LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\

Data File : BG@56982.D

Acqg On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

Filter
Min A
Max Pe
Peak Locat

ing: 5

rea: 3 % of largest Peak
aks: 100

ion: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56982.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1 18.400 2523 2530 2534 rBV 3950690 5058501 13.70% 7.679%
2 18.629 2563 2569 2578 rBV 376146 587956 1.59% ©.893%
3 19.545 2713 2725 2727 rBV 19472920 36926716 100.00% 56.054%
4 19.575 2727 2730 2737 rVB2 15192541 18643588 50.49% 28.301%
5 19.675 2742 2747 2751 rVB 1899070 2173613 5.89%  3.300%

6 19.739 2752 2758 2761 rBV 858174 1393756 3.77%  2.116%

19.763 2761 2762 2773 rVB4 485511 672559 1.82% 1.021%
8 20.344 2856 2861 2866 rVB 333692 420229 1.14% ©.638%

Sum of corrected areas: 65876918
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056982.D\data.ms
1.5e+07
1le+07
5000000
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056982.D\data.ms
19.545
19/575
1.5e+07
1le+07
5000000 18.400
.675
8.629 3 20.344
O B B A o e B o e B I T I B e BRI B e e e e A R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056982.D\data.ms
1.5e+07
1le+07
5000000
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.400 20.00 ng 5058500  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 2530 (18.400 min): BG056982.D\data.ms (-2523) (- | m/z 74.15 100.00%
74.2
5000 /k
1 20 18.00 1850
185.2 270.4 : :
0 o T ““ e L S SIB935T. Ty 87,10 77.15%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — A
18.00 18.50
143.0 m/z 43.25  37.98%
‘ || | 1850 227.0 270,0
O\\\H“‘\w‘\“M\h“\”\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— r——
18.00 18.50
5000 m/z 55.20 34.78%
1 1430 1850 1o o
0 S8 VRSO vt
m/z--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — r—
74.0 18.00 18.50
m/z 41.25 31.81%
5000
29.
S Momemozme ]|
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.629 2.32 ng 587956  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2569 (18.629 min): BG056982.D\data.ms (-2563) (- | m/z 73.15 100.00%
73.2
5000
129.2 213.3
e ~—
18.50 19.00
0 80.1 479 m/z 60.15 82.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 i A T ]
18.50 19.00
H 213.0 m/z 43.25 79.11%
O' l\““\"i‘\;h“\“\ \““\J!‘\“ \“\H\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92069: Tridecanoic acid
73.0
r—— —
18.50 19.00
5000 129.0 ITI/Z 41.25 69.35%
214.0
0,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109279: Tetradecanoic acid r—— ==
.0 18.50 19.00
m/z 55.25 68.92%
5000 129.0

,_
o

~

w

185.0
0,

m/z--> 0 50 100 150 200 250 300 350 400 450

—— —
18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.545 146.00 ng 36926700  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95
Abundance Scan 2725 (19.545 min): BG056982.D\data.ms (-2713) (- | m/z 67.25 100.00%
67.
23.3 R ‘
ﬁ‘ (1783 26\3'3 315.3367.6  458. 1950
0! Mol L 82929000 900 m/z 81.20  95.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
19.50
m/z 95.20 70.53%
L0 s
O \‘\ ‘\“‘“\“”\‘H l‘”‘\‘“\hl‘\l‘h\\ ‘lh \“\ l\ T ‘ TTTT ‘ \“\ T \“ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
T T
19.50
5000 m/z 55.25 65.58%
23.0 294.0
o Lm0 a0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ‘
67.0 19.50
m/z 82.25 53.34%
5000
1‘23.0 294.0
oL il 200, | Bi
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.575 73.71 ng 18643600  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
Abundance Scan 2730 (19.575 min): BG056982.D\data.ms (-2727) (-~ | m/z 55.25 100.00%
55.3
- /VL
1 T
19.50
ol Al 823.1 4004454 n/z 69.25  86.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.50
11.0 m/z 74.20 81.73%
‘ | 100 2640
0 “‘ ‘\‘ | uw\‘l“\ﬂ‘mh‘hn‘“\‘I“ \1 T V‘\ . ‘“‘ e A mmmma
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
R \
19.50
5000 m/z 83.25 74.88%
11.0 264.0
L 2200 ||
ol b M bb Xy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194417: 15-Octadecenoic acid, methyl ester — ‘
55.0 19.50
m/z 97.25 66.18%
5000
264.0
11.0
‘ ‘ 180.0
ol ol —
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.675 8.59 ng 2173610  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 81
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
5 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 81
Abundance Scan 2747 (19.675 min): BG056982.D\data.ms (-2742) (- | m/z 74.15 100.00%
74.2
5000 M
255.3 — —
199 2 19.50 20.00
298 4
0 k‘“““h‘ bbb 3858 379,y 87,15 79.06%
m/z--> 50 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 — ——
19.50 20.00
143.0 m/z 43.25 42.69%
‘ 199.0 255.0 298.0
O\\“‘\“‘HM\‘\‘\\‘\\\‘\“\\\\‘\‘\\\“\\\\‘\\\\
miz—-> 100 150 200 250 300 350
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—— —
19.50 20.00
5000 m/z 55.25 34.91%
143.0 255.0
‘ 199.0 298.0
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester —— —r—
74.0 19.50 20.00
m/z 41.25 31.72%
5000
143.0
MW | 1850 2270 2700
ol o L e — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.739 5.51 ng 1393760  Phenanthrene-d10 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
3 Linoelaidic acid 280 C18H3202 000506-21-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97
5 Linoleyl methyl ketone 278 C19H340 029204-24-8 93
Abundance Scan 2758 (19.739 min): BG056982.D\data.ms (-2752) (- | m/z 67.20 100.00%
67.2
1950 2000
2804 : :
0 “ Fiw *64“3‘ 2208 T 8821 418 /7 81.15  75.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — ——
19.50 20.00
m/z 55.20 60.97%
280.0
ol50 L um\\u\h\ A \ww\uwwh%ﬁ‘%????‘q i
m/z--> 50 100 150 200 250 300 350 400
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
—— —
19.50 20.00
5000 m/z 41.25 57.14%
10.0
‘ r 280.0
ol ikl igesozong T
m/z--> 50 100 150 200 250 300 350 400
Abundance #173566: Linoelaidic acid —— ‘ ‘
67.0 19.50 20.00
m/z 95.15 50.72%
5000
I
280.0
o lhli k3830 2200 ZX° [
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acq On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 trans-13-Octadecenoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.763 2.66 ng 672559  Phenanthrene-di0 17.771
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
2 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 83
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83
4 Oleic Acid 282 C18H3402 000112-80-1 70
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 68
Abundance Scan 2762 (19.763 min): BG056982.D\data.ms (-2761) (-~ | m/z 55.25 100.00%
55.3
- /VL
2 = 050 2000
208.3 . .
161.2 .3358.3 .
0! 3103 429 m/z 69.25 68.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid
55.0
5000 — ——
19.50 20.00
‘ jhll'o ero m/z 83.25 68.37%
0 \“\ U‘“‘! ‘MH ‘1““\‘"“{ “"‘\W“w‘]]lﬁ‘ﬁ'({)‘2‘]‘.2.‘0‘ T \‘ \-\ L LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid
55.0
— —
19.50 20.00
5000 m/z 41.25 65.53%
ol M\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #176223: 9-Octadecenoic acid, (E)- —— —
55.0 19.50 20.00
m/z 43.25 45.49%
5000
264.0
11.0
‘ ‘ 180.0
0 H“\{‘\‘M!‘ I — L —
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040423\
Data File : BG@56982.D

Acqg On : 5 Apr 2023 2:31
Operator : CG/JU

Sample : 02166-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 18.400 20.0 ng 5058500 4 17.771 5058500 20.0
n-Hexadecanoic ... 18.629 2.3 ng 587956 4 17.771 5058500 20.0
9,12-Octadecadi... 19.545 146.0 ng 36926700 4 17.771 5058500 20.0
9-Octadecenoic ... 19.575 73.7 ng 18643600 4 17.771 5058500 20.0
Methyl stearate 19.675 8.6 ng 2173610 4 17.771 5058500 20.0
9,12-Octadecadi... 19.739 5.5 ng 1393760 4 17.771 5058500 20.0
trans-13-Octade... 19.763 2.7 ng 672559 4 17.771 5058500 20.0
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