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Additional file 2

Title of data: Table of seed fatty acids
Description of data: The table lists the fatty acids utilized for the lipid scaffold

generation
Seed Systematic Name SMILES representation Score Total No of
number | (LIPID MAPS nomenclature) Carbons
1 decanoyl OC(=0)cceeecececece 1 10
2 undecanoyl OC(=0O)Cccceeccececec 4 11
3 dodecanoyl OC(=0)ccceeececcececce 1 12
4 tridecanoyl OC(=0)Cccceecececcececce 4 13
5 tetradecanoyl OC(=0)Ccceecececececececece 1 14
6 (5-tetradecenoyl) OC(=0)CCcce=ceecececececece 2 14
7 pentadecanoyl OC(=0O)Cccceececcecececcececece 4 15
8 (6-pentadecenoyl) OC(=0O)CCcCcce=cceeececececce 4 15
9 hexadecanoyl OC(=0O)cccceececececcecececcece 1 16
10 (9-hexadecenoyl) OC(=0)CCcccceecee=ceecececece |1 16
11 (7-hexadecenoyl) OC(=0)Ccccecee=cececececececece | 2 16
12 heptadecanoyl OC(=0O)ccceececececececececececce | 4 17
13 (10-heptadecenoyl) OC(=0)CCCccceeee=cecececece | 4 17
C
14 (8-heptadecenoyl) OC(=0)CCccceeee=cecececececce | 4 17
C
15 octadecanoyl OC(=0)Ccceececececececececececece |1 18
C
16 (9-octadecenoyl) OC(=0)CCceeeee=ceecececce |1 18

CC




17

(11-octadecenoyl)

OC(=O)Cccceeecececee=cececece
CC

18

18

(9,12-octadecadienoyl)

OC(=0O)Ccceeceee=cee=cece
CCC

18

19

(9,12,15-octadecatrienoyl)

OC(=0)CCccceeecee=cee=cece
=CCC

18

20 (6,9,12,15-octadecatetraenoyl) OC(=0O)CCCcce=Ccce=ccee=cc 18
C=CCC

21 nondecanoyl OC(=0O)Cccceceececececececeecececce 19
CcC

22 (10-nondecenoyl) OC(=O)Ccceeeeee=cecececece 19
CcCC

23 (12-nondecenoyl) OC(=0O)Cccceeeececeecee=cecece 19
ccC

24 (10,13-nondecadienoyl) OC(=0O)CCcceeeeee=cee=cce 19
Ccccc

25 (10,13,16-nondecatrienoyl) OC(=0)CCCcceeee=cee=cce 19
C=CCC

26 (7,10,13,16-nondecatetraenoyl) OC(=0O)CCCccee=ccee=cee=C 19
CC=CCC

27 eicosanoyl OC(=0)Cccceeececececececececececce 20
CcCcC

28 (11-eicosenoyl) OC(=O)Cccceececececee=cececece 20
ccce

29 (13-eicosenoyl) OC(=0O)cceeeeeeceecee=cece 20
ccce

30 (11,14-eicosedienoyl) OC(=0)Ccceeeeecee=cee=C 20
Cccccee

31 (8,11,14-eicosetrienoyl) OC(=0)CCCcCccee=cee=ccee= 20
cccecece

32 (5,8,11,14-eicosetetraenoyl) OC(=0O)CCCC=CCcc=Ccce=ccee 20
=CCCCCC

33 (5,8,11,14,17-eicosepentaenoyl) OC(=0)CCCC=CCccC=Ccc=CccC 20
=CCC=CCC

34 heneicosanoyl OC(=0O)ccceeececeecececececececece 21
ccce

35 (12-heneicosenoyl) OC(=0)CCCccceeececeee=ccecece 21
cccee

36 (14-heneicosenoyl) OC(=0)CCccreeecceeccee=ce 21




CCCCC

37 (12,15-heneicosedienoyl) OC(=0)CCcceeeeeece=ccece= 21
cccecece
38 (9,12,15-heneicosetrienoyl) OC(=0)CCCCceeee=cee=ccece 21
=CCCCCC
39 (6,9,12,15-heneicosetetraenoyl) OC(=0)CCCCcC=Cce=Ccce=cc 21
C=CCCCCC
40 (6,9,12,15,18- OC(=0)CCCCcC=Ccc=cce=cc 21
heneicosepentaenoyl) C=CCC=CCC
41 docosanoyl OC(=0O)cccececececececececececececce 22
cccece
42 (13-docosenoyl) OC(=0)Cccceeeeccececece=ccece 22
cccecece
43 (13,16-docosadienoyl) OC(=0O)ccceeececececececee=cece 22
=CCCCCC
44 (13,16,19-docosatrienoyl) OC(=0)ccceceeeeecceee=cece 22
=CCC=CCC
45 (10,13,16,19-docosatetraenoyl) OC(=0)CCCcCcceeee=cee=cce 22
C=CCC=CCC
46 (7,10,13,16,19-docosapentaenoyl) | OC(=0)CCCCCC=CCC=CCC=C 22
CC=CCcC=CCC
47 (4,7,10,13,16,19- OC(=0)CCC=CCC=CCccC=CccC= 22
docosahexaenoyl) CCC=CcCcC=CcCC
48 tricosanoyl OC(=0)cceeececececececcecececce 23
cccecece
49 (14-tricosenoyl) OC(=0O)cceeeceececeeee=ce 23
ccceecece
50 (14,17-tricosadienoyl) OC(=0)cceeeeeecceee=cce 23
C=CCCCCC
51 (14,17,20-tricosatrienoyl) OC(=0)CCccceeececececececee=ce 23
C=CCC=CCC
52 (11,14,17,20-tricosatetraenoyl) OC(=0)CCcceeeeeee=cee=c 23
CC=CCcC=CCC
53 (8,11,14,17,20-tricosapentaenoyl) | OC(=0)CCCCCCC=CCC=CCC= 23
CCC=CCcC=CCC
54 (5,8,11,14,17,20- OC(=0)CCCC=CCcc=Ccce=cce 23
tricosahexaenoyl) =CCC=CCC=CcCC
55 tetracosanoyl OC(=0)Ccceeeeccececececcecece 24

CCCcccC




56 (15-tetracosenoyl) OC(=0O)cceeececeeececeeee=C 24
ccceececece
57 (15,18-tetracosadienoyl) OC(=0)Ccceeeeccececececee=c 24
CC=CCccccC
58 (15,18,21-tetracosatrienoyl) OC(=0)CCcceeeeccececececee=c 24
CC=CcCcC=CcCC
59 (12,15,18,21-tetracosatetraecnoyl) | OC(=0O)CCCCCCCCCCC=CCC= 24
CCC=CCcC=CcCC
60 (9,12,15,18,21- OC(=0)CCCcceeee=cee=cece 24
tetracosapentaenoyl) =CCC=CCC=CCC
61 (6,9,12,15,18,21- OC(=0)CCCCcC=Ccc=cee=cce 24
tetracosahexaenoyl) C=CCcC=Ccc=CccC
62 pentacosanoyl OC(=0O)CCcceeeceecceecceccece 25
ccceececece
63 (16-pentacosenoyl) OC(=0)Ccceeeecccececccee= 25
CCccececececce
64 (16,19-pentacosadienoyl) OC(=0)CCccreeeecceeccececee= 25
CCcc=Ccccecece
65 (16,19,22-pentacosatrienoyl) OC(=0O)CCcceeececceeecceccece= 25
CCC=CcCc=CcCC
66 (13,16,19,22-pentacosatetraenoyl) | OC(=0)CCCCCCCCCCCC=CCC 25
=CCC=CCC=CCC
67 (10,13,16,19,22- OC(=0)CCccceeeeee=cee=ce 25
pentacosapentaenoyl) C=CCC=CCcC=CCC
68 (7,10,13,16,19,22- OC(=0)CCccccee=cce=cee=C 25
pentacosahexaenoyl) CC=CCC=CcCcC=CcCcC
69 hexacosanoyl OC(=0)Cccceecececececececececcce 26
CCcccececececce
70 (17-hexacosenoyl) OC(=0)Ccceeeccececececececce 26
=CCCCCcCcCcCC
71 (17,20-hexacosadienoyl) OC(=0O)ccccecececececececececececece 26
=CCC=CCcCcCcCC
72 (17,20,23-hexacosatrienoyl) OC(=0)ccceeececececececececececce 26
=CCC=CCC=CCC
73 (14,17,20,23-hexacosatetraenoyl) | OC(=0)CCCCCCCCCCCCC=CC 26
C=CCC=CCC=CCC
74 (11,14,17,20,23- OC(=0)Ccceeeeeeee=cee=C 26
hexacosapentaenoyl) CC=CCC=CCcC=CCC
75 (8,11,14,17,20,23- OC(=0)CCCcCccee=cee=ccee= 26




hexacosahexaenoyl)

CCC=CCC=CCcC=CCC

76 heptacosanoyl OC(=0)Ccceeeccececececcececece 27
cccceececcecece

77 (18-heptaacosenoyl) OC(=0)Cccreeeeccececececcecece 27
C=CCcCcccececece

78 (18,21-heptacosadienoyl) OC(=0)Cccceeceeccececcecececce 27
C=CCC=CCcCccCC

79 (18,21,24-heptacosatrienoyl) OC(=0)CCccceeeeccececececececce 27
C=CCC=CCC=CCC

80 (15,18,21,24-heptacosatetracnoyl) | OC(=0)CCCCCCCCCCCCCC=C 27
CC=CccC=Cccc=CccC

81 (12,15,18,21,24- OC(=0)CCCCCreeeee=cee= 27

heptacosapentaenoyl) CCC=CcCc=Cccc=cccC
82 (9,12,15,18,21,24- OC(=0)CCCcceee=cee=ccee 27

heptacosahexaenoyl)

=CCC=CCC=CCC=CCC
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