LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.608 379 386 398 rBV 270804 426974 31.86% 7.185%
2 7.224 653 661 670 rBV 287591 476550 35.56% 8.019%
3 8.058 797 803 810 rBV2 62051 104072 7.76% 1.751%
4 9.233 995 1003 1013 rVvB2 175902 307988 22.98% 5.183%
5 10.884 1277 1284 1294 rBV 79021 144307 10.77%  2.428%

6 13.340 1695 1702 1711 rVB 461300 698558 52.12% 11.755%
7 14.169 1836 1843 1849 rVB2 15487 22776 1.70% ©.383%
8 14.721 1931 1937 1943 rBvV2 134103 214794 16.03% 3.614%
9 16.213 2185 2191 2201 rBV 453213 670104 50.00% 11.276%
10 17.477 2400 2406 2412 rBV 204262 310619 23.18% 5.227%

11 18.364 2550 2557 2567 rBV2 66076 113249 8.45% 1.906%

12 19.633 2767 2773 2779 rBV3 26621 45820 3.42% 0.771%
13 20.091 2845 2851 2857 rVB 1115134 1340275 100.00% 22.553%
14 21.395 3068 3073 3081 rBV3 56712 90184 6.73% 1.518%
15 21.478 3084 3087 3092 rBV2 13435 17835 1.33% ©0.300%
16 21.777 3130 3138 3146 rBV 211936 359826 26.85% 6.055%
17 21.960 3164 3169 3173 rBV6 13874 23778 1.77% ©.400%
18 22.588 3270 3276 3281 rBV7 12486 31361 2.34% ©.528%
19 23.111 3357 3365 3368 rBVS 13823 28210 2.10% 0.475%
20 23.299 3390 3397 3404 rVB7 18057 32842 2.45%  ©.553%
21 24.133 3534 3539 3546 rVB8 21377 43099 3.22% ©.725%
22 25.103 3693 3704 3716 rVB2 131580 395989 29.55% 6.663%
23 26.307 3902 3909 3916 rVB1o 16490 43536 3.25% ©0.733%
Sum of corrected areas: 5942746
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048802.D\data.ms
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Abundance TIC: BG048802.D\data.ms
20.p91

1000000
800000

600000

13.340 16.213
400000

17.477 21777
200000 14,791 A

21.395
14.169 19.633 21.47891.960 22.588
e e R e e e T e A e

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: BG048802.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.364 7.29 ng 113249  Phenanthrene-die 17.477
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Octadecanoic acid 284 C18H3602 000057-11-4 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 35

Abundance Scan 2557 (18.364 min): BG048802.D\data.ms (-2550) (-  m/z 73.10 100.00%
73.
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Abundance #107548: n-Hexadecanoic acid
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Abundance #84452: Tetradecanoic acid
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5000 129.0 m/z 43.85  70.22%
185.0
i1l
R T DT T —
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Abundance #39473: n-Decanoic acid
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.633 2.55 ng 45820 Chrysene-d12 21.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 81
2 Undecanoic acid 186 C11H2202 000112-37-8 60
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43

Abundance Scan 2773 (19.633 min): BG048802.D\data.ms (-2767) (- m/z 43.10 100.00%

43.
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Abundance #131258: Octadecanoic acid
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H— ——
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MIEE
0 L
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60.0 19.50 20.00
m/z 41.00 63.55%
5000 129.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Trichloroacetic acid, tride... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.305  s.e1ng oe184 Chrysene-di2 21.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 91

2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 1-Tridecene 182 C13H26 002437-56-1 62
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 60

Abundance Scan 3073 (21.395 min): BG048802.D\data.ms (-3068) (-  m/z 43.10 100.00%
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ol—h! h‘WWﬂMMﬂmﬁogl“"H“?éﬂ?‘w“‘w“‘w‘ m/z 57.10 99.17%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #179456: Trichloroacetic acid, tridecyl ester
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111.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.133 2.18 ng 43099 Perylene-di2 25.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 52
2 1-Hexanol, 2-ethyl-2-propyl- 172 C11H240 054461-00-6 50
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 43
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 43
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 43
Abundance Scan 3539 (24.133 min): BG048802.D\data.ms (-3534) (-  m/z 43.10 100.00%
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Abundance #90252: Sulfurous acid, hexyl pentyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknown26.307 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.307 2.20 ng 43536 Perylene-di2 25.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, dodecyl 2-heptyl e... 382 C23H4204 1000348-62-9 12
2 Glycine, N-isobutoxycarbonyl-, h... 399 C23H45NO4 1000313-54-7 10
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 10
4 Undecanoic acid, 11-bromo-, unde... 418 C22H43Br02 1000156-09-6 10
5 13,17,21-Trimethylheptatriacontane 563 C40H82 058668-40-9 10

Abundance Scan 3909 (26.307 min): BG048802.D\data.ms (-3902) (-  m/z 57.05 100.00%

57.0
5000
99.1

162.9 » 356.2398." 26. 00 26 50
H\“" ”hh \H ‘\h \\“H‘\"\““H H‘ H‘\HH“HH“‘ m/z 43.05 62.49%

mlz--> 50 100 150 200 250 300 350 400
Abundance #203469: Fumaric acid, dodecyl 2-heptyl ester
57.0

o

5000
26. 00 26 50
2617.0 m/z 69.00 37.61%
169.0 215 0
0 “\\‘ L u‘ ‘\NH\‘ M dospd o 473890
m/z--> 50 100 150 200 250 300 350 400
Abundance #211742: Glycine, N-isobutoxycarbonyl-, hexadecyl ester
57.0  130.0 W\M W’M
26 00 26 50
176.0
300.0 399.(
343.0
0 ‘\M‘n‘ ’\ “M“‘ ‘\““‘H‘H“‘ “\H‘ ‘ \ \h‘ : ’2‘2‘5‘(‘)‘ ; “ e l —— ‘\‘ S “ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #187989: Oxalic acid, hexadecyl propyl ester
43.0 26.00 26.50

m/z 41.10 33.12%

5000
0
269.0
oLl ‘ u‘ Li ‘h L. . 196.0 | 3120
- e

m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042021\
Data File : BGO48802.D

Acqg On : 20 Apr 2021 20:11
Operator : CG/JU

Sample : M2076-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.364 7.3 ng 113249 4 17.477 310619 20.0
Octadecanoic acid 19.633 2.5 ng 45820 5 21.777 359826 20.0
Trichloroacetic... 21.395 5.0 ng 90184 5 21.777 359826 20.0
Eicosane 24.133 2.2 ng 43099 6 25.097 395989 20.0
unknown26.307 26.307 2.2 ng 43536 6 25.097 395989 20.0
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