LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91223\
Data File : VU@55244.D

Acqg On : 12 Sep 2023 13:37
Operator : MD/SY

Sample : 04307-20DL 4X

Misc : 25.0mL/MSVOA_U/WATER

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: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO90123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55244.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 88 95 106 rBV 39442 46221 5.95% ©0.733%
2 1.814 149 163 182 rVB4 19604 55647 7.17% 0.882%
3 1.908 184 192 205 rVB 58867 78716 10.14% 1.248%
4 2.567 383 397 412 rBV4 98177 188988 24.35%  2.997%
5 3.039 533 544 559 rBV2 13872 25212 3.25% 0.400%
6 3.178 576 587 603 rVB2 3949 9156 1.18% 0.145%
7 4.660 1023 1048 1069 rBV3 209738 661850 85.26% 10.494%
8 5.059 1157 1172 1195 rBvV2 103423 246023 31.69% 3.901%
9 5.724 1357 1379 1403 rBV3 198695 537204 69.20% 8.518%
10 6.248 1529 1542 1567 rBV 250145 477253 61.48% 7.567%
11  6.541 1614 1633 1659 rBV 397157 776286 100.00% 12.309%
12 6.689 1667 1679 1697 rBV 136848 265789 34.24% 4.214%
13 7.566 1938 1952 1967 rBV2 44983 81700 10.52% 1.295%
14  7.898 2039 2055 2075 rBV 234444 412939 53.19% 6.548%
15 8.181 2130 2143 2163 rBvV4 24326 45549 5.87% 0.722%
16 8.554 2249 2259 2272 rVB3 33900 58005 7.47% 0.920%
17 8.634 2272 2284 2316 rBV3 225241 525141 67.65% 8.327%
18 9.415 2514 2527 2554 rBV 383321 649384 83.65% 10.297%

19 10.756 2932 2944 2962 rBV 89922 151023 19.45%  2.395%
20 11.811 3258 3272 3293 rBV 391747 636080 81.94% 10.086%
21 12.193 3377 3391 3410 rBvV2 221688 378615 48.77% 6.003%

Sum of corrected areas: 6306781
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091223\
Data File : VU@55244.D

Acqg On : 12 Sep 2023 13:37
Operator : MD/SY

Sample : 04307-20DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@90123WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU055244.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU091223\
Data File : VU@55244.D

Acqg On : 12 Sep 2023 13:37
Operator : MD/SY

Sample : 04307-20DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@90123WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.814 0.58 ug/L 55647 1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3,5-Dinitropyridin-2-yl)-L-as... 300 C9H8N408 035899-60-6 17
2 Benzeneethanamine, 2-fluoro-.bet... 185 C9H12FNO2 103439-04-9 17
3 3-Cyclohexyl-1-methyl-1-(2-pheny... 260 C16H24N20 1024470-80-1 12

4 Ethylamine, 2-(adamantan-1-yl)-1... 193 C13H23N 1000310-59-0 12
5 (R)-(-)-2-Amino-1-propanol 75 C3HO9NO 035320-23-1 9

Abundance Scan 163 (1.814 min): VU055244.D\data.ms (-149) (-) m/z 43.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91223\
Data File : VU@55244.D

Acqg On : 12 Sep 2023 13:37
Operator : MD/SY

Sample : 04307-20DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO90123WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 1.814 0.6 ug/L 55647 1 6.248 477253 5.0
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