LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.574 365 372 384 rVB 184277 326973 21.61%  3.590%
2 7.178 638 645 660 rVB 204476 367802 24.31% 4.038%
3 7.994 777 784 791 rBV 64052 109907 7.26% 1.207%
4 9.158 973 982 993 rBV 127098 229746 15.18%  2.522%
5 10.803 1255 1262 1273 rBB 82419 153086 10.12% 1.681%
6 13.253 1672 1679 1687 rBV 411472 643259 42.52% 7.062%
7 14.634 1907 1914 1921 rBB 155406 249293 16.48% 2.737%
8 16.120 2161 2167 2180 rBvV2 422011 641981 42.43% 7.048%
9 17.378 2374 2381 2386 rBV 229701 349617 23.11% 3.838%
10 17.419 2386 2388 2394 rVB 20527 24453 1.62% 0.268%
11 18.036 2488 2493 2499 rBV 244902 320888 21.21%  3.523%
12 18.265 2525 2532 2536 rBV3 28880 52248 3.45% 0.574%
13 18.300 2536 2538 2546 rVB2 13998 19974 1.32% 0.219%
14 18.447 2557 2563 2567 rBV2 9495 19323 1.28% 0.212%

15 19.175 2681 2687 2690 rBV 1141300 1513000 100.00% 16.610%

16 19.211 2690 2693 2704 rVB2 672599 918278 60.69% 10.
17 19.340 2710 2715 2720 rVB 150425 183451 12.12%
18 19.428 2725 2730 2736 rVB 74105 114525 7.57%

RPORNO
N
vl
~N
R

19 19.763 2781 2787 2788 rBv2 13803 20938 1.38% 230%
20 19.792 2788 2792 2799 rVWV 78988 118436  7.83% 300%
21 19.986 2819 2825 2830 rBV 911961 1222428 80.79% 13.420%
22 20.257 2866 2871 2873 rBV6 14129 23539 1.56% 0.258%
23 20.286 2873 2876 2880 rVW2 17688 27350 1.81% ©0.300%
24 20.321 2880 2882 2886 rVB5 13112 15646 1.03% 0.172%
25 20.439 2897 2902 2906 rBv4 19250 41212  2.72%  ©.452%
26 20.591 2922 2928 2932 rBV2 23995 45527 3.01% 0.500%
27 21.050 3002 3006 3012 rVB2 15513 29866 1.97% ©.328%
28 21.220 3028 3035 3040 rBv4 13448 32772 2.17% 0.360%
29 21.279 3041 3045 3050 rVV6 24427 44500 2.94% 0.489%
30 21.438 3069 3072 3080 rVB6 14600 21769 1.44%  0.239%
31 21.643 3100 3107 3112 rBV 280529 507270 33.53% 5.569%
32 21.690 3112 3115 3120 rVB 40682 61268 4.05% 0.673%
33 23.306 3386 3390 3397 rVB4 20320 44256 2.93% 0.486%
34 23.829 3473 3479 3487 rBV3 29896 92355 6.10% 1.014%
35 24.698 3621 3627 3637 rVB 27151 76465 5.05% ©.839%

36 24.851 3643 3653 3664 rBvV2 152682 445315 29.43%  4.889%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9108716
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054348.D\data.ms
1000000
800000
600000

400000

200000 5.574 7.178
9.158
7.994 10.803

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054348.D\data.ms

19.175

1000000
19.986

800000
19/211

600000

253 16.120
400000

21.643

17.378 18.036
200000 14.634

o f\ 171419 %@7

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: BG054348.D\data.ms

1000000

800000

600000

400000

200000 24.851

23.306 23.829 24.6

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72122\
Data File : BG@54348.D

Acqg On : 21 Jul 2022 17:03

Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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.
18.036 18.36 ng 320888 Phenanthrene-d10 17.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 2493 (18.036 min): BG054348.D\data.ms (-2488) (- | m/z 74.10 100.00%
74.1
5000 43.1
227.1
143.1 e :
M ‘ ‘ 1 ‘ 185.1 270.1 18.00
0 bl il ‘J‘J“‘}Huu_“wHu_““_‘m‘w_M‘mwm m/z 87.10  79.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r :
43.0 18.00
143.0 m/z 43.10 44.24%
0 ‘u “ ‘\ ‘ N \115 0 171 0199 0227.0 279 <
H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0
SIS S
18.00
5000 m/z 55.10 36.35%
43.0 143.0
85.0
0 15.0 115.0 228.0
P T e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109317: Methyl 11-methyl-dodecanoate poey W T ‘
74.0 18.00
m/z 41.10 34.06%
5000
1430 1850
S Y O . |-
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.265 2.99 ng 52248 Phenanthrene-d10 17.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 30
5 [1,2,4]Triazole-3-thione, 5-amin... 192 C8H8N4S 1010303-72-9 30
Abundance Scan 2532 (18.265 min): BG054348.D\data.ms (-2525) (- | m/z 73.00 100.00%
43.1 73.0
192.0
5000
‘ ‘ ‘ 18.00 18.50
1 m/z 43.10  88.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 P \A*“T =
18.00 18.50
97.0 1570 g5 2130 2560 m/z 192.00  81.39%
0 RRRR “1‘\ \H!H \H‘{‘\“H!“{ \‘W‘\ \‘M T ey “\ T \“ T \‘\ i \‘\ T \“ T \“\ T T T !“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 A
—— A
18.00 18.50
5000 m/z 55.10 77 .58%
129.0
171.0 214.0
101.0
Y e ISR R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl- posy NS ‘
192.0 18.00 18.50
m/z 60.00 72.42%
5000
96.0 165.0
O 830 L300 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50

8270-BGO71522.M Fri Jul 22 16:21:37 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO72122\
Data File : BG@54348.D

Acqg On : 21 Jul 2022 17:03

Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: 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 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.176  86.55 ng 1513000 Phenanthrene-d10 17.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 96
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 95
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 94

Abundance Scan 2687 (19.175 min): BG054348.D\data.ms (-2681) (- | m/z 67.10 100.00%
67.1
5000 AN
09.1 _— .
150.1 263.1 19.00 19.50
0 ‘3‘511 "\\“ [ 1“‘ ; ‘H”h‘ ““h ‘H\“Jn??':l" %2?"}‘ : ‘H“ ‘29‘\4‘] m/z 81.10 83.61%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 —— —
19.00 19.50
29.0 09.0 m/z 55.10  68.23%
150.0 204.C
ol 1L I il 2230 2030°TH
miz--> 50 100 150 200 250
Abundance
67.0
— —
19.00 19.50
5000 ITI/Z 41.05 57.19%
109.0 294.C
150.0 ’
o 181.0 2200 2630
e A e
miz--> 50 100 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate —— —
67.0 19.00 19.50
m/z 95.05 56.60%
5000
09.0 294.C
150.0
262.0
ol 1800 2200 L
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.211 52.53 ng 918278  Phenanthrene-d10 17.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 98
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98
Abundance Scan 2693 (19.211 min): BG054348.D\data.ms (-2690) (- | m/z 55.10 100.00%
55.1
5000 Mj
— —
19.00 19.50
0L— m/z 41.10 71.67%
miz-> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 —— —
19.00 19.50
230 m/z 69.10  59.12%
180.0 222.0 264.0
oL ‘L‘ “d‘ w‘\m\\\‘w\“\“\ ol ol 1 e M‘ — ‘H‘ ‘2‘96‘0
miz--> 50 100 150 200 250 300
Abundance
55.0
—r— —
19.00 19.50
5000 387.0 m/z 74.10 52.33%
264.0
. 1230 1800 2220 206.0
e e B o
m/iz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester — ~——
55.0 19.00 19.50
m/z 43.10 51.42%
5000 97.0
264.0
AL LTS 280 220 aseo
Ol‘ ‘0“ \‘ ‘\‘ u‘\u\\\ H‘m“\‘h alboy ‘\‘ - }‘ - “‘ —h e P
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.340 10.49 ng 183451  Phenanthrene-di10 17.378
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 96
3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 94
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 74
Abundance Scan 2715 (19.340 min): BG054348.D\data.ms (-2710) (- | m/z 74.05 100.00%
74.0
5000 J\K
411 255.1
143.1 1991 ro5.1
“ | 1111 ‘ | o 19.00 10.50
oLl M‘ Mg b b L b m/z 87.10 76.61%
miz-> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000
41.0 19. OO 19 50
143.0 m/z 43.05 43.11%
‘ 199.0 255.0 208.0
O T \‘\ ‘\‘ ‘ \ ‘\“\‘H‘\H \‘\O‘\ T “\ T \‘\ ‘ \‘\ T \‘ “\ M\ T T L‘ T
miz-> 100 150 200 250 300
Abundance
74.0
19.00 19.50
5000 m/z 55.10 35.82%
28.0
143.0 255.0 298.0
111.0 199.0
o R A M
miz--> 50 100 150 200 250 300
Abundance  #126267: Tridecanoic acid, 12-methyl-, methyl ester
74.0 19. 00 19 50
m/z 41.10 31.34%
5000
410
1430 1990
oo Lliimme [ o
m/z--> 50 100 150 200 250 300 19. OO 19 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072122\
Data File : BGO54348.D

Acqg On : 21 Jul 2022 17:03
Operator : CG/JU

Sample : N3816-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.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... 18.036 18.4 ng 320888 4 17.378 349617 20.0
n-Hexadecanoic ... 18.265 3.0 ng 52248 4 17.378 349617 20.0
9,12-Octadecadi... 19.176 86.5 ng 1513000 4 17.378 349617 20.0
9-Octadecenoic ... 19.211 52.5 ng 918278 4 17.378 349617 20.0
Methyl stearate 19.340 10.5 ng 183451 4 17.378 349617 20.0
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