LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VDO76515.D

Acqg On : 21 Jun 2023 16:21
Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.06m1/MSVOA_D/SOIL

ALS Vvial : 13  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\82D061623S.M

Title : SW846 8260

Signal : TIC: VDO76515.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.734 19 25 33 rBV 140343 263050 100.00% 28.556%
2 1.887 47 51 55 rwv2 3007 4099 1.56% 0.445%
3 2.322 122 125 127 rBV2 2629 2673 1.02% 0.290%
4 2,722 191 193 198 rvB3 1908 2869 1.09% 0.311%
5 2.858 214 216 220 rBV4 1509 2712 1.03% 0.294%
6 3.063 249 251 254 rBvV2 2959 2998 1.14% 0.325%
7 4.293 454 460 461 rBV3 2272 3392 1.29% 0.368%
8 4.310 461 463 468 rVB2 2872 3718 1.41% 0.404%
9 4.787 538 544 552 rVB5 4004 10648 4.05% 1.156%
106 5.128 595 602 608 rVB3 1594 3593  1.37% 0.390%
11  7.075 922 933 941 rBV2 24924 75933 28.87%  8.243%
12 7.804 1050 1057 1063 rBVS 13524 32175 12.23% 3.493%
13 7.875 1065 1069 1078 rVB3 7476 15093 5.74% 1.638%
14  8.228 1121 1129 1136 rBV2 31833 74808 28.44%  8.121%
15 8.781 1215 1223 1229 rVB2 16701 33356 12.68% 3.621%
16 10.269 1469 1476 1486 rVB 27781 49405 18.78% 5.363%
17 10.663 1538 1543 1550 rVB3 13804 27506 10.46%  2.986%
18 11.028 1598 1605 1611 rBvV2 12735 21132 8.03%  2.294%
19 11.398 1664 1668 1677 rVB4 3550 7360 2.80% 0.799%
20 11.581 1692 1699 1707 rBV 40306 67899 25.81% 7.371%
21 12.575 1860 1868 1876 rBV3 48426 84846 32.25% 9.211%
22 13.269 1979 1986 1992 rBV3 3137 6260 2.38% 0.680%
23 13.375 1997 2004 2006 rBV3 2164 2746 1.04% 0.298%
24 13.522 2022 2029 2035 rVB2 54791 92279 35.08% 10.018%
25 13.575 2035 2038 2041 rVV2 2106 2656 1.01% ©.288%
26 13.622 2041 2046 2050 rVB3 2507 4361 1.66% 0.473%
27 14.045 2113 2118 2124 rVB5 5084 8813 3.35% ©.957%
28 15.404 2345 2349 2355 rBV3 8229 14781 5.62% 1.605%

Sum of corrected areas: 921161
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VD@O76515.D

Acqg On : 21 Jun 2023 16:21
Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.0m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061623S.M
Quant Title : SW846 8260

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

Abundance TIC: VD076515.D\data.ms
1400001 1.734

120000

100000

80000

60000

40000

20000

0‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VD076515.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VD@O76515.D

Acqg On : 21 Jun 2023 16:21
Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.0m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061623S.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 3 unknown2.722 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.722 9.50 ug/l 2869  Pentafluorobenzene 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a]pyrimidine... 253 C9H11N502S 1000362-81-3 12
2 4-Penten-1-o0l 86 C5H100 000821-09-0 9
3 5-Ethyl-2-(furfurylidenehydrazin... 237 C1OH11N302S 326095-41-4 9
4 1-Ethynyl-1-cyclooctanol 152 C10H160 055373-76-7 9
5 1,4-Bis((2-hydroxyimino)acetamid... 250 C10H1@N404 006662-54-0 9

Abundance Scan 193 (2.722 min): VD076515.D\data.ms (-191) (-) m/z 51.90 100.00%

51.9
138.6
91.0 369.
5000
2.40 2.60 2.80 3.00
ol v TR m/z 44.00 93.86%
miz--> 50 100 150 200 250 300 350
Abundance #139728: [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic ac
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Abundance #1944: 4-Penten-1-ol
68.0
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29.
0- 7
m/z--> 50 100 150 200 250 300 350
Abundance #119185: 5-Ethyl-2-(furfurylidenehydrazino)-2-thiazolin-4
52.0 2.40 2.60 2.80 3.00
m/z 71.00 73.38%
5000
95.0
237.
ol b | 10 2970
m/z--> 50 100 150 200 250 300 350 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VD@O76515.D

Acqg On : 21 Jun 2023 16:21
Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.0m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061623S.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 7 unknown5.128 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.128 11.90 ug/1 3593  Pentafluorobenzene 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furancarboxaldehyde, 5-nitro- 141 C5H3NO4 000698-63-5 38
2 2-Oxazolidinone, 5-methyl-3-(2-p... 141 C7H11NO2 ©55956-20-2 7
3 3-Pyridinol, 2-(methylthio)- 141 C6H7NOS 032637-37-9 5
4 2-Cyclopenten-1-one 82 C5H60 000930-30-3 5
5 Allene 40 C3H4 000463-49-0 5

Abundance Scan 602 (5.128 min): VD076515.D\data.ms (-595) (-) m/z 43.95 100.00%
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R AR R
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Abundance  #21820: 2-Oxazolidinone, 5-methyl-3-(2-propenyl)-
41.0
68.0 4.80 5.00 5.20 5.40
5000 m/z 206.90 67 .90%
141.0
ool ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21771: 3-Pyridinol, 2-(methylthio)-
141.0 4.80 5.00 5.20 5.40
39.0 108.0 m/z 81.70  63.84%
5000 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VD@76515.D

Acqg On : 21 Jun 2023 16:21

Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.0m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061623S.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 10 unknownll.028 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.028 15.56 ug/l 21132  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Methylthiazolidine-2-thione

2 (1-t-Butylthiovinyloxy)trimethyl..

3 4-Ethylbenzoic acid, allyl ester
4 Silane, diethoxydimethyl-

5 4-Ethylbenzoic acid, cyclohexyl ...

133 C4H7NS2
. 204 C9H200SS1i
190 C12H1402
148 C6H1602Si
232 C15H2002

001908-87-8 14
063584-47-4 12
1000293-31-7 10
000078-62-6 10
1000293-32-1 10

Abundance Scan 1605 (11.028 min): VD076515.D\data.ms (-1598) (- | m/z 149.00 100.00%
149.0
5000
: 11.00 |
44.9 118.7 :
206.8
Oy et ‘““ i b A 2068 m/z 132.95 63.76%
\ I \ \ I I \ I I
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Abundance #16745: 3-Methylthiazolidine-2-thione
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Abundance #81002: (1-t-Butylthiovinyloxy)trimethylsilane
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Abundance #64601: 4-Ethylbenzoic acid, allyl ester — ‘
133.0 11.00
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o S MM‘ SRR X R S L
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD062123\
Data File : VD@76515.D

Acqg On : 21 Jun 2023 16:21
Operator : KP/SY

Sample : 03331-07

Misc : 5.00G/5.0m1/MSVOA_D/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D061623S.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|
unknown2.722 2.722 9.5 ug/l 2869 1 7.863 15093 50.0
unknown5.128 5.128 11.9 ug/l 3593 1 7.863 15093 50.0
unknown11.028 11.028 15.6 ug/1 21132 3 11.581 67899 50.0
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