LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31221\
Data File : VN@66192.D

Acqg On : 12 Mar 2021 19:21

Operator : JC/MD

Sample : Mle47-20

Misc : 5.00mL/MSVOA_N/WATER COMP4-41735-30780

ALS Vvial : 19 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\82N©31221W.M

Title : SW846 8260

Signal : TIC: VN@66192.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.621 698 720 748 rBV 14571155 42299375 100.00% 65.600%
2 3.739 750 764 803 rVB2 1769252 4676505 11.06% 7.253%
3 5.957 1565 1591 1647 rBV 1478952 4721874 11.16% 7.323%
4 7.512 2147 2171 2184 rBV3 314575 781756  1.85% 1.212%
5 7.587 2184 2199 2223 rVB2 593144 1395054 3.30% 2.164%
6 7.952 2310 2335 2359 rBV3 487376 1226673 2.90% 1.902%
7 8.515 2528 2545 2573 rVB2 877844 1836481 4.34%  2.848%
8 10.028 3091 3109 3125 rBV 1394468 2515127 5.95% 3.901%
9 11.350 3582 3602 3627 rBV 1145436 2061745 4.87% 3.197%
10 12.345 3948 3973 4002 rBV2 788661 1548425 3.66% 2.401%
11 13.286 4310 4324 4354 rBV 767499 1417258 3.35%  2.198%

Sum of corrected areas: 64480273
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31221\
Data File : VN@66192.D

Acqg On : 12 Mar 2021 19:21

Operator : JC/MD

Sample : M1647-20

Misc : 5.00mL/MSVOA_N/WATER COMP4-41735-30780

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN066192.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31221\
Data File : VN@66192.D

Acqg On : 12 Mar 2021 19:21

Operator : JC/MD

Sample : M1647-20

Misc : 5.00mL/MSVOA_N/WATER COMP4-41735-30780

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown3.621 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.621 1516.05 ug/1l 42299400  Pentafluorobenzene 7.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succindialdehyde 86 C4H602 000638-37-9 40
2 Propanal 58 C3H60 000123-38-6 9
3 1,2-Diaminobutane 88 C4H12N2 1000343-51-4 9
4 Methylamine, N,N-dimethyl- 59 C3H9N 000075-50-3 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 5

Abundance Scan 720 (3.621 min): VN066192.D\data.ms (-698) (-) m/z 58.15 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31221\
Data File : VN@66192.D

Acqg On : 12 Mar 2021 19:21

Operator : JC/MD

Sample : M1647-20

Misc : 5.00mL/MSVOA_N/WATER COMP4-41735-30780

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Propanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.957 169.24 ug/l 4721870  Pentafluorobenzene 7.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 64
2 2-Fluoropropene 60 C3HSF 001184-60-7 50
3 Allyl fluoride 60 C3H5F 000818-92-8 32
4 Propene 42 C3He 000115-07-1 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance Scan 1591 (5.957 min): VN066192.D\data.ms (-1565) (-) m/z 58.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31221\
Data File : VN@66192.D

Acqg On : 12 Mar 2021 19:21

Operator : JC/MD

Sample : M1647-20

Misc : 5.00mL/MSVOA_N/WATER COMP4-41735-30780

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.621 3.621 1516.1 wug/l 42299400 1 7.587 1395050 50.0
1-Propanol 5.957 169.2 ug/l 4721870 1 7.587 1395050 50.0
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