LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041421\
Data File : VY004423.D

Acqg On : 14 Apr 2021 15:49

Operator : SY/MD

Sample : M2036-02

Misc : 5.85G/5ML/MSVOA_Y/SOIL RT-80-W-ROCKAWAY-A-1

ALS Vvial : 14 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_Y\methods\82Y041221S.M

Title : SW846 8260

Signal : TIC: VY@04423.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.229 45 67 69 rBv8 15316 71776  7.82% 1.521%
2 2.589 114 126 127 rBV4 20528 64662 7.05% 1.370%
3 4.741 468 479 488 rBV2 5856 18449 2.01% 0.391%
4 7.728 958 969 975 rBV 120739 288634 31.45% 6.117%
5 7.801 975 981 993 rvB 210161 468195 51.01% 9.922%

6 8.149 1029 1038 1050 rBV 135356 297475 32.41% 6.304%
7 8.697 1116 1128 1138 rVB 338204 651013 70.93% 13.796%
8 10.185 1364 1372 1379 rBV 533671 917772 100.00% 19.449%
9 11.496 1579 1587 1595 rBV 480151 772075 84.12% 16.361%
10 12.483 1743 1749 1756 rBV 346848 548498 59.76% 11.623%

11 13.428 1897 1904 1912 rBV 401401 607644 66.21% 12.877%
12 13.965 1988 1992 1999 rVB 8185 12691 1.38% 0.269%

Sum of corrected areas: 4718884
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041421\
Data File : VY004423.D

Acqg On : 14 Apr 2021 15:49

Operator : SY/MD

Sample : M2036-02

Misc : 5.85G/5ML/MSVOA_Y/SOIL RT-80-W-ROCKAWAY-A-1

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004423.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041421\
Data File : VY004423.D

Acqg On : 14 Apr 2021 15:49

Operator : SY/MD

Sample : M2036-02

Misc : 5.85G/5ML/MSVOA_Y/SOIL RT-80-W-ROCKAWAY-A-1

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.229 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.229 7.67 ug/l 71776  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 10
2 Boric acid 62 BH303 010043-35-3 9
3 Propylene Glycol 76 C3H802 000057-55-6 7
4 Formamide 45 CH3NO 000075-12-7 5
5 Ethanethiol 62 C2H6S 000075-08-1 4

Abundance  Scan 67 (2.229 min): VY004423.D\data.ms (-45) (-) m/z 45.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041421\
Data File : VY004423.D

Acqg On : 14 Apr 2021 15:49

Operator : SY/MD

Sample : M2036-02

Misc : 5.85G/5ML/MSVOA_Y/SOIL RT-80-W-ROCKAWAY-A-1

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown2.589 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.589 6.91 ug/l 64662  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-0-Methyl-d-gluconic acid dimet... 237 C9H19NO6 013096-67-8 28
2 Ethylene glycol bis(3-aminopropy... 176 C8H20N202 002997-01-5 28
3 2,5,8,11,14,17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 25
4 3-Methoxypropionic acid 104 C4H803 002544-06-1 25
5 1,3,4-Trimethoxy-butan-2-0l 164 C7H1604 033469-04-4 23
Abundance Scan 126 (2.589 min): VY004423.D\data.ms (-114) (-) m/z 75.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041421\
Data File : VY004423.D

Acqg On : 14 Apr 2021 15:49

Operator : SY/MD

Sample : M2036-02

Misc : 5.85G/5ML/MSVOA_Y/SOIL RT-80-W-ROCKAWAY-A-1

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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|
unknown2.229 2.229 7.7 ug/l 71776 1 7.801 468195 50.0
unknown2.589 2.589 6.9 ug/l 64662 1 7.801 468195 50.0
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