LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@51321\
Data File : VD@69155.D

Acqg On : 13 May 2021 14:16
Operator : VA/SY

Sample : M2370-01

Misc : 5.60G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\82D051221S.M

Title : SW846 8260

Signal : TIC: VD@69155.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.967 507 518 530 rBv2 26042 92140 6.33% 1.154%
2 7.914 1008 1019 1025 rBV 208240 505172 34.73% 6.328%
3 7.979 1025 1030 1045 rVB 287643 635458 43.68%  7.959%
4 8.332 1076 1090 1101 rBV2 185364 405630 27.88% 5.081%
5 8.867 1172 1181 1190 rBV 468040 936604 64.38% 11.731%

6 10.337 1421 1431 1439 rBV 763748 1356462 93.24% 16.990%
7 11.643 1645 1653 1664 rBV 684581 1165685 80.13% 14.601%
8 12.626 1812 1820 1828 rBV 859989 1454775 100.00% 18.222%
9 13.573 1974 1981 1988 rBV 680359 1122416 77.15% 14.059%
10 13.802 2012 2020 2033 rVB 29382 115491 7.94%  1.447%

11 13.990 2046 2052 2053 rBV6 11688 20206 1.39% 0.253%

12 14.102 2066 2071 2073 rBV5S 17206 28519 1.96% 0.357%

13 15.502 2302 2309 2310 rBV7 13544 20004 1.38% 0.251%

14 15.802 2350 2360 2373 rVB7 33047 125114 8.60% 1.567%
Sum of corrected areas: 7983676
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD051321\
Data File : VD@69155.D

Acqg On : 13 May 2021 14:16
Operator : VA/SY

Sample : M2370-01

Misc : 5.60G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D051221S.M
Quant Title : SW846 8260

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

Abundance TIC: VD069155.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD051321\
Data File : VD@69155.D

Acqg On : 13 May 2021 14:16
Operator : VA/SY

Sample : M2370-01

Misc : 5.60G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D051221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl13.802 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.802 5.14 ug/1 115491 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Naphthalenone, octahydro-4... 208 C14H240 054594-42-2 42
2 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 25
3 Cyclopentanecarboxylic acid, 3-t... 296 C19H3602 1000280-58-5 22
4 2-Cyclohexen-1-o0l, 1-methyl- 112 C7H120 023758-27-2 22
5 4-Cyclohexylidene-n-butanol 154 C10H180 004441-58-1 22

Abundance Scan 2020 (13.802 mln) VD069155.D\data.ms (-2012) (- m/z 80.95 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD051321\
Data File : VD@69155.D

Acqg On : 13 May 2021 14:16
Operator : VA/SY

Sample : M2370-01

Misc : 5.60G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D051221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknownl5.802 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.802 5.57 ug/1 125114 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Ethyl-imidazol-1-yl)-propio... 168 C8H12N202 1000277-78-0 47
2 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 47
3 3-Fluoro-N-[2-(N-hydroxycarbamim... 239 C11H14FN302 1000297-41-5 47
4 Benzamide, 4-fluoro-N-(5H-tetraz... 207 C8H6FN50 1000262-68-4 46
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43

Abundance Scan 2360 (15.802 min): VD069155.D\data.ms (-2350) (-  m/z 123.00 100.00%

128.0
5000 94.9
66,9
222.1 T I
0 m/z 94.90 48.25%
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #37139: 3-(2-Ethyl-imidazol-1-yl)-propionic acid
128.0
5000 95.0 A T
41.0 168.0 15.50 16.00
' m/z 69.00 43.24%
O
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiaz
.0
55.0
—r —
15.50 16.00
5000 95.0 m/z 81.10 41.65%
‘ ‘ 222.0
ow‘}w‘m‘m Mum“lu#??:9%3?(9‘_wuwwww
m/z--> 40 60 80 100120140160 180200 220240260 280
Abundance #92919: 3-Fluoro-N-[2-(N-hydroxycarbamimidoyl)-ethyl]-N P ——
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@51321\
Data File : VD@69155.D

Acqg On : 13 May 2021 14:16
Operator : VA/SY

Sample : M2370-01

Misc : 5.60G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D051221S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown13.802 13.802 5.1 ug/l 115491 4 13.573 1122420 50.0
unknown15.802 15.802 5.6 ug/l 125114 4 13.573 1122420 50.0
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