LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc :

ALS Vvial : 19 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@36166.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.440 393 400 415 rBV 4242698 6043982 53.07% 7.726%
2 7.063 667 676 688 rBV 4026885 6219871 54.61% 7.951%
3 7.846 801 809 816 rBV 1076492 1657257 14.55% 2.119%
4 9.016 1000 1008 1024 rBV 2494582 3998502 35.11% 5.112%
5 10.651 1276 1286 1292 rBV 1410076 2359491 20.72% 3.016%

6 12.310 1563 1568 1582 rBV3 658603 170619 1.50% 0.218%
7 12.528 1600 1605 1613 rVB 83469 140034 1.23% 0.179%
8 13.116 1697 1705 1714 rBV 6102718 9082237 79.74% 11.610%
9 13.810 1813 1823 1828 rBV 86889 185068 1.62% 0.237%
10 14.210 1886 1891 1898 rBV 150223 233113 2.05% ©.298%

11 14.486 1931 1938 1944 rBV 2087556 2927203 25.70%
12 15.533 2111 2116 2128 rVB2 95162 196427 1.72%
13 15.980 2185 2192 2198 rBV 4810527 6681574 58.66%
14 16.204 2224 2230 2239 rBV5 62159 175184  1.54%
15 17.133 2384 2388 2395 rBV3 94863 186074  1.63%
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16 17.227 2396 2404 2408 rBV 2308415 3298343 28.96%
17 17.269 2408 2411 2416 rVB 974058 1246483 10.94%
18 17.363 2422 2427 2432 rVB 245553 338949 2.98%
19 17.416 2432 2436 2441 rBV3 55251 135678 1.19%
20 17.757 2491 2494 2499 rVB2 99065 124445 1.09%
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21 17.898 2515 2518 2523 rVB2 101469 130112 1
22 18.016 2534 2538 2543 rBV2 163053 258289 2
23 18.074 2544 2548 2551 rVV 345645 495251  4.35%
24 18.133 2554 2558 2567 rVB2 1153493 1840698 16.
1

ONOOO®
[e))]
w
w
B

25 18.233 2572 2575 2580 rVV 110370 166951 47% 213%
26 18.298 2581 2586 2590 rVv2 272521 503245 4.42% 0.643%
27 18.333 2590 2592 2601 rVB 192371 241131 2.12% ©.308%
28 18.421 2603 2607 2611 rBV5 98171 164297 1.44% ©.210%
29 19.021 2706 2709 2713 rBV 145683 214796 1.89% 0.275%
30 19.286 2749 2754 2762 rBV 1756651 2378259 20.88%  3.040%
31 19.41e 2772 2775 2778 rBV 146410 166582 1.46% ©.213%

32 19.645 2807 2815 2820 rBV 1599755 2575349 22.61%  3.292%
33 19.857 2845 2851 2855 rBV 9038563 11389524 100.00% 14.560%
34 21.121 3062 3066 3071 rVB3 1452761 1685037 14.79%
35 21.410 3109 3115 3119 rBV2 2923588 4694454 41.22% 6.001%
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36 21.445 3119 3121 3130 rVB 931629 1093716 9.60%  1.398%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS Vvial : 19 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

37 23.045 3389 3393 3397 rBV2 1056539 1910029 16.77%  2.442%
38 23.768 3511 3516 3521 rVB2 1616254 2916143 25.60% 3.728%

Sum of corrected areas: 78224397
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS vial : 19 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 TIC: BM036166.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS vial : 19 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
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Peak Number 1 Palmitoleic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.074 3.00 ng 495251  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 99
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 98
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
5 Myristoleic acid 226 C14H2602 000544-64-9 90
Abundance Scan 2548 (18.074 min): BM036166.D\data.ms (-2544) ({ m/z 55.10 100.00%
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Abundance #140807: cis-7-Hexadecenoic acid 7 ‘
55.0 18.00
m/z 97.05 31.57%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS vial : 19 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.133 11.16 ng 1840700  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2558 (18.133 min): BM036166.D\data.ms (-2554) (- | m/z 73.00 100.00%
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ol AL [T [ 2571 sos0 415 co 06 82.14%
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Abundance #143508: n-Hexadecanoic acid
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Abundance #126199: Pentadecanoic acid — —
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oL Ll e e N e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS vial : 19 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
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Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.298 3.05 ng 503245  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 90
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42

Abundance Scan 2586 (18.298 min): BM036166.D\data.ms (-2581) (- | m/z 189.00 100.00%
189.0
5000 \‘/\AJ\\M
94.5 T ‘ T T ‘ T
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. 139.0 WH
ok 51Q" Mt N 23502740 3540 = n/z 190.00  93.45%
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Abundance #64923: 4H-Cyclopenta[def]phenanthrene
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N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS vial : 19 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
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Peak Number 4 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.121 7.18 ng 1685040  Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

Abundance Scan 3066 (21.121 min): BM036166.D\data.ms (-3062) (- | m/z 57.10 100.00%
57.1
2000 JM
P o
1%}5-1 296.1 | 21.00 21.50
b AL b s 07 29213501 4171 487.3549. ./, 43,19 79.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
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5000 — —
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125.0 m/z 55.10  72.27%
\ } 336.0
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57.0
P o
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5000 ITI/Z 83.10 71.45%
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196.0 294.0
ok L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane —— —
55.0 21.00 21.50
m/z 97.10 64.67%
5000
5.0
L, 22
ol bbb e 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@80822\
Data File : BM@36166.D

Acqg On : 09 Aug 2022 04:35
Operator : CG/JU

Sample : N3963-20

Misc

ALS Vvial : 19 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|
Palmitoleic acid 18.074 3.0 ng 495251 4 17.227 3298340 20.0
n-Hexadecanoic ... 18.133 11.2 ng 1840700 4 17.227 3298340 20.0
4H-Cyclopenta[d... 18.298 3.0 ng 503245 4 17.227 3298340 20.0
1-Tetracosene 21.121 7.2 ng 1685040 5 21.410 4694450 20.0
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