5’,0

= 0
InChl=1S/C3H602/c1-2-3-5- e \‘O’H
4/h2,4H,1,3H2

INChI=1S/C3H70/c1-3(2)4/h3- - Oy
4H,1H2,2H3 \r

INChI=1S/C3H703/c1-3(2-4)6-5/h3- 0" oM
4H,2H2,1H3 \f\
INChI=1S/C3HB0/c1-2-3-4/h2-4H,1H3 -0~ 2
INChI=1S/C3H60/c1-3(2)4/h4H,1H2,2H3 \FO\H
INChI=1S/C3H60/c1-2-3-4/h2,4H,1,3H2 -0~
INChI=1S/C3H50/c1-2-3-4/h4H,1,3H2 -0~y

INChl=1S/C3H4/c1-3-2/h1H,2H3 <

')



C3H4-A

C3H3

CC3H4

C3H2

H2CCC(S)

C3H2(S)

C3H2C

PC3H40H-2

SC3H40H

C3H30

C3H4

C3H3

C3H4

C3H2

C3H2

C3H2

C3H2

C3H50

C3H50

C3H30

C=C=C

C#C[CH2]

Cil=CcC1

c=Cc=[C]

c=Cc=[C]

c=Cc=[C]

ci=c[c]1

c[c]=co

C=C([CH2])O

C=C=C([0))

INChl=1S/C3H4/c1-3-2/h1-2H2

INChl=1S/C3H3/c1-3-2/h1H,2H2

InChl=1S/C3H4/c1-2-3-1/h1-2H,3H2

InChl=1S/C3H2/c1-3-2/H1h2

InChl=1S/C3H2/c1-3-2/H1h2

INChl=1S/C3H2/c1-3-2/H1h2

InChl=1S/C3H2/c1-2-3-1/h1-2H

INChl=1S/C3H50/c1-2-3-4/h3-4H,1H3

INChl=1S/C3H50/c1-3(2)4/h4H,1-2H2

INChl=1S/C3H30/c1-2-3-4/h3H,1H2

\\\\".'.\
A

[}

\\\\ﬁ
A\

\\\\".'.\
A

\\\\".'.\
A



C3H302H

C2HCHO

C2H5CHO

C2H5CO

CH2CH2CHO

C2H3CHO

C2H3CO

CH3COCH3

CH3COCH2

CH3COCH202

C3H402

C3H20

C3H60

C3H50

C3H50

C3H40

C3H30

C3H60

C3H50

C3H503

C=C=C(00)

C#CC=0

CCC=0

cc[c]=0

[CH2]CC=0

C=CC=0

C=C[C]=0

CC(C)=0

[CH2]C(C)=0

CC(=0)COI[0]

InChl=1S/C3H402/c1-2-3-5-4/h3-4H,1H2

InChl=1S/C3H20/c1-2-3-4/h1,3H

InChl=1S/C3H60/c1-2-3-4/h3H,2H2,1H3

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

InChl=1S/C3H50/c1-2-3-4/h3H,1-2H2

INChl=1S/C3H40/c1-2-3-4/h2-3H,1H2

InChl=1S/C3H30/c1-2-3-4/h2H,1H2

INChl=1S/C3H60/c1-3(2)4/h1-2H3

INChl=1S/C3H50/c1-3(2)4/h1H2,2H3

INChl=1S/C3H503/c1-3(4)2-6-
5/h2H2,1H3
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CH3COCH20

C3KET21

C4H10

PC4H9

SC4H9

PC4H90

SC4H90

PC4H902

SC4H902

PC4H902H

C3H502

C3H603

C4H10

C4H9

C4H9

C4H90

C4H90

C4H902

C4H902

C4H1002

CC(=0)C[O]

CC(=0)CO0

CCcCC

[CH2]CCC

C[CHICC

cccclo]

cce(o)[o]

CCCCo[0]

CCC(C)0[0]

CCCCOO

InChl=1S/C3H502/c1-3(5)2-4/h2H2,1H3 0
j)(\

InChl=1S/C3H603/c1-3(4)2-6- o=
5/h5H,2H2,1H3 ﬁ]/\

0

INChI=1S/C4H10/c1-3-4-2/h3-4H2,1-2H3 ™" ™.

INChl=1S/C4H9/c1-3-4-2/h1,3-4H2,2H3 vafﬂx\

INChI=1S/C4H9/c1-3-4-2/h3H,4H2,1-2H3 ™~~~

INChI=1S/C4H90/c1-2-3-4-5/h2-4H2,1H3 "o~ ™ ™,

INChI=1S/C4H90/c1-3-4(2)5/h4H,3H2,1- \(\
2H3 L.

INChI=1S/C4H902/c1-2-3-4-6-5/h2- PP e
4H2,1H3

INChI=1S/C4H902/c1-3-4(2)6- “0°
5/h4H,3H2,1-2H3 \f\

INChl=1S/C4H1002/c1-2-3-4-6-5/h5H,2- H 0 A0 e e
4H2,1H3



SC4H902H

C4H8OO0H1-2

C4H8OOH1-3

C4H8OOH1-4

C4H80O0OH2-1

C4H80O0OH2-3

C4H80O0OH2-4

C4H801-2

C4H801-3

C4H801-4

C4H1002

C4H902

C4H902

C4H902

C4H902

C4H902

C4H902

C4H80

C4H80

C4H80

CCC(C)00

CC[CH]COO

C[CH]CCOO

[CH2]CCCO0

[CH2]C(CC)00

C[CH]C(C)00

[CH2]CC(C)00

CCcCico1

Ccicco1

Cciccoc1

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

INChI=1S/C4H902/c1-2-3-4-6- Hop o O™
5/h3,5H,2,4H2,1H3

INChl=1S/C4H902/c1-2-3-4-6-5/h2,5H,3- H 0 A0 W
4H2,1H3

I4n:2hI=1S/C4H902/01-2-3-4-6-5/h5H,1- H_O/OW

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

INChl=1S/C4H902/c1-3-4(2)6-5/h3-5H,1-
2H3

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

o
PO
s
A
|

LA

0



C4H802-3 C4HBO  CC1OCIC INChI=1S/C4H80/c1-3-4(2)5-3/3-4H, 1- 0
2H3 A

CAH8OOH1-202 C4H904  CCC(CO0)O[O] INChI=1S/C4H904/c1-2-4(8-6)3-7-5/h4- /\/\O/O\H

5H,2-3H2,1H3 I
O/

CAH8OOH1-302 C4AH904  CC(CCO0)O[O] INChI=1S/CAHO04/c1-4(8-6)2-3-7-5/hd-  +_ - Oy H
5H,2-3H2,1H3 W/V

CAH8OOH1-402 C4AH904  [0JOCCCCOO INChI=1S/C4H904/c5-7-3-1-2-4-8- N L,
6/h5H,1-4H2

CAH8OOH2-102 C4H904  CCC(CO[O])00 INChI=1S/C4HI04/c1-2-4(8-6)3-7- H.g® o
5/h4,6H,2-3H2,1H3 J/\

C4H800H2-302 C4H904  CC(O[O])C(C)00 INChI=1S/C4H904/c1-3(7-5)4(2)8-6/h3-
5H,1-2H3 Hog? o

C4H800H2-402 C4H904  CC(CCO[0])00 INChI=1S/C4H904/c1-4(8-6)2-3-7- Heg P Oy
5/h4,6H,2-3H2,1H3 \r\/

C4H71-2,400H C4H904  [CH2]C(O0)CC(00) INChI=1S/C4H904/c1-4(8-6)2-3-7-5/h4-  H., O OusgH
6H,1-3H2 \rv

C4H72-1 300H C4H904  CC(OO)[CH]C(O0) INChI=1S/C4H904/c1-4(8-6)2-3-7-5/2,4- H., O Vg H
6H,3H2,1H3

C4H72-1,400H C4H904  C(OO0)C[CH]C(OO) INChI=1S/C4H904/c5-7-3-1-2-4-8-6/N1,5- (-0 o™ O H

6H,2-4H2



C4H71-2,300H

C4H701-300H-4

C4H701-300H-2

C4H701-200H-4

C4H701-400H-2

C4H701-200H-3

C4H702-300H-1

C4H72-100H

NC4KET12

NC4KET13

C4H904

C4H803

C4H803

C4H803

C4H803

C4H803

C4H803

C4H802

C4H803

C4H803

[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

CCC(C=0)00

CC(CC=0)00

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

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

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

T

!
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&



NC4KET14 C4H803 0O=CCCCOO INChl=1S/C4H803/c5-3-1-2-4-7- 0 WO ~Oey
6/h3,6H,1-2,4H2 H

NC4KET21 C4H803 CCC(=0)Cc00 INChl=1S/C4H803/c1-2-4(5)3-7-6/h6H,2-
3H2,1H3

NC4KET24 C4H803 CC(=0)Ccco0o INChl=1S/C4H803/c1-4(5)2-3-7-6/h6H,2-
3H2,1H3

/\[(\O/O‘H
o]
NC4KET23 C4H803 CC(=0)C(C)00O INChl=1S/C4H803/c1-3(5)4(2)7- Y
6/h4,6H,1-2H3 o
H_O/
o]
\HN ~o-H
o]

CAH71-300H C4HBO2  C=CC(C)OO INChI=1S/C4H802/c1-3-4(2)6-5/h3- e Ony
5H,1H2,2H3 /W/
C4H71-3.400H CAH904  [CH2]CC(00)C(O0) INChI=1S/CAHO04/c1-2-4(8-6)3-7-5/4-  H_, - L
6H,1-3H2 j/\
C4H72-3.400H C4H904  CICH]C(00)C(00) INChI=1S/CAHI04/c1-2-4(8-6)3-7-5/2,4- H_, - o~OH
6H,3H2,1H3 J/\
HO2CH2CHO C2H403  C(CO0)=0 INChI=1S/C2HAO3/c3-1-2-5-4/h1,4H,2H2 0\/\0/0“
H
IC4H10 C4H10 cce)c INCh=1S/C4H10/c1-4(2)3/h4H,1-3H3 Y
IC4H9 C4Ho [CH2]C(C)C INChI=1S/C4HO/C1-4(2)3/h4H, 1H2,2-3H3 Y



TC4H9

TC4H90

IC4H90

IC4H80

IC3H7CHO

IC3H7CO

IC3H6CHO

TC3H6CHO

IC3H5CHO

TC3H602CHO

C4H9

C4H90

C4H90

C4H80

C4H80

C4H70

C4H70

C4H70

C4H60

C4H703

c[cjc)c

CCEOO)IA]

cc(c)clo]

cci(c)col

CC(C)C=0

CC(C)[C]=0

[CH2]C(C)C=0

c[c](c)c=0

C=C(C)C=0

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

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

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

0"

INChI=1S/C4H90/c1-4(2)3-5/h4H,3H2,1- Y\o—
2H3

INChI=1S/C4H80/c1-4(2)3-5-4/h3H2, 1- 0
2H3 \e

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

INChI=1S/C4H80/c1-4(2)3-5/h3-4H,1-2H3 W/T\
0

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

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

W/HK
INChl=1S/C4H70/c1-4(2)3-5/h3H,1-2H3 H

W/KO

Tﬁl

INChI=1S/C4H703/c1-4(2,3-5)7-6/h3H,1- H
2H3 o ><§
™o



IC3H502HCHO

TC3H602HCO

TC3H60OCHO

IC3H6CO

IC3H5CO

IC3H4CHO-A

SC4H70H-|

IC4H902

TC4H902

IC4H802H-I

C4H703

C4H703

C4H702

C4H60

C4H50

C4H50

C4H80

C4H902

C4H902

C4H902

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

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

CC(C)([o)c=0

CC(C)=C=0

C=C(C)[C]=0

C=C([CH2])C=0

CC(C)=CO

CC(C)CO[0]

CC(C)(C)O[O]

[CH2]C(C)CO0

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

I
\
(=]
/
[=]
,
);I
(=]

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

o
pe
(=]
r
=
T

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

OB;
= T
[=)

\.\\\o

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

~,

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

=

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

o
Y,

4 <44

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

~
s
2

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

=]
N
=1
=



IC4H802H-T

TC4H8O2H-I

CC4H80

IC4H800H-102

IC4H800H-TO2

TC4H80OOH-I02

IC4KETII

IC4KETIT

TIC4H7Q2-I

IIC4H7Q2-I

C4H902

C4H902

C4H80

C4H904

C4H904

C4H904

C4H803

C4H803

C4H904

C4H904

C[C](C)co0

[CH2]C(C)(C)00

ci1c(c)col

CC(CO[0])CO0

CC(C)(CO0)0[0]

CC(C)(CO[0])00

CC(C=0)CO0

CC(C)(C=0)00

[CH2]C(C)(CO0)00

[CH2]C(CO0)CO0

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

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
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IC4H7Q2-T

IC4H700H

IC4H902H

TC4H902H

IC4H8

IC4H7

IC4H7-11

IC4H702

IC4H600H-I

CCYCCOOC-T1

C4H904

C4H802

C4H1002

C4H1002

C4H8

C4H7

C4H7

C4H702

C4H702

C4H702

C[C](CO0)CO0

C=C(C)CO0

CC(C)CO0

CC(C)(C)00

c=c(c)C

[CH2]C(=C)C

[CH]=C(C)C

C=C(C)CO[0]

C=C([CH2])COO

c[clicooct

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

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
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=
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C2CYCOOC-I1

IC4H70

CvCyccCcoC

CCYC20CO

CCYCCOOC-12

CHOIC3H60

IC3H500CH2

CCYCCO-T1

IC4H8OH-IT

IC4H8OH-TI

C4H702

C4H70

C4H60

C4H702

C4H702

C4H702

C4H702

C3H50

C4H90

C4H90

[CH2]C1(C)COO01

C=C(C)C[O]

C=CiCoOcC1

cci(co)col

CC1[CH]oOC1

CC(C=0)C[0]

C=C(C)OO[CH2]

C[Cl1c(01)

c[cl(c)co

[CH2]C(C)(C)O

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

INChl=1S/C4H70/c1-4(2)3-5/h1,3H2,2H3

INChl=1S/C4H60/c1-4-2-5-3-4/h1-3H2

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

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

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

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

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

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

INChl=1S/C4H90/c1-4(2,3)5/h5H,1H2,2-
3H3
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0
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IC4H70H

IC4H80H

IC4H60H

TQJC4H8OH

TQC4H8OI

QC4H70HP

TQC4H7OHI

CCY(CCO)COH

C2CY(COC)OH

IQJC4H8OH

C4H80

C4H90

C4H70

C4H903

C4H903

C4H903

C4H903

C4H802

C4H802

C4H903

C=C(C)CO

[CH2]C(C)CO

C=C(C)[CH]O

CC(C)(CO)O[0]

CC(C)(C[0])00

[CH2]C(C)(CO)00

CC(C)(ICH]0)00

CCc1(Co)co1

CC1(C)C(0)01

CC(C)(CO[0])O

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

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

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

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

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

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

INChl=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
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0
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H
0



IC3H6OHCHO

IQC4H8OT

IQC4H7OHT

CCY(CCOC)OH

CH2COHCH200H

TC3H60H

TQC4H70OHIO2

TQC4H7OHTO2

TQC4H7OHIQ-I

TQC4H7OHIQ-P

C4H802

C4H903

C4H903

C4H802

C3H603

C3H70

C4H905

C4H905

C4H905

C4H905

CC(C)(C=0)0

CC(C)(CO0)[0]

[CH2]C(C)(CO0)0

CC1(COC1)0

C=C(CO0)0

c[c)(c)o

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

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

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

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

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

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

INChl=1S/C3H603/c1-3(4)2-6-5/h4-5H,1-
2H2

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
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IC3H5COHQ

CH2CQCOHQ

IC3H5Q

COHQCYC(COC)

QCYC(CCOC)OH

HOCOCQ(CH3)2

IQC4H7OHTO2

IQC4H8OTQ-I

IQC4H7OHTQ-P

C4H803

C3H605

C3H602

C4H804

C4H804

C4H804

C4H905

C4H905

C4H905

CHOC(CH3)OHCH2Q C4H804

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

CC(CO0)(CO[0])0

CC(CO0)(CO0)[0]

[CH2]C(CO0)(CO0)O

CC(C=0)(CO0)0

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/CAH804/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

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

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

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



CO(CH200H)2 C3H605  C(C(CO0)=0)00 INChi=1S/C3HBO5/c4-3(1-7-5)2-8-6/5- -0~ 5~
6H,1-2H2 /\HA
0

CH3COCHO C3H402 CC(C=0)=0 INChl=1S/C3H402/c1-3(5)2-4/h2H,1H3 H
\’_(&0
4]
IC3H50CH2 C4H70 C=C(C)O[CHZ2] INChl=1S/C4H70/c1-4(2)5-3/h1,3H2,2H3 \H/OH““
IC4H7O0CH3 C5H1002 C=C(C)COOC InChl=1S/C5H1002/c1-5(2)4-7-6- o e .
3/h1,4H2,2-3H3 \H/\

IC4H700IC4H7 C8H1402 CC(=C)COOCC(=C)C INChl=1S/C8H1402/c1-7(2)5-9-10-6-

8(3)4/1,3,5-6H2,2,4H3 \[(\o/O\JJ\

C4H8-1 C4H8 C=CcC INChI=1S/C4H8/c1-3-4-2/h3H,1,4H2,2H3 Sy
C4H8-2 C4H8 Ccc=CC INChl=1S/C4H8/c1-3-4-2/h3-4H,1-2H3 \\7/)\\
C4H71-1 C4H7 [CH]=CCC INChl=1S/C4H7/c1-3-4-2/h1,3H,4H2,2H3 M
C4H71-2 C4H7 C=[C]cC INChl=1S/C4H7/c1-3-4-2/h1,4H2,2H3 “\\\{/\

C4H71-3 C4H7 C=C[CH]C INChl=1S/C4H7/c1-3-4-2/h3-4H,1H2,2H3 M



C4H71-4

C4H72-2

C4H71-0O

PC4H8OH-2

SC4H80OH-1

SC4H80H-3

C4H71-30H

C4H71-40H

C4H71-10H

C4H71-20H

C4H7

C4H7

C4H70

C4H90

C4H90

C4H90

C4H80

C4H80

C4H80

C4H80

[CH2]CcC=C

c[cl=cc

c=Ccc([o]))C

C(O)[CHICC

[CH2]C(0)CC

CC(O)[CHIC

C=CC(0)C

C=CCC(0)

C(0)=CCC

C=C(0)CC

INChl=1S/C4H7/c1-3-4-2/h3H,1-2,4H2

INChl=1S/C4H7/c1-3-4-2/h3H,1-2H3

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

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

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

ey,

INChl=1S/C4H90/c1-3-4(2)5/h3-5H,1-2H3 /‘W/%

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

InChl=1S/C4H80/c1-2-3-4-5/h2,5H,1,3-

4H2

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

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

H O



C4H72-10H

C4H72-20H

SQC4H8OP

PQC4H80S

PQC4H70HS-3

NC4KET120H

SQC4H70HS-4

SQC4H80S

NC4KET230H

SC4H80H-302

C4H80

C4H80

C4H903

C4H903

C4H903

C4H802

C4H903

C4H903

C4H802

C4H903

CC=CC(0)

CCc=C(0)C

CCC(00)C([0])

CCC([0])C(00)

C[CH]C(0)C(00)

C(=0)c(0)cC

CC(O0)C(O)[CH2]

CC(00)C([0))C

CC(0)C(=0)C

Cc(o)c(o[o))C

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

P T

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

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

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

INChl=1S/C4H903/c1-2-4(5)3-7-6/h2,4-
6H,3H2,1H3

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

INChl=1S/C4H903/c1-3(5)4(2)7-6/h3-
6H,1H2,2H3

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

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

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



CCY(COCC)OH

C4H702-1

C4H6-1

AC3H50CH2

SC3H50CH2-1

C8H141-5,3-4

C8H141-5,3

C8H142-6

C8H131-5,3-4,TA

C8H131-5,3,TA

C4H802

C4H70

C4H6

C4H70

C4H70

C8H14

C8H14

C8H14

C8H13

C8H13

CC(01)C(0)C1

cc=Cclo]

C#CCC

C=CCO[CH?2]

[CH2]0C=CC

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

C=CC(C)CC=CC

CC=CcCcc=CccC

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

c=c[c](c)cc=cC

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

INChl=1S/C4H70/c1-2-3-4-5/h2-
3H,4H2,1H3

INChl=1S/C4H6/c1-3-4-2/h1H,4H2,2H3

S

“\\/C'

INChl=1S/C4H70/c1-3-4-5-2/h3H,1-2,4H2 , /0 R

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

InChl=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

INChl=1S/C8H14/c1-3-5-7-8-6-4-2/h3-
6H,7-8H2,1-2H3

InChl=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

P N

/\r\/\
/\r\/\



C8H131-5,3,SA

C8H131-5,3,PA

C8H132-6,SA

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,SA0O

C8H13

C8H13

C8H13

C8H13

C6H10

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([o])c=CC

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

INChl=1S/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

SERREEE

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

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

0°



C8H132-6,PAO

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

C8H130

C7H11

C7H11

C4H70

C4H70

C4H70

C4H70

C4H60

C4H903

C4H802

CC=CCCC=CC[0]

[CH]=CCC(C)C=C

[CH]=CCCC=CC

C=C[CH]CO

C[CH]C=CO

C=C[C](C)O

C=C(O)[CHIC

C=CC=CO

[CH2]CC(CO)00

OcCciccol

INChI=1S/C8H130/C1-2-3-4-5-6-7-8-9/h2- * (o A o

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

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

InChl=1S/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



NC4KET210H

C2H5CHOHCO

CH3COCOHCH3

C2H4COCH20H

CH3COHCO

CH2COHCHO

SQC4H70HP-402

PQC4H70OHS-302

SQC4H70HS-402

C4H702-1,300H

C4H802

C4H702

C4H702

C4H702

C3H402

C3H402

C4H905

C4H905

C4H905

C4H905

CCC(=0)CO

CCC(0)[C]=0

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

C[CH]C(=0)CO

CC(0)=C=0

C=C(0)C=0

[0]OCCC(CO)00

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

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

CC(00)C([0])CO0

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

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

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

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

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

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

T
1
[=]
?—I
[=]



NC4KET130H-2

NC4KET240H-1

NC4KET240H-3

C4H60OHOOH1-4-3

C4H60HOOH2-2-1

C4H60OHOOH1-3-4

C4H60OHOOH1-2-3

HOCH2CHO

C4H71-400H

C4H71-402

C4H804

C4H804

C4H804

C4H803

C4H803

C4H803

C4H803

C2H402

C4H802

C4H702

CC(00)C(0)C=0

0=C(C0)CCO0

CC(=0)C(0)CO0

C=CC(C0)00

CC=C(0)C(00)

C=CC(0)C(00)

C=C(0)C(C)00

0=CCO

C=CCCOO

C=CCCO[0]

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

InChi=1S/C4H804/c5-3-4(6)1-2-8- Heg Ou g H
7/h5,7H,1-3H2 /\HN

INChI=1S/C4H804/c1-3(5)4(6)2-8-7/h4,6- 0
7H.2H2,1H3 o
H g
INChI=1S/CAH803/c1-2-4(3-5)7-6/2.4-  H_, - ot
6H,1,3H2 J/\
/

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

H
6H,3H2,1H3 fj/\ox%

INChi=1S/C4HBO3/c1-2-4(5)3-7-6lh2,4- o0t
6H,1,3H2 /ﬁ/\

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

INChl=1S/C2H402/c3-1-2-4/h1,4H,2H2 OV\O’H

- 0
Ln:zhl—1S/C4H802/Cl-2-3-4-6-5/h2,5H ,1,3-H 0~ e

INChl=1S/C4H702/c1-2-3-4-6-5/h2H,1,3- NO/O‘
4H2



C4H61-300H4

C4H601-300H4

C4H602-100H4

HOCH2COCH2

HOCH2CO

HOCHCHO

PC3H40H-3

PC3H40H-1

CH3COCHOH

SC2H20H

C4H702

C4H703

C4H703

C3H502

C2H302

C2H302

C3H50

C3H50

C3H502

C2H30

C=C[CH]COO

C=CC([0])CO0

[0]CC=CCOO0

[CH2]C(=0)CO

o=[c]co

O=C[CH]O

C=C[CH]O

cc=[c]o

CC(=0)[CH]O

c=[c]o

— 0 .
INChl=1S/C4H702/c1-2-3-4-6-5/h2- H_O/ e
3,5H,1,4H2

InChi=1S/C4H703/c1-2-4(5)3-7- L o0t
6/h2,4,6H,1,3H2 /ﬁ/\

0"

INChi=1S/C4H703/c5-3-1-2-4-7-6/1- O s~ Oy
2,6H,3-4H2

INChl=1S/C3H502/c1-3(5)2-4/h4H,1-2H2 *\[(\O,H

0

INChI=1S/C2H302/c3-1-2-4/h3H,1H2 w0~ %,

INChI=1S/C2H302/c3-1-2-4/h1-3H Ov o-H
H

INChl=1S/C3H50/c1-2-3-4/h2-4H,1H2 H’OW

InChl=1S/C3H50/c1-2-3-4/h2,4H,1H3 H'O\i/)‘\

InChl=1S/C3H502/c1-3(5)2-4/h2,4H,1H3 \[(.\O’H

0

INChl=1S/C2H30/c1-2-3/h3H,1H2 *\\{/O\H



PC4H80OH-1

PC4H8OH-3

C4H701-4

PC4H8OH-4

SC4H80H-2

CH2COHCO

C4H72-202

C4H71-102

C4H71-202

C3H60H1-1

C4H90

C4H90

C4H70

C4H90

C4H90

C3H302

C4H702

C4H702

C4H702

C3H70

CCC[CH](0)

C[CH]CC(0)

c=Ccclo]

[CH2]CCC(0)

c[cl)cc

C=C(O)I[CI(=0)

CC=C(C)0[0]

CCC=CO[0]

C=C(CC)0[0]

CC[CH]O

INChl=1S/C4H90/c1-2-3-4-5/h4-5H,2- MO’H
3H2,1H3

INChl=1S/C4H90/c1-2-3-4-5/h2,5H,3- MO’H
4H2,1H3

INChl=1S/C4H70/c1-2-3-4-5/h2H,1,3-4H2 ‘O/W

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

INChl=1S/C4H90/c1-3-4(2)5/h5H,3H2,1- O
2H3 /W/
INChI=1S/C3H302/c1-3(5)2-4/h5H,1H2 O/TQH

_ . .0
|2n|_(|:3hI—1S/C4H702/01-3-4(2)6-5/h3H,1- 0" Wf\\

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

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

INChl=1S/C3H70/c1-2-3-4/h3- H’O‘\\v/"\\
4H,2H2,1H3 :



PC4H80OH-202

SC4H80H-102

C4H71-300CH3

C4H72-100CH3

C4H6

C4H612

C4H6-2

C4H5-I

C4H5-N

C4H5-2

C4H903

C4H903

C5H1002

C5H1002

C4H6

C4H6

C4H6

C4H5

C4H5

C4H5

CCC(0[0])C(O)

CCC(0)C(0[0])

C=CC(C)00C

CC=CCOOC

C=CcC=C

C=C=CC

CC#CC

c=[c]c=C

[CH]=CC=C

CCHC[CH2]

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

INChl=1S/C4H6/c1-3-4-2/h1-2H3

INChl=1S/C4H5/c1-3-4-2/h3H,1-2H2

INChl=1S/C4H5/c1-3-4-2/h1,3-4H,2H2

INChl=1S/C4H5/c1-3-4-2/h1H2,2H3

W,
_n>\

¥,



C4H4

C4H3-I

C4H3-N

C4H2

C4H6025

C2H3CHOCH2

C4H40

C4H6023

CH2CHCHCHO

H2C40

C4H4

C4H3

C4H3

C4H2

C4H60

C4H60

C4H40

C4H60

C4H50

C4H20

C#HCC=C

C#C[C]=C

[CH]=CC#C

CHCCHC

CiC=Cco1

C=CcCico1

CC#CC=0

Ci10C=CC1

[CH2]C=CC=0

C#CC1=C(01)

INChl=1S/C4H4/c1-3-4-2/h1,4H,2H2

INChl=1S/C4H3/c1-3-4-2/h1H,2H2

INChl=1S/C4H3/c1-3-4-2/h1-3H

INChl=1S/C4H2/c1-3-4-2/h1-2H

INChl=1S/C4H60/c1-2-4-5-3-1/h1-2H,3-

4H2

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

INChl=1S/C4H40/c1-2-3-4-5/h4H,1H3

INChl=1S/C4H60/c1-2-4-5-3-

1/h1,3H,2,4H2

INChl=1S/C4H50/c1-2-3-4-5/h2-4H,1H2

INChl=1S/C4H20/c1-2-4-3-5-4/h1,3H

{

{

3,

(3]

".?\\

".?\\

".“.\\'\

(o]

(o]

)

e

3]

(]
“

w



NC3H7CHO

NC3H7CO

C3H6CHO-1

C3H6CHO-2

C3H6CHO-3

SC3H5CHO

SC3H5CO

C2H5COCH3

C2H5COCH2

CH2CH2COCH3

C4H80

C4H70

C4H70

C4H70

C4H70

C4H60

C4H50

C4H80

C4H70

C4H70

CCCcC=0

CCC[C]=0

[CH2]CCC=0

C[CH]CC=0

CC[CH]C=0

CC=CC=0

CC=C[C]=0

CCC(C)=0

[CH2]C(=0)CC

[CH2]CC(C)=0

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

INChl=1S/C4H70/c1-2-3-4-5/h2-3H2,1H3 OM
INChI=1S/C4H70/c1-2-3-4-5/h4H,1-3H2 O

INChl=1S/C4H70/c1-2-3-4- o
5/h2,4H,3H2,1H3

4H,2H2,1H3

INChI=1S/C4H60/c1-2-3-4-5/h2-4H,1H3 O

INChl=1S/C4H50/c1-2-3-4-5/h2-3H,1H3

R
R
InChI=1S/C4H70/c1-2-3-4-5/h3- OY\/
\H/‘\v’
P

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

0

INChl=1S/C4H70/c1-3-4(2)5/h2-3H2,1H3 \[(\

0

INChl=1S/C4H70/c1-3-4(2)5/h1,3H2,2H3 .
j}(\



CH3CHCOCH3 C4H70 C[CH]C(C)=0 INChl=1S/C4H70/c1-3-4(2)5/h3H,1-2H3 \[(\

0

C2H3COCH3 C4H60 C=CC(C)=0 InChl=1S/C4H60/c1-3- \[(‘\\
4(2)5/h3H,1H2,2H3

CH3CHOOCOCH3 C4H703 CC(=0)C(C)O[Q] INChl=1S/C4H703/c1-3(5)4(2)7-6/h4H,1-
2H3

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

8]
0
O/OTJJ\
CH2CHOOHCOCH3 C4H703 [CH2]C(O0O)C(C)=0 INChI=1S/C4H703/c1-3(5)4(2)7- a
H.o /O\HJ\

C2H5CHCO C4H60 Cccc=C=0 INChI=1S/C4H60/c1-2-3-4- Ose
5/h3H,2H2,1H3 S

NC5H12 C5H12 ccecece INChl=1S/C5H12/c1-3-5-4-2/h3-5H2,1- " ™ ™,
2H3

C5H11-1 C5H11 [CH2]ccce INChI=1S/C5H11/c1-3-5-4-2/h1,3- e
5H2,2H3

C5H11-2 C5H11 c[cH]cce INChI=1S/C5H11/c1-3-5-4-2/h3H,4-5H2,1- -~~~
2H3

C5H11-3 C5H11 CC[CH]CC INChI=1S/C5H11/c1-3-5-4-2/h5H,3-4H2,1- .~ ",
2H3

C5H1102H-1 C5H1202 CCCCCOO INChI=1S/C5H1202/c1-2-3-4-5-7-6/N6H,2- .~~~

5H2,1H3



C5H1102H-2

C5H1102H-3

C5H1102-1

C5H1102-2

C5H1102-3

C5H110-1

C5H110-2

C5H110-3

C5H1000H1-2

C5H1000H1-3

C5H1202

C5H1202

C5H1102

C5H1102

C5H1102

C5H110

C5H110

C5H110

C5H1102

C5H1102

CCCC(C)00

CCC(CC)00

CCCcCcco[o]

CCCC(C)0[0]

CCC(CC)0[0]

ccceclo]

CCCC(C)[0]

CCC(CC)[0]

CCC[CH]CO0

CC[CH]CCOO

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

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

InChl=1S/C5H1102/c1-2-3-4-5-7-6/h2-
5H2,1H3

4H2,1-2H3

0
Hop~ \r\/
0
/j/ \“‘O’H

o°

INChl=1S/C5H1102/c1-3-4-5(2)7-6/h5H,3- - /OT/\/

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

4H2,1-2H3

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

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

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

InChl=1S/C5H1102/c1-2-3-4-5-7-
6/h4,6H,2-3,5H2,1H3

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

WO/O“H



C5H1000H1-4

C5H1000H1-5

C5H1000H2-1

C5H1000H2-3

C5H1000H2-4

C5H1000H2-5

C5H1000H3-1

C5H1000H3-2

C5H1001-2

C5H1001-3

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H100

C5H100

C[CH]CCCOO

[CH2]CCCCOO

CCCC([CH2])00

CC[CH]C(C)00

C[CH]CC(C)00

[CH2]CCC(C)00

[CH2]CC(CC)00

C[CH]C(CC)00

CCCcCico1

CCcCicco1

InChl=1S/C5H1102/c1-2-3-4-5-7-
6/h2,6H,3-5H2,1H3

INChl=1S/C5H1102/c1-2-3-4-5-7-6/h6H,1- .~~~ . O+

5H2

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

INChl=1S/C5H1102/c1-3-4-5(2)7-6/h4-
6H,3H2,1-2H3

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

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

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

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

InChl=1S/C5H100/c1-2-3-5-4-6-5/h5H,2-
4H2,1H3

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

W\\“O/O‘H



C5H1001-4

C5H1001-5

C5H1002-3

C5H1002-4

C5H1000H1-202

C5H1000H1-302

C5H1000H1-402

C5H1000H1-502

C5H1000H2-102

C5H1000H2-302

C5H100

C5H100

C5H100

C5H100

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CCiccco1

ciccocc:

cccic(c)ol

ccice(c)ol

CCCC(CO0)0[0]

CCC(CCO0)0[0]

CC(CCCOo0)0[0]

C(CCO0)CCO[0]

CCCC(CO[0])00

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

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

InChl=1S/C5H100/c1-2-4-6-5-3-1/h1-5H2

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

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

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

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

(3
O
A
=}
W\O/O,H

. 8]

O/

0
w “‘“‘O’H
‘O/O

INChI=1S/C5H1104/c1-5(9-7)3-2-4-8-6/h5-» | JpeLi
6H,2-4H2,1H3 \f\ﬂ

InChl=1S/C5H1104/c6-8-4-2-1-3-5-9-
7/h6H,1-5H2

. L0 0
L N N -\O,H

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

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



C5H1000H2-402

C5H1000H2-502

C5H1000H3-102

C5H1000H3-202

C5H91-2,300H

C5H91-2,400H

C5H91-2,500H

C5H91-3,400H

C5H91-3,500H

C5H91-4,500H

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

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

CC(CCCO[0])00

CCC(CCO[0])00

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

CCC(C([CH2])00)00

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

[CH2]C(CCCO0)00

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

[CH2]CC(CCO0)00

[CH2]CCC(CO0)00

7H,1-4H2

INChI=1S/C5H1104/c1-4(8-6)3-5(2)9-7/h4-H. , ~° Oy
6H,3H2,1-2H3 \m/
INChI=1S/C5H1104/c1-5(9-7)3-2-4-8-  H., ~° o
6/h5,7H,2-4H2,1H3 W
INChI=1S/C5H1104/c1-2-5(9-7)3-4-8-  H. 0/0 0. o
6/h5,7H,2-4H2,1H3

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

5,7H,3H2,1-2H3 Hog-? O
INChI=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h4- ’
7H,2-3H2,1H3 H-o/j/Lo/O‘H
INChI=1S/C5H1104/c1-4(8-6)3-5(2)9-7/h4-H. , ~° OusgH
7H,1,3H2,2H3 \m/
INChI=1S/C5H1104/c1-5(9-7)3-2-4-8-6/5H. , ~° 0
7H,1-4H2 W/\/\
INChI=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h4-

7H,1,3H2,2H3 Hop~? o0
InChI=18/C5H11O4/cl-2-5(9-7)3-4-8-6/h5-H»O/OJ/\/O\WH

INChI=1S/C5H1104/c1-2-3-5(9-7)4-8-6/h5-" JUrLE
7H,1-4H2 W/\
8]
o -~

T-

H



C5H92-1,300H

C5H92-1,400H

C5H92-1,500H

C5H92-3,400H

C5H92-3,500H

C5H92-4,500H

C5H93-1,200H

C5H93-1,400H

C5H93-1,500H

C5H93-2,400H

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CCC([CH]CO0)00

CC(C[CH]CO0)00

C([CH]CO0)CCOO

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

C[CH]C(CCO0)00

C[CH]CC(CO0)00

CC[CH]C(CO0)00

CC([CH]CCO0)00

[CH](CCO0)CCOO

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

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

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

INChl=1S/C5H1104/c6-8-4-2-1-3-5-9-
7/h2,6-7H,1,3-5H2

INChl=1S/C5H1104/c1-3-5(9-7)4(2)8-6/h3-

7H,1-2H3

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

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

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

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

INChl=1S/C5H1104/c6-8-4-2-1-3-5-9-
7/n1,6-7H,2-5H2

7H,1-2H3

o] N 0
H_O/ R H‘O'H

INChI=1S/C5H1104/c1-4(8-6)3-5(2)9-7/h3-H _ 0/0 \m/oa o-H



C5H91-300H

C5H91-400H

C5H91-500H

C5H92-100H

C5H92-400H

C5H92-500H

C5H901-200H-3

C5H901-200H-4

C5H901-200H-5

C5H901-300H-2

C5H1002

C5H1002

C5H1002

C5H1002

C5H1002

C5H1002

C5H1003

C5H1003

C5H1003

C5H1003

C=CC(CC)00

C=CCC(C)00

C=CCCCOO

CCC=CCOO

CC=CC(C)00

CC=CCCOO

CCC(C1C01)00

CC(CC1C01)00

C(CC1C01)CO0

CCC1C(CO1)00

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

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

InChl=1S/C5H1002/c1-2-3-4-5-7-
6/h2,6H,1,3-5H2

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

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

InChl=1S/C5H1002/c1-2-3-4-5-7-6/h2-
3,6H,4-5H2,1H3

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

6H,2-3H2,1H3

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

6H,2-3H2,1H3

InChl=1S/C5H1003/c6-8-3-1-2-5-4-7-5/h5-

6H,1-4H2

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

6H,2-3H2,1H3

“\_,/’V\O/O‘H



C5H901-300H-4

C5H901-300H-5

C5H901-400H-2

C5H901-400H-3

C5H901-400H-5

C5H901-500H-2

C5H901-500H-3

C5H902-300H-1

C5H902-300H-4

C5H902-300H-5

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

CC(C1CCO01)00

C1COC1CCO0

CC1CC(CO1)00

CC1C(CCO1)00

C1CC(CO0)0C1

C1CC(COC1)00

C1COCcCcC100

CCC1C(C00)01

CC1C(C(C)00)01

CC1C(CC00)01

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

Q
0
INChI=1S/C5H1003/c6-8-4-2-5-1-3-7-5/h5-
6H,1-4H2
Y
0

Q
H

~
o]
H
0
!
o]
0—0
H
o]
o]

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

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

0

Q

H
INChl=1S/C5H1003/c6-8-4-5-2-1-3-7-5/h5-
6H,1-4H2

INChI=1S/C5H1003/c6-8-5-2-1-3-7-4-5/h5-H-q

6H,1-4H2 |
O\O
0
/0
0

—

Q
N
I

INChl=1S/C5H1003/c6-8-5-1-3-7-4-2-5/h5- H

6H,1-4H2 0
fi]

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

6H,2-3H2,1H3 H /0\/%
0
INChI=1S/C5H1003/c1-3-5(7-3)4(2)8-6/h3- 0
6H,1-2H3 yo 0
0
INChI=1S/C5H1003/c1-4-5(8-4)2-3-7-6/h4- 0
6H,2-3H2,1H3 H'O“o/\/A



C5H902-400H-1 C5H1003 CCi1CC(CO0)01 INChl=1S/C5H1003/c1-4-2-5(8-4)3-7-6/h4- 0

6H,2-3H2,1H3
I:)\
0
H
C5H902-400H-3 C5H1003 CC1C(C(C)01)00 INChI=1S/C5H1003/c1-3-5(8-6)4(2)7-3/h3- 0
6H,1-2H3
Tha
C5H901-20-5 C5H902  C(CC1CO1)C[O] INChl=1S/C5H902/c6-3-1-2-5-4-7- 0
5/h5H,1-4H2 O"W/A
CH2CH20CH2CH2CH(C5H902  [CH2]COCCC=0 INChI=1S/C5H902/c1-2-7-5-3-4-6/h4H, 1- OWO\/‘
3,5H2 ,
NC5KET12 C5H1003 CCCC(C=0)00 INChI=1S/C5H1003/c1-2-3-5(4-6)8-7/h4- H
5,7H,2-3H2,1H3 MO
0/0
M
NC5KET13 C5H1003 CCC(CC=0)00 INChl=1S/C5H1008/c1-2-5(8-7)3-4-6/h4- H_ -° 0
5,7H,2-3H2,1H3 J/\f
NC5KET14 C5H1003 CC(CCC=0)00 INChI=1S/C5H1003/c1-5(8-7)3-2-4-6/h4- H
5,7H,2-3H2,1H3 H_O/OW/\/J\O
NC5KET15 C5H1003 C(CC=0)CCOO INChI=1S/C5H1003/c6-4-2-1-3-5-8- Owox .
7/h4,7H,1-3,5H2 ,

NC5KET21 C5H1003 CCCC(C00)=0 InChl=1S/C5H1003/c1-2-3-5(6)4-8- 0/0~H
7/h7H,2-4H2,1H3
4]
NC5KET23 C5H1003 CCC(C(C)=0)00 INChl=1S/C5H1003/c1-3-5(8- 8

7)4(2)6/h5,7H,3H2,1-2H3

T
3
*
[=



NCS5KET24

NC5KET25

NC5KET31

NCS5KET32

NCS5KET120

NCS5KET130

NCS5KET140

NCS5KET150

NCS5KET210

NCS5KET230

C5H1003

C5H1003

C5H1003

C5H1003

C5H902

C5H902

C5H902

C5H902

C5H902

C5H902

CC(CC(C)00)=0

CC(CCCO0)=0

CCC(CCO0)=0

CCC(C(C)00)=0

CCCC(C=0)[0]

CCC(CC=0)[0]

CCc(CCC=0)[0]

C(CC=0)CC[O]

CCCC(C[0])=0

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

InChl=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

InChl=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

INChI=1S/C5H902/c6-4-2-1-3-5-7/h4H, 1- OW\/O'
3,5H2

INChl=1S/C5H902/c1-2-3-5(7)4-6/h2-
4H2,1H3

InChl=1S/C5H902/c1-3-
5(7)4(2)6/h5H,3H2,1-2H3

o~



NCS5KET240

NCS5KET250

NCS5KET310

NCS5KET320

NCS5DIONE13

NCS5DIONE24

C5H100H23

02C5H100H23

OCH2CHO

CH20CH2CHO

C5H902

C5H902

C5H902

C5H902

C5H802

C5H802

C5H110

C5H1103

C2H302

C3H502

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

Cc(ccclo))=0

ccc(cclo))=0

CCC(C(C)[0))=0

C(=0)CC(=0)CC

CC(=0)CC(=0)C

CC[CHIC(C)O

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

c(c[o))=0

[CH2]0CC=0

InChl=1S/C5H902/c1-4(6)3-
5(2)7/h4H,3H2,1-2H3

INChl=1S/C5H902/c1-5(7)3-2-4-6/h2-
4H2,1H3

L=
=

L=
=

INChl=1S/C5H902/c1-2-5(7)3-4-6/h2-
4H2,1H3

InChl=1S/C5H902/c1-3-
5(7)4(2)6/h4H,3H2,1-2H3

(=]

INChl=1S/C5H802/c1-2-5(7)3-4-6/h4H,2-
3H2,1H3

InChl=1S/C5H802/c1-4(6)3-5(2)7/h3H2,1-
2H3

D Tl S

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

g
1
[=)
i’

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

s

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

[=]
B
o
T
é :
L]
[=]
=

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

H

0



C2H40CHO C3H502  CC(C=0)[0] InChl=1S/C3H502/c1-3(5)2-4/h2-3H,1H3

7H,2-4H2,1H3

H
\(&0
on
C5H1000H1-30H C5H1203 C(O0O)CCc(0O)CcC InChl=1S/C5H1203/c1-2-5(6)3-4-8-7/h5- 4 f[j/\_/o ~p-

C5H1000H2-40H C5H1203 CC(OO)CC(0)C INChl=1S/C5H1203/c1-4(6)3-5(2)8-7/h4-
7H,3H2,1-2H3

HLO/
H_O/

O\r\‘/o*H
C5H1000H3-10H  C5H1203  C(0)CC(O0)CC INChI=1S/C5H1203/c1-2-5(8-7)3-4-6/h5- 0 0.,
7H,2-4H2,1H3 J/\/
4]

NC5CYCPER13 C5H1003 C1(O)Cc(oo1)ce INChI=1S/C5H1003/c1-2-4-3-5(6)8-7-4/h4-H -0
6H,2-3H2,1H3 m
0
e

NC5CYCPER24 C5H1003 CC1(0O)Cc(o01)C InChl=1S/C5H1003/c1-4-3-5(2,6)8-7- O-H
4/h4,6H,3H2,1-2H3
0

NC5CYCPER31 C5H1003 C(OO1)CCL(0)CC INChI=1S/C5H1003/c1-2-5(6)3-4-7-8- 0-H
5/h6H,2-4H2,1H3 ‘%
0

IC5H12 C5H12 CCcC(C)C INChl=1S/C5H12/c1-4-5(2)3/h5H,4H2,1-
3H3

BC5H11 C5H11 CC[C](C)C INChl=1S/C5H11/c1-4-5(2)3/h4H2,1-3H3

AC5H11 C5H11 CCC([CH2))C InChl=1S/C5H11/c1-4- :
5(2)3/h5H,2,4H2,1,3H3 W/\



CC5H11

DC5H11

AC5H90-A2

AC5H1102H

BC5H1102H

CC5H1102H

DC5H1102H

AC5H1102

BC5H1102

CC5H1102

C5H11

C5H11

C5H90

C5H1202

C5H1202

C5H1202

C5H1202

C5H1102

C5H1102

C5H1102

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)CCOoO

CCC(C)COo[0]

CCC(C)(C)O[0]

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

INChI=1S/C5H11/c1-4-5(2)3/h4-5H,1-3H3 W/\
INChI=1S/C5H11/c1-4-5(2)3/h5H,1,4H2,2- \r\
3H3

INChl=1S/C5H90/c1-3-5(2)4-6/h2- "0

4H2,1H3

INChl=1S/C5H1202/c1-3-5(2)4-7-6/h5- O/O-H
6H,3-4H2,1-2H3 /ﬁ/\
INChl=1S/C5H1202/c1-4-5(2,3)7- O h
6/h6H,4H2,1-3H3 0

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

INChl=1S/C5H1202/c1-5(2)3-4-7-6/h5- Oy H
6H,3-4H2,1-2H3 W/\/
INChl=1S/C5H1102/c1-3-5(2)4-7-6/h5H, 3- 0"
4H2,1-2H3 /ﬁ/\

[=]

InChl=1S/C5H1102/c1-4-5(2,3)7-
6/h4H2,1-3H3 o
INChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-
5H,1-3H3 L



DC5H1102 C5H1102 CC(C)CCO[O] INChl=1S/C5H1102/c1-5(2)3-4-7-6/h5H,3-
4H2,1-2H3

AC5H110 C5H110 CCC(C)C[O] InChl=1S/C5H110/c1-3-5(2)4-6/h5H,3-
4H2,1-2H3

BC5H110 C5H110 CCC(C)(O)[O] INChl=1S/C5H110/c1-4-5(2,3)6/h4H2,1-
3H3

CC5H110 C5H110 CC(C)Cc(O)[O] INChl=1S/C5H110/c1-4(2)5(3)6/h4-5H,1-
3H3

DC5H110 C5H110 CC(C)CClO] INChl=1S/C5H110/c1-5(2)3-4-6/h5H,3-
4H2,1-2H3

6H,2-4H2,1H3

AC5H1000H-B C5H1102  CC[C](C)COO INChl=1S/C5H1102/c1-3-5(2)4-7-6/h6H,3-
4H2,1-2H3

H
H
AC5H1000H-C C5H1102 C[CH]C(C)COO INChl=1S/C5H1102/c1-3-5(2)4-7-6/h3,5- H
6H,4H2,1-2H3
AC5H1000H-D C5H1102 [CH2]CC(C)COO INChl=1S/C5H1102/c1-3-5(2)4-7-6/h5- -
6H,1,3-4H2,2H3

H

BC5H1000H-A C5H1102 CCC([CH2])(C)O0 InChl=1S/C5H1102/c1-4-5(2,3)7-
6/h6H,2,4H2,1,3H3

ﬁ/\/oxoﬁ
*Oﬁ/\
A

o

.
W)\
\}/\/O*

AC5H1000H-A C5H1102 CCC([CH2])COO INChI=1S/C5H1102/c1-3-5(2)4-7-6/h5- /W‘/\O/O-

/ﬁ/\oz’o'
/ﬁ/\o/ﬁ‘
. /ﬁ/\o/-0
th "ot



BC5H1000H-C

BC5H1000H-D

CC5H1000H-A

CC5H1000H-B

CC5H1000H-D

DC5H1000H-A

DC5H1000H-B

DC5H1000H-C

A-AC5H100

A-BC5H100

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H1102

C5H100

C5H100

C[CH]C(C)(C)00O

[CH2]CC(C)(C)00

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

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

CC(C)C([CH2])00

[CH2]C(C)CCOO

c[c](c)ccoo

CC(C)[CHICOO

CCcicoc:

ccci(c)col

InChl=1S/C5H1102/c1-4-5(2,3)7- 0
6/h4,6H,1-3H3

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

INChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-
6H,1H2,2-3H3

H_O/O\T/l\.
INChI=1S/C5H1102/c1-4(2)5(3)7-6/h5-
6H,1-3H3 H_O/O\T/L\
H_O/O\L/l\
Oy H
0 o.M
L
0
0

INChl=1S/C5H1102/c1-4(2)5(3)7-6/h4-
6H,3H2,1-2H3

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

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

InChl=1S/C5H100/c1-2-5-3-6-4-5/h5H,2-
4H2,1H3

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

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



A-CC5H100

A-DC5H100

B-CC5H100

B-DC5H100

C-DC5H100

AC5H1000H-AO2

AC5H1000H-BO2

AC5H1000H-CO2

AC5H1000H-DO2

BC5H1000H-AO2

C5H100

C5H100

C5H100

C5H100

C5H100

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

CccCicocic

CccCiccoc:

Cc1c(C)(C)o1

cci(c)ccol

cc(c)cicol

CCC(CO0)CO[0]

CCC(C)(CO0)0[0]

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

CC(CCO[0])CO0

CCC(C)(CO[0])00

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

InChl=1S/C5H100/c1-5-2-3-6-4-5/h5H,2-
4H2,1H3

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

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

J:OK
o]
INChi=1S/C5H100/c1-4-5(2,3)6-4/h4H 1
3H3 \e\
EF
W/A

INChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h5-0~.. o 0/°~H
6H,2-4H2,1H3 /j/\

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

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

6H,3H2,1-2H3 H

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

H

J

o~
0 R
“‘0&%\0/

INChI=1S/C5H1104/c1-5(4-9-7)2-3-8- 1O o,

6/h5,7H,2-4H2,1H3 Arv

o-

0 0"

x0§<\



BC5H1000H-CO2

BC5H1000H-DO2

CC5H1000H-AO2

CC5H1000H-B0O2

CC5H1000H-DO2

DC5H1000H-AO2

DC5H1000H-BO2

DC5H1000H-CO2

C5H9A-A,BOOH

C5H9A-A,COOH

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

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

CC(C)(CCO[0])00

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

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

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

CC(CCO0)CO[O]

CC(C)(CCO0)0[0]

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

CCC([CH2])(CO0)00

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

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

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

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

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

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

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

8]

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

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

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

0
0
ey
b
-
ey
T
0
0
0

.
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0
8]
0
0
0
-
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-
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N

T

0/0
o

0
0
0/
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.0/0

0/0
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e

0
“H
OmO,H
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C5H9A-A,DOOH

C5H9A-B,COOH

C5H9A-B,DOOH

C5H9A-C,DOOH

C5H9B-A, AOCH

C5H9B-A,COOH

C5H9B-A,DOOH

C5H9B-C,DOOH

C5H9C-A,AOOH

C5H9C-A,BOOH

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

[CH2]C(CCO0)CO0

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

[CH2]C(C)(CCO0)00

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

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[CH]C(C)(CO0)00

INChl=1S/C5H1104/c1-5(4-9-7)2-3-8-6/h5-; -0~
7H,1-4H2

0

=)
/
o
T

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

I
‘o
/
[=]
)}
",
(=]

T

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

7H,1,3-4H2,2H3 H,O\0

)Z
£
o
T

INChl=1S/C5H1104/c1-4(2)5(9-7)3-8-6/h4-
7H,1,3H2,2H3 40

s
s
T-o Aii
*
fa)

L=
v

INChl=1S/C5H1104/c1-2-5(3-8-6)4-9-7/h6-4 - \0
7H,2-4H2,1H3

o
*
T

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

7H,3H2,1-2H3 0y

{ﬁ i
A

[=)

T

(=]
!
L=
[
T

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

0

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

T
k=)
S
&
T-o Aii :
Y
f=)

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

g
"
[=]
s
[=]
\_i
o
*
L=
v
T

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

T
:
=}
s
o
)§’\
=
*
=}
:
T



C5H9C-A,DOOH

C5H9C-B,DOOH

C5H9D-A,AOOH

C5H9D-A,BOOH

C5H9D-A,COOH

C5H9D-B,COOH

C5H9A-AOCH

C5H9A-COOH

C5H9A-DOOH

C5H9B-AOCOH

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1104

C5H1002

C5H1002

C5H1002

C5H1002

CC([CH]CO0)COO

CC(C)([CH]CO0)00

[CH2]CC(CO0)CO0

[CH2]CC(C)(CO0)00

CC(COO0)C([CH2])00

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

CCC(=C)CO0

C=C(C)C(C)00

C=C(C)CCO0

CC=C(C)CO0

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/h5-
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

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

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

INChl=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/c1-3-5(2)4-7-
6/h3,6H,4H2,1-2H3
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C5H9B-DOOH

C5H9C-AOOH

C5H9C-BOOH

C5H90A-AOOH-B

C5H90A-AOOH-C

C5H90A-AOOH-D

C5H90A-BOOH-A

C5H90A-BOOH-C

C5H90A-BOOH-D

C5H90A-COOH-A

C5H1002

C5H1002

C5H1002

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

CC(C)=CCO0

C=CC(C)CO0

C=CC(C)(C)00

CCC1(COC1)00

CC(C1COC1)00

c(coo)cicoct

CCC1(CO1)CO0

CC(C1(C)CO1)00

CC1(CCOo0)Cco1

CC1C(CO1)COO0

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

6H,1,4H2,2H3

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

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

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

INChl=1S/C5H1003/c6-8-2-1-5-3-7-4-5/h5-
6H,1-4H2

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

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

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

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

INChl=1S/C5H1002/c1-3-5(2)4-7-6/h3,5- ///\r\ O
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C5H90A-COOH-B

C5H90A-COOH-D

C5H90A-DOOH-A

C5H90A-DOOH-B

C5H90A-DOOH-C

C5H90B-COOH-A

C5H90B-COOH-D

C5H90B-DOOH-A

C5H90B-DOOH-C

C5H90C-DOOH-A

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

CC1C(C)(CO1)00

CC1CO0C1Cc00

C1COCC1Cc00

CC1(CCOC1)00

CC1CO0CcC100

CC1C(C)(CO0)01

CC1(C)C(CO0)01

CC1(CCO1)CO0

CC1(C)C(CO1)00

Cc(Coo)c1co1

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- e
6H,2-3H2,1H3 ):K/
0

INChl=1S/C5H1003/c6-8-4-5-1-2-7-3-5/h5- /0 -H

6H,1-4H2

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

INChl=1S/C5H1003/c1-4-2-7-3-5(4)8-6/h4- 0
6H,2-3H2,1H3 E f
0—o

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

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

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

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

o
o
T e

INChl=1S/C5H1003/c1-4(2-8-6)5-3-7-5/h4-
6H,2-3H2,1H3 H’O“mo



C5H90C-DOOH-B

C5H1003

CH3COCH20CH2CH2 C5H902

ICS5KETAA

ICS5KETAB

ICS5KETAC

ICS5KETAD

ICS5KETCA

ICS5KETCB

ICS5KETCD

ICS5KETDA

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

C5H1003

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

CC(C)C(CO0)=0

CC(CC=0)CO0

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

InChl=1S/C5H902/c1-3-7-4-5(2)6/h1,3-
4H2,2H3

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

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

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

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

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

InChl=1S/C5H1003/c1-4(6)5(2,3)8-
7/n7H,1-3H3

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

InChl=1S/C5H1003/c1-5(2-3-6)4-8-
7/h3,5,7H,2,4H2,1H3
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ICS5KETDB

ICS5KETDC

ICS5KETAAO

ICS5KETABO

ICS5KETACO

ICS5KETADO

ICS5KETCAO

ICS5KETCBO

ICS5KETCDO

ICS5KETDAO

C5H1003

C5H1003

C5H902

C5H902

C5H902

C5H902

C5H902

C5H902

C5H902

C5H902

CC(C)(CC=0)00

CC(C)C(C=0)00

CCC(C=0)C[O]

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

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

cc(cclo)c=0

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

CC(C(O)(©)I0)=0

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

CC(CC=0)C[O]

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

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

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

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

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

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

InChl=1S/C5H902/c1-4(3-
6)5(2)7/n4H,3H2,1-2H3

INChl=1S/C5H902/c1-4(6)5(2,3)7/1-3H3 %\

InChl=1S/C5H902/c1-4(2)5(7)3-
6/h4H,3H2,1-2H3

INChl=1S/C5H902/c1-5(4-7)2-3-
6/h3,5H,2,4H2,1H3
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ICS5KETDBO

ICS5KETDCO

AC5H100H

BC5H100H

CC5H100H

AO2C5H100H

BO2C5H100H

CO2C5H100H

IC3H5COCH3

IC3H5COCH2

C5H902

C5H902

C5H110

C5H110

C5H110

C5H1103

C5H1103

C5H1103

C5H80

C5H70

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

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

cclc](c)co

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

CC(C)C([CH2])0

CCC(C)(CO)O[O]

CC(C(C)(C)O)0I0]

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

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

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

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

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

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

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

InChl=1S/C5H70/c1-
4(2)5(3)6/h1,3H2,2H3
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AC3H4COCH3

NEOC5H12

NEOC5H11

NEOCS5H1102H

NEOCS5H1102

NEOCS5H110

NEOC5H1000H

NEO-C5H100

NEOC5H1000H-02

NEOC5H9Q2

C5H70

C5H12

C5H11

C5H1202

C5H1102

C5H110

C5H1102

C5H100

C5H1104

C5H1104

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

Cc(c)(c)C

[CH2]C(C)(C)C

CC(C)(C)Co0

CC(C)(C)CO[0]

CCC)(C)CIO]

[CH2]C(C)(C)CO0

cci(c)coci

CC(C)(CO0)CO[0]

[CH2]C(C)(CO0)CO0

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

~<

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

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

=]
-

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

[=]
At
g

XX X

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

>5
N
<

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

g

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

>c>§
A
o
k=

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

Df

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

INChi=1S/C5H1104/c1-5(2,3-8-6)4-9-7/h6- y 0
7H,1,3-4H2,2H3 ’ /0\><\0/ “H
0



NEOCSKET

NEOCSKETOX

NEOCSKEJOL

IC4H6Q2-I1

NEOCS5H90-O0H

C5H10-1

C5H10-2

C5H81-3

C5H91-3

C5H91-4

C5H1003

C5H902

C5H902

C4H804

C5H1003

C5H10

C5H10

C5H8

C5H9

C5H9

CC(C)(C=0)CO0

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

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

C=C(CO0)CO0

CC1(COC1)CO0

C=CcCcCC

CC=CcCC

C=CcC=CC

C=C[CH]CC

C=CC[CHIC

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

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

INChl=1S/C5H902/c1-5(2,3-6)4-
7/h6H,3H2,1-2H3

INChl=1S/C4H804/c1-4(2-7-5)3-8-6/h5-
6H,1-3H2

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

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

0 0
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0\><\0’H
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INChI=1S/C5H10/c1-3-5-4-2/h3,5H,4H2,1- "~ 4"

2H3

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

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

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

i;



C5H91-5 C5H9 C=CCC[CH2] INChI=1S/C5HY/c1-3-5-4-2/3H,1-2,4-5H2 « " "2,

C5H92-4 C5H9 CC=C[CH]C INChI=1S/C5H9/c1-3-5-4-2/h3-5H,1-2H3 -~ &~

C5H92-5 C5H9 [CH2]cc=CC INChI=1S/C5H9/c1-3-5-4-2/h4- P
5H,1,3H2,2H3

C5H901-3 C5H90 C=CC(CC)[O] INChI=1S/C5H90/c1-3-5(6)4- /ﬁ/“\x
2/h3,5H,1,4H2,2H3

C5H902-4 C5H90 CC=CC(C)[0] InChl=1S/C5H90/c1-3-4-5(2)6/h3-5H,1- \/\/
2H3
i
BC5H10 C5H10 cc=c(c)c InChl=1S/C5H10/c1-4-5(2)3/h4H,1-3H3 \y/\
CC5H10 C5H10 c=Cc(c)c InChl=1S/C5H10/c1-4-5(2)3/h4-5H,1H2,2- S,
3H3
CC5H9-A C5H9 C=CC([CH2])C INChl=1S/C5H9/c1-4-5(2)3/h4-5H,1- : S
2H2,3H3 \r\
CC5H9-B C5H9 c=C[C](C)C INChl=1S/C5H9/c1-4-5(2)3/h4H,1H2, 2- f Sy
3H3
AC5H90-C C5H90 C=C(C)C(C)[O] InChl=1S/C5H90/c1-4(2)5(3)6/h5H, 1H2,2- o

3H3



CC5H90-B

AC5H10

AC5H9-A2

AC5H9-C

AC5H9-D

B2E2M10J

B13DE2M

B13DE2MJ

B12DE3M

B2E3M10J

C5H90

C5H10

C5H9

C5H9

C5H9

C5H90

C5H8

C5H7

C5H8

C5H90

C=CC(C)(O)O]

CCC(=C)C

CCC(=C)[CH2]

C[CHIC(=C)C

[CH2]CC(=C)C

CC=C(C)C[O]

C=CC(=C)C

C=CC(=C)[CH2]

[CH2Z]=[C]=[C](C)C

CC(C)=CC[O]

InChl=1S/C5H90/c1-4-5(2,3)6/h4H,1H2,2- Ty
3H3
0

INChI=1S/C5H10/c1-4-

5(2)3/h2,4H2,1,3H3
INChI=1S/C5H9/c1-4-5(2)3/h2-4H2,1H3 \H/\
INChl=1S/C5H9/c1-4- .
5(2)3/h4H,2H2,1,3H3 \H/\
INChI=1S/C5H9/c1-4-5(2)3/h1-2,4H2,3H3 \W\

|nChI=1S/C5H90/c1-3-5(2)4-6/h3H,4H2,1—*0/\‘/\\

2H3

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

B

INChl=1S/C5H7/c1-4-5(2)3/h4H,1-3H2

b

b

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

~

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

2



TC4H8CHO

02C4H8CHO

O2HC4H8CO

PC4H8CHO-102

PC4H8CHO-202

PC4H8CHO-302

PC4H8CHO-402

C4H7CHO-2

C4H7CHO-3

C4H7CHO-4

C5H90

C5H903

C5H903

C5H903

C5H903

C5H903

C5H903

C5H80

C5H80

C5H80

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

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

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

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

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

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

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

CCC=CC(=0)

CC=CCC(=0)

C=CCCC(=0)

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

INChl=1S/C5H903/c1-5(8-7)3-2-4-6/h4-
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C5H100
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C5H90

C5H90

C5H90

C5H90

C5H90

C5H90

C5H903

C5H903

Cc(=0)cce

Ccc(=0)cC

[CH2]C(=0)CCC

CC(=0)[CH]CC

CC(=0)C[CH]C

CC(=0)CC[CH2]

[CH2]CC(=0)CC

C[CH]C(=0)CC

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

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

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

InChl=1S/C5H100/c1-3-5(6)4-2/h3-4H2,1-
2H3
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C5H100H11

C5H100H12

C5H100H13

C5H903

C5H903

C5H903

C5H80

C5H80

C5H80

C5H120

C5H110

C5H110

C5H110

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

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

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

CC(=0)C=CC

CC(=0)cc=C

C=CC(=0)CC

CCCCC(0)

CCCC[CH](0)

CCC[CH]CO

CC[CH]CC(O)

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

InChl=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
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C5H100H14

C5H100H15

C5H100H-102

C5H100H-202

C5H100H-302

C5H100H-402

C5H100H-502

C5H90H1-1

C5H90H1-2

C5H90H1-3

C5H110

C5H110

C5H1103

C5H1103

C5H1103

C5H1103

C5H1103

C5H100

C5H100

C5H100

C[CH]CCC(O)

[CH2]CCCC(0)

CCCCC(0)(0[0])

CCCC(0[0])C(0)

CCC(O[0])CC(O)

CC(O[0])CCC(O)

C(O[0])CCCC(0)
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CCC=CC(0)
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C6H13-1
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C6H13-3

C6H1300H-1

C6H1300H-2

C6H1300H-3

C6H1302-1

C6H1302-2

C5H100

C6H14

C6H13

C6H13

C6H13

C6H1402

C6H1402

C6H1402

C6H1302

C6H1302

C=CCCC(0)
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c(oo)ccecce
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c(o[o)ccecee
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C6H1302-3

C6H130-1

C6H130-2

C6H130-3

C6H1200H1-2

C6H1200H1-3

C6H1200H1-4

C6H1200H1-5

C6H1200H2-1

C6H1200H2-3

C6H1302

C6H130

C6H130

C6H130

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

ccc(o[o])cce

c(onceecce

cc(o)ceece

cce(o)cece

C(0O)[CH]CCCC

C(0O)C[CH]CCC

C(00)CC[CHICC

C(00)CCCICHIC

[CH2]C(00)CCCC

CC(OO)[CH]CCC

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
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7/h5,7H,2-4,6H2,1H3
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C6H1200H3-2

C6H1200H3-4

C6H1200H3-5

C6H1200H3-6

C6H1201-2

C6H1201-3

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302

C6H1302
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C6H120

CC(OO)C[CHICC
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C6H1202-5

C6H1203-4

C6H1200H1-202

C6H1200H1-302

C6H1200H1-402

C6H1200H1-502

C6H120

C6H120

C6H120

C6H120
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C6H1304

C6H1304

C6H1304
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8/h5-7H,3-4H2,1-2H3
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C6H11-2D100H

C6H11-2D40O0OH

C6H11-2D500H

C6H11-2D60OOH

C6H11-3D100OH

C6H11-3D200H

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C6H1202

C=CC(00)CCC

C=CCCc(00)CC

C=CCCC(00)C

C=CCCCC(00)

c(oo)c=ccce

CC=CCc(00)CcC

CC=CCC(00)C

CC=CCCC(00)

c(oo)cc=cce
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C6H11Q12-3

C6H11Q12-4

C6H11Q12-5

C6H11Q12-6

C6H11Q13-2

C6H11Q13-4

C6H11Q13-5

C6H11Q13-6

C6H11Q14-2

C6H11Q14-3

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

C6H1304

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

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

C(00)C(00)CCI[CHIC

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

C(OO)[CH]C(0O)CCC

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

C(00)CC(00)C[CHIC

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

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

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

INChl=1S/C6H1304/c1-2-3-4-6(10-8)5-9-
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7/n3,6-8H,2,4-5H2,1H3
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C7H140

C7H140

C7H140

C7H140

C7H140

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

ccicc(o1)cee

cciccc(o1)ce

ccilccec(o1)e

cccic(o1)cee

cccicc(o1)ce

C(00)C(0[0])CCCCC

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

C(00)CCC(o[o])cCeC

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

c(o[o])c(0o)cccee

INChl=1S/C7H140/c1-3-4-7-5-6(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

t‘%
INChI=1S/C7H 140/01-3-7-5-4-6(2)8-7/h6-
7H,3-5H2,1-2H3 0

/((:I\

INChl=1S/C7H140/c1-3-6-5-7(4-2)8-6/h6-
7H,3-5H2,1-2H3

INChI=1S/C7H140/c1-3-5-7-6(4-2)8-7/h6- 0
7H,3-5H2,1-2H3 A/%
0

INChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6- -0~

10-8/h7-8H,2-6H2,1H3 w
INChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6- Oy H
10-8/h7-8H,2-6H2,1H3 W
InChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6- o~"H
10-8/h7-8H,2-6H2,1H3 \A(\/\

INChI=1S/C7H1504/c1-2-7(11-9)5-3-4-6- + 0,-0 ONO,H
10-8/h7-8H,2-6H2,1H3 JM/

INChI=1S/C7H1504/c1-2-3-4-5-7(11-9)6- 0%,
10-8/h7,9H,2-6H2,1H3 w



C7H1400H2-302

C7H1400H2-402

C7H1400H2-502

C7H1400H2-602

C7H1400H3-102

C7H1400H3-202

C7H1400H3-402

C7H1400H3-502

C7H1400H3-602

C7H1400H3-702

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC(00)Cc(O[0))CCCC

Cc(00o)cc(o[o]))cee

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

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

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

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

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

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

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

CCC(00)CCCC(O[0])

InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-8H,3-5H2,1-2H3 o0

o -~
InChl=1S/C7H1504/c1-3-4-7(11-9)5- Oup M
6(2)10-8/h6-8H,3-5H2,1-2H3 \/\m/
0-°
InChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-8H,3-5H2,1-2H3 0P o0

INChI=1S/C7H1504/c1-6(10-8)4-3-5- ... Oy
7(2)11-9/h6-8H,3-5H2,1-2H3 M
INChI=1S/C7TH1504/c1-2-3-4-7(11-9)5-6- O
10-8/h7,9H,2-6H2,1H3 MN

0”O

i
INChI=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-7,9H,3-5H2,1-2H3 o

0
0’”O
;
0”0‘

INChl=1S/C7H1504/c1-3-5-7(11-9)6(4-

2)10-8/h6-8H,3-5H2,1-2H3
H~O/OJ/K/\

INChl=1S/C7H1504/c1-3-6(10-8)5-7(4- Heg
2)11-9/h6-8H,3-5H2,1-2H3

INChI=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/h6-7,9H,3-5H2,1-2H3 H‘O/O 0/0"
Oj/\/\/

i

: ;O
!
S

INChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6- H 0=
10-8/h7,9H,2-6H2,1H3



C7H1400H4-102

C7H1400H4-202

C7H1400H4-302

C7H13Q12-3

C7H13Q12-4

C7H13Q12-5

C7H13Q12-6

C7H13Q13-2

C7H13Q13-4

C7H13Q13-5

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CCCC(00)CCC(O[O])

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

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

C(00)C(00)[CH]CCCC

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

C(00)C(00)CC[CHICC

C(00)C(00)CCC[CHIC

C(O0)[CH]C(OO)CCCC

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

C(00)CC(0O0)C[CHICC

INChl=1S/C7H1504/c1-2-4-7(11-9)5-3-6- 0
10-8/h7,9H,2-6H2,1H3 \A(v\

InChl=1S/C7H1504/c1-3-4-7(11-9)5- Oy
6(2)10-8/h6-7,9H,3-5H2,1-2H3 \/\m/
0

E.]/
H
INChI=1S/C7H1504/c1-3-5-7(11-9)6(4-
2)10-8/h6-7,9H,3-5H2,1-2H3 o
0/
0
0
H
INChI=1S/C7H1504/c1-2-3-4-5-7(11-9)6- ;0. o .
10-8/h5,7-9H,2-4,6H2,1H3 w
O/O

INChI=1S/C7H1504/c1-2-3-4-5-7(11-9)6- -° ~q
10-8/h4,7-9H,2-3,5-6H2,1H3 w

INChl=1S/C7H1504/c1-2-3-4-5-7(11-9)6- -0~ :
10-8/h3,7-9H,2,4-6H2,1H3 w

INChI=1S/C7H1504/c1-2-3-4-5-7(11-9)6- -° ~q
10-8/h2,7-9H,3-6H2,1H3 w

INChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6- : Ousp H
10-8/h5,7-9H,2-4,6H2,1H3 W

INChl=1S/C7H1504/c1-2-3-4-7(11-9)5-6- . Ousp H
10-8/h4,7-9H,2-3,5-6H2,1H3 W

InChI=1S/C7H1504/c1-2-3-4-7(11-9)5-6- Oy H
10-8/h3,7-9H,2,4-6H2,1H3 W



C7H13Q13-6

C7H13Q13-7

C7H13Q14-2

C7H13Q14-3

C7H13Q14-5

C7H13Q14-6

C7H13Q14-7

C7H13Q15-2

C7H13Q15-3

C7H13Q15-4

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C(00)CC(O0)CC[CHIC

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

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

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

C(00)CCC(00)[CHICC

C(00)CCC(00)C[CHIC

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

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

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

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

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

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
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C7H13Q15-6 C7H1504 C(OO)CCCC(OO)[CHIC  InChl=1S/C7H1504/c1-2-7(11-9)5-3-4-6- ',
10-8/h2,7-9H,3-6H2,1H3

10-8/h7-9H,1-6H2

/OJ/\/\/O“O'H
C7H13Q15-7 C7H1504 C(OO)CCCC(OO)C[CH2]  InChl=1S/C7TH1504/c1-2-7(11-9)5-3-4-6- H_O/(jj/w_/oxoﬁ

n

C7H13Q23-1 C7H1504  [CH2]JC(O0)C(O0)CCCC  InChl=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-9H,2-5H2,1H3 0
o H

H

O/O
M
C7H13Q23-4 C7H1504 CC(O0)C(OO)[CHICCC  InChI=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h5-9H,3-4H2,1-2H3 . Oy
0
0
M
C7H13Q23-5 C7H1504 CC(O0)C(OO)C[CH]JCC  InChI=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h4,6-9H,3,5H2,1-2H3 Oy
T 0
o °
M
C7H13Q23-6 C7H1504 CC(O0)C(OO)CC[CHIC  INnChI=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h3,6-9H,4-5H2,1-2H3 : Oy
0
o °
M
C7H13Q23-7 C7H1504 CC(O0)C(OO)CCC[CH2]  InChI=1S/C7H1504/c1-3-4-5-7(11-
9)6(2)10-8/h6-9H,1,3-5H2,2H3 . O
0
0 °

C7H13Q24-1 C7H1504  [CH2]JC(O0)CC(O0)CCC  InChl=1S/C7H1504/c1-3-4-7(11-9)5- Hog " O g H
6(2)10-8/h6-9H,2-5H2,1H3 g/ﬁ/
C7H13Q24-3 C7H1504 CC(OO)[CH]C(OO)CCC  InChl=1S/C7H1504/c1-3-4-7(11-9)5- 09/\r

..0/
6(2)10-8/h5-9H,3-4H2,1-2H3
C7H13Q24-5 C7H1504 CC(OO)CC(OO)[CHICC  InChl=1S/C7H1504/c1-3-4-7(11-9)5- o’ O g H
6(2)10-8/h4,6-9H,3,5H2,1-2H3 g/ﬁ/

o
4
T

H
H



C7H13Q24-6

C7H13Q24-7

C7H13Q25-1

C7H13Q25-3

C7H13Q25-4

C7H13Q25-6

C7H13Q25-7

C7H13Q26-1

C7H13Q26-3

C7H13Q26-4

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

CC(O0)CC(00)C[CHIC

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

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

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

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

CC(O0)CCC(00)[CHIC

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

CC(O0)CCCC(O0)[CH2]

CC(OO0)CC[CHIC(00)C

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

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/n5-9H,3-4H2,1-2H3

INChl=1S/C7H1504/c1-3-7(11-9)5-4-
6(2)10-8/n3,6-9H,4-5H2,1-2H3

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/n3,6-9H,4-5H2,1-2H3
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C7H13Q34-1

C7H13Q34-2

C7H13Q34-5

C7H13Q34-6

C7H13Q34-7

C7H13Q35-1

C7H13Q35-2

C7H13Q35-4

C7KET12

C7KET13

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1504

C7H1403

C7H1403

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

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

CCC(00)C(00)[CHICC

CCC(00)C(00)C[CHIC

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

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

CCC(00)CC(00)[CHIC

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

C(=0)C(00)CCCCC

C(=0)CC(00)CCCC

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

INChl=1S/C7H1504/c1-3-6(10-8)5-7(4-
2)11-9/h5-9H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-2-3-4-5-7(6-8)10-
9/h6-7,9H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-3-4-7(10-9)5-6-
8/h6-7,9H,2-5H2,1H3
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C7KET14

C7KET15

C7KET21

C7KET23

C7KET24

C7KET25

C7KET26

C7KET31

C7KET32

C7KET34

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

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

CC(00)C(=0)CCCC

CCC(=0)C(00)CCC

INChl=1S/C7H1403/c1-2-4-7(10-9)5-3-6-
8/h6-7,9H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-7(10-9)5-3-4-6-
8/h6-7,9H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-3-4-5-7(8)6-10-
9/h9H,2-6H2,1H3

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-
6(2)8/h7,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-6(8)4-3-5-7(2)10-
9/h7,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-2-3-4-7(8)5-6-10-
9/h9H,2-6H2,1H3

InChl=1S/C7H1403/c1-3-4-5-7(8)6(2)10-
9/h6,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-3-5-7(10-9)6(8)4-
2/h7,9H,3-5H2,1-2H3

T



C7KET35

C7KET36

C7KET37

C7KET41

C7KET42

C7KET43

C7H13-1D300OH

C7H13-1D400OH

C7H13-1D500H

C7H13-1D6OOH

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1402

C7H1402

C7H1402

C7H1402

CCC(=0)CC(00)CC

CCC(=0)CCC(00)C

CCC(=0)CCCC(00)

C(00)CCC(=0)CCC

CC(O0)CC(=0)CCC

CCC(00)C(=0)CCC

C=CC(00)CCCC

C=CCC(00)CCC

C=CCCC(00)CC

C=CCCCC(00)C

InChl=1S/C7H1403/c1-3-6(8)5-7(4-2)10-
9/h7,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-3-7(8)5-4-6(2)10-
9/h6,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-2-7(8)5-3-4-6-10-
9/h9H,2-6H2,1H3

INChl=1S/C7H1403/c1-2-4-7(8)5-3-6-10-
9/h9H,2-6H2,1H3

InChl=1S/C7H1403/c1-3-4-7(8)5-6(2)10-
9/h6,9H,3-5H2,1-2H3

InChl=1S/C7H1403/c1-3-5-6(8)7(4-2)10-
9/h7,9H,3-5H2,1-2H3

INChl=1S/C7H1402/c1-3-5-6-7(4-2)9-
8/h4,7-8H,2-3,5-6H2,1H3

InChl=1S/C7H1402/c1-3-5-7(9-8)6-4-
2/h3,7-8H,1,4-6H2,2H3

INChl=1S/C7H1402/c1-3-5-6-7(4-2)9-
8/h3,7-8H,1,4-6H2,2H3

INChl=1S/C7H1402/c1-3-4-5-6-7(2)9-
8/h3,7-8H,1,4-6H2,2H3

H_O/

§



C7H13-2D100H

C7H13-2D400OH

C7H13-2D500H

C7H13-2D60OOH

C7H13-2D700H

C7H13-3D100H

C7H13-3D200H

C7H13-3D500H

C7H13-3D60OOH

C7H13-3D700H

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

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)

INChI=1S/C7H1402/c1-2-3-4-5-6-7-9-8/h5--° ~g /"\\M

6,8H,2-4,7H2,1H3

INChl=1S/C7H1402/c1-3-5-7(9-8)6-4- H.. -0
2/h3,5,7-8H,4,6H2,1-2H3

INChl=1S/C7H1402/c1-3-5-6-7(4-2)9- HLO/O
8/h3,5,7-8H,4,6H2,1-2H3

INChl=1S/C7H1402/c1-3-4-5-6-7(2)9-8/h3-H -0 0
4,7-8H,5-6H2,1-2H3

INChI=1S/C7H1402/c1-2-3-4-5-6-7-9-8/n2- >~~~ 0w H

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

INChI=1S/C7H1402/c1-2-3-4-5-6-7-9-8/h4--° “~a /"\\/W

5,8H,2-3,6-7H2,1H3

INChl=1S/C7H1402/c1-3-4-5-6-7(2)9-8/h5-H -0 0
8H,3-4H2,1-2H3

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

INChl=1S/C7H1402/c1-3-5-6-7(4-2)9-8/h5-H - /OJ/N/\‘

InChl=1S/C7H 1402/(:1-3-4-5-6-7(2)9-8/h4-H_0/0 e
5,7-8H,3,6H2,1-2H3

INChI=1S/C7H1402/c1-2-3-4-5-6-7-9-8/N3- . & 0w H

4,8H,2,5-7H2,1H3



C7H13012-300H

C7H13012-400H

C7H13012-500H

C7H13012-600H

C7H13013-200H

C7H13013-400H

C7H13013-500H

C7H13013-600H

C7H13013-700H

C7H13014-200H

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

InChl=1S/C7H1403/c1-2-3-4-6(10-8)7-5-
9-7/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-3-6(10-8)4-7-5-
9-7/h6-8H,2-5H2,1H3

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

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-
9-6/h6-8H,2-5H2,1H3

InChl=1S/C7H1403/c1-2-6(10-8)5-7-3-4-
9-7/h6-8H,2-5H2,1H3

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



C7H13014-300H

C7H13014-500H

C7H13014-600H

C7H13014-700H

C7H13015-200H

C7H13015-300H

C7H13015-400H

C7H13015-600H

C7H13015-700H

C7H13023-100H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C1CC(00)C(01)CCC

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

InChl=1S/C7H1403/c1-2-3-6-7(10-8)4-5-
9-6/h6-8H,2-5H2,1H3
InChl=1S/C7H1403/c1-2-6(10-8)7-4-3-5-
9-7/h6-8H,2-5H2,1H3

—

0
i
0
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0
INChl=1S/C7H1403/c1-6(10-8)5-7-3-2-4-
9-7/h6-8H,2-5H2,1H3 0
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0.
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H
0-0
0

H

InChl=1S/C7H1403/c8-10-6-2-4-7-3-1-5-
9-7/h7-8H,1-6H2
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°—q
H
O—g
H
INChl=1S/C7H1403/c1-2-6-3-4-7(10-8)5- 0 0 JH
9-6/h6-8H,2-5H2,1H3 \/[j/
0

InChl=1S/C7H1403/c1-2-6-5-7(10-8)3-4-
9-6/h6-8H,2-5H2,1H3

&

InChI=1S/C7H1403/c1-2-6-7(10-8)4-3-5- "¢
9-6/h6-8H,2-5H2,1H3 i

0

InChl=1S/C7H1403/c1-6(10-8)7-4-2-3-5-
9-7/h6-8H,2-5H2,1H3

T
)

g
4
o

INChl=1S/C7H1403/c1-2-3-4-6-7(10-6)5-
9-8/h6-8H,2-5H2,1H3 H 0

0
INChl=1S/C7H1403/c8-10-6-4-7-3-1-2-5-
9-7/h7-8H,1-6H2 .
’ 0
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C7H13023-400H

C7H13023-500H

C7H13023-600H

C7H13023-700H

C7H13024-100H

C7H13024-300H

C7H13024-500H

C7H13024-600H

C7H13024-700H

C7H13025-100H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

CC1C(01)C(00)CCC

CC1C(01)CC(00)CC

CC1C(01)CCC(00)C

CC1C(01)CCCC(00)

C(00)C1CC(01)CCC

CC1c(00)Cc(01)CcCe

CC1CC(01)C(00)CC

CC1CC(01)CC(00)C

CC1CC(01)CCC(00)

C(00)C1CCC(01)CC

INChl=1S/C7H1403/c1-3-4-6(10-8)7-
5(2)9-7/n5-8H,3-4H2,1-2H3

INChl=1S/C7H1403/c1-3-6(10-8)4-7-
5(2)9-7/n5-8H,3-4H2,1-2H3

INChl=1S/C7H1403/c1-5(10-8)3-4-7-
6(2)9-7/n5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/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/C7H1403/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/n5-8H,3-4H2,1-2H3

InChl=1S/C7H1403/c1-5-3-7(9-5)4-
6(2)10-8/n5-8H,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



C7H13025-300H

C7H13025-400H

C7H13025-600H

C7H13025-700H

C7H13026-100H

C7H13026-300H

C7H13026-400H

C7H13034-100H

C7H13034-200H

C7H13034-500H

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

CC1C(00)CC(01)CC

CC1CC(00)C(01)CC

CC1CCC(01)C(00)C

CC1CCC(01)CC(00)

C(00)C1CCCC(01)C

CC1C(00)CCC(01)C

CC1CC(00)CC(01)C

c(00)Cccic(01)cce

Cc(oo)cic(o1cce

CCC1C(01)C(00)CC

InChl=1S/C7H1403/c1-3-6-4-7(10-
8)5(2)9-6/h5-8H,3-4H2,1-2H3

5y
o]
i
0
H
InChl=1S/C7H1403/c1-3-6-7(10-8)4- 0
5(2)9-6/h5-8H,3-4H2,1-2H3
o]
!
o]
H
ﬂt’%

InChl=1S/C7H1403/c1-5-3-4-7(9-
5)6(2)10-8/h5-8H,3-4H2,1-2H3

INChl=1S/C7H1403/c1-6-2-3-7(10-6)4-5- O
9-8/h6-8H,2-5H2,1H3 . 0

INChl=1S/C7H1403/c1-6-3-2-4-7(10-6)5-
9-8/h6-8H,2-5H2,1H3
H“o/o 0

INChl=1S/C7H1403/c1-5-3-4-7(10- Hag
8)6(2)9-5/h5-8H,3-4H2,1-2H3

INChl=1S/C7H1403/c1-5-3-7(10-8)4- E
6(2)9-5/h5-8H,3-4H2,1-2H3 o

T

InChl=1S/C7H1403/c1-3-4-6-7(9-
6)5(2)10-8/h5-8H,3-4H2,1-2H3 y 0

INChl=1S/C7H1403/c1-2-3-6-7(10-6)4-5- f
9-8/h6-8H,2-5H2,1H3 0 W
0
0
0

INChl=1S/C7H1403/c1-3-5-7(9-5)6(4-
2)10-8/h5-8H,3-4H2,1-2H3

T
;
&
*
(=)



C7H13034-600H

C7H13034-700H

C7H13035-100H

C7H13035-200H

C7H13035-400H

C7KET120

C7KET130

C7KET140

C7KET150

C7KET210

C7H1403

C7H1403

C7H1403

C7H1403

C7H1403

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

CCC1C(01)CC(00)C

CCC1C(01)CCC(00)

CCC1CC(01)CC(00)

CCC1CC(01)C(00)C

CCC1C(00)C(01)CC

C(=0)c([o])ccece

C(=0)CcC([o])ccce

C(=0)ccc([o))cce

C(=0)cccc([o])ce

c(o))c(=0)ccece

INChl=1S/C7H1403/c1-3-6-7(9-6)4- A
5(2)10-8/h5-8H,3-4H2,1-2H3 H’O‘xo

InChI=1S/C7H1403/c1-2-6-7(10-6)4-3-5- 0
9-8/h6-8H,2-5H2, 1H3 y /OWA\/
0

InChl=1S/C7H1403/c1-2-6-5-7(10-6)3-4-
9-8/h6-8H,2-5H2,1H3

6)5(2)10-8/h5-8H,3-4H2,1-2H3

%OH
0
O
INChI=1S/C7H1403/c1-3-6-4-7(9-
0
0\
0

H

INChl=1S/C7H1403/c1-3-5-7(10-8)6(4-
2)9-5/h5-8H,3-4H2,1-2H3

InChl=1S/C7H1302/c1-2-3-4-5-7(9)6-8/h6- H
7H,2-5H2,1H3

INChI=1S/C7H1302/c1-2-3-4-7(9)5-6-8/h6- 0
7H,2-5H2,1H3 W
L.
INChI=1S/C7H1302/c1-2-4-7(9)5-3-6-8/h6- H
7H,2-5H2,1H3 VY\/KO
L.

INChI=1S/C7H1302/c1-2-7(9)5-3-4-6-8/h6- 0
7H,2-5H2,1H3 W

INChI=1S/C7H1302/c1-2-3-4-5-7(9)6-8/h2-" g /\H/\/\/
6H2,1H3



C7KET230

C7KET240

C7KET250

C7KET260

C7KET310

C7KET320

C7KET340

C7KET350

C7KET360

C7KET370

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

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

CC(=0)Cc([o))cCC

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

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

c([o])CC(=0)ccce

cc([o]))c(=0)ccce

CCC(=0)C([0))CCC

CCC(=0)Cc([o])cC

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

CCC(=0)CCCC([0))

InChl=1S/C7H1302/c1-3-4-5-
7(9)6(2)8/h7H,3-5H2,1-2H3

INChl=1S/C7H1302/c1-3-4-7(9)5-
6(2)8/h7H,3-5H2,1-2H3

F 4

INChl=1S/C7H1302/c1-3-7(9)5-4-
6(2)8/h7H,3-5H2,1-2H3

o
=
{a)

INChl=1S/C7H1302/c1-6(8)4-3-5-
7(2)9/h6H,3-5H2,1-2H3

| ;
[=]
=

u

INChI=1S/C7H1302/c1-2-3-4-7(9)5-6-8/h2-
6H2,1H3 \A[M

InChl=1S/C7H1302/c1-3-4-5-
7(9)6(2)8/h6H,3-5H2,1-2H3

InChl=1S/C7H1302/c1-3-5-7(9)6(8)4-
2/h7H,3-5H2,1-2H3

InChl=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

o o o
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o o o
4
o
H
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H



C7KET410

C7KET420

C7KET430

C7Y24

C7Y13

C7Y35

C7H1400H1-20

C7H1400H1-30

C7H1400H1-40

C7H1400H1-50

C7H1302

C7H1302

C7H1302

C7H1202

C7H1202

C7H1202

C7H1503

C7H1503

C7H1503

C7H1503

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

C(00)C([0])cCCCC

C(00)CC([0])CCCC

C(00)CCC([o])CcCC

C(00)CCCC([0])CC

INChI=1S/C7H 1302/c1-2-4-7(9)5-3-6-8/h2-mﬂ/\/\0—
6H2,1H3

0

InChl=1S/C7H1302/c1-3-5-7(9)6(8)4-
2/h6H,3-5H2,1-2H3

INChI=1S/C7H1302/c1-3-4-7(9)5- 0*
6(2)8/h6H,3-5H2,1-2H3 \/\m/
8]
o
0

INChI=1S/C7H 1202/c1-3-4-7(9)5-6(2)8/h3-mﬂ/\ﬂ/
5H2,1-2H3

0 0

INChI=1S/C7H1202/c1-2-3-4-7(9)5-6- 0
8/h6H,2-5H2,1H3 M[(\f

0

INChI=1S/C7H 1202/cl-3-6(8)5-7(9)4-2/h3-/\ﬂ/\ﬂ/\
5H2,1-2H3
InChI=1S/C7H1503/c1-2-3-4-5-7(8)6-10- ;-0 ,
9/h7,9H,2-6H2,1H3 w
INChl=1S/C7H1503/c1-2-3-4-7(8)5-6-10- Ons g H
9/h7,9H,2-6H2,1H3 w

i

InChi=1S/C7H1503/c1-2-4-7(8)5-3-6-10- 52
9/h7,9H,2-6H2,1H3 w

InChl=1S/C7H1503/c1-2-7(8)5-3-4-6-10- WO\O'H
9/h7,9H,2-6H2,1H3 .



C7H1400H2-10

C7H1400H2-30

C7H1400H2-40

C7H1400H2-50

C7H1400H2-60

C7H1400H3-10

C7H1400H3-20

C7H1400H3-40

C7H1400H3-50

C7H1400H3-60

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

c([o])c(0o)cccee

Cc(oo)c([o))ccee

CC(00)CC([o])cCC

CC(00)CCC([0])CC

CC(00)CCCC([0])C

C([0])CC(00)CCCC

Cc([0]))C(00)CCCC

CCC(00)C([0])cCC

CCC(00)CC([0])CC

CCC(00)CCC([0])C

IChI=1S/C7H1503/c1-2-3-4-5-7(6-8)10- .-

9/h7,9H,2-6H2,1H3 ]AN

INChI=1S/C7H1503/c1-3-4-5-7(8)6(2) 10-

9/h6-7,9H,3-5H2,1-2H3 o
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INChl=1S/C7H1503/c1-3-4-7(8)5-6(2)10- H. .-°
9/h6-7,9H,3-5H2,1-2H3

\‘/\OK\/
INChI=1S/C7H1503/c1-3-7(8)5-4-6(2)10- o
9/h6-7,9H,3-5H2,1-2H3 07/\)\/
INChI=1S/C7H1503/c1-6(8)4-3-5-7(2)10- H.,~° o
9/h6-7,0H,3-5H2,1-2H3 m
INChI=1S/C7H1503/c1-2-3-4-7(10-9)5-6- 0
8/h7,9H,2-6H2,1H3 w
INChl=1S/C7H1503/c1-3-4-5-7(10- 0
9)6(2)8/h6-7,9H,3-5H2,1-2H3 /W/L
b
INChI=1S/C7H1503/c1-3-5-6(8)7(4-2)10- o
9/h6-7,9H,3-5H2,1-2H3 (j/kA
H_O/
j/\[y(\

INChl=1S/C7H1503/c1-3-6(8)5-7(4-2)10- H. .-
9/h6-7,9H,3-5H2,1-2H3

INChl=1S/C7H1503/c1-3-7(10-9)5-4-
6(2)8/h6-7,9H,3-5H2,1-2H3 H'O/O or



C7H1400H3-70 C7H1503 CCC(O0)CCCC(O]) InChI=1S/C7H1503/c1-2-7(10-9)5-3-4-6- .- 0
8/h7,9H,2-6H2,1H3 j/\/\/

C7H1400H4-10 C7H1503 CCCC(00)CCC([O]) InChl=1S/C7H1503/c1-2-4-7(10-9)5-3-6- woa
8/h7,9H,2-6H2,1H3

C7H1400H4-20 C7H1503 CCCC(00)CC([0])C InChl=1S/C7H1503/c1-3-4-7(10-9)5-
6(2)8/h6-7,9H,3-5H2,1-2H3

I-
o
l=]
=

ta]
*,

C7H1400H4-30 C7H1503 CCCC(00)C([0])CC InChl=1S/C7H1503/c1-3-5-7(10-9)6(8)4-
2/h6-7,9H,3-5H2,1-2H3

C6H11013-6 C6H110 C1CC(0O1)CC[CHZ] InChl=1S/C6H110/c1-2-3-6-4-5-7-
6/h6H,1-5H2

C6H11014-6 C6H110 C1CCC(01)C[CHZ] InChl=1S/C6H110/c1-2-6-4-3-5-7-
6/h6H,1-5H2

C6H11015-6 C6H110 C1CCCC(01)[CH2] InChl=1S/C6H110/c1-6-4-2-3-5-7-
6/h6H,1-5H2

C6H11023-1 C6H110 [CH2]C1C(O1)CCC InChl=1S/C6H110/c1-3-4-6-5(2)7-6/h5-
6H,2-4H2,1H3

C6H11023-6 C6H110 CC1C(0O1)CC[CHZ] INChl=1S/C6H110/c1-3-4-6-5(2)7-6/h5-

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

C6H11024-1 C6H110 [CH2]C1CC(01)CC INChl=1S/C6H110/c1-3-6-4-5(2)7-6/h5-
6H,2-4H2,1H3

54 po s



C6H11024-6

C6H11034-1

CceY2-1J

C6Y3-6J

C6Y3-1J

C7H14-1

C7H14-2

C7H14-3

C7H131-3

C7H131-4

C6H110

C6H110

C6H110

C6H110

C6H110

C7H14

C7H14

C7H14

C7H13

C7H13

CC1CC(01)C[CH2]

CCC1C(01)C[CH2]

[CH2]C(=0)CCCC

[CH2]CCC(=0)CC

[CH2]CC(=0)CCC

C=Cccccc

CC=Ccccc

CCcC=CcccC

C=C[CH]cCCC

C=CC[CH]cCC

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

INChl=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-

4,6H2,1-2H3

INChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,5H,1,4,6-7H2,2H3

INChl=1S/C7H13/c1-3-5-7-6-4-
2/h3,7H,1,4-6H2,2H3

B

A
Sy
o
T
e

N S

i



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

C=CCC[CH]CC

C=CCCCI[CH]C

C=CCCCC[CH2]

cc=C[CH]cCcC

CC=CC[CH]CC

CC=CCCI[CH]C

CC=CCCC[CH2]

[CH2]CC=CCCC

CCC=C[CH]CC

CCC=CC[CH]C

INChI=1S/C7H13/c1-3-5-7-6-4- RN N

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

INChl=1S/C7H13/c1-3-5-7-6-4-2/h3- R

4H,1,5-7H2,2H3

INChI=1S/C7H13/c1-3-5-7-6-4-2n3H,1- .~~~

2,4-TH2

InChl=1S/C7H13/c1-3-5-7-6-4- S SN

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

InChl=1S/C7H13/c1-3-5-7-6-4-2/h3,5- “\/W

6H,4,7H2,1-2H3

INChI=1S/C7H13/c1-3-5-7-6-4-2/3-5H,6- ™" 5~

7H2,1-2H3

INChI=1S/C7H13/c1-3-5-7-6-4- RN N

2/h4,6H,1,3,5,7H2,2H3

INChI=1S/C7H13/c1-3-5-7-6-4- RN
2/h5,7H,1,3-4,6H2,2H3

INChI=1S/CTH13/C1-3-5-7-6-4-2/h6-TH,3- .~ &~ -~
4H2,1-2H3

INChI=1S/C7H13/c1-3-5-7-6-4-2/h3,6- ™" & "
7H,4-5H2,1-2H3



C7H133-7

C7H13-1D30

C7H13-2D40

C7H13-3D50

C7H140H-1J2

C7H140H-2J1

C7H140H-2J3

C7H140H-3J2

C7H140H-3J4

C7H140H-4J3

C7H13

C7H130

C7H130

C7H130

C7H150

C7H150

C7H150

C7H150

C7H150

C7H150

CCC=CCC[CH2]

c=Cc([o))ccee

cc=cc([o])cce

ccc=Cc([o])cC

C(O)[CH]ccCcCC

[CH2]C(0)CcCCce

CCc(0)[CH]ccce

C[CH]c(O)ccee

CCC(0o)[CHICCC

CC[CH]C(0)CCC

INChI=1S/C7H13/c1-3-5-7-6-4-2/h6- RN
7H,1,3-5H2,2H3

InChl=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- W
2/h3,5,7H,4,6H2,1-2H3

InChl=1S/C7H130/c1-3-5-6-7(8)4-2/h5- /\}/\,/\
7H,3-4H2,1-2H3

INChI=1S/C7H150/c1-2-3-4-5-6-7- e
8/h6,8H,2-5,7H2,1H3

InChl=1S/C7H150/c1-3-4-5-6-7(2)8/h7- H—O
8H,2-6H2,1H3

8H,3-5H2,1-2H3

INChl=1S/C7H150/c1-3-4-5-6-7(2)8/h6- Hfoj/‘\/\/

n

INChi=1S/C7H150/c1-3-5-6-7(8)4-2/h4, 7-

8H,3,5-6H2,1-2H3 W
InChi=1S/C7H150/c1-3-5-6-7(8)4-2/h6- :
8H,3-5H2,1-2H3 W

INChi=1S/C7H150/c1-3-5-7(8)6-4-2/h5, 7- S
8H,3-4,6H2,1-2H3 w



C7H140H-102-2

C7H140H-202-1

C7H140H-202-3

C7H140H-302-2

C7H140H-302-4

C7H140H-402-3

C5D2Y1

C5D2Y1-1R

C3Y1-30R

C4Y1-30R

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C7H1503

C5H80

C5H70

C3H502

C4H702

C(0)C(O[0])cCCCC

c(o[o])c(0)ccecee

cc(o)c(o[o)ccee

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

Ccc(o)c(o[o])cce

Ccc(o[o])c(o)cce

C(=0)c=CCcC

CCC=C[C]=0

c(o)cc=0

cc([o)cc=0

INChI=1S/C7H1503/c1-2-3-4-5-7(6-8)10- H-O/\(\/\/
9/h7-8H,2-6H2,1H3

INChI=1S/C7H1503/c1-2-3-4-5-7(8)6-10- 0:\0
9/h7-8H,2-6H2,1H3 w

InChl=1S/C7H1503/c1-3-4-5-7(10-
9)6(2)8/n6-8H,3-5H2,1-2H3

/\/H/LO,H
,0/0
INChI=1S/C7H1503/c1-3-4-5-7(8)6(2)10-
9/h6-8H,3-5H2,1-2H3 0/0"
H,O
\/\L
.0/0
0/0.
H’O

InChl=1S/C7H1503/c1-3-5-7(10-9)6(8)4-
2/h6-8H,3-5H2,1-2H3

InChl=1S/C7H1503/c1-3-5-6(8)7(4-2)10-
9/h6-8H,3-5H2,1-2H3

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

H
InChl=1S/C5H70/c1-2-3-4-5-6/h3- e A
Y

4H,2H2,1H3

INChI=1S/C3H502/c4-2-1-3-5/h2H,1,3H2 OWO‘
H

INChl=1S/C4H702/c1-4(6)2-3-5/h3- 0
4H,2H2,1H3 W

o°



C6D2Y1

C6D2Y1-1R

H15DE25DM

H15DE25DM-S

H15DE25DM-A

H15DE25DM-AO

H15DE25DM-SO

H15DE2M-T

IC4H7CHO

L-C6H4

C6H100

C6H90

C8H14

C8H13

C8H13

C8H130

C8H130

C7H11

C5H80

C6H4

CCCC=CC(=0)

CCCC=C[C](=0)

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(=Cc)C

C=C(C)CC=0

C#HCC=CC#C

InChl=1S/C6H100/c1-2-3-4-5-6-7/h4- OW\/
6H,2-3H2,1H3

H

INChl=1S/C6H90/c1-2-3-4-5-6-7/h4-5H,2- OW

3H2,1H3

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

8(3)4/h5H,1,3,6H2,2,4H3 -

INChI=1S/C8H13/c1-7(2)5-6- T\)L

INChl=1S/C8H13/c1-7(2)5-6-8(3)4/h1-3,5-
6H2,4H3
InChl=1S/C8H130/c1-7(2)4-5-8(3)6-
9/h1,3-6H2,2H3 0
InChl=1S/C8H130/c1-6(2)5-
8(9)7(3)4/h8H,1,3,5H2,2,4H3

9
InChl=1S/C7H11/c1-4-5-6-7(2)3/h1-2,5- 3
6H2,3H3

o]

INChl=1S/C5H80/c1-5(2)3-4-
6/h4H,1,3H2,2H3 W

INChl=1S/C6H4/c1-3-5-6-4-2/h1-2,5-6H H-(:
¢
\\(7/}\(&‘:(:“



C-C6H4

C6H3

C6H2

C6H6

FULVENE

C6H5

C6H500

C6H500H

C6H50H

C6H50

C6H4

C6H3

C6H2

C6H6

C6H6

C6H5

C6H502

C6H602

C6H60

C6H50

C#HCC#CC=C

C#C[C]=CC#C

CHCCHCCHC

Ci1=CC=Cc=C1

C=CicC=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

INChl=1S/C6H4/c1-3-5-6-4-2/h1,4H,2H2 -

A
o .
&
“\V(
INChl=1S/C6H3/c1-3-5-6-4-2/h1-2,5H H'(:R
%C\\/\.
Ca
e
c'xH
INChl=1S/C6H2/c1-3-5-6-4-2/h1-2H C H
-
o
2
e
.(f:?

H

InChl=1S/C6H6/c1-2-4-6-5-3-1/h1-6H

INChl=1S/C6H6/c1-6-4-2-3-5-6/h2-
5H,1H2

InChl=1S/C6H5/c1-2-4-6-5-3-1/h1-5H .

u

INChl=1S/C6H502/c7-8-6-4-2-1-3-5-6/h1- 0
5H

INChl=1S/C6H602/c7-8-6-4-2-1-3-5-6/h1- g
-
H

o]
5,7H ]

INChl=1S/C6H60/c7-6-4-2-1-3-5-6/h1- 0
5,7H
é

INChl=1S/C6H50/c7-6-4-2-1-3-5-6/h1-5H



C6H40H

OC6H40H

0-C6H402

P-C6H402

0O-OC6H50J

P-OC6H50J

P-C6H302

C5H6

C5H5

C5H6-L

C6H50

C6H502

C6H402

C6H402

C6H502

C6H502

C6H302

C5H6

C5H5

C5H6

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

C1(=0)C([0])C=CC=C1

C1(=0)C=CC([0])C=C1

C1(=0)[C]=CC(=0)C=C1

CiC=CC=C1

[CH]1C=CC=C1

C#CC=CC

InChl=

5,7H

InChl=

4,7H

InChl=

4H

InChl=

4H

InChl=

5H

InChl=

5H

InChl=

3H

InChl=

InChl=

InChl=

1S/C6H50/c7-6-4-2-1-3-5-6/h1-2,4-
1S/C6H502/c7-5-2-1-3-6(8)4-5/h1-

1S/C6H402/c7-5-3-1-2-4-6(5)8/h1-

o]
1S/C6H502/c7-5-3-1-2-4-6(5)8/h1-
o]

o
0 A
0 f
%
1S/C6H402/c7-5-1-2-6(8)4-3-5/1-
8]
75
|
i
|

1S/C6H502/c7-5-1-2-6(8)4-3-5/h1-

1S/C6H302/c7-5-1-2-6(8)4-3-5/h1-

u

4]
1S/C5H6/c1-2-4-5-3-1/h1-4H,5H2

1S/C5H5/c1-2-4-5-3-1/h1-5H

1S/C5H6/c1-3-5-4-2/h1,4-5H,2H3 o

-
H’(

W



C#CCVCCJ

C5H7

CvCcJcvC

cvccvceed

CVCCJCVCOH

HOCVCCVO

CVCCVCCOH

OC5H70

0OC4H60

0OC4H50

C5H5

C5H7

C5H7

C5H7

C5H70

C3H402

C5H80

C5H702

C4H602

C4H502

C#CC=C[CH2]

Ci1C[CH]C=C1

C=C[CH]C=C

C=CC=C[CH2]

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

C(0)=CC=0

C=CC=CC(0)

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

C(=0)CCC(=0)

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

InChl=1S/C5H5/c1-3-5-4-2/h1,4-5H,2H2 E:/X/

H-C

W,

INChl=1S/C5H7/c1-2-4-5-3-1/h1-3H,4- @
5H2

INChI=1S/C5H7/c1-3-5-4-2/h3-5H,1-2H2 7™~
INChI=1S/C5H7/c1-3-5-4-2/h3-5H,1-2H2 . "
INChi=1S/C5H70/c1-2-3-4-5-6/h2-6H,1H2 H_ |~~~
InChI=1S/C3H402/c4-2-1-3-5/h1-4H OVX/O'H

M

InChl=1S/C5H80/c1-2-3-4-5-6/h2- Hop g

4,6H,1,5H2

InChI=1S/C5H702/c6-4-2-1-3-5-7/h2,4- OWO
5H,1,3H2

H H

InChl=1S/C4H602/c5-3-1-2-4-6/h3-4H, 1- H
2H2 OM 5

H

INChI=1S/C4H502/c5-3-1-2-4-6/h3H,1- OMO
2H2 M



02CCHOOJ

HOCVCCJVO

C5H50H

C5H50

C5H40H

C5H40

C5H30

CJvCCcvCCvo

CVCCVCCJVO

CJVCCVO

C2HO4

C3H302

C5H60

C5H50

C5H50

C5H40

C5H30

C5H50

C5H50

C3H30

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

C(0)=C[C]=0

c1(0)c=Ccc=C1

c1([0])c=CC=C1

[Cl(0)1C=CC=C1

C1(=0)C=CC=C1

C1(=0)[C]=CC=C1

[CH]=CC=CC=0

C=CC=C[C]=0

[CH]=CC=0

InChl=1S/C2HO4/c3-1(4)2(5)6/h(H,3,4) 0
o,
0

INChI=1S/C3H302/c4-2-1-3-5/h1-2,4H 10~ 4~ ~°
INChI=1S/C5H60/c6-5-3-1-2-4-5/h1-6H

InChl=1S/C5H50/c6-5-3-1-2-4-5/h1-5H

D O

INChl=1S/C5H50/c6-5-3-1-2-4-5/h1-4,6H

INChl=1S/C5H40/c6-5-3-1-2-4-5/h1-4H

o D

InChl=1S/C5H30/c6-5-3-1-2-4-5/h1-3H

O

InChl=1S/C5H50/c1-2-3-4-5-6/h1-5H OW‘\*

H

INChI=1S/C5H50/c1-2-3-4-5-6/2-4H,1H2 7~ . =0

InChl=1S/C3H30/c1-2-3-4/h1-3H OW,



PC2H4COC2H3

SC2H4COC2H3

C6H5CH3

C6H5CH2

C6H4CH3

BZCOOH

C6H5CH200

C6H5CHO

C6H5CO

HOC6H4CH3

C5H70

C5H70

C7H8

C7H7

C7H7

C7H802

C7H702

C7H60

C7H50

C7H80O

[CH2]CC(=0)C=C

C=CC(=0)[CH]C

clec(C)cecl

clec([CH2])cecl

Cclc[c]cccl

¢1c(COO)ccecl

c1c(CO[O])ccccl

clc(C=0)ccccl

C1=CC([C]=0)=CC=C1

C1=CC(C)=CC(0)=C1

INChl=1S/C5H70/c1-3-5(6)4-2/h3H,1-
2,4H2

INChl=1S/C5H70/c1-3-5(6)4-2/h3-
4H,1H2,2H3

InChl=1S/C7H8/c1-7-5-3-2-4-6-7/h2-
6H,1H3

INChl=1S/C7H7/c1-7-5-3-2-4-6-7/h2-
6H,1H2

InChl=1S/C7H7/c1-7-5-3-2-4-6-7/h2-3,5-
6H,1H3

InChl=1S/C7H802/c8-9-6-7-4-2-1-3-5-
7/h1-5,8H,6H2

INChl=1S/C7H702/c8-9-6-7-4-2-1-3-5-
7/h1-5H,6H2

INChl=1S/C7H60/c8-6-7-4-2-1-3-5-7/h1-
6H

InChl=1S/C7H50/c8-6-7-4-2-1-3-5-7/h1-
5H

INChl=1S/C7H80/c1-6-3-2-4-7(8)5-6/h2-
5,8H,1H3

3

. O

[=

H

(=

\O

- O



HOC6H4CH2

OC6H4CH3

OCH3C6H40

HOC6H4CH200H

HOC6H4CH200

HOC6H4CH20

HOC6H4CHO

HOC6H4CO

C6H5CH20H

C6H5CHOH

C7H70 C1=CC([CH2])=CC(0)=C1
C7H70 C1=CC(C)=CC([O])=C1
C7H702  CC1C=CC(=0)C([0])=C1
C7H803  C1=CC(CO0)=CC(0)=C1
C7H703  C1=CC(CO[0])=CC(0)=C1
C7H702 [O]Cclcce(O)ccl

C7H602  C1=CC(C=0)=CC(0)=C1
C7H502  C1=CC([C]=0)=CC(0)=C1
C7H80O C1=CC(CO)=CC=C1
C7H70 C1=CC([CH]O)=CC=C1

INChl=1S/C7H70/c1-6-3-2-4-7(8)5-6/h2-
5,8H,1H2

INChl=1S/C7H70/c1-6-3-2-4-7(8)5-6/h2-
5H,1H3

InChl=1S/C7H702/c1-5-2-3-6(8)7(9)4-
5/h2-5H,1H3

INChl=1S/C7H803/c8-7-3-1-2-6(4-7)5-10-
9/h1-4,8-9H,5H2

INChl=1S/C7H703/c8-7-3-1-2-6(4-7)5-10-
9/h1-4,8H,5H2

INChl=1S/C7H702/c8-5-6-1-3-7(9)4-2-
6/h1-4,9H,5H2

INChl=1S/C7H602/c8-5-6-2-1-3-7(9)4-
6/h1-5,9H

INChl=1S/C7H502/c8-5-6-2-1-3-7(9)4-
6/h1-4,9H

INChl=1S/C7H80/c8-6-7-4-2-1-3-5-7/h1-
5,8H,6H2

INChl=1S/C7H70/c8-6-7-4-2-1-3-5-7/h1-
6,8H

L=
ju

(=]

4 b b

g

o

o

o

T
[=]

O~

-o



C6H5CH20

C6H5C2H5

C6H5CHCH3

C6H5CH2CH2

C6H5C2H3

C6H5CCH2

C6H5CHCH

C14H14

C14H13

C14H12

C7H70

C8H10

C8H9

C8H9

C8H8

C8H7

C8H7

C14H14

C14H13

C14H12

C1=CC(C[0])=CC=C1

C1=CC(CC)=CC=C1

C1=CC([CH]C)=CC=C1

C1=CC(C[CH2])=CC=C1

C1=CC(C=C)=CC=C1

C1=CC([C]=C)=CC=C1

C1=CC(C=[CH])=CC=C1

c(ccl)ecclCCce2ccc(cc2)

c(ccl)eccl[CH]Cc2ccc(cc2)

c(ccl)ecclC=Cc2ccc(cc2)

INChl=1S/C7H70/c8-6-7-4-2-1-3-5-7/h1-
5H,6H2

InChl=1S/C8H10/c1-2-8-6-4-3-5-7-8/h3-
7H,2H2,1H3

INChl=1S/C8H9/c1-2-8-6-4-3-5-7-8/h2-
7H,1H3

INChl=1S/C8H9/c1-2-8-6-4-3-5-7-8/h3-
7H,1-2H2

INChl=1S/C8H8/c1-2-8-6-4-3-5-7-8/h2-
7H,1H2

INChl=1S/C8H7/c1-2-8-6-4-3-5-7-8/h3-
7H,1H2

InChl=1S/C8H7/c1-2-8-6-4-3-5-7-8/h1-7H

INChl=1S/C14H14/c1-3-7-13(8-4-1)11-12-

14-9-5-2-6-10-14/h1-10H,11-12H2

INChl=1S/C14H13/c1-3-7-13(8-4-1)11-12-

14-9-5-2-6-10-14/h1-11H,12H2

INChl=1S/C14H12/c1-3-7-13(8-4-1)11-12-

14-9-5-2-6-10-14/h1-12H



C14H11

C14H1300H

C14H1300

C14H1200H

C14H1202H-102

C14H110-102H

C14H130

C14H120

0O-0O2C6H4CH3

OC6H4CH2

C14H11 c(ccl)cecl[C]=Cc2ccc(cc2)

C14H1402 c(ccl)cecclC(O0)Ce2ccc(ce
2)

C14H1302 c(ccl)cecclC(O[O])Ce2ccce(c
c2)

C14H1302 C(=C1)C=C(C=C1)C(00)[
CH]C(C=C2)=CC(=C2)

C14H1304 C(=C1)C=C(C=C1)C(0O0)C
(O[0])C(C=C2)=CC(=C2)

C14H1203 C(=C1)C=C(C=C1)C(=0)C(
0O0)C(C=C2)=CC(=C2)

C14H130  c(ccl)ccclC([O])Ce2ccce(ce
2)

C14H120 O=C(CClC=CC=CC=1)C1
C=CC=CC=1

C7H702 C1(C)=C(O[0])C=CC=C1

C7H60 C=C1C=CC=CC1=0

InChl=1S/C14H11/c1-3-7-13(8-4-1)11-12- @
14-9-5-2-6-10-14/h1-11H

O

InChl=1S/C14H1402/c15-16-14(13-9-5-2-
6-10-13)11-12-7-3-1-4-8-12/h1-10,14-
15H,11H2 Ho

[#]
InChl=1S/C14H1302/c15-16-14(13-9-5-2- @
6-10-13)11-12-7-3-1-4-8-12/h1-
10,14H,11H2 "0 0

[#]

InChl=1S/C14H1302/c15-16-14(13-9-5-2-
6-10-13)11-12-7-3-1-4-8-12/h1-11,14-15H

INChl=1S/C14H1304/c15-17-13(11-7-3-1-
4-8-11)14(18-16)12-9-5-2-6-10-12/h1-
10,13-15H Ho ©

InChl=1S/C14H1203/c15-13(11-7-3-1-4-8-
11)14(17-16)12-9-5-2-6-10-12/h1-
10,14,16H Ho

InChl=1S/C14H130/c15-14(13-9-5-2-6-10- @
13)11-12-7-3-1-4-8-12/h1-10,14H,11H2
InChl=1S/C14H120/c15-14(13-9-5-2-6-10- @
13)11-12-7-3-1-4-8-12/h1-10H,11H2

o]

INChl=1S/C7TH702/c1-6-4-2-3-5-7(6)9- 0"
8/h2-5H,1H3

INChl=1S/C7H60/c1-6-4-2-3-5-7(6)8/h2-
5H,1H2

e



C6H5CHOOCH3

C6H5CH2CH200

C7H6

C7H5

IND

C10H9

C10H10

C5H5CH3

C9H7

C9H60

C8H902

C8H902

C7H6

C7H5

C9H8

C10H9

C10H10

C6H8

CO9H7

C9H60

cc(o[o))cic=Ccc=Cc=1

[0]OCCC1C=CC=CC=1

C=C=CiC=CcC=C1

[CH]=C=C1C=CC=C1

C1=CC=C2CC=CC2=C1

[CH]1CC=CC2C=CC=CC=

21

Cl1C=CcC2Cccc=Ccc=2C=1

CcCic=Ccc=C1

[CH]1C=CC2=CC=CC=C12

C1=CC=CC2=C1C(=0)C(=
C2)

INChl=1S/C8H902/c1-7(10-9)8-5-3-2-4-6-
8/h2-7H,1H3

o
=

INChl=1S/C8H902/c9-10-7-6-8-4-2-1-3-5-
8/h1-5H,6-7H2

INChl=1S/C7H6/c1-2-7-5-3-4-6-7/h3-
6H,1H2

- O, O

InChl=1S/C7H5/c1-2-7-5-3-4-6-7/h1,3-6H

INChl=1S/C9H8/c1-2-5-9-7-3-6-8(9)4-1/h1-
6H,7H2

InChl=1S/C10H9/c1-2-6-10-8-4-3-7-
9(10)5-1/h1-3,5-8H,4H2

InChl=1S/C10H10/c1-2-6-10-8-4-3-7-
9(10)5-1/h1-3,5-7H,4,8H2

INChl=1S/C6H8/c1-6-4-2-3-5-6/h2-
6H,1H3

INChl=1S/C9H7/c1-2-5-9-7-3-6-8(9)4-1/h1-
7H

InChl=1S/C9H60/c10-9-6-5-7-3-1-2-4-
8(7)9/h1-6H



NAPH

NAPH-

NAPHV

NAPHO

FLUORENE

C14H10

C16H10

c*cc*c*o

X135C6H8

X16C7H113

C10H8

C10H7

C10H7

C10H70

C13H10

C14H10

C16H10

C4H40

C6H8

C7H11

C1C=CC2C=CC=CC=2C=1 InChl=1S/C10H8/c1-2-6-10-8-4-3-7-
9(10)5-1/h1-8H

[C]1=CC=CC2=C1C=C(C= InChI=1S/C10H7/c1-2-6-10-8-4-3-7-
C2) 9(10)5-1/h1-7H

C1=[C]C=CC2=C1C=C(C= InChl=1S/C10H7/c1-2-6-10-8-4-3-7-
C2) 9(10)5-1/h1-3,5-8H

[0]C1=CC=CC2C=CC=CC InChl=1S/C10H70/c11-10-7-3-5-8-4-1-2-
=21 6-9(8)10/h1-7H

=
| ' '* '

C1=CC=C2C(=C1)CC1=CC InChl=1S/C13H10/c1-3-7-12-10(5-1)9-11-
=CC=C12 6-2-4-8-13(11)12/h1-8H,9H2

5

C1=CC=C2C(C=CC3=CC= InChl=1S/C14H10/c1-3-7-13-11(5-1)9-10-
CC=C32)=C1 12-6-2-4-8-14(12)13/h1-10H

C1=CC2=CC=C3C=CC=C4 InChl=1S/C16H10/c1-3-11-7-9-13-5-2-6-
C=CC(=C1)C2=C43 14-10-8-12(4-1)15(11)16(13)14/h1-10H

C=CC=C=0 INChl=1S/C4H40/c1-2-3-4-5/h2-3H,1H2 OW‘\*

H

C=CcC=CcC=C INChl=1S/C6H8/c1-3-5-6-4-2/h3-6H,1- e
2H2
[CH2]C=CCCC=C InChl=1S/C7H11/c1-3-5-7-6-4-2/h3-5H,1- \/\\/‘\/

2,6-7TH2



X16C7H114 C7H11 C=CCI[CH]CC=C InChl=1S/C7H11/c1-3-5-7-6-4-2/h3- S e T

4,7H,1-2,5-6H2

X15C7H113 C7H11 [CH2]Cc=CCC=CC InChl=1S/C7H11/c1-3-5-7-6-4-2/h3- R g
6H,1,7H2,2H3

X15C7H114 C7H11 C=CC[CH]C=CC INChI=1S/C7H11/c1-3-5-7-6-4-2/h3-4,6- et
7H,1,5H2,2H3

AEC7H11A C7H11 [CH2]C(=C)CCC=C INChl=1S/C7H11/c1-4-5-6-7(2)3/h4H,1-  * Sy
3,5-6H2

AEC7H11C C7H11 [CH2]C(C)=CCC=C INChI=1S/C7H11/c1-4-5-6-7(2)3/h4,6H,1-
2,5H2,3H3

AEC7H11D C7H11 [CH2]C=CCC(=C)C InChl=1S/C7H11/c1-4-5-6-7(2)3/h4-5H,1- \W\//)\
2,6H2,3H3

GKC7H11M C7H11 [CH2]C(C=C)CC=C InChl=1S/C7H11/c1-4-6-7(3)5-2/h4- /\r\/
5,7H,1-3,6H2

GKC7H11l C7H11 c=Cc[c](C)c=C INChl=1S/C7H11/c1-4-6-7(3)5-2/h4-5H,1- /\r\/
2,6H2,3H3

GKC7H11J C7H11 [CH2]C=CC(C)C=C INChl=1S/C7H11/c1-4-6-7(3)5-2/h4-7TH,1- e
2H2,3H3

X16C7H12 C7H12 c=cccec=C INChI=1S/C7H12/c1-3-5-7-6-4-2/h3-4H,1- S5

2,5-7TH2



X15C7H12

AEC7H12

GKC7H12

MCHI1ENE

MCH2ENE

MCH3ENE

CHXDCH2

MCH1N3J

MCH1N4J

MCH1N5J

C7H12

C7H12

C7H12

C7H12

C7H12

C7H12

C7H12

C7H11

C7H11

C7H11

C=CcCcCcC=CC

C=CCCC(=C)C

C=CCCc(C)c=C

CCi1=Cccccl

CCic=Ccccc1

Ccicc=ccc1

C=Ciccccel

CC1=C[CH]CCC1

CC1=CC[CH]CC1

CC1=CCC[CH]C1

INChl=1S/C7H12/c1-3-5-7-6-4-2/h3-
4,6H,1,5,7H2,2H3

INChl=1S/C7H12/c1-4-5-6-7(2)3/h4H,1-
2,5-6H2,3H3

INChl=1S/C7H12/c1-4-6-7(3)5-2/h4-
5,7H,1-2,6H2,3H3

INChl=1S/C7H12/c1-7-5-3-2-4-6-7/h5H,2-
4,6H2,1H3

INChl=1S/C7H12/c1-7-5-3-2-4-6-
7/h3,5,7H,2,4,6H2,1H3

INChl=1S/C7H12/c1-7-5-3-2-4-6-7/h2-
3,7H,4-6H2,1H3

INChl=1S/C7H12/c1-7-5-3-2-4-6-7/h1-6H2

InChl=1S/C7H11/c1-7-5-3-2-4-6-
7/h3,5H,2,4,6H2,1H3

InChl=1S/C7H11/c1-7-5-3-2-4-6-
7/h2,5H,3-4,6H2,1H3

InChl=1S/C7H11/c1-7-5-3-2-4-6-
7/h3,6H,2,4-5H2,1H3



MCH1NG6J

MCH2N4J

MCH2N5J

MCH2N6J

MCH2NCH2J

MCH3N1J

MCH3N5J

MCH3NG6J

MCH3NCH2J

CHXDCH22J

C7H11

C7H11

C7H11

C7H11

C7H11

C7H11

C7H11

C7H11

C7H11

C7H11

CC1=CCCCI[CH]1

Cclc=C[CH]CC1

CC1C=CC[CH]C1

CC1[CH]cCC=C1

[CH2]JC1C=CCCCl

c[clice=ccel

CC1C[CH]C=CC1

CC1[CH]CC=CC1

[CH2]Cc1CC=CCCl

[CH2]C1=CCCCCl

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h5-
6H,2-4H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h2-
3,5,7H,4,6H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h3-
5,7H,2,6H2,1H3

InChl=1S/C7H11/c1-7-5-3-2-4-6-7/h3,5-
7H,2,4H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-
7/h3,5,7H,1-2,4,6H2

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h2-
3H,4-6H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h2-
4,7H,5-6H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h2-3,6-
7H,4-5H2,1H3

INChl=1S/C7H11/c1-7-5-3-2-4-6-7/h2-
3,7H,1,4-6H2

InChl=1S/C7H11/c1-7-5-3-2-4-6-7/h5H,1-
4,6H2



CHXDCH23J

CHXDCH24J

IKC7H12

IKC7H11G

X15C7H116

GIC7H11L

C5H7-1

X12C7H117

cicexeC

ACC7H12

C7H11

C7H11

C7H12

C7H11

C7H11

C7H11

C5H7

C7H11

C5H7

C7H12

C=Ci1C[CH]CCC1

C=C1CC[CH]CC1

Ccc(Cc)=Ccc=C

[CH2]CC(C)=CC=C

c=ccce=[c]c

[CH2]JCC=C(C)C=C

[CH]=C(C)C=C

[CH2]cCccc=C=C

[CH2]CC=C=C

CC(=C)c=CCcC

InChl=1S/C7H11/c1-7-5-3-2-4-6-7/h3H,1-
2,4-6H2

InChl=1S/C7H11/c1-7-5-3-2-4-6-
7/h2H,1,3-6H2

INChl=1S/C7H11/c1-4-6-7(3)5-2/h4,6H,1-
2,5H2,3H3

INChl=1S/C7H12/c1-4-6-7(3)5- W
2/h4,6H,1,5H2,2-3H3

InChl=1S/C7H11/c1-3-5-7-6-4- I
2/h3,6H,1,5,7H2,2H3

INChI=1S/C7H11/c1-4-6-7(3)5-2/h5-6H,1- .+ ’
2,4H2,3H3

INChI=1S/C5H7/c1-4- \r\
5(2)3/h2,4H,1H2,3H3
INChl=1S/C7H11/c1-3-5-7-6-4-2/h6H,1- /C%\/\/'
3,5,7H2 =

INChl=1S/C5H7/c1-3-5-4-2/h5H,1-3H2 e

INChl=1S/C7H12/c1-4-5-6-7(2)3/h5- \H/\/\
6H,2,4H2,1,3H3



ACCT7H11F

C5H7-4

CEC7H12

CEC7H11A

GKC7H11G

X13C7H117

X13C7H116

X24C7H12

X24C7H117

C5H713-1

C7H11

C5H7

C7H12

C7H11

C7H11

C7H11

C7H11

C7H12

C7H11

C5H7

[CH2]CC=CC(=C)C

[CH]=CC(=C)C

cc(c)c=cc=C

[CH2]C(C)C=CC=C

[CH]=CC(C)CC=C

[CH2]cCcc=CC=C

C=CC=CC[CH]C

CC=CcC=CcCcC

[CH2]CcCc=CC=CC

[CH]=CC=CC

INChl=1S/C7H11/c1-4-5-6-7(2)3/h5-6H,1-
2,4H2,3H3

InChl=1S/C5H7/c1-4-
5(2)3/h1,4H,2H2,3H3

INChl=1S/C7H12/c1-4-5-6-7(2)3/h4-
7H,1H2,2-3H3

INChl=1S/C7H11/c1-4-5-6-7(2)3/h4-7H,1-
2H2,3H3

INChl=1S/C7H11/c1-4-6-7(3)5-2/h2,4-
5,7H,1,6H2,3H3

INChl=1S/C7H11/c1-3-5-7-6-4-
2/h3,5,7H,1-2,4,6H2

INChl=1S/C7H11/c1-3-5-7-6-4-2/h3-
5,7H,1,6H2,2H3

INChl=1S/C7H12/c1-3-5-7-6-4-2/h3,5-
7H,4H2,1-2H3

INChl=1S/C7H11/c1-3-5-7-6-4-2/h4-
7H,1,3H2,2H3

INChl=1S/C5H7/c1-3-5-4-2/h1,3-5H,2H3

s

Y

NI
S

/

W

e

T T

RN

§



X14C7H117

C5H81-4

C5H714-1

C5H714-4

GMC7H12

GMC7H11L

KMC7H11G

X16C7H112

MCHIN30OJ

MCHING6OJ

C7H11

C5H8

C5H7

C5H7

C7H12

C7H11

C7H11

C7H11

C7H110

C7H110

[CH2]cC=CCC=C

C=CcCcC=C

[CH]=CCcC=C

c=[cjcc=C

C=CC(=C)CCC

[CH2]JCCC(=C)C=C

[CH2]CC(=C)CC=C

c=[cjccce=c

cci=cc([o)ccel

CC1=CCCCC1[0]

InChl=1S/C7H11/c1-3-5-7-6-4-2/h3,6- \/\\/\/
7H,1-2,4-5H2

INChI=1S/C5H8/c1-3-5-4-2/h3-4H,1-2 5H2 ™ ~"5%,

INChI=1S/C5H7/c1-3-5-4-2/h1,3-4H,2,5H2 5

INChI=1S/C5H7/c1-3-5-4-2/h3H,1-2,5H2  #~_"%x,

INChl=1S/C7H12/c1-4-6-7(3)5-2/h5H,2- //\H/\/
4,6H2,1H3

INChI=1S/C7H11/c1-4-6-7(3)5-2/h5H,1- ’
4,6H2

INChl=1S/C7H11/c1-4-6-7(3)5-2/h4H,1- /\H/\/
3,5-6H2

INChI=1S/C7H11/c1-3-5-7-6-4-2/h3H,1- ™"

2,5-7TH2

INChl=1S/C7H110/c1-6-3-2-4-7(8)5-
6/h5,7H,2-4H2,1H3

InChl=1S/C7H110/c1-6-4-2-3-5-
7(6)8/h4,7H,2-3,5H2,1H3



MCHINCH20J

MCH2N10J

MCH2N40J

MCH3N20J

MCH3N50J

CHXDCH220J

HC6H10CHO-GL

BC6H10CHO-AF

MCH1CH20H6J

HX13N3CH20H6J

C7H110

C7H110

C7H110

C7H110

C7H110

C7H110

C7H110

C7H110

C7H110

C7H110

[0]ccl=CCCCCl

cci(o)c=cccel

ccic=cc([o])ccl

CC1CCC=CC1[0]

ccicc=cc(o])cl

C=C1CCCCC1[O]

[CH2]CCC(C)=CC=0

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

OCC1=CCCC[CH]1

[CH2]CC=C(C=C)CO

INChl=1S/C7H110/c8-6-7-4-2-1-3-5-
7/h4H,1-3,5-6H2

INChl=1S/C7H110/c1-7(8)5-3-2-4-6-
7/h3,5H,2,4,6H2,1H3

INChl=1S/C7H110/c1-6-2-4-7(8)5-3-
6/h2,4,6-7H,3,5H2,1H3

InChl=1S/C7H110/c1-6-4-2-3-5-
7(6)8/h3,5-7H,2,4H2,1H3

5
6
o
INChI=1S/C7H110/c1-6-3-2-4-7(8)5-
6/h2,4,6-7H,3,5H2,1H3
"o
\/WO
H
H
‘/vﬁ—/&o

InChl=1S/C7H110/c1-6-4-2-3-5-
7(6)8/7H,1-5H2

INChl=1S/C7H110/c1-3-4-7(2)5-6-8/h5-
6H,1,3-4H2,2H3

INChl=1S/C7H110/c1-3-4-5-7(2)6-8/h5-
6H,1,3-4H2,2H3

INChl=1S/C7H110/c8-6-7-4-2-1-3-5-7/h4- E
5,8H,1-3,6H2

InChl=1S/C7H110/c1-3-5-7(4-2)6-8/h4-  H., '
5,8H,1-3,6H2
=



BT13N2CH20H1J

CYHX1IN3*O

CYHX1IN3*04J

X135C6H730J

X2C6H10CHO-16

X3C6H11CHO-27

JC6H10CHO-LG

DC6H10CHO-FA

HX2*CH21*06J

MCH13DIEN

C5H70

C6H80

C6H70

C6H70

C7H110

C7H110

C7H110

C7H110

C7H110

C7H10

[CH]=C(C=C)CO

0O=C1C=CcCcCcC1

[O]c1=CCCC=C1

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

[CH2]CCC=CCC=0

[CH2]CCC=CC(C)=0

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

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

[CH2]CCCC(=C)C=0

CC1=CC=CccC1

INChI=1S/C5H70/c1-3-5(2)4-6/h2- /\(\O'H
3,6H,1,4H2

INChl=1S/C6H80/c7-6-4-2-1-3-5- f
6/h2,4H,1,3,5H2

INChI=1S/C6H70/c7-6-4-2-1-3-5-6/h2,4-
5H,1,3H2

INChl=1S/C6H70/c1-3-5-6(7)4-2/h3-5H,1- e

=]

INChl=1S/C7H110/c1-2-3-4-5-6-7-8/h4-
5,7H,1-3,6H2

w.

InChl=1S/C7H110/c1-3-4-5-6-7(2)8/h5-
6H,1,3-4H2,2H3

INChl=1S/C7H110/c1-3-7(2)5-4-6-8/h4-
7H,1,3H2,2H3

o

INChl=1S/C7H110/c1-7(2)5-3-4-6-8/h3-
4,6-7H,1,5H2,2H3

InChl=1S/C7H110/c1-3-4-5-7(2)6-
8/h6H,1-5H2

o

S

InChl=1S/C7H10/c1-7-5-3-2-4-6-7/h2-
3,5H,4,6H2,1H3



MCH14DIEN

MCH15DIEN

MCH24DIEN

MCH25DIEN

CHXDCH22N

CHXDCH23N

MCH13N5J

MCH13N6J

MCH13NCH2J

MCH14NCH2J

C7H10

C7H10

C7H10

C7H10

C7H10

C7H10

C7H9

C7H9

C7H9

C7H9

CC1=CcCc=CccC1

CC1=CcCccc=C1

CCi1C=Cc=CccC1

CCiC=Ccc=C1

C=CiC=Cccc1

C=CiCcC=Cccc1

CC1=C[CH]C=CC1

CC1=CCC=C[CH]1

C=C1[CH]C=CCC1

[CH2]C1=CCC=CC1

INChl=1S/C7H10/c1-7-5-3-2-4-6-7/h2-
3,6H,4-5H2,1H3

InChl=1S/C7H10/c1-7-5-3-2-4-6-7/h3,5-
6H,2,4H2,1H3

INChl=1S/C7H10/c1-7-5-3-2-4-6-7/h2-
5,7H,6H2,1H3

InChl=1S/C7H10/c1-7-5-3-2-4-6-7/h3-
7H,2H2,1H3

InChl=1S/C7H10/c1-7-5-3-2-4-6-
7/h3,5H,1-2,4,6H2

INChl=1S/C7H10/c1-7-5-3-2-4-6-7/h2-
3H,1,4-6H2

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
5H,6H2,1H3

InChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-3,5-

6H,4H2,1H3

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
3,5H,1,4,6H2

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
3,6H,1,4-5H2



MCH25N1J

MCH15NCH2J

MCH25N4J

MCH24NCH2J

MCH25NCH2J

CHXDCH22N5J

CHXDCH23N5J

MCH13N50J

MCH13N60J

MCH13NCH20J

C7H9

C7H9

C7H9

C7H9

C7H9

C7H9

C7H9

C7H90

C7H90

C7H90

CC1=C[CH]CC=C1

C=C1[CH]CCC=C1

CC1C=C[CH]C=C1

[CH2]JC1C=CC=CC1

[CH2]JC1C=CCC=C1

C=C1C=CC[CH]C1

C=CiC[CH]C=CC1

CC1=CC=CC([0])C1

CC1=CC=CCC1[0]

[O]cC1=CC=CCC1

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h3-
6H,2H2,1H3

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h3,5-
6H,1-2,4H2

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
7H,1H3

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
5,7H,1,6H2

InChl=1S/C7H9/c1-7-5-3-2-4-6-7/h3-7H,1-

2H2

InChl=1S/C7H9/c1-7-5-3-2-4-6-7/h3-5H,1-

2,6H2

INChl=1S/C7H9/c1-7-5-3-2-4-6-7/h2-
4H,1,5-6H2

INChl=1S/C7H90/c1-6-3-2-4-7(8)5-6/h2-
4,7H,5H2,1H3

INChl=1S/C7H90/c1-6-4-2-3-5-7(6)8/h2-
4,7H,5H2,1H3

INChl=1S/C7H90/c8-6-7-4-2-1-3-5-7/h1-
2,4H,3,5-6H2

0
.
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.



MCH14N30J C7H90 CC1=CcC([O])c=CC1 INChl=1S/C7H90/c1-6-3-2-4-7(8)5-6/h2,4-
5,7H,3H2,1H3

N

MCH14N60J C7H90 CC1=CCC=CC1][O] INChl=1S/C7H90/c1-6-4-2-3-5-7(6)8/h3- o
5,7H,2H2,1H3

MCH14NCH20J C7H90 [O]CC1=CCC=CC1 INChl=1S/C7H90/c8-6-7-4-2-1-3-5-7/h1- ©
2,5H,3-4,6H2

MCH15N30J C7H90 CC1=Cc([O])cc=C1 INChl=1S/C7H90/c1-6-3-2-4-7(8)5-6/h2-

3,5,7H,4H2,1H3

s

MCH15NCH20J C7H90 [O]CC1=CCCC=C1 INChl=1S/C7H90/c8-6-7-4-2-1-3-5-7/h2,4-
5H,1,3,6H2

O

MCH24N10J C7H90 c1(c)(o])c=Ccc=CcC1 INChl=1S/C7H90/c1-7(8)5-3-2-4-6-7/h2-
5H,6H2,1H3
MCH24N60J C7H90 CC1C=CC=CC1[0] INChI=1S/C7H9O/c1-6-4-2-3-5-7(6)8/2-
7H,1H3
X135C7H970J C7H90 C=CC=CC=CC[O] INChI=1S/C7THIO/C1-2-3-4-5-6-7-8/2- oo™ ™.
6H,1,7H2
MCH25N10J C7H90 cci(o)c=ccc=C1 INChl=1S/C7H90/c1-7(8)5-3-2-4-6-7/h3-
6H,2H2,1H3
MCH25N40J C7H90 ccic=cc([o]))c=C1 INChl=1S/C7H90/c1-6-2-4-7(8)5-3-6/h2-

7H,1H3



CHXDCH22N40J

CHXDCH22N60J

CHXDCH23N20J

CHXDCH23N50J

CHXDCH23N60J

X135C7H96J

X135C7H97J

GIKC7H9-L

GIKC7H9-G

X124C7H97J

C7H90

C7H90

C7H90

C7H90

C7H90

C7H9

C7H9

C7H9

C7H9

C7H9

C=C1C=CC([0])CC1

C=C1C=CCCC1[0]

C=C1CCC=CC1[0]

C=C1CC=CC([0])C1

C=C1CC=CCC1[0]

c=cc=Ccc=[C]C

[CH2]C=CC=CC=C

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

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

[CH2]CC=CC=C=C

INChl=1S/C7H90/c1-6-2-4-7(8)5-3-
6/h2,4,7H,1,3,5H2

INChl=1S/C7H90/c1-6-4-2-3-5-
7(6)8/h2,4,7H,1,3,5H2

INChl=1S/C7H90/c1-6-4-2-3-5-
7(6)8/h3,5,7H,1-2,4H2

INChl=1S/C7H90/c1-6-3-2-4-7(8)5-
6/h2,4,7H,1,3,5H2

INChl=1S/C7H90/c1-6-4-2-3-5-7(6)8/h2-
3,7H,1,4-5H2

INChl=1S/C7H9/c1-3-5-7-6-4-2/h3,5-
7H,1H2,2H3

INChl=1S/C7H9/c1-3-5-7-6-4-2/h3-7H,1-
2H2

INChl=1S/C7H9/c1-4-6-7(3)5-2/h1,4-
6H,2H2,3H3

INChl=1S/C7H9/c1-4-6-7(3)5-2/h2,4-
6H,1H2,3H3

INChl=1S/C7H9/c1-3-5-7-6-4-2/h5-7H,1-
3H2

5 g <

3 -

PN



c*c*cexC

cxcrcexad

ACEC7HO-F

ACEC7H9-A

ACEC7H9-A2

GKMC7H9-L

GKMC7H9-G

X126C7H95J

C5H713-4

GIKC7H9-M

C5H6

C5H5

C7H9

C7H9

C7H9

C7H9

C7H9

C7H9

C5H7

C7H9

C=C=CC=C

[CH]=CC=C=C

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

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

[CH2]C(=C)C=CC=C

[CH]=CCC(=C)C=C

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

[CH2]JC=CCC=C=C

c=cc=[c]C

[CH2]C=CC([CH2])=C[CH2]

InChl=1S/C5H6/c1-3-5-4-2/h3,5H,1-2H2 )/:T

INChI=1S/C5H5/c1-3-5-4-2/h1,3,5H,2H2 ¢

INChl=1S/C7H9/c1-4-5-6-7(2)3/h1,4-
6H,2H2,3H3

INChl=1S/C7H9/c1-4-5-6-7(2)3/h4-6H,1-
3H2

WM\
InChI=1S/C7H9/c1-4-5-6-7(2)3/h2,4- \[r\/\\\
6H,1H2,3H3

W/\,/\\

INChI=1S/C7H9/c1-4-6-7(3)5-2/h1,4-5H,2-
3,6H2

INChl=1S/C7H9/c1-4-6-7(3)5-2/h2,4- /\H/\/

5H,1,3,6H2

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

i.

INChl=1S/C5H7/c1-3-5-4-
2/h3,5H,1H2,2H3

INChI=1S/C7H9/c1-4-6-7(3)5-2/h4-6H,1- a/“\\r\/'
3H2 A



X136C7H96J

X136C7H97J

IKC6H8CHO-GL

AC4H6CHO-DA

X24C6H8CHO-72

CYHX13N1J

X135C6H72

ADC6H8CHO-FA

X25C6H8CHO-72

CYHX24N1*O

C7H9

C7H9

C7H90

C5H70

C7H90

C6H7

C6H7

C7H90

C7H90

C6H60

c=[c]cc=cc=C

[CH]=CCC=CC=C

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

[CH]=C(C)CC=0

C[C]=CcCc=CCC=0

[Cl1=CCc=CCcC1

c=[c]c=cc=C

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

C[C]=Cccc=CC=0

0O=Cl1C=CC=CcC1

INChI=1S/C7HO/C1-3-5-7-6-4-2/h3,5,7H,1- Ste g™ s?

2,6H2

INChl=1S/C7H9/c1-3-5-7-6-4-2/h1,3-4,6-
7H,2,5H2

INChl=1S/C7H90/c1-3-4-7(2)5-6-8/h1,3-
4,6H,5H2,2H3

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

INChl=1S/C7H90/c1-2-3-4-5-6-7-8/h3-
5,7H,6H2,1H3

INChl=1S/C6H7/c1-2-4-6-5-3-1/h1-
3H,4,6H2

INChl=1S/C6H7/c1-3-5-6-4-2/h3,5-6H,1-
2H2

INChl=1S/C7H90/c1-7(2)5-3-4-6-8/h1,3-
4,6H,5H2,2H3

INChl=1S/C7H90/c1-2-3-4-5-6-7-8/h3,5-
7H,4H2,1H3

INChl=1S/C6H60/c7-6-4-2-1-3-5-6/h1-
4H,5H2

S



CEC6HBCHO-AF

GJC6HBCHO-LG

C5H714-30J

X14C6H8CHO-72

GIC7H12

MCHR1

MCHR2

MCHR3

MCHRA4

CYCHEXCH2

C7H90

C7H90

C5H70

C7H90

C7H12

C7H13

C7H13

C7H13

C7H13

C7H13

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

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

c=cc([o))c=C

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

C=CC(C)=CCC

c[cliccecel

cci[cH]cccel

ccic[cH]ccel

CcicclcHIcCl

[CH2]Cc1CCCCCl

INChl=1S/C7H90/c1-3-4-5-7(2)6-8/h1,3-
7H,2H3

INChl=1S/C7H90/c1-3-7(2)5-4-6-8/h1,3-
7H,2H3

INChl=1S/C5H70/c1-3-5(6)4-2/h3-5H,1-
2H2

INChl=1S/C7H90/c1-2-3-4-5-6-7-8/h5-
7H,1,3-4H2

INChl=1S/C7H12/c1-4-6-7(3)5-2/h5-
6H,2,4H2,1,3H3

INChl=1S/C7H13/c1-7-5-3-2-4-6-7/h2-
6H2,1H3

INChl=1S/C7H13/c1-7-5-3-2-4-6-
7/h5,7H,2-4,6H2,1H3

INChl=1S/C7H13/c1-7-5-3-2-4-6-
7/h3,7H,2,4-6H2,1H3

INChl=1S/C7H13/c1-7-5-3-2-4-6-
7/h2,7H,3-6H2,1H3

INChl=1S/C7H13/c1-7-5-3-2-4-6-7/h7H,1-
6H2

4\5\
/



MCH

AC7H14

EC7H14

GC7H14

KC7H14

AC7H13F

EC7H13A

GC7H13L

KC7H13G

AC7H13C

C7H14

C7H14

C7H14

C7H14

C7H14

C7H13

C7H13

C7H13

C7H13

C7H13

Cciccceces

c=Cc(c)ccee

C=CCCC(C)C

C=CC(C)cCcC

C=CCC(C)CC

[CH2]CCCC(=C)C

[CH2]C(C)CCC=C

[CH2]JCCC(C)C=C

[CH2]CC(C)CC=C

[CH2]C(C)=CCCC

INChl=1S/C7H14/c1-7-5-3-2-4-6-7/h7H,2-
6H2,1H3

INChl=1S/C7H14/c1-4-5-6-7(2)3/h2,4-
6H2,1,3H3

INChl=1S/C7H14/c1-4-5-6-
7(2)3/h4,7H,1,5-6H2,2-3H3

INChl=1S/C7H14/c1-4-6-7(3)5-
2/h5,7H,2,4,6H2,1,3H3

INChl=1S/C7H14/c1-4-6-7(3)5-
2/h4,7H,1,5-6H2,2-3H3

INChl=1S/C7H13/c1-4-5-6-7(2)3/h1-2,4-
6H2,3H3

INChl=1S/C7H13/c1-4-5-6-7(2)3/h4,7H,1-
2,5-6H2,3H3

INChl=1S/C7H13/c1-4-6-7(3)5-2/h5,7H,1-
2,4,6H2,3H3

INChl=1S/C7H13/c1-4-6-7(3)5-2/h4,7H,1-
2,5-6H2,3H3

INChl=1S/C7H13/c1-4-5-6-7(2)3/h6H,2,4-
5H2,1,3H3

E 30 S S e S S T



GC7H13I

KC7H13J

EC7H13D

MCH100

MCH200

MCH300

MCH400

CHXCH200

MCH1QX

MCH1QJ2

C7H13

C7H13

C7H13

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

c=c[c)(c)cce

[CH2]C=CC(C)CC

[CH2]C=CCC(C)C

cci1(o[o])cccecl

CC1CCCCC10[0]

cciccec(o[o)cl

cciccc(o[o))ccl

[o]Jocciccceccel

[CH2]C1(00)CCCCCl

CC1(00)[CH]CCCCL

INChl=1S/C7H13/c1-4-6-7(3)5-
2/h5H,2,4,6H2,1,3H3

INChl=1S/C7H13/c1-4-6-7(3)5-2/h4,6-
7H,1,5H2,2-3H3

INChl=1S/C7H13/c1-4-5-6-7(2)3/h4-
5,7H,1,6H2,2-3H3

INChl=1S/C7H1302/c1-7(9-8)5-3-2-4-6-
7/h2-6H2,1H3

InChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h6-7H,2-5H2,1H3

InChl=1S/C7H1302/c1-6-3-2-4-7(5-6)9-
8/h6-7H,2-5H2,1H3

InChl=1S/C7H1302/c1-6-2-4-7(9-8)5-3-
6/h6-7H,2-5H2,1H3

InChl=1S/C7H1302/c8-9-6-7-4-2-1-3-5-
7/h7H,1-6H2

InChl=1S/C7H1302/c1-7(9-8)5-3-2-4-6-
7/h8H,1-6H2

InChl=1S/C7H1302/c1-7(9-8)5-3-2-4-6-
7/h5,8H,2-4,6H2,1H3
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MCH1QJ3

MCH1QJ4

MCH2QX

MCH2QJ3

MCH2QJ1

MCH2QJ4

MCH2QJ5

MCH2QJ6

MCH3QJ2

MCH3QJ5

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

CC1(00)C[CH]CCC1

CC1(00)CC[CH]CC1

[CH2]C1CCCcCcC100

CC1CCC[CH]C100

C[C]1CCCCC100

CC1CC[CH]CC100

CCI1C[CH]JCCC100

CC1[CH]CCCC100

CC1[CH]C(00)CCCl

CCI1C[CH]CC(00)C1

INChl=1S/C7H1302/c1-7(9-8)5-3-2-4-6-
7/h3,8H,2,4-6H2,1H3

INChl=1S/C7H1302/c1-7(9-8)5-3-2-4-6-
7/h2,8H,3-6H2,1H3

INChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h6-8H,1-5H2

INChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h5-8H,2-4H2,1H3

InChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h7-8H,2-5H2,1H3

INChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h3,6-8H,2,4-5H2,1H3

InChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h2,6-8H,3-5H2,1H3

InChl=1S/C7H1302/c1-6-4-2-3-5-7(6)9-
8/h4,6-8H,2-3,5H2,1H3

InChl=1S/C7H1302/c1-6-3-2-4-7(5-6)9-
8/h5-8H,2-4H2,1H3

InChl=1S/C7H1302/c1-6-3-2-4-7(5-6)9-
8/h2,6-8H,3-5H2,1H3
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MCH3QJ1

MCH3QJ6

MCH4QJ3

MCH4QJ2

MCH4QJ1

CHXJ1CH2Q

CHXJ2CH2Q

C7ENE-ONE

C7ENE-ONEJ

C7ENEJ-ONE

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H1302

C7H120

C7H110

C7H110

C[C]1CCCCc(00)Cl

CC1[CH]CCC(00)C1

CCI1C[CH]C(00)CC1

CC1[CH]CC(00)CC1

c[cliccc(oo)cel

00C[C]1CCCCCl

OO0CC1[CH]cCCCl

C=CCCC(C)C=0

C=CCCC(C)[C]=0

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

InChl=1S/C7H1302/c1-6-3-2-4-7(5-6)9-
8/h7-8H,2-5H2,1H3

=]
A
-T o-T

INChl=1S/C7H1302/c1-6-3-2-4-7(5-6)9-
8/h3,6-8H,2,4-5H2,1H3

=]
Ay
=]

O

InChl=1S/C7H1302/c1-6-2-4-7(9-8)5-3-
6/h4,6-8H,2-3,5H2,1H3

o
"
4 oT

INChl=1S/C7H1302/c1-6-2-4-7(9-8)5-3-
6/h2,6-8H,3-5H2,1H3

o
"
- oT

o

InChl=1S/C7H1302/c1-6-2-4-7(9-8)5-3-
6/h7-8H,2-5H2,1H3

z=J
w

-

o

InChl=1S/C7H1302/c8-9-6-7-4-2-1-3-5-
7/h8H,1-6H2

InChl=1S/C7H1302/c8-9-6-7-4-2-1-3-5-
7/h4,7-8H,1-3,5-6H2

InChl=1S/C7H120/c1-3-4-5-7(2)6-8/h3,6-
7H,1,4-5H2,2H3

é O

InChl=1S/C7H110/c1-3-4-5-7(2)6- 0
8/h3,7H,1,4-5H2,2H3

7

InChl=1S/C7H110/c1-3-4-5-7(2)6-8/h3-
4,6-7H,1,5H2,2H3

3



MCHYO23

MCHO

MCHYO25

MCH100H

MCH20O0H

MCH3OOH

MCH400H

CHXCH200H

MCH10J

MCH20J

C7H120

C7H120

C7H120

C7H1402

C7H1402

C7H1402

C7H1402

C7H1402

C7H130

C7H130

cciccceaoczt

c1cc(c=0)cccl

ccicczacceceioz

CC1(00)CCCCCl

Cciccccecioo

CC1CCCC(00)Cl

CC1CCC(00)CCl

oocciccececece:

cci(opceccect

cc1ccceci(o]

INChl=1S/C7H120/c1-5-3-2-4-6-7(5)8-
6/h5-7H,2-4H2,1H3

0
INChI=1S/C7H120/c8-6-7-4-2-1-3-5-7/h6- H..=°
7H,1-5H2

INChl=1S/C7H120/c1-5-4-6-2-3-7(5)8-
6/h5-7H,2-4H2,1H3

INChl=1S/C7H1402/c1-7(9-8)5-3-2-4-6-

7/h8H,2-6H2,1H3 ‘:\f
INChl=1S/C7H1402/c1-6-4-2-3-5-7(6)9-
0

8/h6-8H,2-5H2,1H3

INChl=1S/C7H1402/c1-6-3-2-4-7(5-6)9-
8/h6-8H,2-5H2,1H3

INChl=1S/C7H1402/c1-6-2-4-7(9-8)5-3- 0
6/h6-8H,2-5H2,1H3

INChl=1S/C7H1402/c8-9-6-7-4-2-1-3-5- 0
7/h7-8H,1-6H2 E

INChl=1S/C7H130/c1-7(8)5-3-2-4-6-7/h2-
6H2,1H3

Q
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00—
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INChI=1S/C7H130/c1-6-4-2-3-5-7(6)8/h6- _
7H,2-5H2,1H3 v



MCH30J

MCH40J

CHXCH20J

CHXYCO-2

Cccoccccec.

Cc.ccccco

IC6H12CHO5

IC6H12CHO2

IC6H12CHO3

IC6H12CHO4

C7H130

C7H130

C7H130

C7H120

C7H130

C7H130

C7H130

C7H130

C7H130

C7H130

cciccec(o)cl

cciccc(o)ccl

[o]ccicccecel

ci0oczcccececeiz

[CH2]CCCCC(C)=0

C[CH]cccce=0

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

[CH2]C(C)CCCC=0

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

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

INChl=1S/C7H130/c1-6-3-2-4-7(8)5-6/h6-
7H,2-5H2,1H3

INChI=1S/C7H130/c1-6-2-4-7(8)5-3-6/h6-
7H,2-5H2,1H3
[
5
@n

INChl=1S/C7H130/c8-6-7-4-2-1-3-5-
7/h7H,1-6H2

INChl=1S/C7H120/c1-2-4-7-6(3-1)5-8-
7/h6-7H,1-5H2

InChl=1S/C7H130/c1-3-4-5-6-7(2)8/h1,3- \HAN
6H2,2H3

0

InChl=1S/C7H130/c1-2-3-4-5-6-7- OW

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

INChI=1S/C7H130/c1-3-4-5-7(2)6-8/h6- i
7H,1,3-5H2,2H3 ‘/Mo

INChl=1S/C7H130/c1-7(2)5-3-4-6-8/h6-
7H,1,3-5H2,2H3

INChl=1S/C7H130/c1-3-4-7(2)5-6-8/h6-
7H,1,3-5H2,2H3

'\‘/\/\/0
H
INChI=1S/C7H130/c1-3-7(2)5-4-6-8/h6- i
7H,1,3-5H2,2H3 —Wo
o o]
\/\‘/\H/



MCH2Q3QJ

MCH203Q

MCH2030J

MCH2Q1QJ

MCH201Q

MCH2010J

CHX1020

MCH2QXQJ

MCH20XQ

MCH20X0J

C7H1304

C7H1203

C7H1102

C7H1304

C7H1203

C7H1102

C6H802

C7H1304

C7H1203

C7H1102

CC1CCCC(O[0])C100

CC1CCCC(00)C1=0

CC1CCCC([0])C1=0

CC1(0[0])CCCCC100

CC1(00)CCCCC1=0

CC1([0])CCCCC1=0

C1(=0)C(=0)CCCC1

[O]oCccCicccecec1o0o

0O=C1CcCcccicoo

[0]CC1CCCCC1=0

InChl=1S/C7H1304/c1-5-3-2-4-6(10-
8)7(5)11-9/h5-7,9H,2-4H2,1H3

InChl=1S/C7H1203/c1-5-3-2-4-6(10-
9)7(5)8/h5-6,9H,2-4H2,1H3

InChl=1S/C7H1102/c1-5-3-2-4-
6(8)7(5)9/n5-6H,2-4H2,1H3

INChl=1S/C7H1304/c1-7(11-9)5-3-2-4-
6(7)10-8/h6,8H,2-5H2,1H3

InChl=1S/C7H1203/c1-7(10-9)5-3-2-4-
6(7)8/N9H,2-5H2,1H3

InChl=1S/C7H1102/c1-7(9)5-3-2-4-
6(7)8/h2-5H2,1H3

INChl=1S/C6H802/c7-5-3-1-2-4-6(5)8/h1-

4H2

InChl=1S/C7H1304/c8-10-5-6-3-1-2-4-
7(6)11-9/h6-7,9H,1-5H2

INChl=1S/C7H1203/c8-7-4-2-1-3-6(7)5-
10-9/h6,9H,1-5H2

InChl=1S/C7H1102/c8-5-6-3-1-2-4-
7(6)9/n6H,1-5H2
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MCH2Q4QJ

MCH204Q

MCH2040J

MCH2040

MCH2Q5QJ

MCH205Q

MCH2050J

MCH2050

MCH2Q6QJ

MCH206Q

C7H1304

C7H1203

C7H1102

C7H1002

C7H1304

C7H1203

C7H1102

C7H1002

C7H1304

C7H1203

CC1CCC(0[0])CC100

CC1CCC(00)CC1=0

CC1CCC([0])CC1=0

CC1CCC(=0)CC1=0

CC1CC(O[0])CCC100

CC1CC(00)CCC1=0

CC1CC([0])CCC1=0

C1(C)C(=0)CCC(=0)C1

CC1C(O[0])CCCC100

CC1C(=0)CCCC100

INChl=1S/C7H1304/c1-5-2-3-6(10-8)4-
7(5)11-9/h5-7,9H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-2-3-6(10-9)4-
7(5)8/h5-6,9H,2-4H2,1H3

INChl=1S/C7H1102/c1-5-2-3-6(8)4-
7(5)9/h5-6H,2-4H2,1H3

InChl=1S/C7H1002/c1-5-2-3-6(8)4-
7(5)9/h5H,2-4H2,1H3

INChl=1S/C7H1304/c1-5-4-6(10-8)2-3-
7(5)11-9/h5-7,9H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-4-6(10-9)2-3-
7(5)8/h5-6,9H,2-4H2,1H3

INChl=1S/C7H1102/c1-5-4-6(8)2-3-
7(5)9/h5-6H,2-4H2,1H3

InChl=1S/C7H1002/c1-5-4-6(8)2-3-
7(5)9/h5H,2-4H2,1H3

INChl=1S/C7H1304/c1-5-6(10-8)3-2-4-
7(5)11-9/h5-8H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-6(8)3-2-4-
7(5)10-9/h5,7,9H,2-4H2,1H3
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MCH2060J

MCH3Q2QJ

MCH302Q

MCH3020J

MCH3Q5QJ

MCH305Q

MCH3050J

MCH3Q1QJ

MCH301Q

MCH3010J

C7H1102

C7H1304

C7H1203

C7H1102

C7H1304

C7H1203

C7H1102

C7H1304

C7H1203

C7H1102

CC1C(=0)CCCC1[O0]

CC1CCCC(00)C10[0]

CC1CCCC(=0)C100

CC1CCCC(=0)C1[O0]

CC1CC(O[0])CC(00)C1

CC1CC(=0)CC(00)C1

CC1CC(=0)CC([O])ClL

CC1(0[0])CCCC(00)C1

CC1(00)CCCC(=0)C1

CC1([0])CCCC(=0)C1

INChl=1S/C7H1102/c1-5-6(8)3-2-4-
7(5)9/h5-6H,2-4H2,1H3

InChl=1S/C7H1304/c1-5-3-2-4-6(10-
8)7(5)11-9/h5-8H,2-4H2,1H3

InChl=1S/C7H1203/c1-5-3-2-4-
6(8)7(5)10-9/h5,7,9H,2-4H2,1H3

InChl=1S/C7H1102/c1-5-3-2-4-
6(8)7(5)9/h5,7H,2-4H2,1H3

INChl=1S/C7H1304/c1-5-2-6(10-8)4-7(3-
5)11-9/h5-8H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-2-6(8)4-7(3-
5)10-9/h5,7,9H,2-4H2,1H3

INChl=1S/C7H1102/c1-5-2-6(8)4-7(9)3-
5/h5-6H,2-4H2,1H3

INChl=1S/C7H1304/c1-7(11-9)4-2-3-6(5-
7)10-8/h6,8H,2-5H2,1H3

INChl=1S/C7H1203/c1-7(10-9)4-2-3-
6(8)5-7/n9H,2-5H2,1H3

INChl=1S/C7H1102/c1-7(9)4-2-3-6(8)5-
7/h2-5H2,1H3
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MCH4Q3QJ

MCH403Q

MCH4030J

MCH3040

MCH4Q2QJ

MCH402Q

MCH4020J

MCH4Q1QJ

MCH401Q

MCH4010J

C7H1304

C7H1203

C7H1102

C7H1002

C7H1304

C7H1203

C7H1102

C7H1304

C7H1203

C7H1102

CC1CCC(00)C(0[0])Cl

CC1CCC(=0)C(00)C1

CC1CCC(=0)C([0])Cl

C1(C)CC(=0)C(=0)CC1

CC1CCC(00)CC10[0]

CC1CCC(=0)CC100

CC1CCC(=0)CC1[0]

CC1(0[0])CCC(00)CCl

CC1(00)CCC(=0)CCl

CC1([0])CCC(=0)CC1

INChl=1S/C7H1304/c1-5-2-3-6(10-8)7(4-

5)11-9/h5-8H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-2-3-6(8)7(4-
5)10-9/h5,7,9H,2-4H2,1H3

INChl=1S/C7H1102/c1-5-2-3-6(8)7(9)4-
5/h5,7H,2-4H2,1H3

INChl=1S/C7H1002/c1-5-2-3-6(8)7(9)4-
5/h5H,2-4H2,1H3

INChl=1S/C7H1304/c1-5-2-3-6(10-8)4-
7(5)11-9/h5-8H,2-4H2,1H3

INChl=1S/C7H1203/c1-5-2-3-6(8)4-
7(5)10-9/h5,7,9H,2-4H2,1H3

INChl=1S/C7H1102/c1-5-2-3-6(8)4-
7(5)9/h5,7H,2-4H2,1H3

INChl=1S/C7H1304/c1-7(11-9)4-2-6(10-
8)3-5-7/h6,8H,2-5H2,1H3

INChl=1S/C7H1203/c1-7(10-9)4-2-6(8)3-

5-7/h9H,2-5H2,1H3

INChl=1S/C7H1102/c1-7(9)4-2-6(8)3-5-
7/h2-5H2,1H3
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InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9
10/n5,8,10H,2-4,6-7,9H2,1H3

InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9
10/h4-5,10H,2-3,6-9H2,1H3

InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9
10/h7H,2-6,8-9H2,1H3

InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9
10/h3,7,10H,2,4-6,8-9H2,1H3

InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9
10/h2-3,10H,4-9H2,1H3

O~y Oy O O O O O, O~y O Om



NBCH-D-ENE

NBCH-1N-AJ

NBCH-1N3J

NBCH-1N6J

NBCH-2N4J

NBCH-3N5J

NBCH-AN-BJ

NBCH-BN-CJ

NBCH-CN-DJ

NBCH-1J-20H

C10H18

C10H17

C10H17

C10H17

C10H17

C10H17

C10H17

C10H17

C10H17

C10H190

C=Ccccicceececes InChl=1S/C10H18/c1-2-3-7-10-8-5-4-6-9-
10/h2,10H,1,3-9H2

AN

CCC[CH]C1=CcCcCcCC1 InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/n7-8H,2-6,9H2,1H3

CCCcCC1=C[CH]CcCC1 InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h5,8H,2-4,6-7,9H2,1H3

CCCCC1=CCCC[CH]1 InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h8-9H,2-7H2,1H3

CCCCcCi1C=C[CH]CC1 InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h4-5,8,10H,2-3,6-7,9H2,1H3

CCCCcCi1CcC=C[CH]C1 InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h4-6,10H,2-3,7-9H2,1H3

CC[CH]C=C1cccccel InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h3,7H,2,4-6,8-9H2,1H3

C[CH]C=CcC1ccCcccCl InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h2-3,7,10H,4-6,8-9H2,1H3

[CH2]C=CCC1CcCcCcCCl InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h2-3,10H,1,4-9H2

O, O O O O, O O, O

CCCcCJC]1c(0)ccect InChl=1S/C10H190/c1-2-3-6-9-7-4-5-8-
10(9)11/h10-11H,2-8H2,1H3



NBCH-100-20H

NBCH-2J-30H

NBCH-200-30H

NBCH-3J-40H

NBCH-300-40H

NBCH-10H-AJ

NBCH-10H-AOCO

NBCH-AOH-BJ

NBCH-AOH-BOO

NBCH-BOH-CJ

C10H1903

C10H190

C10H1903

C10H190

C10H1903

C10H190

C10H1903

C10H190

C10H1903

C10H190

CCCCC1(0[0])C(0)CCCC
1

CCCCC1[CH]C(0)CCCl

CCCCC1C(O[0))C(0)CCC

1

CCCCCIC[CH]C(0)CC1

CCCCC1CC(O[0])C(0)CC

1

CCC[CH]C1(0)CCCCCl

CCCC(0[0])C1(0)CCCCC
1

CC[CH]C(0)C1CCCCCl

CCC(0o[0])c(0)cicccce

1

C[CH]C(O)Cc1CCCCeCl

InChl=1S/C10H1903/c1-2-3-7-10(13-12)8-
5-4-6-9(10)11/h9,11H,2-8H2,1H3

InChl=1S/C10H190/c1-2-3-5-9-6-4-7-
10(11)8-9/h8-11H,2-7H2,1H3

InChl=1S/C10H1903/c1-2-3-5-8-6-4-7-
9(11)10(8)13-12/h8-11H,2-7H2,1H3

InChl=1S/C10H190/c1-2-3-4-9-5-7-
10(11)8-6-9/n7,9-11H,2-6,8H2,1H3

InChl=1S/C10H1903/c1-2-3-4-8-5-6-
9(11)10(7-8)13-12/h8-11H,2-7H2,1H3

InChl=1S/C10H190/c1-2-3-7-10(11)8-5-4-
6-9-10/h7,11H,2-6,8-9H2,1H3

InChl=1S/C10H1903/c1-2-6-9(13-
12)10(11)7-4-3-5-8-10/h9,11H,2-8H2,1H3

InChl=1S/C10H190/c1-2-6-10(11)9-7-4-3-
5-8-9/h6,9-11H,2-5,7-8H2,1H3

InChl=1S/C10H1903/c1-2-9(13-
12)10(11)8-6-4-3-5-7-8/h8-11H,2-
7H2,1H3

InChl=1S/C10H190/c1-2-10(11)8-9-6-4-3-
5-7-9/h2,9-11H,3-8H2,1H3

&
§

{
=,

H

0
0"

H
0
H

o]
H

H-0
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;
Q
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H
Q

H
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(SEOH



NBCH-BOH-COO C10H1903 CC(O[O])C(0)CCICCCCC InChl=1S/C10H1903/c1-8(13-12)10(11)7-
1

0
9-5-3-2-4-6-9/h8-11H,2-7H2,1H3 J
0

NBCH-COH-DJ C10H190 [CH2]C(O)CCC1CCCCC1 InChl=1S/C10H190/c1-9(11)7-8-10-5-3-2- H
4-6-10/h9-11H,1-8H2
NBCH-COH-DOO C10H1903 C(O[O])C(O)CCCICCCCC InChl=1S/C10H1903/c11-10(8-13-12)7-6- |, o
1 9-4-2-1-3-5-9/h9-11H,1-8H2 Oi’
NBCH1N30J C10H170 CCCCC1=Cc([o])cccCl InChI=1S/C10H170/c1-2-3-5-9-6-4-7-
10(11)8-9/h8,10H,2-7H2,1H3
o
NBCH1N60OJ C10H170 CCCCC1=CCCCC1([O]) InChl=1S/C10H170/c1-2-3-6-9-7-4-5-8-
10(9)11/h7,10H,2-6,8H2,1H3
e
NBCH2N40J C10H170 CCCCC1=CCcC([O])CC1 InChI=1S/C10H170/c1-2-3-4-9-5-7-
10(11)8-6-9/h5,10H,2-4,6-8H2,1H3
o
NBCH3N50J C10H170 CCCCC1=CCcCcC([O])C1 InChI=1S/C10H170/c1-2-3-5-9-6-4-7-
10(11)8-9/h6,10H,2-5,7-8H2,1H3
o
NBCH1N-AQOJ C10H170 CCCC([O])C1=CCccCCC1 INChl=1S/C10H170/c1-2-6-10(11)9-7-4-3- ]
5-8-9/h7,10H,2-6,8H2,1H3 ©
NBCH-AN-BOJ C10H170 CCC([O])cc1=CccccCl INChI=1S/C10H170/c1-2-10(11)8-9-6-4-3-
5-7-9/h6,10H,2-5,7-8H2,1H3 0"

4-6-10/h5,9H,2-4,6-8H2,1H3

NBCH-BN-COJ C10H170 CC([O])ccci=Ccccecect InChl=1S/C10H170/c1-9(11)7-8-10-5-3-2- Oif



NBCH-CN-DOJ

NBCH-1IN3N

NBCH-1IN5N

NBCH-2N4N

NBCHIN3N5J

NBCH2N4N6J

NBCHINSN3J

ECH-BJ

NPCH-CJ

C6H5C4H9

C10H170

C10H16

C10H16

C10H16

C10H15

C10H15

C10H15

C8H15

C9H17

C10H14

c(o)ccecei=cececcl

CCCcCcC1=Cc=Ccc1

CCCcCcC1=Cccce=Cc1

CCCcCci1c=Ccc=Ccc1

CCCCC1=CC=C[CH]C1

CCCCC1C=CC=C[CH]1

CCCCcC1=C[CH]CC=C1

[CH2]JCCc1ccCceCl

[CH2]CCc1cceec

CCCCclcccccl

InChl=1S/C10H170/c11-9-5-4-8-10-6-2-1-

3-7-10/h6H,1-5,7-9H2

InChl=1S/C10H16/c1-2-3-7-10-8-5-4-6-9-
10/h4-5,8H,2-3,6-7,9H2,1H3

InChl=1S/C10H16/c1-2-3-7-10-8-5-4-6-9-
10/h5,8-9H,2-4,6-7H2,1H3

InChl=1S/C10H16/c1-2-3-7-10-8-5-4-6-9-
10/h4-6,8,10H,2-3,7,9H2,1H3

InChl=1S/C10H15/c1-2-3-7-10-8-5-4-6-9-
10/h4-6,8H,2-3,7,9H2,1H3

InChl=1S/C10H15/c1-2-3-7-10-8-5-4-6-9-
10/h4-6,8-10H,2-3,7H2,1H3

InChl=1S/C10H15/c1-2-3-7-10-8-5-4-6-9-
10/h5-6,8-9H,2-4,7H2,1H3

InChl=1S/C8H15/c1-2-8-6-4-3-5-7-
8/h8H,1-7H2

INChl=1S/C9H17/c1-2-6-9-7-4-3-5-8-
9/h9H,1-8H2

InChl=1S/C10H14/c1-2-3-7-10-8-5-4-6-9-
10/h4-6,8-9H,2-3,7H2,1H3



NBCH-102 C10H1902 CCCCcC1(O[O))CCCCC1  InChI=1S/C10H1902/c1-2-3-7-10(12-11)8-,"_,
5-4-6-9-10/h2-9H2,1H3

o

NBCH-202 C10H1902 CCcCcCci1c(o[o])ccecel INChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h9-10H,2-8H2,1H3
"o-0
NBCH-302 C10H1902 CCCcCcCi1cc(o[o)cee InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h9-10H,2-8H2,1H3
¥
o
NBCH-402 C10H1902 CCCcCcCi1ccc(o[o])cce INChI=1S/C10H1902/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h9-10H,2-8H2,1H3
.0

NBCH-AO2 C10H1902 CCCC(O[0])C1CCCCC1  InChI=1S/C10H1902/c1-2-6-10(12-11)9-7-¢
4-3-5-8-9/h9-10H,2-8H2,1H3 ©

NBCH-BO2 C10H1902 CCC(O[0])CC1CCCCC1l  InChl=1S/C10H1902/c1-2-10(12-11)8-9-6- ]
4-3-5-7-9/h9-10H,2-8H2,1H3 0°

NBCH-CO2 C10H1902 CC(O[Q])CCC1CCCCCl  InChl=1S/C10H1902/c1-9(12-11)7-8-10-5- gh
3-2-4-6-10/h9-10H,2-8H2,1H3

NBCH-DO2 C10H1902 C(O[O])CCCC1CCCCCl  InChl=1S/C10H1902/c11-12-9-5-4-8-10-6- o

0

2-1-3-7-10/h10H,1-9H2 i
NBCH-10J C10H190 CcCcccey(o)ceecece InChl=1S/C10H190/c1-2-3-7-10(11)8-5-4- .
6-9-10/h2-9H2,1H3

NBCH-20J C10H190 CcCcCccic(o)ceec InChl=1S/C10H190/c1-2-3-6-9-7-4-5-8-

10(9)11/h9-10H,2-8H2,1H3
0



NBCH-30J

NBCH-40J

NBCH-AQOJ

NBCH-BOJ

NBCH-COJ

NBCH-DOJ

NBCH-1Q-2J

NBCH-1Q-3J

NBCH-1Q-4J

NBCH-1Q-AJ

C10H190

C10H190

C10H190

C10H190

C10H190

C10H190

C10H1902

C10H1902

C10H1902

C10H1902

cccceicc(o]cccl

cccceicec(o)ccl

ccce([o))cicceecl

CCcc([o])ccicccecl

cc([o))cceicceect

c([o))ccceicceecl

CCCCC1(00)[CH]CCCCL

CCCCC1(00)C[CH]CCC1

CCCCC1(00)CC[CH]CC1

CCC[CH]C1(00)CCCCCl

InChl=1S/C10H190/c1-2-3-4-9-5-7-
10(11)8-6-9/h9-10H,2-8H2,1H3

InChl=1S/C10H190/c1-2-6-10(11)9-7-4-3-
5-8-9/h9-10H,2-8H2,1H3 ©

InChl=1S/C10H190/c1-9(11)7-8-10-5-3-2-
4-6-10/n9-10H,2-8H2,1H3

InChl=1S/C10H190/c1-2-3-5-9-6-4-7-
10(11)8-9/h9-10H,2-8H2,1H3
o
o

InChl=1S/C10H190/c11-9-5-4-8-10-6-2-1-
3-7-10/h10H,1-9H2

0

0
INChl=1S/C10H190/c1-2-10(11)8-9-6-4-3-
5-7-9/h9-10H,2-8H2,1H3

g

INChI=1S/C10H1902/c1-2-3-7-10(12-11)8-", _
5-4-6-9-10/h8,11H,2-7,9H2,1H3 )
INChl=1S/C10H1902/c1-2-3-7-10(12-11)8-", _
5-4-6-9-10/h5,11H,2-4,6-9H2,1H3
INChI=1S/C10H1902/c1-2-3-7-10(12-11)8+, _,
5-4-6-9-10/h4,11H,2-3,5-9H2,1H3

INChl=1S/C10H1902/c1-2-3-7-10(12-11)8-", _, -
5-4-6-9-10/h7,11H,2-6,8-9H2,1H3



NBCH-1Q-BJ

NBCH-1Q-CJ

NBCH-1Q-DJ

NBCH-2Q-1J

NBCH-2Q-3J

NBCH-2Q-AJ

NBCH-2Q-4J

NBCH-2Q-6J

NBCH-2Q-5J

NBCH-2Q-BJ

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

CC[CH]CC1(00)CCCCC1

C[CH]CCC1(00)CCCCCl

[CH2]CCCC1(00)CCCCCl

CCCC[C]1C(00)CCCCl

CCCCC1C(00)[CH]CCCL

CCC[CH]C1C(00)CCCCl

CCCCC1C(00)C[CHICCL

CCCCC1C(O0)CCC[CH]L

CCCCC1C(00)CC[CHICL

CC[CH]CC1C(00)CCCCl

INChI=1S/C10H1902/c1-2-3-7-10(12-11)8-", _, -
5-4-6-9-10/h3,11H,2,4-9H2,1H3

INChl=1S/C10H1902/c1-2-3-7-10(12-11)8-
5-4-6-9-10/h2,11H,3-9H2,1H3 O—g

InChI=1S/ClOH1902/01-2-3-7-10(12-11)8-H0 _

5-4-6-9-10/h11H,1-9H2 °

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h10-11H,2-8H2,1H3

o]
Hg-

INChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h8-11H,2-7H2,1H3
H 0,0

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h6,9-11H,2-5,7-8H2,1H3

o]
Hg-

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h5,9-11H,2-4,6-8H2,1H3
Hy-?

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h7,9-11H,2-6,8H2,1H3

o]
Hg-

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h3,9-11H,2,4-8H2,1H3

o]
Hg-

INChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h4,9-11H,2-3,5-8H2,1H3
H 0,0



NBCH-2Q-CJ

NBCH-3Q-2J

NBCH-3Q-4J

NBCH-3Q-1J

NBCH-3Q-5J

NBCH-3Q-6J

NBCH-3Q-AJ

NBCH-3Q-BJ

NBCH-4Q-3J

NBCH-4Q-2J

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C[CH]CCC1C(00)CCCCl

CCCCC1[CH]C(00)CCC1

CCCCC1CC(00)[CHICCL

CCCC[C]1CC(00)CCCl

CCCCC1CC(00)C[CHICL

CCCCC1CC(00)CC[CH]L

CCC[CH]C1CC(00)CCCl

CC[CH]CC1CC(00)CCCl

CCCCCI1C[CH]C(00)CC1

CCCCC1[CH]CC(00)CC1

InChl=1S/C10H1902/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h2,9-11H,3-8H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h8-11H,2-7H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h7,9-11H,2-6,8H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h10-11H,2-8H2,1H3

INChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h4,9-11H,2-3,5-8H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h6,9-11H,2-5,7-8H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h5,9-11H,2-4,6-8H2,1H3

InChl=1S/C10H1902/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h3,9-11H,2,4-8H2,1H3

INChl=1S/C10H1902/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h7,9-11H,2-6,8H2,1H3

INChl=1S/C10H1902/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h5,9-11H,2-4,6-8H2,1H3

o

o



NBCH-4Q-1J

NBCH-4Q-AJ

NBCH-AQ-1J

NBCH-AQ-BJ

NBCH-AQ-CJ

NBCH-AQ-2J

NBCH-AQ-DJ

NBCH-AQ-3J

NBCH-AQ-4J

NBCH-BQ-AJ

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

CCCC[C]1CCC(00)CCL

CCC[CH]C1CCC(00)CC1

CCCC(00)[C]1CCCCCl

CC[CH]C(00)C1CCCCCl

C[CH]CC(00)C1CCCCCl

CCCC(00)C1[CH]CCCCL

[CH2]CCC(00)C1CCCCCl

CCCC(00)C1C[CH]CCC1

CCCC(00)C1CC[CH]CCL

CCC(00)[CH]C1CCCCCl

INChl=1S/C10H1902/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h10-11H,2-8H2,1H3

INChl=1S/C10H1902/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h4,9-11H,2-3,5-8H2,1H3

INChI=1S/C10H1902/c1-2-6-10(12-11)9-7-"
4-3-5-8-9/h10-11H,2-8H2,1H3

INChI=1S/C10H1902/c1-2-6-10(12-11)9-7-"
4-3-5-8-9/h6,9-11H,2-5,7-8H2,1H3

INChI=1S/C10H1902/c1-2-6-10(12-11)9-7-"
4-3-5-8-9/h2,9-11H,3-8H2,1H3

INChI=1S/C10H1902/c1-2-6-10(12-11)9-7-"
4-3-5-8-9/h7,9-11H,2-6,8H2,1H3

INChl=1S/C10H1902/c1-2-6-10(12-11)9-7-
4-3-5-8-9/h9-11H,1-8H2

INChI=1S/C10H1902/c1-2-6-10(12-11)9-7-"
4-3-5-8-9/h4,9-11H,2-3,5-8H2,1H3

InChl=1S/C10H1902/c1-2-6-10(12-11)9-7-
4-3-5-8-9/h3,9-11H,2,4-8H2,1H3

InChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h8-11H,2-7H2,1H3

3
6

H

5
5
5
5
5
5
o

6
o

5



NBCH-BQ-CJ

NBCH-BQ-1J

NBCH-BQ-DJ

NBCH-BQ-2J

NBCH-BQ-3J

NBCH-CQ-BJ

NBCH-CQ-DJ

NBCH-CQ-AJ

NBCH-CQ-1J

NBCH-CQ-2J

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C10H1902

C[CH]C(00)CC1CCCCCl

CCC(00)C[C]1CCCCCl

[CH2]CC(00)CC1CCCCCl

CCC(00)CC1[CH]CCCCL

CCC(00)CCIC[CH]CCCL

CC(O0)[CH]CC1CCCCCl

[CH2]C(00)CCC1CCCCCl

CC(O0)C[CH]C1CCCCCl

CC(0O0)CC[C]1CCCCCl

CC(O0)CCC1[CH]CCCCL

oT

InChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h2,9-11H,3-8H2,1H3

i=]
"

s

InChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h10-11H,2-8H2,1H3

i=]
"
o

%

=]

INChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h9-11H,1-8H2

=]
-
T

o

InChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h6,9-11H,2-5,7-8H2,1H3

Q}o
T B

o

InChl=1S/C10H1902/c1-2-10(12-11)8-9-6-
4-3-5-7-9/h4,9-11H,2-3,5-8H2,1H3

i=]
"

O}

InChl=1S/C10H1902/c1-9(12-11)7-8-10-5- o
3-2-4-6-10/n7,9-11H,2-6,8H2,1H3

A

INChl=1S/C10H1902/c1-9(12-11)7-8-10-5-
3-2-4-6-10/h9-11H,1-8H2

o-o
T

Oy

InChl=1S/C10H1902/c1-9(12-11)7-8-10-5-
3-2-4-6-10/h8-11H,2-7H2,1H3

o-o

Oy

InChl=1S/C10H1902/c1-9(12-11)7-8-10-5-
3-2-4-6-10/n9,11H,2-8H2,1H3

o-o

Uy

InChl=1S/C10H1902/c1-9(12-11)7-8-10-5- o
3-2-4-6-10/n5,9-11H,2-4,6-8H2,1H3

O



NBCH-DQ-CJ

NBCH-DQ-BJ

NBCH-DQ-AJ

NBCH-DQ-1J

NBCH-100H

NBCH-200H

NBCH-300H

NBCH-400H

NBCH-AOCH

NBCH-BOOH

C10H1902

C10H1902

C10H1902

C10H1902

C10H2002

C10H2002

C10H2002

C10H2002

C10H2002

C10H2002

C(O0)[CH]JCCC1CCCCCl

C(00)C[CH]CC1CCCCCl

C(00)CC[CH]C1CCCCCl

C(00)CCC[C]1CCCCCl

CCccci(oo)ceeceel

CCcCcci1c(oo)ceeel

CCcCccice(oo)ceceel

CCcCcci1ccec(oo)cel

CCcc(oo)ciceecel

CCc(oo)cceiceececel

InChl=1S/C10H1902/c11-12-9-5-4-8-10-6- H
2-1-3-7-10/h5,10-11H,1-4,6-9H2

InChl=1S/C10H1902/c11-12-9-5-4-8-10-6-
2-1-3-7-10/h4,10-11H,1-3,5-9H2

InChl=1S/C10H1902/c11-12-9-5-4-8-10-6-
2-1-3-7-10/h8,10-11H,1-7,9H2

InChl=1S/C10H1902/c11-12-9-5-4-8-10-6-
2-1-3-7-10/h11H,1-9H2

J
s
J
9

InChI=1S/C10H2002/01-2-3-7-10(12-11)8-“0_,:J
5-4-6-9-10/h11H,2-9H2,1H3
INChl=1S/C10H2002/c1-2-3-6-9-7-4-5-8-
10(9)12-11/h9-11H,2-8H2,1H3

H 0,0

InChl=1S/C10H2002/c1-2-3-5-9-6-4-7-
10(8-9)12-11/h9-11H,2-8H2,1H3
9
Ho

INChl=1S/C10H2002/c1-2-3-4-9-5-7-
10(12-11)8-6-9/h9-11H,2-8H2,1H3

[¢]
H

4-3-5-8-9/h9-11H,2-8H2,1H3

0
InChI=1S/C10H2002/01-2-6-10(12-11)9-7-H9 [
0

InChl=1S/C10H2002/c1-2-10(12-11)8-9-6- 0’5

4-3-5-7-9/h9-11H,2-8H2,1H3



NBCH-COOH

NBCH-DOOH

NBCHYOAB

NBCHYOAC

NBCHYOAD

NBCHYO1D

NBCHYO23

NBCHYO25

NBCHYO2A

NBCHYO2B

C10H2002

C10H2002

C10H180

C10H180

C10H180

C10H180

C10H180

C10H180

C10H180

C10H180

Cc(oo)cceiccecececel

c(oo)ceeceicceeceel

CCcC(02)ca2ciceecel

CC(02)ccaciceecel

C(02)cceacicececcel

C(02)ccceizccececel

CCcCcci1cac(o2)ceel

CCcCcci1caccec(o2)ca

CCCcC(02)c1cacececea

CCcC(02)ccicacecece:

InChl=1S/C10H2002/c1-9(12-11)7-8-10-5- gH
3-2-4-6-10/h9-11H,2-8H2,1H3

Uy

a

InChl=1S/C10H2002/c11-12-9-5-4-8-10-6-
2-1-3-7-10/h10-11H,1-9H2

[=

InChl=1S/C10H180/c1-2-9-10(11-9)8-6-4-
3-5-7-8/h8-10H,2-7H2,1H3

InChl=1S/C10H180/c1-8-7-10(11-8)9-5-3-
2-4-6-9/h8-10H,2-7H2,1H3 ©

=0 D{ D_\_Lo

InChl=1S/C10H180/c1-2-5-9(6-3-1)10-7-
4-8-11-10/n9-10H,1-8H2

InChl=1S/C10H180/c1-2-6-10(7-3-1)8-4-
5-9-11-10/h1-9H2

InChl=1S/C10H180/c1-2-3-5-8-6-4-7-9-
10(8)11-9/h8-10H,2-7H2,1H3

InChl=1S/C10H180/c1-2-3-4-8-7-9-5-6-
10(8)11-9/h8-10H,2-7H2,1H3

InChl=1S/C10H180/c1-2-5-9-8-6-3-4-7-
10(8)11-9/h8-10H,2-7H2,1H3

InChl=1S/C10H180/c1-2-9-7-8-5-3-4-6-
10(8)11-9/h8-10H,2-7H2,1H3



NBCHYO2C C10H180 CcC(O2)cccicaccecect InChl=1S/C10H180/c1-8-6-7-9-4-2-3-5-
10(9)11-8/h8-10H,2-7H2,1H3
0

C10ENE-AL C10H180 C(=0O)CcCcc=Cccceccece InChl=1S/C10H180/c1-2-3-4-5-6-7-8-9- OW/\/\/
10-11/n5-6,10H,2-4,7-9H2,1H3

DECALIN C10H18 ClCccc(c12)ceeez InChl=1S/C10H18/c1-2-6-10-8-4-3-7
9(10)5-1/n9-10H,1-8H2

e
:

DCL-1R C10H17  C2CC[C](C1)C(C2)CCCLl  InChl=1S/C10H17/c1-2-6-10-8-4-3-7-
9(10)5-1/h9H,1-8H2

DCL-2R C10H17 C2C[CH]C(C1)C(C2)CCC1 InChl=1S/C10H17/c1-2-6-10-8-4-3-7-
9(10)5-1/h5,9-10H,1-4,6-8H2

DCL-3R C10H17 C2[CH]CC(C1)C(C2)CCC1 InChl=1S/C10H17/c1-2-6-10-8-4-3-7-
9(10)5-1/h1,9-10H,2-8H2

NPCH-2CH2 C10H18 ClCcCcCc(=C)cicece InChl=1S/C10H18/c1-3-6-10-8-5-4-7-
9(10)2/h10H,2-8H2,1H3

NPCHD1A-2M C10H18 Ciccce(e)eice=c InChl=1S/C10H18/c1-3-6-10-8-5-4-7-
9(10)2/h3,9-10H,1,4-8H2,2H3

ECH-2V C10H18 Ciccce(ceoyeic=c InChl=1S/C10H18/c1-3-9-7-5-6-8-10(9)4-
2/h3,9-10H,1,4-8H2,2H3

ECH-2V-1AR C10H17 C1CCCC(C[CH2])C1C=C InChI=1S/C10H17/c1-3-9-7-5-6-8-10(9)4-
2/h3,9-10H,1-2,4-8H2

e N A R R S



ECH2V-6R C10H17 C1CC[CH]C(CC)Cc1c=C InChl=1S/C10H17/c1-3-9-7-5-6-8-10(9)4-
2/h3,8-10H,1,4-7H2,2H3

ECH2V-3R C10H17 [CH]1CCCC(CC)C1c=C InChl=1S/C10H17/c1-3-9-7-5-6-8-10(9)4-
2/h3,7,9-10H,1,4-6,8H2,2H3

ECHD2 C8H14 CiCcc=ccicc InChl=1S/C8H14/c1-2-8-6-4-3-5-7-
8/h4,6,8H,2-3,5,7H2,1H3

4,8H,2,5-7H2,1H3

ECHD1A1 C8H12 CiCccce=Ci1c=C InChl=1S/C8H12/c1-2-8-6-4-3-5-7-
8/h2,6H,1,3-5,7H2

ECHD1-1AR C8H13 C1CCCC=C1C[CH2] InChl=1S/C8H13/c1-2-8-6-4-3-5-7-
8/h6H,1-5,7H2

ECHD2A-2R C8H13 C1CC(=CC)[CH]CC1 InChl=1S/C8H13/c1-2-8-6-4-3-5-7-
8/h2,6H,3-5,7H2,1H3

ECHD2-4R C8H13 C1C[CH]C=CC1CC InChl=1S/C8H13/c1-2-8-6-4-3-5-7-8/h3-
4,6,8H,2,5,7H2,1H3

ECHD24 C8H12 Ci1C=CcC=Cccicc InChl=1S/C8H12/c1-2-8-6-4-3-5-7-8/h3-
6,8H,2,7H2,1H3

/A(S"
/’“{5
ECHD3 C8H14 CiCcC=Cccicc INChl=1S/C8H14/c1-2-8-6-4-3-5-7-8/h3- F

CYDED1-6R C10H17 ClCC=CcCcCcC[CH]CcC1 InChl=1S/C10H17/c1-2-4-6-8-10-9-7-5-3- -
1/h1-2,9H,3-8,10H2



PBCHD1-1AR

PBCHD1A-2R

NPCHD1A-2MR

CYHD1-2R

NPCH-2CH2-1AR

NPCH-2CH2-6R

NC10D17-10R

NC10D17-6R

NC10D19-4R

NC10D19-3R

CI10H17  C1CCCC=C1CCC[CH2]
C10H17  C1CCC[CH]C1CCC=C
C10H17  C1CCCC([CH2])C1CC=C
C6H9 C1CCC[Cl=C1

C10H17  C1CCCC(CC[CH2])C1=C
C10H17  CI1CC[CH]C(CCC)C1=C
CI10H17  C=CCCCCC=CC[CH2]
C10H17  C=CCCC[CH]C=CCC
C10H17  C=CC[CH]CCCCC=C
C10H17  C=C[CH]CCCCCC=C

InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h8H,1-7,9H2

InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h2,8,10H,1,3-7,9H2

InChl=1S/C10H17/c1-3-6-10-8-5-4-7-
9(10)2/h3,9-10H,1-2,4-8H2

InChl=1S/C6H9/c1-2-4-6-5-3-1/h1H,2,4-
6H2

InChl=1S/C10H17/c1-3-6-10-8-5-4-7-
9(10)2/h10H,1-8H2

InChl=1S/C10H17/c1-3-6-10-8-5-4-7-
9(10)2/h8,10H,2-7H2,1H3

InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4-
2/h3,6,8H,1-2,4-5,7,9-10H2

InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4-
2/h3,6,8,10H,1,4-5,7,9H2,2H3

InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4-
2/h3-4,7H,1-2,5-6,8-10H2

InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4-
2/h3-5H,1-2,6-10H2

E i i idxdx o g o o



NC10D16-10R

NC8D16-8R

DCLD1

DCLD2

DCLD3

DCLD6

DCLOOH1

DCLOOH2

DCLOOH3

DCL-102R

C10H17

C8H13

C10H16

C10H16

C10H16

C10H16

C10H1802

C10H1802

C10H1802

C10H1702

C=CCCCC=CCC[CH2]

C=CCCCC=C[CH2]

CiCcccaci=cceez

CiCccccacic=cecez

cicccecacice=cez

CiCccc2=ci1cceceez

cicccezacioo)cceceez

ciccceacic(oo)cceez

cicccezaciceoo)cee2

C1CCCC2C1(0[0])CCCC2

InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4-
2/h3,8,10H,1-2,4-7,9H2

S

?

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

InChl=1S/C10H16/c1-2-6-10-8-4-3-7-
9(10)5-1/n5,10H,1-4,6-8H2

InChl=1S/C10H16/c1-2-6-10-8-4-3-7-
9(10)5-1/h1,5,9-10H,2-4,6-8H2

g e B
0"0
InChI=1S/C10H16/c1-2-6-10-8-4-3-7-
9(10)5-1/h1-2,9-10H,3-8H2
0”0
M

InChl=1S/C10H16/c1-2-6-10-8-4-3-7-
9(10)5-1/h1-8H2

InChl=1S/C10H1802/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h9,11H,1-8H2

InChl=1S/C10H1802/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/h8-11H,1-7H2

InChI=1S/C10H1802/c11-12-10-6-5-8-3-1-
2-4-9(8)7-10/h8-11H,1-7H2
n-o ~0

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h9H,1-8H2



DCL-202R

DCL-302R

DCL-10R

DCL-20R

DCL-30R

DCLOCH1-2R

DCLOCH1-3R

DCLOOCH1-4R

DCLOOCH1-5R

DCLOOCH1-6R

C10H1702

C10H1702

C10H170

C10H170

C10H170

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C1CCCC2C1C(0[0])CCC2

C1CCCC2C1CC(O[0])CC2

C1CCCC2C1([0])CCCC2

C1CCCC2C1C([0])CCC2

C1CCCC2C1CC([0])CC2

C1CCCC2C1(00)[CHICCC
2

C1CCCC2C1(00)C[CHICC
2

C1CCCC2C1(00)CC[CHIC
2

C1CCCC2C1(00)CCC[CH]
2

C1CCC[C]2C1(00)CCCC2

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/h8-10H,1-7H2

o
™

O ,
47

< o
08

InChl=1S/C10H1702/c11-12-10-6-5-8-3-1-
2-4-9(8)7-10/h8-10H,1-7H2

T
<
o
/
o

InChl=1S/C10H170/c11-10-7-3-1-5-
9(10)6-2-4-8-10/h9H,1-8H2

InChl=1S/C10H170/c11-10-7-3-5-8-4-1-2-
6-9(8)10/h8-10H,1-7H2

RelRe

InChl=1S/C10H170/c11-10-6-5-8-3-1-2-4-
9(8)7-10/h8-10H,1-7H2

L

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h7,9,11H,1-6,8H2

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h3,9,11H,1-2,4-8H2

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h1,9,11H,2-8H2

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h5,9,11H,1-4,6-8H2

T -o -o -
A A *
[=] [=] [=]

o
*
=)

InChl=1S/C10H1702/c11-12-10-7-3-1-5-
9(10)6-2-4-8-10/h11H,1-8H2

Tro -
*
o s



DCLOOHZ2-1R

DCLOOH2-3R

DCLOOHZ2-4R

DCLOOH2-5R

DCLOOH2-6R

DCLOOH2-2AR

DCLOOH2-3AR

DCLOOHZ2-4AR

DCLOOH2-5AR

DCLOOH3-1R

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C10H1702

C1CCCC2[C]1C(00)CCC2

C1CCCC2C1C(00)[CHICC
2

C1CCCC2C1C(00)C[CHIC
2

C1CCCC2C1C(00)CC[CH]
2

C1CCC[C]2C1C(00)CCC2

[CH]1CCCC2C1C(00)CCC
2

C1[CH]CCC2C1C(00)CCC
2

C1C[CH]CC2C1C(00)CCC
2

C1CC[CH]C2C1C(00)CCC
2

C1CCCC2[C]1CC(00)CC2

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/h8,10-11H,1-7H2

&

A
=}

<

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/h7-11H,1-6H2

&

B
[=

-

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/n3,8-11H,1-2,4-7H2

&

A
=}

<

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/n5,8-11H,1-4,6-7H2

InChl=1S/C10H1702/c11-12-10-7-3-5-8-4-
1-2-6-9(8)10/h9-11H,1-7H2

IT-o
E | E
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InChl=1S/C8H110/c1-7-4-2-3-5-8(7)6- Hos ™S ™

9/h6H,1-5H2

L

INChI=1S/C10H1603/c11-13-9-8-5-4-7-3- "

1-2-6-10(7,9)12-8/n7-9,11H,1-6H2 O
InChl=1S/C10H1603/c11-13-10-6-2-1-3-
7(10)4-5-8-9(10)12-8/h7-9,11H,1-6H2
0 /0 0
M
InChl=1S/C10H1603/c11-13-9-6-8-5-7-3- oH
1-2-4-10(7,9)12-8/h7-9,11H,1-6H2 o
InChl=1S/C10H1603/c11-13-10-4-2-1-3-
7(10)5-8-6-9(10)12-8/h7-9,11H,1-6H2 ,
o]
4
8]

S
InChl=1S/C10H1603/c11-13-9-5-4-8-7-3-
1-2-6-10(7,9)12-8/h7-9,11H,1-6H2 o
o H
0

InChl=1S/C10H1603/c11-13-10-6-2-1-3-
7(10)8-4-5-9(10)12-8/h7-9,11H,1-6H2

. H
H
INChl=1S/C10H1603/c11-12-8-4-3-6-9-5-
1-2-7-10(8,9)13-9/h8,11H,1-7H2 o
o~ H

InChl=1S/C10H1603/c11-13-10-7-2-1-5-
9(10)6-3-4-8(10)12-9/h8,11H,1-7H2

RV e VAT



DCLO12-2A00H

DCLO22A-100H

DCLO13-2A00H

DCLO14-2A00H

DCLO24A-100H

DCLO15-2A00H

DCLO25A-100H

DCLO12-300H

DCLO14-300H

DCLO34-100H

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C1(00)CCCC2C13C(03)C
cc2

C1(03)CCCC2C1(00)C3C
cc2

C1(00)CCCC2C13CC(03)
cc2

C1(00)CCCC2C13CCC(O
3)C2

C1CC(03)CC2C1(00)C3C
cc2

C1(00)CCCC2C13CCCC2
(03)

C1CCC(03)C2C1(00)C3C
cc2

C1CCCC2C13C(03)C(00)
cc2

C1CCCC2C13CC(00)C(0
3)C2

C1CCCC2C1(00)CC3C(0
3)c2

InChl=1S/C10H1603/c11-13-9-6-2-4-7-3-
1-5-8-10(7,9)12-8/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-7-3-1-5-
8(10)12-9(10)6-2-4-7/7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-3-1-2-7-4-
5-8-6-10(7,9)12-8/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-3-1-2-7-6-
8-4-5-10(7,9)12-8/n7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-5-4-8-6-
7(10)2-1-3-9(10)12-8/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-5-1-3-7-8-
4-2-6-10(7,9)12-8/n7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-6-2-4-8-
7(10)3-1-5-9(10)12-8/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-8-5-4-7-3-1-
2-6-10(7)9(8)12-10/h7-9,11H,1-6H2

£
g

0 1
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o
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kY
=
T

Ho
0

InChl=1S/C10H 1603/c11-13-9-6-10-4-2-1-5

3-7(10)5-8(9)12-10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-4-2-1-3-
7(10)5-8-9(6-10)12-8/n7-9,11H,1-6H2

.
(=]

e



DCLO15-300H

DCLO35-100H

DCLO16-300H

DCLO36-100H

DCLO12-3A0O0H

DCLO13-3A00H

DCLO33A-100H

DCLO15-3A00H

DCLO35A-100H

DCLO12-400H

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C1CCCC2C13CC(00)CC2
(03)

C1CCCC2C1(00)CC3CC2
(03)

C1CCCC2(03)C13CC(00)
cc2

C1CCCC2(03)C1(00)CC3
cc2

C1C(00)CCC2C13C(03)C
cc2

C1C(00)CCC2C13CC(03)
cc2

C1C(03)CCC2C1(00)CC3
cc2

C1C(00)CCC2C13CCCC2
(03)

C1CCC(03)C2C1(00)CC3
cc2

C1CCCC2C13C(03)CC(O
0)c2

InChl=1S/C10H1603/c11-13-7-5-9-8-3-1-
2-4-10(8,6-7)12-9/h7-9,11H,1-6H2

? H
EE\jO
InChi=1S/C10H1608/c11-13-10-4-2-1-3-
8(10)9-5-7(6-10)12-9/n7-9,11H,1-6H2 0 .
0

InChl=1S/C10H1603/c11-12-8-3-6-9-4-1- oH OH
2-5-10(9,7-8)13-9/h8,11H,1-7H2 -
InChl=1S/C10H1603/c11-13-10-5-2-1-4-
9(10)6-3-8(7-10)12-9/h8,11H,1-7H2
o]
|
40
InChl=1S/C10H1603/c11-13-8-5-4-7-2-1-
3-9-10(7,6-8)12-9/h7-9,11H,1-6H2 ]
o HO /0 H

InChl=1S/C10H1603/c11-13-9-4-2-7-1-3-
8-5-10(7,6-9)12-8/n7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-5-8-3-1- 1
7(10)2-4-9(6-10)12-8/n7-9,11H,1-6H2 0

InChl=1S/C10H1603/c11-13-7-3-4-8-9-2-
1-5-10(8,6-7)12-9/h7-9,11H,1-6H2

0
o-
H

InChl=1S/C10H1603/c11-13-10-5-1-2-9- H
8(10)4-3-7(6-10)12-9/n7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-8-5-7-3-1-2- ]
4-10(7)9(6-8)12-10/h7-9,11H,1-6H2 o



DCLO13-400H

DCLO15-400H

DCLO45-100H

DCLO46-100H

DCLO12-4A00H

DCLO14-4A00H

DCLO44A-100H

DCLO15-4A00H

DCLO45A-100H

DCLO12-500H

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C1CCCC2C13CC(03)C(O
0)Cc2

C1CCCC2C13CCC(00)C2
(03)

C1CCCC2C1(00)CCC3C2
(03)

C1CCCC2(03)C1(00)CCC
3c2

C1CC(00)CC2C13C(03)C
cc2

C1CC(O0)CC2C13CCC(O
3)c2

C1CC(03)CC2C1(00)CCC
3C2

C1CC(00)CC2C13CCCC2
(03)

C1CCC(03)C2C1(00)CCC
3C2

C1CCCC2C13C(03)CCC2(
00)

InChl=1S/C10H1603/c11-13-8-5-7-3-1-2-
4-10(7)6-9(8)12-10/h7-9,11H,1-6H2

H ~p
INChI=1S/C10H1603/c11-13-8-4-6-10-5-2- H
1-3-7(10)9(8)12-10/h7-9,11H,1-6H2 0

0 H“C'
H
INChI=1S/C10H1603/c11-13-10-5-2-1-3- i
7(10)9-8(12-9)4-6-10/h7-9,11H,1-6H2 A0
8]
INChI=1S/C10H1603/c11-13-9-4-1-2-5-
10(9)7-8(12-10)3-6-9/h8,11H,1-7H2 0
Q
™9
H

InChl=1S/C10H1603/c11-13-8-4-5-10-7(6-
8)2-1-3-9(10)12-10/h7-9,11H,1-6H2

0
InChl=1S/C10H1603/c11-13-9-2-4-10-3-1-
8(12-10)5-7(10)6-9/h7-9,11H,1-6H2

o]

InChl=1S/C10H1603/c11-13-10-3-1-8-5-
7(10)6-9(12-8)2-4-10/h7-9,11H,1-6H2
H

InChl=1S/C10H1603/c11-13-7-3-5-10-4-1-
2-9(12-10)8(10)6-7/n7-9,11H,1-6H2

H

InChl=1S/C10H1603/c11-13-10-4-1-2-9-

8(10)6-7(12-9)3-5-10/h7-9,11H,1-6H2
0 H

9
Oy
0
~0
H
@,O
40
i
0
0
0

InChl=1S/C10H1603/c11-13-8-4-5--
10(12-9)6-2-1-3-7(8)10/h7-9,11H,1-6H2

o—0

L=]



DCLO13-500H

DCLO14-500H

DCLO56-100H

DCLO12-5A00H

DCLO13-5A00H

DCLO14-5A00H

DCLO15-5A00H

DCLO55A-100H

IC5D13Y1A

NC6D1Y36

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C10H1603

C5H60

C6H802

C1CCCC2C13CC(03)CC2(
00)

C1CCCC2C13CCC(03)C2(
00)

C1CCCC23C1(00)CCCC2
(03)

C1CCC(00)C2C13C(03)C
cc2

C1CCC(00)C2C13CC(03)
cc2

C1CCC(00)C2C13CCC(O
3)c2

C1CCC(00)C2C13CCCC2
(03)

C1CCC3C2C1(00)CCCC2
(03)

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

C=CC(=0)CCC(=0)

InChl=1S/C10H1603/c11-13-9-5-7-6-
10(12-7)4-2-1-3-8(9)10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-7-3-1-2-5-
10(7)6-4-8(9)12-10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-5-1-2-7-
10(9)8(12-10)4-3-6-9/h8,11H,1-7H2

InChl=1S/C10H1603/c11-13-8-4-2-6-10-
7(8)3-1-5-9(10)12-10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-2-1-5-10-6-
7(12-10)3-4-8(9)10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-9-2-1-4-10-5-
3-7(12-10)6-8(9)10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-8-4-2-6-10-5-
1-3-7(12-10)9(8)10/h7-9,11H,1-6H2

InChl=1S/C10H1603/c11-13-10-5-1-3-7-
9(10)8(12-7)4-2-6-10/n7-9,11H,1-6H2

INChl=1S/C5H60/c1-3-5(2)4-6/h3-4H,1-
2H2

InChl=1S/C6H802/c1-2-6(8)4-3-5-
7/h2,5H,1,3-4H2
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MCHD1Y1A

NC7D1Y3-7R

MCHD1A-2MR

NC7D16Y3

NPCHD1Y1A

NC7D4Y1-7R

NC6D3Y16-1R

NC5D1Y35

NC7D1Y5-7R

NC5Y14-5R

C7H100

C7H110

C8H13

C7H100

C9H140

C7H110

C6H702

C5H602

C7H110

C5H702

C1C(C=0)=CCCC1

C=CC(=0)CCC[CH2]

C1C(=C)C([CH2])CCC1

C=CC(=0)CCC=C

C(CC=0)C1=CCCCC1

C(=0)CCC=CC[CH2]

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

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

C=CCCC(=0)C[CH2]

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

=

INChl=1S/C7H100/c8-6-7-4-2-1-3-5- H
7/h4,6H,1-3,5H2

InChl=1S/C7H110/c1-3-5-6-7(8)4-
2/h4H,1-3,5-6H2

InChl=1S/C8H13/c1-7-5-3-4-6-
8(7)2/h7H,1-6H2

INChl=1S/C7H100/c1-3-5-6-7(8)4-2/h3- W\
4H,1-2,5-6H2
0

INChI=1S/COH140/c10-8-4-7-9-5-2-1-3-6-  H =0~y
9/h5,8H,1-4,6-7H2

INChI=1S/C7H110/c1-2-3-4-5-6-7-8/h3- OW‘\-/\\"

4,7H,1-2,5-6H2 N

INChl=1S/C6H702/c7-5-3-1-2-4-6-8/h1- OWO
2,5H,3-4H2

H

InChl=1S/C5H602/c1-2-5(7)3-4- o 0
6/h2,4H,1,3H2 W

0

INChI=1S/C7H110/c1-3-5-6-7(8)4- A[(\/“\\
2/h3H,1-2,4-6H2
[u]

INChl=1S/C5H702/c1-5(7)3-2-4-6/h4H,1- Q S
3H2 OY\)J\

H



NC7D2Y1-7R

NC6D13Y5-6R

CYHXD1Y4

NC7D1Y7

NC7D1Y7-3R

ECHY1A-2CH2

NPCHD1AY2-3AR

NC6D1Y5

NC6D1Y5-3R

NC7D1Y37-5R

C7H110

C6H70

C6H80

C7H120

C7H110

C9H140

C9H130

C6H100

C6H90

C7H902

C(=0)C=CCCC[CH2]

C=CC=CC(=0)[CHZ2]

C1C=CCC(=0)C1

C=CCCCCC(=0)

C=C[CH]CCCC(=0)

C1C(CC=0)C(=C)CCC1

[CH](C=C)C1C(=0)CCCC1

C=CCCC(=0)C

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

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

INChl=1S/C7H110/c1-2-3-4-5-6-7-8/h5- OVW\
7H,1-4H2 b
P

INChl=1S/C6H70/c1-3-4-5-6(2)7/h3-5H,1- N
2H2

0

InChl=1S/C6H80/c7-6-4-2-1-3-5-6/h1- @
2H,3-5H2

INChI=1S/C7H120/c1-2-3-4-5-6-7- OM
8/h2,7H,1,3-6H2

H

InChl=1S/C7H110/c1-2-3-4-5-6-7-8/h2- OM
3,7H,1,4-6H2 '

H

INChI=1S/C9H140/c1-8-4-2-3-5-9(8)6-7- 0
10/h7,9H,1-6H2 iu

H
INChl=1S/C9H130/c1-2-5-8-6-3-4-7-
9(8)10/h2,5,8H,1,3-4,6-7H2 .

o]

4

InChl=1S/C6H100/c1-3-4-5- W
6(2)7/h3H,1,4-5H2,2H3

4

INChl=1S/C6H90/c1-3-4-5-6(2)7/h3- \HA/\
4H,1,5H2,2H3

0

INChI=1S/C7TH02/c1-2-7(9)5-3-4-6-8/h2- _ o
3,6H,1,4-5H2 /\HA/\,(

0



NC7D1Y37-7R

NC7D16Y3-5R

NC4D1Y34

NC4D1Y34-4R

NC6D1Y36-5R

NC6D1Y36-6R

NC5D1Y35-5R

NC5D2Y1-5R

ECHD1A1-3R

ECHD1A1-6R

C7H902

C7H90

C4H402

C4H302

C6H702

C6H702

C5H502

C5H70

C8H11

C8H11

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

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

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

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

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

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

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

C(=0)C=CC[CH2]

C1C(C=C)=C[CH]CC1

[CH]1C(C=C)=CCCC1

INChI=1S/CTHO02/c1-2-7(9)5-3-4-6- 7
8/h2H,1,3-5H2 W
0

INChI=1S/C7H90/c1-3-5-6-7(8)4-2/h3- //’\HN‘\\
5H,1-2,6H2

0

INChl=1S/C4H402/c1-2-4(6)3-5/h2-
3H,1H2 M

INChl=1S/C4H302/c1-2-4(6)3-5/h2H,1H2 0/ .

H
0
H
W 0

0
o}
INChI=1S/C6H702/c1-2-6(8)4-3-5-7/h2-
3,5H,1,4H2 W
0

INChI=1S/C6H702/c1-2-6(8)4-3-5- L %
7/h2H,1,3-4H2 /\ﬂ/\/\
o]
INChI=1S/C5H502/c1-2-5(7)3-4- o 0
6/h2H,1,3H2 /\ﬂ/\/
o]

INChl=1S/C5H70/c1-2-3-4-5-6/h3-5H,1- OW\_
2H2

H

InChl=1S/C8H11/c1-2-8-6-4-3-5-7-
8/h2,4,6H,1,3,5,7H2

InChl=1S/C8H11/c1-2-8-6-4-3-5-7-8/h2,6-
7H,1,3-5H2



IC5D13Y1A-1AR

ECHY1A-2CH2-5R

ECHY1A-2CH2-6R

NPCHD1Y1A-3AR

CYHXD1Y4-6R

DCLD1-3R

DCLD1-6R

DCLD1-2AR

DCLD2-4R

DCL-20H-1R

C5H50 [CI(=0)C(=C)C=C
C9H130  C1C(CC=0)C(=C)CC[CH]1
C9H130  [CH]1C(CC=0)C(=C)CCC1
C9H130  [CH](CC=0)C1=CCCCC1
C6H70 [CH]1C=CCC(=0)C1
C10H15  C1CCCC2C1=C[CH]CC2
C10H15  C1CCC[C]2C1=CCCC2
C10H15  [CH]1CCCC2C1=CCCC2
CI10H15  C1CCCC2C1C=C[CH]C2
C10H170  C1CCCC2[C]1C(0)CCC2

"

InChl=1S/C5H50/c1-3-5(2)4-6/h3H,1-2H2 ,,/\H/%O

INChl=1S/C9H130/c1-8-4-2-3-5-9(8)6-7-
10/h3,7,9H,1-2,4-6H2

INChl=1S/C9H130/c1-8-4-2-3-5-9(8)6-7-
10/h5,7,9H,1-4,6H2

InChl=1S/C9H130/c10-8-4-7-9-5-2-1-3-6-
9/h5,7-8H,1-4,6H2

INChl=1S/C6H70/c7-6-4-2-1-3-5-6/h1-
3H,4-5H2

.

0
H
0
H
H_s0
0
3
InChl=1S/C10H15/c1-2-6-10-8-4-3-7-
9(10)5-1/h1,5,10H,2-4,6-8H2

InChl=1S/C10H15/c1-2-6-10-8-4-3-7-

9(10)5-1/h5H,1-4,6-8H2

InChl=1S/C10H15/c1-2-6-10-8-4-3-7-
9(10)5-1/n5,7,10H,1-4,6,8H2

InChl=1S/C10H15/c1-2-6-10-8-4-3-7-
9(10)5-1/n1-2,5,9-10H,3-4,6-8H2

InChl=1S/C10H170/c11-10-7-3-5-8-4-1-2-
6-9(8)10/n8,10-11H,1-7H2



DCL-10H-2R C10H170 C1CCCC2C1(O)[CH]CCC2 InChI=1S/C10H170/c11-10-7-3-1-5-
9(10)6-2-4-8-10/h7,9,11H,1-6,8H2

H’O

DCL-20H-3R C10H170 C1CCCC2C1C(O)[CH]CC2 InChI=1S/C10H170/c11-10-7-3-5-8-4-1-2-
6-9(8)10/h7-11H,1-6H2

H’0

DCL-30H-2R C10H170 C1CCCC2C1[CH]C(O)CC2 InChI=1S/C10H170/c11-10-6-5-8-3-1-2-4-
9(8)7-10/h7-11H,1-6H2
"0 %

T

DCL-30H-4R C10H170 C1CCCC2C1CC(O)[CH]C2 InChI=1S/C10H170/c11-10-6-5-8-3-1-2-4-
9(8)7-10/n6,8-11H,1-5,7H2

T

0

0/\/\/

o —
=

DCL-10H-6R C10H170 Ci1CCC|C]2C1(O)CCCC2  InChI=1S/C10H170/c11-10-7-3-1-5- .
9(10)6-2-4-8-10/h11H,1-8H2

DCL-20H-102R C10H1703 C1CCCC2C1(0O[0])C(O)CC InChI=1S/C10H1703/c11-9-6-3-5-8-4-1-2-
C2 7-10(8,9)13-12/h8-9,11H,1-7H2
0

DCL-10H-202R C10H1703 C1CCCC2C1(0)C(O[O])CC InChl=1S/C10H1703/c11-10-7-2-1-4-
c2 8(10)5-3-6-9(10)13-12/h8-9,11H,1-7H2
0

DCL-20H-302R C10H1703 C1CCCC2C1C(0)C(O[O])C InChl=1S/C10H1703/c11-10-8-4-2-1-3-
c2 7(8)5-6-9(10)13-12/h7-11H,1-6H2
0:\0
DCL-30H-202R C10H1703 C1CCCC2C1C(O[0])C(O)C InChl=1S/C10H1703/c11-9-6-5-7-3-1-2-4-
c2 8(7)10(9)13-12/h7-11H,1-6H2
H“O

DCL-30H-402R C10H1703 C1CCCC2C1CC(0)C(O[O]) INChI=1S/C10H1703/c11-9-5-7-3-1-2-4-

c2 8(7)6-10(9)13-12/h7-11H,1-6H2 Om

o—0o
=



DCL-10H-602R

ECHY2A2-1AR

NPCH2CHO-1AR

ECHD1Y1A

ECHD1Y1A-1AR

MCHD1AY2

MCHD1AY2-6R

NC6D1Y6

NC6D1Y6-3R

NC6D1Y6-6R

C10H1703 C1CCCC2(O[0])C1L(0)CCC InChl=1S/C10H1703/c11-9-5-1-3-7- Hag
c2

C8H1102

C10H170

C8H120

C8H110

C7H100

C7H90

C6H100

C6H90

C6H90

C(=0)([CH2])C(C1)C(=0)C
cc1

C(C[CH2])C1C(C=0)CCCC

1

C1C(CC=0)=CCCC1

C1C(C[C]=0)=CCCC1

C1C(=C)C(=0)CCC1

[CH]1C(=C)C(=0)CCC1

C=CCCCC(=0)

C=C[CH]CCC(=0)

C=CCCC[C](=0)

10(9,13-12)8-4-2-6-9/h11H,1-8H2 CD
fo?
INChI=1S/C8H1102/c1-6(9)7-4-2-3-5- 0 ’
8(7)10/h7H,1-5H2 , j
INChI=1S/C10H170/c1-2-5-9-6-3-4-7- H
10(9)8-11/h8-10H,1-7H2 \Aé
INChI=1S/C8H120/c9-7-6-8-4-2-1-3-5- T
8/h4,7H,1-3,5-6H2 ;LH I
INChI=1S/C8H110/c9-7-6-8-4-2-1-3-5- OL
8/h4H,1-3,5-6H2 é

INChI=1S/C7H100/c1-6-4-2-3-5-7(6)8/h1-

5H2 0
INChI=1S/C7H90/c1-6-4-2-3-5-

7(6)8/h4H,1-3,5H2 0 )
INChI=1S/C6H100/c1-2-3-4-5-6- OW
7/h2,6H,1,3-5H2 1

InChl=1S/C6H90/c1-2-3-4-5-6-7/h2- OW
3,6H,1,4-5H2

INChl=1S/C6H90/c1-2-3-4-5-6-7/h2H,1,3- OW

5H2



NC6Y14-6R

NC6D3Y1-6R

DCLD1-30R

DCLD1-60R

DCLD1-2A0R

DCLD2-40R

PBCHD2-1R

NC8D13-4ER

PBCHD21A

PBCHD11A

C6H902

C6H90

C10H150

C10H150

C10H150

C10H150

C10H17

C10H17

C10H16

C10H16

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

C(=0)CC=CC[CH2]

C1CCCC2C1=CC([0])CC2

C1CCCC2([0])C1=CCCC2

C1([0])CCCC2C1=CCCC2

C1CCCC2C1C=CC([0])C2

c(cc)c[clic=cccel

C=CC=C(C[CH2])CCCC

C(C=C)ccic=Cccccl

C(C=C)CC1=CCCCCl

InChl=1S/C6H902/c1-2-6(8)4-3-5- H
7/h5H,1-4H2 ./\H/\/\O
8]

INChI=1S/C6H90/c1-2-3-4-5-6-7/h3- OW\"’/
4,6H,1-2,5H2 1

InChl=1S/C10H150/c11-10-6-5-8-3-1-2-4-
9(8)7-10/n7-8,10H,1-6H2

InChl=1S/C10H150/c11-10-7-3-1-5-
9(10)6-2-4-8-10/h5H,1-4,6-8H2

InChl=1S/C10H150/c11-10-7-3-5-8-4-1-2-
6-9(8)10/n6,8,10H,1-5,7H2

InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h5,8H,2-4,6-7,9H2,1H3

INChl=1S/C10H17/c1-4-7-9-10(6-3)8-5-
2/h5,8H,2-4,6-7,9H2,1H3

InChl=1S/C10H16/c1-2-3-7-10-8-5-4-6-9-
10/h2,5,8,10H,1,3-4,6-7,9H2

InChl=1S/C10H16/c1-2-3-7-10-8-5-4-6-9-
10/h2,8H,1,3-7,9H2

oS
0
]
0
L.
InChI=1S/C10H150/c11-10-6-5-8-3-1-2-4-
9(8)7-10/h5-6,8-10H, 1-4, 7H2
"o
%“”/}j/\/\
5
5



NC10D15-10R

NC10D15-7R

NC8D15-8R

NC8D137

NC8D1V5-8R

NC7D16-5MR

PBCHD2-1AR

ECHD2-1AR

NPCHD1A3A-2MR

NC8D13-4V-8R

C10H17

C10H17

C8H13

C8H12

C10H17

C8H13

C10H17

C8H13

C10H15

C10H15

C=CCCC=CCCC[CH2]

C=CCCC=C[CH]CCC

C=CCCC=CC[CH2]

C=CcC=CcCcc=C

C=CCCC(C=C)CC[CH2]

C=CCCC([CH2])C=C

C(C[CH2])CC1C=CCCCl

C1C(C[CH2])C=CCC1

C(C=C)=C1C([CH2])CCCC

1

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

INChI=1S/C10H17/C1-3-5-7-9-10-8-6-4- . ™ @~~~

2/h3,9-10H,1-2,4-8H2

INChI=1S/C10H17/c1-3-5-7-9-10-8-6-4- =™ " P "

2/h3,8-10H,1,4-7H2,2H3

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

INChI=1S/C8H12/c1-3-5-7-8-6-4-2/h3- Sy ™~y

5,7H,1-2,6,8H2

INChl=1S/C10H17/c1-4-7-9-10(6-3)8-5- =
2/h4,6,10H,1-3,5,7-9H2 \/j/\/\

/"’
INChl=1S/C8H13/c1-4-6-7-8(3)5-2/h4- & S
5,8H,1-3,6-7H2

InChl=1S/C10H17/c1-2-3-7-10-8-5-4-6-9-
10/h5,8,10H,1-4,6-7,9H2

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

InChl=1S/C10H15/c1-3-6-10-8-5-4-7-
9(10)2/h3,6,9H,1-2,4-5,7-8H2

INChI=1S/C10H15/c1-4-7-9-10(6-3)8-5- > .
2/h5-6,8H,1-4,7,9H2
//



NC6D13-4V-6R

X135C6H7-3R

NPCHD3A-2CH2-1AR

NPCHD3A-2W-1A0R

ECHD2A-2CH2-1AR

NC7D1-34CH2-7R

NC5D14-3CH2-2MR

ECHD2-2V-1AR

NC6D13-3V-6R

NC4D13-2V-1R

C8H11

C6H7

C10H15

C10H150

C9H13

C9H13

C7H9

C10H15

C8H11

C6H7

C=CC=C(C=C)C[CH2]

C=C[C]=CC=C

C(C[CH2])=C1C(=C)CCCC

1

C(CC[0])=C1C(=C)CCCC1

C1C(=C[CH2])C(=C)CCC1

C=CC(=C)C(=C)CC[CH2]

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

C1C(C[CH2])C(C=C)=CCC

1

C=CC(C=C)=CC[CH2]

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

INChl=1S/C8H11/c1-4-7-8(5-2)6-3/h4-
5,7H,1-3,6H2

N
N

INChI=1S/C6H7/c1-3-5-6-4-2/h3-5H,1- 5 ™ o™ o7
2H2
INChI=1S/C10H15/c1-3-6-10-8-5-4-7- o

(=]
“

9(10)2/h6H,1-5,7-8H2

INChl=1S/C10H150/c1-9-5-2-3-6-10(9) 7-
4-8-11/n7H,1-6,8H2

Cr, O

INChl=1S/C9H13/c1-3-9-7-5-4-6-
8(9)2/h3H,1-2,4-7TH2

INChl=1S/COH13/c1-5-7-9(4)8(3)6-
2/h6H,1-5,7H2

INChl=1S/C7H9/c1-5-7(4)6(2)3/h5H,1-
4H2

InChl=1S/C10H15/c1-3-9-7-5-6-8-10(9)4-
2/h3,7,10H,1-2,4-6,8H2

INChl=1S/C8H11/c1-4-7-8(5-2)6-3/h5-
7H,1-4H2

Y& 3 L

INChl=1S/C6H7/c1-4-6(3)5-2/h3-5H,1-
2H2

\
\%
/
A



PBCHD1A3A-2R

NC10D135-10R

NC8D135-8R

NC6D135-1R

IC3H5CHCHO

C4H6CHO1-43

C4H6CHO1-24

C4H6CHO1-13

C4H61-400H3

AC3H5CO

C10H15

C10H15

C8H11

C6H7

C5H70

C5H70

C5H70

C5H70

C4H702

C4H50

C(C=C)=CC1[CH]CCCC1

C=CC=CC=CCCC([CH2])

C=CC=CC=CC[CHZ2]

[CH]=CC=CC=C

[CH2]C(C)=CC=0

C=C[CH]CC=0

[CH2]CC(=C)C=0

C[CH]C=CC=0

C=CC(00)[CH2]

C=CC[C]=0

INChI=1S/C10H15/c1-2-3-7-10-8-5-4-6-9- = H
10/h2-3,7-8,10H,1,4-6,9H2 /& o

INChI=1S/C10H15/C1-3-5-7-9-10-8-6-4- . s &~

2/h3,5,7,9-10H,1-2,4,6,8H2

INChI=1S/C8H11/c1-3-5-7-8-6-4-2/h3,5- Tz ™ g " o
8H,1-2,4H2

INChI=1S/C6H7/c1-3-5-6-4-2/h1,3-6H,2H2 » 7 e 7

INChI=1S/C5H70/c1-5(2)3-4-6/h3- S
4H,1H2,2H3 H

INChl=1S/C5H70/c1-2-3-4-5-6/h2- OW\

3,5H,1,4H2 H

INChl=1S/C5H70/c1-3-5(2)4-6/h4H,1-3H2 ﬁﬁH‘\\ N
" o

INChI=1S/C5H70/c1-2-3-4-5-6/h2-5H,1H3 OW
H

INChl=1S/C4H702/c1-3-4(2)6-5/h3-5H,1- ///\‘/0 ~5 JH
2H2

INChl=1S/C4H50/c1-2-3-4-5/h2H,1,3H2 OM



AC3H4CH2CHO C5H70 [CH2]C(=C)CC=0 INChl=1S/C5H70/c1-5(2)3-4-6/h4H,1-3H2 WO
H

CYDED C10H18 CiC=Cccccceecece: InChl=1S/C10H18/c1-2-4-6-8-10-9-7-5-3-
1/h1-2H,3-10H2

CYDEDI1-3R C10H17 ClC=C[CH]CCccCcCcCCl InChl=1S/C10H17/c1-2-4-6-8-10-9-7-5-3-
1/h1-3H,4-10H2

C10H17-13-10 C10H17 C=CC=CCCCCCI[CHZ2] InChl=1S/C10H17/c1-3-5-7-9-10-8-6-4- /WW
2/h3,5,7H,1-2,4,6,8-10H2

C8H13-13-8 C8H13 C=CC=CCCC[CH2] INChl=1S/C8H13/c1-3-5-7-8-6-4- i e e
2/h3,5,7H,1-2,4,6,8H2 :

C6H9-13-6 C6H9 C=CC=CC|[CH2] INChl=1S/C6H9/c1-3-5-6-4-2/h3,5-6H,1- M
2,4H2
C3H4CHO-2 C4H50 C=[C]cC=0 INChl=1S/C4H50/c1-2-3-4-5/h4H,1,3H2 OW/\/\\
H
C3H4CHO-3 C4H50 [CH]=CCC=0 INChl=1S/C4H50/c1-2-3-4-5/h1-2,4H,3H2 OW‘
H
CH2CHCHCO C4H40 C=CC=C=0 INChl=1S/C4H40/c1-2-3-4-5/h2-3H,1H2 0%: o H



