LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74953.D

Acqg On : 21 Oct 2022 11:06

Operator : JC\MD

Sample : VN1e21iMBLO1

Misc : 5.00g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 4 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:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M

Title : SW846 8260

Signal : TIC: VN@74953.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.295 35 41 50 rBV 78483 178544  2.96% 0.660%
2 2.824 124 131 135 rBV 82919 222809 3.69% 0.824%
3 2.859 135 137 148 rVB4 162927 341801 5.66% 1.264%
4 7.441 906 916 925 rBV 28567 89363 1.48% 0.330%
5 8.171 1026 1040 1045 rBV 845863 1996218 33.05% 7.382%

.230 1045 1050 1062 rVB 931400 2054547 34.02% 7

.582 1100 1110 1125 rBV 892688 2044090 33.84% 7

.106 1188 1199 1209 rBV 1256554 2579344 42.71%  9.539%
2
2

O 00 0

10.565 1437 1447 1459 rBV 3207216 6039755 100.00%
10 11.865 1660 1668 1681 rBV 1947679 3438704 56.93%

11 12.847 1827 1835 1846 rBV 2324305 3961073 65.58% 14.649%
12 13.794 1988 1996 2007 rVB 2387097 4017604 66.52% 14.858%
13 15.641 2303 2310 2318 rVB 32214 76635 1.27% 0.283%

Sum of corrected areas: 27040487
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74953.D

Acqg On : 21 Oct 2022 11:06

Operator JC\MD

Sample : VN1e21MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: SW846 8260

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

Abundance TIC: VN074953.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74953.D

Acqg On : 21 Oct 2022 11:06

Operator : JC\MD

Sample : VN1e21MBLO1

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: SW846 8260

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 unknown2.824 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.824 5.42 ug/1 222809  Pentafluorobenzene 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Amino-1-(o-hydroxyphenyl)propane 151 C9H13NO 073470-00-5 27

2 Cathine 151 C9H13NO 000492-39-7 27
3 12-Methylaminododecanoic acid, t... 285 C17H35N0O2 1000194-27-6 27
4 Ethyl hydrogen oxalate 118 C4H604 000617-37-8 25
5 N-Desmethyltapentadol 207 C13H21NO 1246819-18-0 16
Abundance Scan 131 (2.824 min): VN074953.D\data.ms (-124) (-) m/z 44.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74953.D

Acqg On : 21 Oct 2022 11:06

Operator : JC\MD

Sample : VN1e21MBLO1

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
Quant Title : SW846 8260

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 Aminomethanesulfonic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.859 8.32 ug/1 341801  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 90
2 1,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 83

4 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1010256-39-2 74
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 64

Abundance Scan 137 (2.859 min): VN074953.D\data.ms (-135) (-) m/z 63.95 100.00%
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Abundance #44548: L-Alanine, 3-sulfo- sttt il
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m/z 65.90 6.15%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74953.D

Acqg On : 21 Oct 2022 11:06

Operator : JC\MD

Sample : VN1021MBLO1

Misc : 5.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.824 2.824 5.4 ug/l 222809 1 8.230 2054550 50.0
Aminomethanesul... 2.859 8.3 wug/l 341801 1 8.230 2054550 50.0
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