LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52319.D

Acqg On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc :

ALS vial : 9 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@52319.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.756 378 386 396 rBV 527779 872554 7.42% 2.465%
2 7.377 653 662 675 rBv 601349 1061728 9.03% 2.999%
3 8.229 798 807 814 rBV 130993 223611 1.90% 0.632%
4 9.398 999 1006 1013 rBV 382048 679684 5.78%  1.920%
5 11.066 1285 1290 1297 rVB 181627 326959 2.78% 0.924%

6 13.498 1697 1704 1712 rVB 1054629 1566419 13.32%
7 14.873 1926 1938 1944 rBV 285765 468981 3.99%
8 16.359 2185 2191 2201 rVB 750192 1154395 9.81%
9 17.622 2400 2406 2411 rBV 318340 509588 4.33%
10 18.268 2510 2516 2522 rVB 2467775 3198424 27.19%

O R WwWERrpH
N
o
[y
B

11 19.408 2703 2710 2713 rBV 8122074 11763643 100.00% 33.232%
12 19.443 2713 2716 2724 rVB2 7555356 9352172 79.50% 26.420%

13 19.561 2731 2736 2741 rBV 1209637 1336911 11.36% 3.777%
14 20.219 2843 2848 2854 rVB 1392932 1790397 15.22% 5.058%
15 20.536 2899 2902 2909 rVB3 109397 147290 1.25% 0.416%
16 21.305 3028 3033 3042 rVB5 72653 144942  1.23% 0.409%
17 21.940 3136 3141 3147 rVB 257156 446984 3.80% 1.263%

18 25.423 3728 3734 3745 rVB2 112719 353473 3.00% ©.999%

Sum of corrected areas: 35398155
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/IU
: N1391-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
BG052319.D
8 Feb 2022 15:02

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG052319.D\data.ms

5.756 7.377
8.229 9.398 11.066

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG052319.D\data.ms
9B

18.268

20.219
13.498 ip-561
16.359

14.873 17.622 20536 21305 21940

0
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
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG052319.D\data.ms

25.423

05
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\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.268 125.53 ng 3198420  Phenanthrene-d10 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2516 (18.268 min): BG052319.D\data.ms (-2510) (- | m/z 74.15 100.00%
74.2

5000

43.1
143.2 2273 R ]
e 1852 | 2703 18.00 18.50
Ol Al b2 e m/z 87.15 73.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 18.00 18.50
143.0 m/z 43.15  38.64%
0 ‘u “ ‘\‘ i \\1150 171 0199 0227.0 2790
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0
—r —
18.00 18.50
5000/ 43.0 m/z 55.15 31.04%
0 111.0 143.0 185.0 227.0 270.0
i T T o e SRR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester — =
74.0 18.00 18.50
m/z 41.15 30.03%
5000{ 43.0
143.0
Ob b 80 [ T 2280 L
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.408 461.69 ng 11763600  Phenanthrene-d1e 17.622
Hit# of 5 Tentative ID MW MolForm CASH# 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, methy... 294 C19H3402 002566-97-4 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99

Abundance Scan 2710 (19.408 min): BG052319.D\data.ms (-2703) (- | m/z 67.10 100.00%

67.1
5000

263.2 1950
0 M L W8 CTTssl 436 ., 81.15  84.08%
mlz--> 50 100 150 200 250 300 350 400
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000
1950

55.15  65.36%

m/z
294.0
0 ‘\““‘\ 5 1“ \m\““\ ‘l‘:‘lﬁ‘7§‘02‘2‘3“0‘ T \“ L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
1950
5000 m/z 95.15 58.24%
294.0
. 123.0 178.0223.0
T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0 19 50

m/z 41.15 57.40%

5000 MA
23.0
oL Al |]+ iy (1780 2620

m/z--> 50 100 150 200 250 300 350 400 1950
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.443 367.05 ng 9352170  Phenanthrene-d10 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
Abundance Scan 2716 (19.443 min): BG052319.D\data.ms (-2713) (- | m/z 55.15 100.00%
553.1
5000 97.2 /Wj
264.3 ‘ ‘
222. ‘
337_2 180.3 | 3 | 19.50
0L—1y UWNWWwW‘«uW“W‘M T ??93 : m/z 41.15 75.91%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 T
19.50
‘ 250 e m/z 69.15  69.52%
0 ‘L‘ ““\‘ “H‘\\‘ “ u“m\‘\h‘uh‘mh\‘h H‘H\ el “ e M .‘ — ‘H‘. ‘2‘9‘6"0‘ :
miz--> 50 100 150 200 250 300
Abundance
55.0
—r
19.50
5000 m/z 74.15 59.90%
87.0
264.0
123.0 180.0 222.0 296.0
I N
m/iz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester e
55.0 19.50
m/z 43.15 55.18%
5000 57 0
’ 264.0
e e 0| o
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\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.561 52.47 ng 1336910  Phenanthrene-d10 17.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 83
Abundance Scan 2736 (19.561 min): BG052319.D\data.ms (-2731) (- | m/z 74.10 100.00%
74.1
5000 M
143.1 oI T
199.2 2553 19.50
Ny | 2984 353.4
oHH‘ Ml b b e 9990 m/z 87.10 72.24%
m/z--> 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 S
19.50
143.0 m/z 43.15 41.42%
| ‘ 199.0 255.0 298.0
O\\\\“‘\\‘\‘“‘\““\‘\‘\\‘\\\\‘\\\\“\\\\“\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance
74.0
T T
19.50
5000 m/z 55.15 31.77%
143.0
29.0 213.0 256.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #109335: Tridecanoic acid, methyl ester —r ‘
74.0 19.50
m/z 41.15 29.96%
5000
143.0
185.0
00 |||, a0
OH‘\‘“‘H“‘“‘ e R R R —r
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\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 cis-Methyl 11-eicosenoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.536 6.59 ng 147290  Chrysene-di12 21.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 62
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 62
3 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 53
4 Methyl trans-9-(2-butylcyclopent... 296 C19H3602 108708-61-8 50
5 13,16-Octadecadienoic acid, meth... 294 C19H3402 056846-99-2 46
Abundance Scan 2902 (20.536 min): BG052319.D\data.ms (-2899) (- | m/z 55.15 100.00%
55.1
5000 71 \M/\AM\JUMW
U \
139.2 .
Loz 202700 a0
0b— H“ ‘\‘ I \‘\M {”‘L“““\“H“J‘ m/z 41.15 64 .08%
miz--> 50 100 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
97.0
5000 — :
20.50
292.0 m/z 69.15 61.23%
37.0 208.0250.0
Olwswq\ ‘\‘ “\‘ “““‘\“‘\ f \“ L\ =T “l‘ T T \“‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
55.0
U \
20.50
5000 97.0 m/z 43.15 58.42%
137.0 180.0222.0264.0
I R e N S
m/z--> 50 100 150 200 250 300 350
Abundance #229538: Methyl 9-eicosenoate — ‘
55.0 20.50
m/z 74.10 56.52%
5000
7.0 202.0
‘ m 1380 20802500
0b— T L ‘w‘“ “‘ u“H“\HN‘MH‘M‘W it w“ L\ Tt “"‘ T \“ L L [ —
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52319.D

Acq On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Methyl 2-octylcyclopropene-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.305 6.49 ng 144942  Chrysene-di12 21.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 80
2 Avocadynofuran 246 C17H260 024708-33-6 35
3 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-6 35
4 1,4 Benzodioxan-6-amine 151 C8HONO2 022013-33-8 22
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 22
Abundance Scan 3033 (21.305 min): BG052319.D\data.ms (-3028) (- | m/z 81.10 100.00%
81.1 151.2
5000
230.1
308.1 T L
360.1 420. 21.00 21.50
0° m/z 151.15  88.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #209661: Methyl 2-octylcyclopropene-1-octanoate
81.0
5000 — ——
ot 21.00 21.50
95.15 60.28%
H 1350 o o 08.0 "z
0' \‘ ‘Hh ‘\‘ \h\ U \H\H\ \“‘ ‘\ \‘ \2:5‘]-;()\‘\ T ’ ‘\ LI ’ L ’ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance
81.0
— —
21.00 21.50
5000 m/z 55.15 56.74%
29.0 1350 505.0246.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #28613: 4-Amino-2,1,3-benzothiadiazole — —
151.0 21.00 21.50
m/z 67.15  48.88%
5000
39.0 9%0
S e o T T S — e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020822\
Data File : BG@52319.D

Acqg On : 8 Feb 2022 15:02
Operator : CG/JU

Sample : N1391-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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... 18.268 125.5 ng 3198420 4 17.622 509588 20.0
9,12-Octadecadi... 19.408 461.7 ng 11763600 4 17.622 509588 20.0
9-Octadecenoic ... 19.443 367.1 ng 9352170 4 17.622 509588 20.0
Methyl stearate 19.561 52.5 ng 1336910 4 17.622 509588 20.0
cis-Methyl 11-e... 20.536 6.6 ng 147290 5 21.940 446984 20.0
Methyl 2-octylc... 21.305 6.5 ng 144942 5 21.940 446984 20.0
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