LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : 09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc :

ALS vial : 7 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_ F\Methods\8270-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133679.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 570215 670552 35.81% 5.014%
2 5.057 495 505 512 rBvV 23388 32938 1.76% 0.246%
3 5.451 567 572 575 rBV 1718001 1712715 91.47% 12.806%
4 6.463 739 744 747 rBV 1621256 1761482 94.08% 13.171%
5 6.839 804 808 811l rBV 661349 589868 31.50% 4.411%

6 7.398 899 903 906 rBV 1157901 1121444 59.90%  8.385%
7 8.122 1022 1026 1029 rBV 895521 724756 38.71% 5.419%
8 9.198 1205 1209 1212 rBV 2414846 1872345 100.00% 14.000%
9 9

.875 1321 1324 1328 rBV 826324 684686 36.57% 5.119%
10 10.592 1442 1446 1449 rBV 136446 118722 6.34% ©0.888%
11 10.663 1454 1458 1462 rBV 1052511 1014686 54.19% 7.587%
12 11.363 1574 1577 1580 rBV 639795 590283 31.53% 4.414%
13 11.386 1580 1581 1585 rVB 78308 55940 2.99% 0.418%
14 11.892 1664 1667 1674 rBV2 116584 106514 5.69% ©.796%
15 12.580 1781 1784 1787 rBV 116744 90677 4.84% 0.678%
16 12.674 1797 1800 1804 rBVS5 21925 27829 1.49% 208%
17 12.810 1818 1823 1826 rBV 97406 83983  4.49% 628%

18 12.957 1844 1848 1851 rBV 1458648 1220082 65.16%
19 14.010 2023 2027 2030 rBV 473696 449201 23.99%
20 14.480 2105 2107 2112 rBV6 27532 40295 2.15%
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21 14.768 2153 2156 2162 rVB 113870 129245 6.90%
22 15.474 2272 2276 2280 rBV 215377 275887 14.73% 2.063%
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Sum of corrected areas: 13374130
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : @09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133679.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : @09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.122 22.74 ng 670552 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance Scan 6 (2.122 min): BF133679.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.1
87'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 570 2.202.302.402.50
Obrrprermrerrrerhll D e m/z 43.10 44.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T[T T[T 1
43.0 2.202.302.402.50
' 87.0 m/z 55.05 30.77%
29.0 %
\H‘\H\‘\H”“HH“‘}!‘H‘H\?‘.\()\H"\}H‘\\H‘\H\‘HH’HH‘HH‘HH
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T T
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R Raa e R e
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Abundance #9527: 3-Pentanol, 2,4-dimethyl- R R RARARE
73.0 2.202.302.402.50
m/z 41.05 14.59%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : @09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.592 3.47 ng 118722  Acenaphthene-di10 9.875
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 47
3 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
4 Benzilic acid 228 C14H1203 000076-93-7 47
5 N-[2,2-Dichloro-1-(toluene-4-sul... 371 C16H15C12NO3S 136800-77-6 47
Abundance Scan 1446 (10.592 min): BF133679.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
1050 |
50.0 .
152.1
el e e e 2o e m/z 77.00 6. 35%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e :
10.50
m/z 182.10 55.11%
SVO \ | 1520
\H‘\‘\H‘H\\‘\HH\“\\H‘H\\‘H\\‘\\}\‘\\H‘H\\‘\H\‘\H\‘\\H‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester
105.0
77.0 —
10.50
5000 m/z 50.95 29.81%
50.0
15.0 | 15%0
| w il ul
e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este repy frons
105.0 10.50
m/z 50.00 8.90%
5000
77.0
500 | | 136.0 169.0198.0 227.0 256.0 )
e e T e T e P
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50

8270-BF060923.M Sat Jun 10 09:21:55 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : @09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.61 ng 106514  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1667 (11.892 min): BF133679.D\data.ms (-1664) (- m/z 43.10 100.00%

43.1
5000
129.0
r ‘ T T ‘ T
‘ 11.50 12.00
— ‘1M m/z 60.00 89.13%
m/z--> 50 100 150 200 250
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5000 T SR
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197 A PR
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— e A T
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5000 129.0 m/z 57.05 82.12%
‘ 199.0 2420
i JM L laenol ||
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Abundance #46964: n-Decanoic acid — —
60.0 11.50 12.00
m/z 55.05 76.45%
50007 29.0 1290 VVWWJMMWWKWMWMMMNM
172.0
\\ Nh??m\ L

— —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : @09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.768 9.37 ng 129245  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Palmitoleamide 253 C16H31NO 106010-22-4 74
5 Octadecanamide 283 C18H37NO 000124-26-5 72
Abundance Scan 2156 (14.768 min): BF133679.D\data.ms (-2153) (- m/z 59.05 100.00%
59.0
5000 ﬁ
14 50 15 00
- ‘” i ﬂh““} A 2071 28003371 40014564 0 75 60 64.88%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 e
14 50 15.00
’ ‘ 126.0 Jo1o m/z 55.05 62.83%
T \\\‘ ‘M }\ l\w\‘mmhf““\hf “‘\ T \ \‘2\2\0\‘0\‘ \‘\ \l\ ‘ T 1T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #245085: 13-Docosenamide, (2)-
59.0
—— —
14.50 15.00
5000 m/z 43.00  37.55%
126.0
337.0
} L, 2880 2000 3%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108044: Tetradecanamide —— —
59.0 14.50 15.00
m/z 41.00 33.87%
5000
H 128.0 227.0
o b S
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133679.D

Acqg On : 09 Jun 2023 16:51
Operator : CG\JU

Sample : 03071-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Butane, 2-metho... 2.122 22.7 ng 670552 1 6.839 589868 20.0
Benzophenone 10.592 3.5 ng 118722 3 9.875 684686 20.0
n-Hexadecanoic ... 11.892 3.6 ng 106514 4 11.363 590283 20.0
9-Octadecenamid... 14.768 9.4 ng 129245 6 15.474 275887 20.0
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