LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39106.D

Acqg On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc :

ALS Vvial : 15 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-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39106.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.446 192 197 201 rBV 127148 168559 1.52% 0.232%
2 5.057 295 301 308 rBV 2275726 3061861 27.60% 4.220%
3 5.522 373 380 389 rBV 4396004 6402392 57.71% 8.824%
4 7.128 642 653 661 rBVY 4161013 6521690 58.79%  8.988%
5 7.969 786 796 804 rBV 1163069 1873212 16.89% 2.582%

.075 975 984 988 rBV2 76623 154666 1.39%
.134 988 994 1002 rVV 2550942 4126825 37.20%
.957 1129 1134 1142 rBV5 42760 121421 1.09%
10.780 1262 1274 1280 rBV 1438407 2612610 23.55%
10 11.251 1349 1354 1362 rVB4 57745 128344 1.16%
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11 11.692 1423 1429 1436 rBV5 60925 122021 1
12 11.969 1467 1476 1483 rBV3 93275 192221 1
13 12.192 1505 1514 1519 rBV2 166134 289783 2.61%
14 12.686 1587 1598 1603 rBV2 98136 199794 1
15 13.145 1672 1676 1682 rVB2 78622 139832 1
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w
O
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3R

16 13.233 1682 1691 1701 rBV 6181126 8762142 78.98% 12.076%
17 13.427 1719 1724 1732 rVB 242793 367293 3.31% ©.506%
18 13.551 1737 1745 1750 rVB2 55654 122303 1.10% ©.169%
19 13.769 1773 1782 1787 rBV10 51468 141300 1.27% 0.195%
20 14.086 1829 1836 1839 rBvV2 78921 141063 1.27% 0.194%

21 14.498 1902 1906 1914 rVB 269883 348169 3.14%  ©.480%
22 14.604 1915 1924 1931 rBV 1995280 3016834 27.19% 4.158%
23 15.451 2063 2068 2072 rVB 228497 287656 2.59% ©0.396%
24 15.963 2149 2155 2161 rBV 739198 1022828 9.22% 1.410%
25 16.092 2170 2177 2185 rBV 3712412 5219493 47.05% 7.193%
26 16.310 2210 2214 2217 rBV 230271 338475 3.05% 0.466%
27 17.104 2345 2349 2353 rBV 203080 238007 2.15% ©.328%
28 17.157 2355 2358 2370 rVB2 111889 197272 1.78% ©0.272%
29 17.351 2385 2391 2395 rBV 2367894 3218271 29.01% 4.435%
30 17.392 2395 2398 2404 rVB 346169 471448  4.25%  0.650%
31 17.480 2410 2413 2418 rVB 97586 129517 1.17% ©0.178%
32 17.845 2471 2475 2478 rBV 172743 206469 1.86% ©.285%
33 18.021 2501 2505 2509 rVB 310294 371710 3.35% ©.512%
34 18.245 2538 2543 2553 rBV2 602411 1131134 10.20%  1.559%
35 18.539 2589 2593 2597 rBV 176828 236585 2.13% ©0.326%
36 19.156 2694 2698 2701 rBV2 1238467 1547458 13.95%  2.133%

8270-BM030823.M Thu Mar 23 13:46:26 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39106.D

Acqg On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vvial : 15 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-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.192 2701 2704 2713 rVB2 820467 1079323 9.73% 1.487%
38 19.321 2723 2726 2731 rBV2 196776 267106  2.41% 0.368%
39 19.403 2736 2740 2747 rVB 724735 1058818 9.54% 1.459%
40 19.515 2757 2759 2764 rBV 218657 270746 2.44% 0.373%
41 19.768 2799 2802 2811 rVB 515651 822429 7.41% 1.133%
42 19.968 2831 2836 2842 rBV 9085218 11093547 100.00% 15.289%

43 21.233 3048 3051 3059 rBV2 796267 1025476 9.24% 1.413%
44 21.527 3097 3101 3105 rVB 2534889 3311462 29.85% 4.564%

Sum of corrected areas: 72559565

8270-BM030823.M Thu Mar 23 13:46:26 2023 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039106.D\data.ms
1le+07

8000000

6000000

5.522 7.128

4000000

5.057 9.134

2000000
7.969 10.780

4.446 9.075 9.957 11.25111.692.€

0\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\TTT\AT#\‘TA

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM039106.D\data.ms
1e+07 19.968

8000000

13.233
6000000

4000000 16.092

17.351

19.156
19/1924039.768
934788 4293 530 et I
14.498 15.451 . 1371 7. .
12192 12,686 1314513 764.086 14 it

0“”H‘\\\\,\\\\,.\\\\,H\\‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\\\‘HH‘HH‘HH‘HH‘H

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM039106.D\data.ms
1le+07

14.604
2000000

8000000

6000000
21.527

4000000
21.233

2000000

O \\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.057 32.69 ng 3061860 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 301 (5.057 min): BM039106.D\data.ms (-295) (-) m/z 43.00 100.00%

43.0
5000
101.0 ISR § S—
‘ 4.80 5.00 5.20 5.40
ob—— b .y 18301630 2090 28LU /7 59.00  60.51%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B B B
4.80 5.00 5.20 5.40
m/z 101.00 23.12%
‘ 101.0
01:\?".\0”‘\‘ ‘\h " T T T " T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e RERREEEIY
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.68%
\H | 126.0
bl it -
m/z--> 50 100 150 200 250
Abundance #3556: 5-Hexen-2-one ““_““‘H‘,‘H““
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.73%
5000
83.0
o—A A
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.192 2.22 ng 289783  Naphthalene-d8 10.781
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58

Abundance Scan 1514 (12.192 min): BM039106.D\data.ms (-1505) (- | m/z 57.05 100.00%

57.0
5000
85.0

145.0 12.00 1250
0 m‘mJ“muH‘H“:‘m‘nﬁ‘lﬁ‘o‘m‘_m;ml‘?f“‘z‘z‘??%w m/z 43.00  75.17%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane \JA\MMWQ#NJ\JMMFVNN/kW
57.0
5000 T U
85.0 12.00 12.50

m/z 71.05 59.12%

29.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0

T
12.00 12.50

o

5000 85.0 m/z 41.05 36.29%
290‘
113.0 1980
obrr ol Ak L R0 1410 2600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane 7 —
57.0 12.00 12.50

m/z 85.05 34.35%

5000
85.0
29.0
\‘ H‘ |, 1130 1410 169.0 226.0

oww_www‘_m,w_‘H,w_ww_m : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.427 2.43 ng 367293  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1724 (13.427 min): BM039106.D\data.ms (-1719) (- | m/z 57.05 100.00%
57.0
o e M\UL
1350
1131  154.0 :
0 HWH‘,WHHH“:"km‘_HwHH_‘H_HH???WW%S‘?‘E m/z 43.05 74.86%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 T
85.0 13.50
20.0 m/z 71.05 66.66%
11
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
——
13.50
5000 m/z 85.10 42 .07%
85.0
29.0
bl L meowmoieo oo
H‘_‘HV‘H_‘H‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59088: Decane, 2,3,5-trimethyl- e
57.0 13.50
m/z 41.05 37.18%
5000 85.0
29.0 141.0
BRI L T X -
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.498 2.31 ng 348169  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1906 (14.498 min): BM039106.D\data.ms (-1902) (- | m/z 57.10 100.00%
57.1
‘ 14.50
113.1 :
Ot 4 1214120690 2120 43 es 6o so
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
5000 85.0 T
14.50
29.0 m/z 71.10 64.73%
o L] 130141.01600197.0226.0
\H‘HH‘H\ ’HH‘\\H‘\H\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123961: Heptadecane
57.0
—
14.50
5000 m/z 85.05 40.41%
85.0
29.0
oLl msomoieo a0
N AN Nt S
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T
57.0 14.50
m/z 41.05 36.27%
85.0
5000
29.0
0 \‘ \\ \\‘\ HH\ \H\ ‘11\? 0\141 0169 01970 268(
‘H‘HH‘HH,HH‘H‘WH‘WH‘WH‘WH‘WH‘W‘HW‘HW‘HW‘H‘ ——
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.963 6.78 ng 1022830  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 N-Methylbenzamide, N-heptafluoro... 331 C12H8F7NO2 1000446-97-2 47
5 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
Abundance Scan 2155 (15.963 min): BM039106.D\data.ms (-2149) (- | m/z 105.00 100.00%
105.0
5000 182.0
51.0 S
16.00
ol L2410 | 2191 2669 3400 /7 77.00  64.16%
miz--> 50 100 150 200 250 300
Abundance #56922: Benzophenone
105.0
5000 T
182.0 16.00
510 m/z 182.00  49.15%
O\\‘\\}‘\\“h\\“\\\\“‘\\\H\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
=
16.00
m/z 50.95 24.09%
5000 182.0
51.0
m/z--> 50 100 150 200 250 300
Abundance #30107: Benzenecarbothioic acid, S-methyl ester P
105.0 16.00
m/z 105.95 8.02%
5000
51.0
152.0
ob—rritbrrit b o b ZAVA
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.310 2.10 ng 338475 Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 (C18H38 000593-45-3 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2214 (16.310 min): BM039106.D\data.ms (-2210) (- | m/z 57.10 100.00%
57.1
99.1 16.00 16,50
ob— ““\“ bidy, 1690 24012829  384r s oc 6o.e7%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
16.00 16.50
9.0 m/z 71.05 68.02%
OL\S\Q‘\ “‘\ “H‘ \‘h‘\ h“ \“‘ \%4%‘?\ :!\-8\‘3\0‘ \22\5\9 T \296‘9 T
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
— ——
16.00 16.50
5000 m/z 85.10 46.05%
9.0
0280 | | | F o ez
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane . 7
57.0 16.00 16.50
m/z 41.00 33.78%
- /&N@j\w
9.0
Jso || [ om0 200 T T
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM032223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.021 2.31 ng 371710  Phenanthrene-di0 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 2505 (18.021 min): BM039106.D\data.ms (-2501) (- | m/z 74.00 100.00%
74.0
- /L
143.0 RN ‘
2271 18.00
0 33{0 “L“w‘“h oo | LA L2708 389 L g7.00 71.77%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — :
18.00
143.0 m/z 43.05  31.79%
‘ | | 1850 2270 2700
O T \H“‘\W‘ \“M\h“ \“\ ‘\ T “\ \‘ \‘\ “ T \‘\ ‘ T } T ‘ T T T ’ T
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
R \
18.00
5000 m/z 55.00 25.63%
29.
S, 0o zmn
m/z--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester —— ‘
74.0 18.00
m/z 41.00 24.21%
- \/th’
143.0
Ll | 1850 2280
obpld bt e ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.245 7.03 ng 1131130  Phenanthrene-d10 17.351
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 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
4 Octadecanoic acid 284 (C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2543 (18 245 min): BM039106.D\data.ms (-2538) (- | m/z 73.00 100.00%
5000
129.0
213.1 S —
171.0 ‘ 256.1 18.00 18.50
0 ‘ ‘““ bbb L 3211 3662 0 59 95 g1.15%
miz-> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 — T 1
18.00 18.50
H 171.0 2130 256.0 m/z 43.10 81.12%
0! H‘w\h”\ ‘u‘\ al \ ‘ ““‘\ ““\H’LHH‘HH“H
miz—-> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 m/Z 57.05 65.41%
171.0
‘ 214.0
0 unhHm\mu ‘h“‘“““\“"““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid —— —
73.0 18.00 18.50
1290 m/z 55.00 62.79%
5000
185.0 228.0
29. H‘
AT YT U W U R B et
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_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.156  9.62ng 1547460 Phenanthrene-dle 17.351

Hit# of 5 Tentative ID MW MolForm CAS# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
ethyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 96

uipHh wWwN R
(ol -4 (o Vo)
-

Abundance Scan 2698 (19.156 min): BM039106.D\data.ms (-2694) (- | m/z 67.00 100.00%

67.0
5000

L —
19.00 19.50
\l(flhl ' ”h “\

1780 2631 .
owl‘," H L b 23323891 484 nu 81,00 85.11%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 E— e
19.00 19.50

m/z 55.00 64.54%

O “"“‘ ‘M |\ \I‘\\““\ ‘}]\-“7\\8\0’\\\\2‘6\2\\0\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0

T
19.00 19.50
5000 m/z 95.05 54.28%

294.0
e
m/z--> 50 100 150 200 250 300 350 400 450

Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate —— ——
67.0 19.00 19.50

m/z 41.00 52.81%

5000
294.0
‘ 0
I

‘f 234.0
ol MMM B0 2sa0, |

T T
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

o

8270-BM030823.M Thu Mar 23 13:46:40 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 10 15-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.192 6.71 ng 1079320  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 10-Octadecenoic acid, methyl est... 296 C19H3602 013038-45-4 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 97

Abundance Scan 2704 (19.192 min): BM039106.D\data.ms (-2701) (- | m/z 55.00 100.00%
55

5000

0
L 061 2641
‘ \“ ‘H ‘i‘“l w‘lhh‘u“‘h “’h s L

o
T se | 1900 1950
ol A bk b 3208 4183 482, n 7 69.05  77.06%

m/z--> 0 100 150 200 250 300 350 400 450
Abundance #194417: 15-Octadecenoic acid, methyl ester
558.0

[

5000 — —
19.00 19.50
' 110 264.0 m/z 74.00  71.89%
180.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
== =
19.00 19.50
5000 m/z 41.00 60.20%
11.0 264.0
2200 |
LR DS S S ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194419: 10-Octadecenoic acid, methyl ester —— —
55.0 19.00 19.50

m/z 83.10 58.79%

5000
kao 264.0
“ ‘\ | ’ il .‘“‘I .\\Ll i ’n :h‘S

20
T e :

T ‘
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39106.D

Acq On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 11 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.233 6.19 ng 1025480  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 76

Abundance Scan 3051 (21.233 min): BM039106.D\data.ms (-3048) (- | m/z 57.10 100.00%
7.1

5
5000

T T
21.00 21.50

L -1 2030 281.0
ob AP 203028103501 4304 5204 743 10 74.06%

m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

5000

T T
21.00 21.50

m/z 55.00 63.56%

.0196.0
O ‘ \1\ ‘\ l\ “T
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

57.0
P e
21.00 21.50
5000 m/z 71.10 63.03%
ol L1 % 0 220 5690 648. w
P e L R e
m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate —— ——
57.0 21.00 21.50

m/z 83.10 60.53%

- JM

169.0
ol Mn‘\‘4‘L“fu\w;z??{?H_m,uHf“‘g“"",q‘H_m,w_m,u — —
miz—-> 0 50 100150200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39106.D

Acqg On : 22 Mar 2023 23:53
Operator : CG/JU

Sample : 02022-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-Pentanone, 4-... 5.057 32.7 ng 3061860 1  7.969 1873210 20.0
Tridecane 12.192 2.2 ng 289783 2 10.781 2612610 20.0
Tetradecane 13.427 2.4 ng 367293 3 14.604 3016830 20.0
Hexadecane 14.498 2.3 ng 348169 3 14.604 3016830 20.0
Benzophenone 15.963 6.8 ng 1022830 3 14.604 3016830 20.0
Heneicosane 16.310 2.1 ng 338475 4 17.351 3218270 20.0
Hexadecanoic ac... 18.021 2.3 ng 371716 4 17.351 3218270 20.0
n-Hexadecanoic ... 18.245 7.0 ng 1131130 4 17.351 3218270 20.0
9,12-Octadecadi... 19.156 9.6 ng 1547460 4 17.351 3218270 20.0
15-Octadecenoic... 19.192 6.7 ng 1079320 4 17.351 3218270 20.0
Ethanol, 2-(tet... 21.233 6.2 ng 1025480 5 21.527 3311460 20.0
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