LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc :

ALS Vvial : 10 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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57544.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.385 309 314 320 rBV 10646 16164 1.51% 0.296%
2 5.878 391 398 411 rBV 223209 374887 35.01% 6.858%
3 7.500 667 674 690 rBV 236047 412541 38.53%  7.546%
4 8.357 812 820 828 rBV 64672 110495 10.32% 2.021%
5 9.532 1013 1020 1031 rBV 137229 251378 23.48%  4.598%
6 11.195 1295 1303 1309 rBV 85105 153684 14.35%  2.811%
7 13.591 1705 1711 1720 rVB 393492 590770 55.18% 10.807%
8 14.972 1939 1946 1953 rBV 140623 217233 20.29% 3.974%
9 16.305 2168 2173 2178 rBV2 31380 44863 4.19% 0.821%
10 16.452 2192 2198 2208 rBV 315591 502239 46.91% 9.187%
11 17.709 2406 2412 2417 rBV 202827 303796 28.37% 5.557%
12 17.750 2417 2419 2425 rVB 23174 29556 2.76% 0.541%
13 18.549 2551 2555 2559 rBV5 22879 39286 3.67% 0.719%
14 18.626 2565 2568 2574 rVB2 9555 14295 1.34% 0.261%
15 19.742 2753 2758 2763 rBV 66898 88656 8.28% 1.622%
16 20.065 2808 2813 2815 rBV3 9888 16107 1.50% ©0.295%
17 20.100 2815 2819 2826 rVB 56800 81238 7.59% 1.486%
18 20.276 2843 2849 2855 rBV 855436 1070714 100.00% 19.586%
19 20.588 2899 2902 2907 rVB2 12374 16462 1.54% 0.301%
20 20.682 2914 2918 2922 rBV3 8783 13996 1.31% 0.256%
21 21.375 3034 3036 3043 rVB4 8869 12570  1.17% 230%

22 21.569 3065 3069 3081 rVB4 53423 104786 9.79%
23 22.015 3135 3145 3150 rBV3 217964 436072 40.73%
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24 22.068 3151 3154 3161 rVB 31025 49876 4.66% 912%

25 22.791 3273 3277 3283 rBV6 10729 19195 1.79% 351%

26 24.394 3544 3550 3557 rBV2 34343 87667 8.19% 1.604%

27 25.346 3704 3712 3722 rBV2 16750 53906 5.03% 0.986%

28 25.516 3731 3741 3752 rBV 109053 339392 31.70% 6.208%

29 26.638 3926 3932 3933 rBV6 8140 14948 1.40% 0.273%
Sum of corrected areas: 5466772
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057544.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.385 2.93 ng 16164 1,4-Dichlorobenzene-d4 8.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 74
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 9
4 Hexanamide 115 C6H13NO 000628-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 314 (5.385 min): BG057544.D\data.ms (-309) (-) m/z 43.15 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.305 4.13 ng 44863  Acenaphthene-d10 14.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 45
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
4 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 38
5 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 38
Abundance Scan 2173 (16.305 min): BG057544.D\data.ms (-2168) (- | m/z 105.05 100.00%
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Abundance #30107: Benzenecarbothioic acid, S-methyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.549 2.59 ng 39286  Phenanthrene-die 17.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 7-Methyloctanoic acid 158 C9H1802 000693-19-6 35
5 Xylose 150 C5H1005 000058-86-6 27
Abundance Scan 2555 (18.549 min): BG057544.D\data.ms (-2551) (- | m/z 73.10 100.00%
43.1
5000
1292 185.2 i e |
1 el W il
— c“\“w“l”“‘““wa‘m“W‘Hwww‘m_m‘_ m/z 60.10  85.60%
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Abundance #143510: n-Hexadecanoic acid
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0\‘\\\\1‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46984: 8-Methylnonanoic acid
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: T |
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0 i My Lr20
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Abundance #46963: n-Decanoic acid
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Pentadecafluorooctanoic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.569 4.81 ng 104786  Chrysene-di12 22.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
2 Cyclotetradecane 196 C14H28 000295-17-0 83
3 1-Tetracosene 336 C24H48 010192-32-2 76
4 Cyclotetracosane 336 C24H48 000297-03-0 76
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 76
Abundance Scan 3069 (21.569 min): BG057544.D\data.ms (-3065) (- | m/z 57.15 100.00%
57.1
5000 234.1 mwfwwwhwwﬂy/\WwNwamwww
5.2 T \
j h 354.9 21.50
OB bt o | e m/z 43.15 88.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.50
m/z 83.10 77.00%
5.0 252.0
OHJ‘\‘\‘\J\‘\\‘\\‘\‘LM'\”\H‘H‘\\‘l\.\H‘\\\\3‘6\19\-\0‘\H\‘HH‘HH‘HH‘HG%‘S\.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #71733: Cyclotetradecane
55.0
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21.50
5000 m/z 55.15 75.26%
‘ f5-0196.o
oHH‘_‘n‘HMmwmwHH_H“HH_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244231: 1-Tetracosene 7
43.0 21.50
m/z 71.15 66.46%
111.0
5000
LTI -l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57544.D

Acqg On : 24 May 2023 21:39
Operator : CG/JU

Sample : 02899-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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-... 5.385 2.9 ng 16164 1 8.357 110495 20.0
Benzophenone 16.305 4.1 ng 44863 3 14.972 217233 20.0
n-Hexadecanoic ... 18.549 2.6 ng 39286 4 17.709 303796 20.0
Pentadecafluoro... 21.569 4.8 ng 104786 5 22.015 436072 20.0
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