LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53810.D

Acqg On : 3 Jun 2022 13:00

Operator : CG/JU

Sample : N2987-10 :
Misc : P034-SS001-2430-01

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_ G\Methods\8270-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53810.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.186 300 306 315 rVB 20013 35521 2.06% 0.457%
2 5.656 378 386 401 rVB 366691 637085 36.94% 8.205%
3 7.237 648 655 664 rBV 377143 684677 39.70%  8.818%
4 8.094 792 801 808 rBV 89459 158615 9.20% 2.043%
5 9.246 988 997 1010 rBV 234449 427781 24.80% 5.509%

6 10.903 1271 1279 1286 rBV 122070 228900 13.27%  2.948%
7 13.341 1686 1694 1701 rBV 671955 1074480 62.30% 13.838%
8 14.710 1920 1927 1934 rBV 205942 336383 19.50% 4.332%
9 16.191 2173 2179 2191 rBV 536758 847729 49.15% 10.918%
10 17.454 2388 2394 2401 rBV 285506 428328 24.83% 5.517%

11 18.341 2541 2545 2554 rBV2 24553 42274  2.45%
12 20.063 2832 2838 2846 rVB 1306716 1724742 100.00% 22.
13 21.379 3057 3062 3071 rVB2 75320 124272  7.21%
14 21.731 3115 3122 3130 rVB 281680 500146 29.00%
15 22.566 3261 3264 3272 rVB7 9371 18153 1.05%

AR NG
(o))
[
=
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16 24.998 3668 3678 3689 rVB 167162 495358 28.72% 6.380%

Sum of corrected areas: 7764444
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53810.D

Acqg On : 3 Jun 2022 13:00

Operator : CG/JU

Sample : N2987-10 :
Misc : P034-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053810.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53810.D

Acqg On : 3 Jun 2022 13:00

Operator : CG/JU

Sample : N2987-10 :
Misc : P034-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.186 4.48 ng 35521 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 42
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 5-Hexen-2-one 98 C6H100 000109-49-9 14
5 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9
Abundance Scan 306 (5.186 min): BG053810.D\data.ms (-300) (-) m/z 43.10 100.00%
3.1
5000 59.1
1010 [TIr [ rrrrprrrrprrrrpr1
73.0 4.80 5.00 5.20 5.40 5.60
e et e e Mz 59.10 47.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 et
59.0 4.80 5.00 5.20 5.40 5.60
150 010 m/z 58.10 18.12%
. 101.
\\\‘\f‘\!‘\\f‘sf“:ﬁ\.(\)\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 101.00 17.93%
20.0 101.0
130 |l 730 850
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide R R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.48%
5000 59.0
73.0
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53810.D

Acqg On : 3 Jun 2022 13:00

Operator : CG/JU

Sample : N2987-10 :
Misc : P034-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.379 4.97 ng 124272  Chrysene-di12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 95
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3062 (21.379 min): BG053810.D\data.ms (-3057) (- | m/z 57.10 100.00%
57.1
97.1
5000
e nss
153.0 : : :
T ‘1 - “‘ T “‘\H 1‘ H “h‘ : H‘ \“‘h\””“\‘ i“h I ‘2\‘1‘?.9 ™ \2\810\0‘ \3‘\2‘5\I m/Z 43.10 95.69%
m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 - -
21.00 21.50
m/z 55.18  93.86%
Z\Z‘L) ‘\‘ “ & h\ ‘\““ T H“ ‘\L‘ \*\3?‘0\ ]\.8\2\0‘ \22\3\0\ T \2\810\0‘ T
miz-> 50 100 150 200 250 300
Abundance #173730: 9-Eicosene, (E)-
57.0
— —
97.0 21.00 21.50
5000 ITI/Z 83.05 81.04%
ZZ-L | \\M 1 1399 1810 2230 2000
miz--> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecy! ester — —
43.0 21.00 21.50
83.0 m/z 69.10 80.52%
5000
Wi
AL, o ] e
m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53810.D

Acqg On : 3 Jun 2022 13:00

Operator : CG/JU

Sample : N2987-10 :
Misc : P034-SS001-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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-... 5.186 4.5 ng 35521 1 8.094 158615 20.0
5-Eicosene, (E)- 21.379 5.0 ng 124272 5 21.731 500146 20.0
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