LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc :

ALS vial : 8 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_ P\Methods\8270E-BP©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@15315.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.158 330 335 347 rVB 237874 331237 4.71% 0.803%
2 5.634 409 416 428 rBV 2869004 4091334 58.16% 9.913%
3 7.258 682 692 709 rBV 2594098 4107770 58.39% 9.953%
4 8.105 828 836 844 rBV 696734 1079954 15.35% 2.617%
5 9.281 1026 1036 1049 rBV 1580725 2643304 37.57% 6.405%

6 10.934 1310 1317 1326 rBV 826167 1386323 19.71%  3.359%
7 13.369 1724 1731 1748 rBV 3607030 5423864 77.10% 13.142%
8 14.746 1956 1965 1975 rBV 1169925 1697070 24.12% 4.112%
9 16.104 2188 2196 2209 rBV 626583 885771 12.59%  2.146%
10 16.234 2211 2218 2239 rBV 2879511 4235817 60.21% 10.263%

11 16.669 2287 2292 2298 rBV 70118 96369 1.37%
12 17.498 2427 2433 2448 rBV 1351434 1973565 28.05%
13 18.357 2574 2579 2588 rBV 451976 651527  9.26%
14 19.581 2783 2787 2795 rBV 203655 301269  4.28%
15 20.034 2859 2864 2875 rBV 5772079 7035018 100.00% 17.045%
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16 21.257 3068 3072 3086 rBV2 318912 639171 9.09%  1.549%
17 21.575 3121 3126 3131 rBV 1611783 2270653 32.28% 5.502%

18 24.127 3553 3560 3572 rVB 1139769 2422114 34.43% 5.869%

Sum of corrected areas: 41272130
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000
5.158

5.634

TIC: BP015315.D\data.ms

7.258

8.105

9.281

10.934
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00

850 9.00 950 10.00 1050 11.00 11.50

Abundance

5000000

4000000

13.369

3000000

2000000

1000000

14.746

TIC: BP015315.D\data.ms

16.234

16.10

T e

20.

17.498

18.357
19.581
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Time-> 12.00 1250 13.00 13.50 14.00

1450 15.00 15.50 16.00 16.50

17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000 21.575

1000000
21.257

TIC: BP015315.D\data.ms

24.127
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Time--> 21.00 2150 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_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.158 6.13 ng 331237 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 335 (5.158 min): BP015315.D\data.ms (-330) (-) m/z 43.00 100.00%
43.0
5000 A
101.0 R RRRRaR e T
4.80 5.00 5.20 5.40
ol d 2907 2669 356.9419.5477.9539C  n/z s59.00  58.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL RN B B B B
4.80 5.00 5.20 5.40
m/z 100.95 20.96%
101.0
O‘\JW.I‘%“ \\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A AARmamaRET
4.80 5.00 5.20 5.40
5000 m/z 57.95 14.91%
o“‘MJ"“J“H‘““_‘““H““‘w““‘u““‘u““‘_ J\

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

m/z--> 0 50 100 150 200 250 300 350 400 450 500

59.0 4.80 5.00 5.20 5.40
m/z 40.95  8.42%
5000
” \ 126.0
o et — A

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.104 10.44 ng 885771  Acenaphthene-di10 14.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 384 C20H1603 023246-12-0 74
3 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 56
5 Azobenzene, (E)- 182 C12H1ON2 017082-12-1 42
Abundance Scan 2196 (16.104 min): BP015315.D\data.ms (-2188) (- m/z 104.95 100.00%
105.0
5000 182.1
— —
39 16.00 16.50
Oproebd | L 2951 40184625 5371 sz 77.00  68.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 —t —
182.0 16.00 16.50
m/z 182.10 51.23%
27‘0 J[ " ‘
O \\‘\1[‘!\\!‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
— —
16.00 16.50
m/z 50.95 26.55%
5000 182.0
28.0
0 J.m ol b i 272.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- — ——
105.0 16.00 16.50
m/z 181.05 8.62%
5000 182.0
32. | |
Ot e e e —t ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32

Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.357 6.60 ng 651527  Phenanthrene-di10 17.498
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 92
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 2579 (18.357 min): BP015315.D\data.ms (-2574) (- m/z 73.00 100.00%

73.0
5000
2132 — e
m ’ 18.00 18.50
ol H\Hw: A"me‘2?‘1‘?3‘419""90‘5‘4?9?_5“"'9‘5 m/z 60.00 78.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ==
129.0 18.00 18.50
“ m/z 43.05 76.52%
O ‘ TT \‘““‘ \‘\J“ ‘M\l” 1‘\“\}%% \b \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

£

mlz--> 0 50

Abundance #92069: Tridecanoic acid
73.0
18.00 18.50
5000 m/z 57.05 64.95%
171.0
o“‘ ‘”'W‘H\u,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 55.00 63.30%
5000
185.0
ol L .

100 150 200 250 300 350 400 450 500 550

18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.581 2.65 ng 301269 Chrysene-d12 21.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2787 (19.581 min): BP015315.D\data.ms (-2783) (- m/z 73.00 100.00%
73.0
241.2 — :
k)
0 bl “uMM | \” Adu | 8411 4290 5218 ... 4305  89.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — ‘
19.50
H 185.0 284.0 m/z 60.00 83.00%
O\"\U‘ ‘1"\“\1“!1‘1\“‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T \
19.50
5000 m/z 57.05 73.12%
‘ 143.0 242.0
AT Tt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.00 63.89%
5000 129.0
H 213.0
Obrrhy ‘l"k\‘\wm“wa‘w_‘H_Wwwww —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052423.M Tue May 30 14:09:06 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.257 5.63 ng 639171  Chrysene-di12 21.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 96
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93

5 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 93

Abundance Scan 3072 (21.257 min): BP015315.D\data.ms (-3068) (- m/z 57.05 100.00%

57.0
5000
(I

51 2070 — T —

i 26313410 21.00 21.50
mwwumm” A onl 94021 4761 8491 4,5 43.00  82.38%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0

o

5000 — ——
21.00 21.50
50 m/z 55.00 79.72%
{ ﬁ } 224.0
O\\L‘IHW\\\‘\\\1}‘"\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
—— —
21.00 21.50

5000 m/z 83.05 76.09%

11504020 2520
e A e T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance : Di i i

#275003: Dichloroacetic acid, heptadecyl ester T T
57.0 21.00 21.50

m/z 69.00 67.43%

5000
rSO
M\. Il 23803950

O S B dog e SRR S e
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15315.D

Acqg On : 26 May 2023 18:32
Operator : CG/JU

Sample : 02945-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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-... 5.158 6.1 ng 331237 1 8.105 1079950 20.0
Benzophenone 16.104 10.4 ng 885771 3 14.746 1697070 20.0
n-Hexadecanoic ... 18.357 6.6 ng 651527 4 17.498 1973570 20.0
Octadecanoic acid 19.581 2.6 ng 301269 5 21.581 2270650 20.0
Cyclohexadecane 21.257 5.6 ng 639171 5 21.581 2270650 20.0
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