LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe80423\
Data File : BG@58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc :

ALS vial : 6 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58606.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.908 305 310 318 rVB 32822 50474 1.70%  0.326%
2 5.384 384 391 407 rVB 937554 1481200 49.81% 9.580%
3 6.982 655 663 684 rBVY 875872 1551259 52.17% 10.033%
4 7.811 798 804 813 rBV 190770 315116 10.60% 2.038%
5 8.974 994 1002 1019 rBV 512778 949793 31.94% 6.143%

6 10.613 1273 1281 1293 rBV 259914 472425 15.89%  3.056%
7 13.081 1693 1701 1717 rBV 1313482 2067592 69.53% 13.373%
8 14.462 1929 1936 1946 rBV 429457 660411 22.21% 4.271%
9 15.819 2160 2167 2178 rBV 129777 192562 6.48%  1.245%
10 15.954 2183 2190 2211 rBV 1008297 1683292 56.61% 10.887%

11 17.206 2394 2403 2420 rBV 525210 797111 26.80%
12 18.099 2549 2555 2572 rBV 136196 257382  8.66%
13 19.380 2768 2773 2785 rBV5 20114 51452 1.73%
14 19.826 2843 2849 2857 rBV 2305465 2973747 100.00% 19.

O VOO RrWUV
w
w
w
R

15 21.136 3062 3072 3074 rBV5 37387 101717 3.42% 658%
16 21.448 3119 3125 3139 rBV 507244 832117 27.98% 5.382%
17 23.028 3390 3394 3400 rVB 18930 32704 1.10% 0.212%
18 23.604 3487 3492 3500 rBV5 14303 30360 1.02% ©.196%
19 24.521 3636 3648 3665 rBV 306399 960706 32.31% 6.214%

Sum of corrected areas: 15461420
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80423\
Data File : BGO58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058606.D\data.ms
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Abundance TIC: BG058606.D\data.ms
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Abundance TIC: BG058606.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80423\
Data File : BGO58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 3
R.T. EstConc Area Relative to ISTD R.T.
4.908 3.20 ng 50474 1,4-Dichlorobenzene-d4 7.811

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 38
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
Abundance Scan 310 (4.908 min): BG058606.D\data.ms (-305) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 L L LR B B
829 4.60 4.80 5.00 5.20
\\\‘\\\\‘\\\\‘\\\\“M\\\‘\\‘1\‘\\\\‘\\\\‘\\.\\‘\\\\‘\\\\‘\ m/z 59.06 69.6600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B B
59.0 4.60 4.80 5.00 5.20
150 010 m/z 101.00 18.87%
. 101.
\\\‘\f‘\f‘\\f‘swi;(\)\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A BEmmaEE TS
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 17.62%
20.0 101.0
\\\ﬂil\s‘;c\)‘\\\‘c“‘\\\\“11\\‘\\‘\1‘H\\\7‘\379\‘8\\579‘””“””_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-  MAEENaE eSS Rl
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.06%
5000 41.0
29.
‘ ‘ 87.0
L0 Ll e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80423\
Data File : BGO58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.819 5.83 ng 192562  Acenaphthene-di10 14.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Benzoylformic acid 150 C8H603 000611-73-4 49
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Ethanedione, diphenyl- 210 C14H1e02 000134-81-6 47
Abundance Scan 2167 (15.819 min): BG058606.D\data.ms (-2160) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— ——
15.50 16.00
152.0
\\\\‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\1‘2\6\.\()\‘\\1”\‘\\\\‘“\\\ m/Z 77 .00 67.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — e
15.50 16.00
51.0 m/z 182.00  56.89%
27.0 ! 1260 1520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— ——
77.0 15.50 16.00
5000 m/z 51.00 30.01%
51.0
27'0 L Ll ‘ 15‘2.0
L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28214: Benzoylformic acid f— oLy
105.0 15.50 16.00
77.0 m/z 181.00 10.20%
5000
51.0
28.0
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80423\
Data File : BGO58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.099 6.46 ng 257382  Phenanthrene-di10 17.206
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2555 (18.099 min): BG058606.D\data.ms (-2549) (- | m/z 60.00 100.00%

60.0
5000
129.1

e m/z 72.95  96.59%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0

5000 =T
129.0 18.00 18.50

m/z 43.00 92.49%

213.0
157.0185.0
]"ﬁ‘o“”ulﬂ‘ ‘H!H \Mi‘\ \%‘u“”h “\H\‘u‘uu‘u‘u‘\‘\ \‘1“\\\‘\‘\‘\ u‘uu“\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730

18.00 18.50
5000 129.0 m/z 57.00 82.75%
171.0
214.0
150?
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #60689: Undecanoic acid sty ‘

60.0 18.00 18.50

m/z 55.00 76.03%

5000
29.0 870 129.0
\‘ L \ﬂ 0| w‘ 1570199 e

T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80423\
Data File : BGO58606.D

Acqg On 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2113  2.4ang 101717 Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 20 CooHao 674685-33-9 90

2 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 90
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
4 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 87
5 1-Pentadecene 210 C15H30 013360-61-7 83

Abundance Scan 3072 (21.136 min): BG058606.D\data.ms (-3062) (- | m/z 57.00 100.00%

57.0
5000

—
21.00 21.50
e m/z 55.00  78.57%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0

5000

T
21.00 21.50
m/z 83.00 76.59%

27,0
L‘ ‘\ w 1260 167.0196.0 :
\‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228811: Dichloroacetic acid, tetradecyl ester
43.0

83.0 R —
21.00 21.50

5000 m/z 43.00 70.91%

1%%w0,,
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #280777: Trichloroacetic acid, pentadecyl ester —— ——
43.0 21.00 21.50
83.0 m/z 69.00 65.90%
5000
125.0
182.0211.0
—— —
m/z--> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo80423\
Data File : BG@58606.D

Acqg On : 4 Aug 2023 11:24
Operator : MA/JU

Sample : 03877-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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-... 4.908 3.2 ng 50474 1 7.811 315116 20.0
Benzophenone 15.819 5.8 ng 192562 3 14.462 660411 20.0
n-Hexadecanoic ... 18.099 6.5 ng 257382 4 17.206 797111 20.0
3-Eicosene, (E)- 21.136 2.4 ng 101717 5 21.448 832117 20.0
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