LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acqg On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55171.D\data.ms

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

1 11.138 1330 1336 1343 rVB 221205 402607 1 0
2 13.541 1739 1745 1751 rBV 355013 549435 1 0
3 14.916 1965 1979 1985 rBV 357896 613560 1.56% ©.891%
4 17.648 2438 2444 2449 rBV = 407924 612645 1.56% ©
5 18.294 2547 2554 2559 rBV 7929838 12308098 31.26% 17.

6 18.535 2586 2595 2604 rBV 631523 1173122 2.98% 1.704%
7 19.440 2737 2749 2752 rBV4 12942775 39367158 100.00% 57.184%
8 19.581 2768 2773 2777 rVB 5798411 7157421 18.18% 10.397%
9 19.645 2778 2784 2786 rBV 1906296 3065053 7.79%  4.452%
10 20.233 2879 2884 2888 rVB 560833 726825 1.85% 1.056%

11 20.538 2933 2936 2944 rVB 377986 537516 1.37% 0.781%

12 20.644 2950 2954 2957 rBV 580886 645641 1.64% 0.938%

13 21.296 3060 3065 3071 rVB2 180448 410894 1.04% 0.597%

14 21.696 3128 3133 3141 rVB 484039 679161 1.73% 0.987%

15 21.931 3169 3173 3181 rVB 336615 593392 1.51% 0.862%
Sum of corrected areas: 68842528
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055171.D\data.ms
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Abundance TIC: BG055171.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.294 401.80 ng 12308100  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 83

Abundance Scan 2554 (18.294 min): BG055171.D\data.ms (-2547) (- m/z 74.00 100.00%
74.0

Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester —
74.0 18.00 18.50

m/z 41.05 39.88%

5000{ 43.0
1430 227.2 - —
“ ‘ ‘ 185.1 2701 18.00 18.50
o"HwhmMHMWMHWHm@‘H_‘H_A‘JHJ_HW‘HAMHWHMWH m/z 87.00 82.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
43.0 18.00 18.50
143.0 m/z 43.05 46.49%
0 ‘u \“ L\ ‘ {1 \115 O\ 17\1 0\199 022\7 0 279 0
‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— —
18.00 18.50
5000/ 43.0 m/z 55.05 42.16%
143.0
O i 180 [ TR0 2280
m/z--> 20 40 60 80 100120140160180200220240260280
‘ —

5000 43.0 270.0

om0

o"NHMHuu_‘u“u‘_“w‘u“u‘w“u‘h‘ﬂ_‘u“u‘_“w‘u“u

— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.535 38.30 ng 1173120  Phenanthrene-d10 17.648
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 95
3 Octadecanoic acid 284 (C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2595 (18.535 min): BG055171.D\data.ms (-2586) (- | m/z 72.95 100.00%
73.0
410
5000
129.0 2131
T
‘ 1711 256.1 18.50
0 Ll Mk ‘ il “ Ll | 2801 43.00 94.12%
m/z--> 50 100 15 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘
1850
1710 213.0 256.0 m/z 59.95 86.23%
O\\i“‘\ m\h”w u‘\ m‘\‘ \\\‘\“ “‘r\““w“““‘
miz—-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0 A
A
410 18.50
5000 129.0 m y4 55.00 75.14%
171.0
‘ 214.0
0 \‘dm“\ }‘\H‘h‘\ “ ‘n“ L “‘ ‘ “\‘ T
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid ‘
73.0 1850
m/z 41.00 73.90%
41,0
5000 129.0
0 w‘“‘wm_JH\Hu“‘_”‘u_‘
m/z--> 50 100 150 200 250 300 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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.
19.440 1285.15 ng 39367200  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 2749 (19.440 min): BG055171.D\data.ms (-2737) (- | m/z 67.05 100.00%
67.

5000
09.1
e
263.1 19.50
2202 ‘
0 ! “‘h‘u“‘h ( “ 18517502 8011342 ./, 81.05 88.64%

—

miz--> 50 150 200 250 300
Abundance  #191900: 9 12-Octadecadienoic acid, methyl ester
540
5000 R
19.50
29. 09.0 m/z 55.05 68.96%
294.0
ol Huh ‘nhwuu‘ m m 2280 T
miz--> 50 100 150 200 250 300
Abundance #251016 2-Chloroethyl linoleate
67.
—
19.50
5000 ITI/Z 95.05 63.16%
09.0
263.0
ok, ‘\ ‘uh “uh“m\‘ wu ‘“‘ N S
miz--> 150 200 250 300
Abundance #191927: 9,15—Octadecad|enoic acid, methyl ester, (Z,2)- e
67.0 19.50
m/z 41.05 60.87%
5000
09.0
‘ ‘ 294.0
oL L 20200 T i
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.581 233.66 ng 7157420  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 86
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83

Abundance Scan 2773 (19.581 min): BG055171.D\data.ms (-2768) (- m/z 74.00 100.00%

74.0
5000
143.0 255.2

‘ 199.1 ‘ . 19.50 |
0! ‘u\ M ‘n‘\‘ il m‘“‘ L ‘\“\\““““‘37‘4‘- m/z 87.00 82.18%
m/z--> 50 100 150 200 250 300 350
Abundance #197277: Methyl stearate M
74.0
5000 L \
143.0 2550 298.0 19.50

m/z 43.05 48.59%

O* 199.0

L ‘\ \‘ ‘M‘\ “ \‘H‘\ ““ \“\ { \ ] \ \ \‘\ “ \‘ T \ \‘ “\ ‘\ L “ T T T ‘ LI

miz--> 100 150 200 250 300 350

Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0

o

5000 m/z 55.00 39.94%
143.0 255.0
‘ 199.0 298.0
[o | E— “‘ “\ " ‘\‘\ \‘\\‘\L ‘\ \ b ‘\‘ “ ‘\“‘ I ‘\‘ - “ T
m/z--> 100 150 200 250 300 350
Abundance #126207: Methyl tetradecanoate T T
74.0 19.50

m/z 41.00 36.25%

5000
143.0
(ﬂ ] ‘ 19902420
0 il \‘ L] | ‘\ | ]

m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.645 100.06 ng 3065050  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 95
5 9-Hexadecyn-1-o0l 238 C16H300 1000342-40-3 90

Abundance Scan 2784 (19.645 min): BG055171.D\data.ms (-2778) (- | m/z 67.00 100.00%
67.0

—

5000
19.50 éO‘Od
2801 : :
0 m‘:“““'“”“ﬂ”‘ ¥ J‘M“m (1821233171 3581 4121 ./, 8100  77.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 T

—
19.50 20.00
m/z 55.00 66.02%

5.0 \Mm | H\ 1o, 1820 2330

280.0
\‘\\\\\\\\‘\1\ \\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #173566: Linoelaidic acid

o
o]
1
o

—r—
19.50 20.00

5000 ITI/Z 41.00 61.29%
ﬂ“30 280.0
ol lilsies0 a0 “UT
miz--> 50 100 150 200 250 300 350 400
Abundance #173580: (9E,11E)-Octadecadienoic acid e ——
7.0 19.50 20.00
m/z 95.00 53.13%
5000
‘ 280.0
L0 me 200 0
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\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 cis-Methyl 1l-eicosenoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.538 18.12 ng 537516  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 78
2 Methyl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 64
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 52
4 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 49
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 47

Abundance Scan 2936 (20.538 min): BG055171.D\data.ms (-2933) (- | m/z 55.00 100.00%
55.0

%

5000
292.1
“ [ 398.1456.2 524. 2050
0 1l I ‘“‘ bl ”w‘\ bt A0 924 s 69,00 65.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
5000 e :
20.50
292.0 m/z 41.08  58.82%
Il “ 208.0
O’\\ll\‘\‘\\\\”‘A“"ll\dl\hl‘h\“\‘\ - J\ \‘\‘\J‘l\‘\\\l‘\\l\\’\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176246: Methyl 9-heptadecenoate or 9-17:1
55.0
U I
20.50
5000 ITI/Z 43.00 54.46%
0.0 250.0
166.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176218: cis-13-Octadecenoic acid ——
55.0 20.50
m/z 83.00 50.54%
5000
111.0
g m00 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.644 21.76 ng 645641  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 86

Abundance Scan 2954 (20.644 min): BG055171.D\data.ms (-2950) (- | m/z 74.00 100.00%

74.0
5000
143.0 283.1 T =
‘ 2 7.1 20.50 21.00
or i g b Ay 3430 4463506 g7 0 78.54%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #232220: Eicosanoic acid, methyl ester
74.0
5000 — —
20.50 21.00
143.0 326.0 m/z 43.00 47.01%
15. )
O‘ T \%V“&Ll\h\”\h\‘\ \l‘\\]\-?‘g\(\)\z\s‘s\\o\‘\“\\\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
P e
20.50 21.00
5000 ITI/Z 55.00 36.16%
143.0
Ly, 1990 2080
OWH,‘ B B L R S R B
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197349.Hemadecandcacm,164nemyh,meﬁwleﬂer P —
74.0 20.50 21.00
m/z 41.00 30.32%
5000
143.0 298.0
80, [, 1990
o‘wm,mhmmwH_m"m,mWm_m_m,u e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 8 Methyl 2-octylcyclopropene-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.296 13.85 ng 410894  Chrysene-d12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 50
2 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 18
3 1,6,6-Trimethylbicyclo(3.3.0)oct... 166 C11H180 1000427-23-1 18
4 5-Hydroxyadamantan-2-one 166 C10H1402 020098-14-0 15
5 2-Furanacetaldehyde, .alpha.-pro... 152 C9H1202 031681-26-2 11

Abundance Scan 3065 (21.296 min): BG055171.D\data.ms (-3060) (- | m/z 81.00 100.00%
81.0

5000

-

— —
308.1 21.00 21.50

ol 364.2 442.3 510.4 m/z 95.00 87.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209660: Methyl 2-octylcyclopropene-1-octanoate
81.0
5000 — ——
21.00 21.50
Psaolgso 308.0 m/z 151.00 67.88%
0 ”\‘ “‘iw‘ ‘\“lwllh““l“\‘hl\ ‘I\' ‘\‘““l‘\l \‘2\?‘1\.q\ T ‘L\ T T T T T T T T T[T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41566: Naphthalene, decahydro-1,6-dimethyl-
95.0
— —
21.00 21.50
5000 ITI/Z 55.00 50.32%
166.0

29.#
Ll

||n ) ‘\ L1

2

ok
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41433: 1,6,6-Trimethylbicyclo(3.3.0)octan-2-one —— —
95.0 21.00 21.50
m/z 67.00 43.21%
5000
166.0
0 "‘*,, — —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acq On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 9 Docosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.696 22.89 ng 679161  Chrysene-di12 21.931
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 96
3 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 90
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90

Abundance Scan 3133 (21.696 min): BG055171.D\data.ms (-3128) (- | m/z 74.00 100.00%
74.0
5000
143.0 311.1 1 T 7
‘ | 199.1255.1 21.50 22.00
Ol L U7 ), 3721 44025002, ge g5 81.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264182: Docosanoic acid, methyl ester
74.0
5000 — —_—
354.0 21.50 22.00
143.0 m/z 43.00 51.59%
) oo |
O‘\\'T!‘f\\“\‘l\l\\\‘\\\l\“\\\\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #214954:Nonadecanok:add,nnﬁhyleﬁer
74.0
P e
21.50 22.00
5000 m/z 55.00 36.42%
312.0
ik 143.0
29| 1, 220 ag
ol HHW\ | FUTOER Rttt U S E—
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #308198:Hexacosanok:add,nuﬁhyleﬂer —— —
74.0 21.50 22.00
m/z 57.00 30.32%
5000
143.0
0 | ‘ \\\ JH h | ‘ 1\9\9 0255 0311 0 4100
S P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55171.D

Acqg On : 13 Oct 2022 20:05
Operator : CG/JU

Sample : N5123-01 2X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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... 18.294 401.8 ng 12308100 4 17.648 612645 20.0
n-Hexadecanoic ... 18.535 38.3 ng 1173120 4 17.648 612645 20.0
9,12-Octadecadi... 19.440 1285.2 ng 39367200 4 17.648 612645 20.0
Methyl stearate 19.581 233.7 ng 7157420 4 17.648 612645 20.0
9,12-Octadecadi... 19.645 100.1 ng 3065050 4 17.648 612645 20.0
cis-Methyl 11-e... 20.538 18.1 ng 537516 5 21.931 593392 20.0
Eicosanoic acid... 20.644 21.8 ng 645641 5 21.931 593392 20.0
Methyl 2-octylc... 21.296 13.9 ng 410894 5 21.931 593392 120.0
Docosanoic acid... 21.696 22.9 ng 679161 5 21.931 593392 20.0
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