LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36083.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 391 398 410 rBV 3321430 4861793 36.49% 7.565%
2 7.034 664 671 689 rVB 3423894 5341055 40.08% 8.311%
3 7.863 806 812 819 rBV 714032 1117821 8.39% 1.739%
4 9.034 1003 1011 1020 rBV 2026591 3286447 24.66% 5.114%
5 10.669 1282 1289 1302 rBV 1103261 1801297 13.52% 2.803%

6 13.133 1700 1708 1720 rBV 5623443 8104950 60.83% 12.612%
7 13.727 1802 1809 1817 rBV 460630 614505 4.61% ©.956%
8 14.504 1934 1941 1957 rVB 1856366 2634417 19.77% 4.099%
9 15.992 2187 2194 2202 rBV 5188793 7336047 55.06% 11.416%
10 17.245 2400 2407 2413 rBV 2452436 3358108 25.20% 5.226%

11 18.145 2554 2560 2570 rBV 843096 1251056 9.39%  1.947%
12 19.303 2749 2757 2761 rBV 106602 210764 1.58% ©0.328%
13 19.421 2773 2777 2789 rBV 309881 468768 3.52% ©.729%
14 19.868 2848 2853 2861 rBV 11169505 13324833 100.00% 20.735%
15 21.145 3065 3070 3080 rBV 1008322 1485367 11.15%  2.311%

16 21.427 3113 3118 3123 rBV 3508479 4324521 32.45% 6.729%
17 23.791 3513 3520 3530 rVB2 2413910 4741510 35.58% 7.378%

Sum of corrected areas: 64263259
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Aug 2022 18:16
: CG/IU
: N3998-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
BMO36083.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BM036083.D\data.ms

5.428 7.034

9.034

7863 10.669

0
Time-->
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Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BM036083.D\data.ms
19.868

13.133
15.992

17.245
14.504

372 18.145
13.727 1918¢f21

0
Time-->

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BM036083.D\data.ms

21.427
23.791

21.145

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Ethylhexyl mercaptoacetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.727 4.67 ng 614505  Acenaphthene-di10 14.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 87
2 Octyl thioglycolate 204 C10H2002S 007664-80-4 64
3 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 64
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 59
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 58

Abundance Scan 1809 (13.727 min): BM036083.D\data.ms (-1802) (- | m/z 57.05 100.00%
57.0
5000 A
1121 IR N
‘ ‘ ‘ 1451 13.50 14.00
Obrrrrerrlibd i b L M5 1920 266¢ 171 05 66.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 —— ——
13.50 14.00
29.0 112.0 m/Z 43.00 58.54%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance
57.0
= =
13.50 14.00
5000 ITI/Z 41.00 41.57%
29.0
113.0
0 B0 147.0 204.0
T T e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #145531: Oxalic acid, 2-ethylhexyl isobutyl ester T =
57.0 13.50 14.00
m/z 55.00  32.36%
5000
112.0
L — e e
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.145 7.45 ng 1251060  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 91

Abundance Scan 2560 (18.145 min): BM036083.D\data.ms (-2554) (- | m/z 73.00 100.00%

H 185.0
oL, JMMMMu"““HM“““‘H“““‘W“‘
m/z--> 5 100 150 200 250 300 350 400
Abundance

73.0

T
18.00 18.50

73.0
5000
129.0
2132 T ‘ T T ‘ T
‘ HH 18.00 18.50
0 m”p‘\‘ bl | Hmu 12809 3549 429 n/z 59.95  84.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 —— ——
129.0 18.00 18.50
m/z 43.00 76.61%
Ly
0

5000 129.0 m/z 57.05 63.66%
27.0 214.0
ol UMby Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid = T
73.0 18.00 18.50

m/z 55.00 62.22%

5000
129.0

228.0

LT, ‘M\‘ b Jn8JLO |

m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.421 2.17 ng 468768  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2777 (19.421 min): BM036083.D\data.ms (-2773) (- | m/z 73.00 100.00%
73.0
5000 129.1 L
185.1 2412 —r—
19.50
— 429 m/z 43.65 89.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000! 26, 284.0 S
185.0 19.50
‘ m/z 60.00 84.17%
O \“‘\“‘\‘HJ““\M \“‘\ \‘\\“ \‘\‘\ \“‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
—
19.50
5000 129.0 m/z 57.05 74.31%
199.0
27.0
0 244.0
I e R B
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e
43.0 19.50
m/z 55.10 67.86%
5000 284.0
129 0
‘ 185.0
I L i T Y o
m/z--> 5 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1-Heptadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.145 6.87 ng 1485370  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3070 (21.145 min): BM036083.D\data.ms (-3065) (- | m/z 57.05 100.00%
1.0
- MLL
1p5.1 —— —
‘ ‘ 207.0 283.0 21.00 21.50
ol AbkLILy, 2070 2830 35504149 490.2549: ./, g3 95  90.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121337: 1-Heptadecene
43.0
5000 — =0
21.00 21.50
1.0 m/z 43.05 87.50%
O\‘\‘\“\\H\\‘J\\J‘\\‘]-‘G\\B\.o\‘\2\?\’\8‘.(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— —
21.00 21.50
5000 m/z 55.00 87.26%
111.0
0 196.0
R B R A R o R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ——
55.0 21.00 21.50
m/z 97.05 78.80%
5000
125.0
350.0
ob L ‘}\‘\1195-0264-0\ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80322\
Data File : BM@36083.D

Acqg On : 03 Aug 2022 18:16
Operator : CG/JU

Sample : N3998-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
2-Ethylhexyl me... 13.727 4.7 ng 614505 3 14.504 2634420 20.0
n-Hexadecanoic ... 18.145 7.5 ng 1251060 4 17.245 3358110 20.0
Octadecanoic acid 19.421 2.2 ng 468768 5 21.427 4324520 20.0
1-Heptadecene 21.145 6.9 ng 1485370 5 21.427 4324520 20.0

8270-BM080122.M Thu Aug 04 16:53:07 2022 Pag 7



