LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129788.D

Acqg On : 15 Aug 2022 19:11

Operator : CG\JU

Sample : N4197-02 :

Misc : [TT-203-IDWS0-20220811-1

ALS vial : 8 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129788.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.057 468 471 488 rVB 177550 244297 4.63% 0.778%
2 5.463 536 540 555 rBV 3606035 3725706 70.67% 11.866%
3 6.481 708 713 726 rBV 3672881 3831320 72.67% 12.203%
4 6.822 767 771 780 rVB 1126699 931604 17.67% 2.967%
5 7.392 863 868 871 rBV 2489430 2487482 47.18% 7.923%

.104 984 989 992 rBV 1551203 1304158 24.74%
.180 1166 1172 1175 rBV 5435062 4894465 92.84% 15.
.857 1283 1287 1291 rBV 1730074 1546292 29.33%
10.657 1419 1423 1426 rBV 3574631 3095927 58.72%
10 11.351 1537 1541 1544 rBV 1993273 1576416 29.90%
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11 12.939 1806 1811 1814 rBV 5587059 5272142 100.00% 16.
12 13.880 1963 1971 1983 rBv4 85031 319423 6.06%
13 13.998 1987 1991 1995 rBV 1380795 1188666 22.55%
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14 15.468 2236 2241 2249 rVB 742563 902476 17.12% 874%
15 17.050 2505 2510 2517 rVBS8 40665 77231 1.46% 246%
Sum of corrected areas: 31397605
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129788.D

Acq On ¢ 15 Aug 2022 19:11

Operator : CG\JU

Sample : N4197-02 :

Misc : [TT-203-IDWS0-20220811-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129788.D\data.ms

5000000

4000000 5463 6.481

3000000
7.392

2000000

6.822
1000000

5.057
O\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ L B B A I B R B
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
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Abundance TIC: BF129788.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\

Data File : BF129788.D

Acq On ¢ 15 Aug 2022 19:11

Operator : CG\JU

Sample : N4197-02 :

Misc . TT-203-IDWS0-20220811-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: 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

Relative to ISTD R.T.

5.057 5.24 ng 244297 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000123-42-2 64
000540-88-5 39
001116-98-9 23

4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 471 (5.057 min): BF129788.D\data.ms (-468) (-) m/z 43.05 100.00%
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RRRRRE
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\

Data File : BF129788.D

Acq On ¢ 15 Aug 2022 19:11

Operator : CG\JU

Sample : N4197-02 :

Misc TT-203-IDWS0-20220811-1

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Trifluoroacetoxy hexadecane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
13.880 5.37 ng 319423  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

Abundance Scan 1971 (13.880 min): BF129788.D\data.ms (-1963) (- m/z 57.10 100.00%
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Abundance #245846: Trifluoroacetoxy hexadecane
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Abundance #215083: 1-Heneicosano
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— —
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Abundance #292190: Trichloroacetic acid, hexadecy! ester — —
43.0 13.50 14.00
83.0 m/z 69.05 76.69%
5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081522\
Data File : BF129788.D

Acqg On : 15 Aug 2022 19:11

Operator : CG\JU

Sample : N4197-02 :

Misc : [TT-203-IDWS0-20220811-1

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 5.057 5.2 ng 244297 1 6.822 931604 20.0
Trifluoroacetox... 13.880 5.4 ng 319423 5 13.998 1188670 20.0
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