LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY006973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMYLM120321SMA.M
Title : VOC Analysis

Signal : TIC: VY@06973.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.241 64 69 81 rVB 40418 74289 23.75%  2.975%
2 2.497 108 111 112 rBV2 1474 1778 0.57% 0.071%
3 2.534 112 117 125 rVB 11029 24610 7.87% 0.985%
4 2.692 139 143 147 rVB 2083 3293 1.05% 0.132%
5 2.765 148 155 166 rVB2 23144 56118 17.94% 2.247%
6 3.168 215 221 225 rBV5S 529 1186 ©0.38% 0.047%
7 3.247 227 234 244 rVB5S 2910 6637 2.12% 0.266%
8 3.369 245 254 269 rBvV2 28166 80606 25.77%  3.227%
9 3.759 316 318 322 rBV3 455 456 0.15% 0.018%
106 3.851 322 333 343 rBV2 41041 125715 40.19% 5.034%
11  4.027 353 362 381 rVB 109670 303709 97.10% 12.160%
12 4.186 384 388 389 rBV3 1306 1634 0.52% 0.065%
13 4.369 415 418 419 rBV3 319 276 0.09% 0.011%
14 4.460 427 433 435 rBVS 2066 3535 1.13% 0.142%
15 4.710 463 474 492 rVB3 12721 44687 14.29% 1.789%
16 4.911 504 507 508 rBv2 335 292 0.09% 0.012%
17 5.545 608 611 613 rBv2 369 386 0.12% 0.015%
18 5.740 635 643 644 rBv4 2045 3785 1.21% 0.152%
19 6.076 695 698 699 rBV2 247 296 0.09% 0.012%
20 6.192 710 717 718 rBvV2 955 1490 0.48% 0.060%
21  6.240 723 725 730 rW4 279 363 0.12% 0.015%
22 6.576 776 780 785 rBV3 283 436 0.14% 0.017%
23  6.881 823 830 831 rBV3 1613 2207 0.71% 0©.088%
24 6.972 835 845 859 rVB3 10208 34268 10.96% 1.372%
25 7.222 883 886 887 rBV 244 285 0.09% 0.011%
26 7.271 892 894 896 rvwv2 361 388 0.12% 0.016%
27 7.295 896 898 901 rVvv2 770 807 0.26% 0.032%
28 7.326 901 903 909 rVwv5 448 653 0.21% 0.026%
29 7.399 911 915 917 rVB3 293 315 0.10% 0.013%
30 7.472 917 927 940 rBV 49381 118551 37.90% 4.747%
31 7.588 943 946 948 rvB2 344 359 0.11% 0.014%
32 7.752 971 973 975 rBV 238 315 0.10% 0.013%
33 7.972 1007 1009 1012 rBvV2 258 287 0.09% 0.011%
34 8.112 1021 1032 1045 rVvV3 105408 312795 100.00% 12.524%
35 8.228 1045 1051 1061 rvB3 5428 12293 3.93% 0.492%
36 8.405 1075 1080 1081 rvv4 503 610 0.20% 0.024%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY006973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMYLM120321SMA.M
Title : VOC Analysis
37 8.533 1099 1101 1103 rvv2 371 438 0.14% 0.018%
38 8.557 1103 1105 1111 rvVvB2 610 559 0.18% 0.022%
39 8.612 1111 1114 1118 rVB2 367 543 0.17% 0.022%
40 8.685 1118 1126 1135 rBV 81390 158831 50.78% 6.360%
41  8.758 1135 1138 1144 rVB3 308 581 0.19% 0.023%
42 8.886 1154 1159 1161 rBV3 864 1358 0.43% 0.054%
43 8.935 1161 1167 1173 rVB3 5942 11338 3.62% 0.454%
44  9.118 1186 1197 1207 rBV 80641 164407 52.56% 6.583%
45  9.496 1257 1259 1265 rVv2 486 607 0.19% 0.024%
46 9.801 1306 1309 1311 rVB3 259 279 0.09% 0.011%
47  9.825 1311 1313 1316 rBV3 347 408 0.13% 0.016%
48 9.886 1317 1323 1330 rVB2 12631 22231 7.11% ©0.890%
49 9.984 1332 1339 1349 rWV 36131 83960 26.84% 3.362%
50 10.069 1349 1353 1357 rVvv5 1004 1734 0.55% 0.069%
51 10.179 1359 1371 1377 rVV 131387 230365 73.65% 9.224%
52 10.240 1377 1381 1387 rVB 9289 13953 4.46% 0.559%
53 10.362 1397 1401 1405 rBV3 1543 2829 0.90% 0.113%
54 10.435 1408 1413 1422 rVB 9976 15655 5.00% 0.627%
55 10.496 1422 1423 1429 rVB3 325 479 0.15% 0.019%
56 10.575 1429 1436 1444 rBV 14335 24567 7.85% 0.984%
57 10.715 1451 1459 1464 rBV5 1669 2385 0.76% 0.095%
58 10.813 1465 1475 1483 rVVv4 7694 19490 6.23% 0.780%
59 10.947 1491 1497 1508 rvV 17758 32514 10.39% 1.302%
60 11.051 1512 1514 1516 rVB 447 328 0.10% 0.013%
61 11.105 1520 1523 1525 rBV2 244 309 0.10% 0.012%
62 11.313 1551 1557 1566 rBV2 11309 18951 6.06% 0.759%
63 11.392 1568 1570 1574 rVB2 253 329 0.11% 0.013%
64 11.428 1574 1576 1579 rBV2 333 368 0.12% 0.015%
65 11.489 1579 1586 1594 rVB 93678 153279 49.00% 6.137%
66 11.593 1594 1603 1609 rBV2 2429 4287 1.37% 0.172%
67 11.697 1614 1620 1626 rVV3 10616 19910 6.37% 0.797%
68 12.026 1669 1674 1682 rBV2 5331 8510 2.72% 0.341%
69 12.105 1685 1687 1691 rVB2 426 546 0.17% 0.022%
70 12.233 1704 1708 1712 rVB3 837 1038 0.33% 0.042%
71 12.392 1732 1734 1737 rVB3 317 394 0.13% 0.016%
72 12.489 1740 1750 1756 rBV 34042 58240 18.62% 2.332%
73 12.556 1756 1761 1768 rVV 41908 67135 21.46% 2.688%
74 12.617 1769 1771 1777 rVB3 462 677 0.22% 0.027%
75 12.818 1799 1804 1810 rVB3 3924 6262 2.00% 0.251%
76 12.873 1810 1813 1815 rBV 319 372 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY006973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMYLM120321SMA.M

Title : VOC Analysis

77 13.068 1840 1845 1850 rVB3 4177 6324 2.02% 0.253%
78 13.178 1859 1863 1868 rBV2 3183 4034 1.29% 0.162%
79 13.282 1875 1880 1883 rBV3 881 1394 0.45% 0.056%
80 13.422 1897 1903 1911 rBV 33552 53031 16.95% 2.123%
81 13.617 1933 1935 1936 rVWV 428 423  0.14% 0.017%
82 13.635 1936 1938 1943 rVV3 1278 1795 0.57% 0.072%
83 13.721 1946 1952 1962 rVB 32270 52632 16.83% 2.107%
84 13.806 1962 1966 1969 rBV3 383 786 0.25% 0.031%
85 13.885 1975 1979 1985 rBV3 397 963 0.31% 0.039%
86 13.959 1985 1991 1998 rBV2 7216 12155 3.89% 0.487%
87 14.087 2011 2012 2015 rVB2 646 350  0.11% 0.014%
88 14.190 2024 2029 2033 rBV5 435 799 0.26% ©0.032%
89 14.227 2033 2035 2037 rBV2 506 406 0.13% 0.016%
90 14.263 2037 2041 2044 rBV4 667 824 0.26% 0.033%
91 14.410 2063 2065 2067 rVB2 500 335 0.11% 0.013%
92 14.580 2092 2093 2095 rBV2 624 524 0.17% 0.021%
93 14.769 2122 2124 2125 rBV 339 293 0.09% 0.012%
94 15.092 2175 2177 2180 rBV3 539 488 0.16% 0.020%
95 15.312 2211 2213 2220 rVB4 1382 2265 0.72% 0.091%
96 15.385 2220 2225 2230 rBV3 2884 5523 1.77% 0.221%
97 15.470 2237 2239 2240 rBV2 570 493 0.16% 0.020%
98 15.550 2250 2252 2255 rBV4 609 612 0.20% 0.025%
99 16.025 2328 2330 2332 rBV3 782 563 0.18% 0.023%
100 16.781 2452 2454 2455 rBV2 651 353 0.11% 0.014%

Sum of corrected areas: 2497521
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\

: VY006973.D

: 06 Dec 2021 19:53

: SY/MD

: M4887-21

: 3.22g/10.0mL/MSVOA_Y/SOIL
. 20

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY006973.D\data.ms
120000
4.027
100000
80000
60000
2.241 3.851
40000
3.369
20000 4.710
0 3.759 4.1864 35460 f\ 4911 55455740 5 0BE220  6.576
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 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 5.40 560 580 6.00 6.20 6.40 6.60
Abundance TIC: VY006973.D\data.ms
10.179
120000
8.112
100000 11.489
8.685 .
80000 9.118
60000
7.472
40000 9.984
20000 10.947
6,972 9.88 240045g57510813 11.313 || 11.697
228 8.935 ' - 59
O-8 7 97.589.752 7.97 8.40BHE] 2, 758886 9.496 @ .06 Qgﬁgﬂ 0.715 110805 ; ﬁL
e R e g R A L O e R Y el e T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY006973.D\data.ms
120000
100000
80000
60000
12.556
40000 12.489 13.422 13721
20000
12.02 3.08 13.959
0 1Y 5232 30212.6174 51513 2883880 | g enrmmongas oamepes 4101.5804.760  15.002151988ves0 16,025 16.7
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T ‘ T T T ‘ T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 Methanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.534 3.87 ug/L 24610 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
5 Ethanol 46 C2H60 000064-17-5 4

Abundance Scan 117 (2.534 min): VY006973.D\data.ms (-112) (-) m/z 47.10 100.00%

47.1
5000

2.20 2.40 2.60 2.80
35.2 62.3 75.0 o
H‘\\\\‘\\H‘HH‘HH‘HH‘HH“HH‘HH“\‘ \}HH‘HH‘H‘\\‘HH‘HH‘HH‘HH‘ m Z 47 95 77.560

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #126: Methanethiol

47.0

5000 R i Sanaus
2.20 2.40 2.60 2.80

m/z 45.10 50.74%

=0 om0
Il Il |
H‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
47.0

2.20 2.40 2.60 2.80

5000 m/z 46.10 13.61%
14.0 33.0
TP P [ TP T T I T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 %
Abundance #122: Hydroxylamine, O-methyl- i R AR A
47.0 2.20 2.40 2.60 2.80

m/z 44.10 10.22%

5000 320 WMWWM%WMﬂ“MWWNMNWWW

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 Ethanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.369 12.69 ug/L 80606  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 90
2 Ethanol 46 C2H60 000064-17-5 74
3 Ethanol 46 C2H60 000064-17-5 64
4 Ethanol 46 C2H60 000064-17-5 9

5 Dimethyl ether 46 C2H60 000115-10-6 9
Abundance Scan 254 (3.369 min): VY006973.D\data.ms (-245) (-) m/z 45.10 100.00%

45.1
5000

3.00 3.20 3.40 3.60
207.2 o
T ‘ TTTT ‘ TTTT “\ TTT ‘ TTTT ‘\ TT \‘ TTT \‘ TTT \‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT m Z 46 19 38 96

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #106: Ethano
31.0

5000 s
3.00 3.20 3.40 3.60

m/z 43.10 21.79%
|

\H‘\ \“
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
31.0

3.00 3.20 3.40 3.60

5000 ITI z 42.10 9.60%
2.0
T T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #105: Ethano
31.0 3.00 3.20 3.40 3.60

m/z 41.00 3.18%

Al j\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 Dimethyl sulfide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,027 47.80 ug/L 303709 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 97
2 Dimethyl sulfide 62 C2H6S 000075-18-3 96
3 Dimethyl sulfide 62 C2H6S 000075-18-3 95
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 91
Abundance Scan 362 (4.027 min): VY006973.D\data.ms (-353) (-) m/z 47.05 100.00%
47.0 62.1
5000
35.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
3.80 4.00 4.20 4.40
e o Wb m/z 62,10 97.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #394: Dimethyl sulfide
47.0 62.0
5000 L B I B L L R B
350 3.80 4.00 4.20 4.40
270 | m/z 45.10 60.77%
15‘.0 ‘
| Il 4 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘\ H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
47.0 62.0
T R
3.80 4.00 4.20 4.40
5000 m/z 46.05 42.34%
35.0
27.0
54.0
T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #390: Dimethyl sulfide e R RRRa T
47.0 62.0 3.80 4.00 4.20 4.40
m/z 61.00  33.31%
5000
35.0
27.0
wm‘”lﬁ"?u_HW!WWWm_ FEELEO N IV S/ SO0 A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 6 Disulfide, dimethyl Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.984  13.22 ug/L 83960 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96
2 Disulfide, dimethyl 94 C2H6S2 000624-92-0 96
3 Disulfide, dimethyl 94 C2H6S2 000624-92-0 95
4 Disulfide, dimethyl 94 C2H6S2 000624-92-0 95
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
Abundance Scan 1339 (9.984 min): VY006973.D\data.ms (-1332) (-) m/z 94.00 100.00%
94.0
45.1
5000 79.0 /\
LA
61.0 10.00
‘H“H"H“_“w‘:ﬂw‘u‘ﬂﬂ“_“uu‘u“4“H‘ m/z 45.10  56.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2845: Disulfide, dimethyl
94.0
79.0
10.00
61.0 m/z 79.00 50.43%
15.032.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
94.0
r
45.0 79.0 10.00
5000 m/z 46.00 29.69%
15.0 61.0
32.0
A oL o B e
m/z--> 10 20 30 40 50 60 70 80 90 100 /1\
Abundance #2848: Disulfide, dimethyl e
45.0 94.0 10.00
79.0 m/z 47.10 23.01%
5000
61.0
m/z--> 10 20 30 40 50 60 70 80 90 100 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 8 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.947 5.30 ug/L 32514  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 35
2 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 32
3 Rhodanine 133 C3H3NOS2 000141-84-4 27
4 1,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 27
5 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 25
Abundance Scan 1497 (10.947 min): VY006973.D\data.ms (-1491) (| m/z 149.05 100.00%
149.1
5000
45.1 =l El.l‘Od
115.1 :
\\\‘\\\\‘\\‘\\“‘\‘\\‘\‘\\\\‘\\\\‘\\\“\‘\\“\\‘\\\\‘\\\\2‘0\\7.\9 m/z 133.05 81.7400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27275: 1H-Indole-3-thiol
149.0
5000 /\\ T T T /\\ T
117.0 11.00
m/z 75.10 18.25%
77.0
45.0 ‘ ‘
\\\‘\\\\‘\‘\“\\“\\‘\‘\‘\\‘\\‘1\\1‘\\\\‘\ “\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
PN, S & S
11.00
5000 ITI/Z 67.10 15.00%
410 630 960 1220
e A B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16700: Rhodanine T
133.0 11.00
m/z 150.20 12.76%
46.0
5000
74.0
180l dl L 100 L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY@06973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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 12 Dimethyl trisulfide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.068 2.98 ug/L 6324 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl trisulfide 126 C2H6S3 003658-80-8 74
2 Dimethyl trisulfide 126 C2H6S3 003658-80-8 72
3 Dimethyl trisulfide 126 C2H6S3 003658-80-8 72
4 Dimethyl trisulfide 126 C2H6S3 003658-80-8 47
5 2-Cyclopenten-1-one, 3-ethyl-2-h... 126 C7H1002 021835-01-8 22
Abundance Scan 1845 (13.068 min): VY006973.D\data.ms (-1840) (- m/z 126.00 100.00%
79.1 126.0
57.2
5000
R T
LI STINEUEC B
\\\‘\\\\}\\\‘\‘\\\\‘h\\\\‘\\\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\1\\ m/z 79.19 99.210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12503: Dimethyl trisulfide
126.0
5000 L m :
wo 0 13.00
’ m/z 57.20 81.04%
\\\‘\\\\‘\“\\\“!\\\‘l‘\\\\‘\\‘\‘\‘\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance f\ [l
126.0 h
LA
45.0 13.00
5000 79.0 m/z 45.18 52.13%
15.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #12501: Dimethy! trisulfide ‘ﬂ‘ - ﬁﬂ‘
126.0 13.00
550 19, m/z 56.00 48.18%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY120621\
Data File : VY006973.D

Acqg On : 06 Dec 2021 19:53
Operator : SY/MD

Sample : M4887-21

Misc : 3.22g/10.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\SFAMYLM120321SMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methanethiol 2 9 ug/L 24610 1 8.685 158831 25.0
Ethanol 3 7 ug/L 80606 1 8.685 158831 25.0
Dimethyl sulfide 4.027 47.8 ug/L 303709 1 8.685 158831 25.0
Disulfide, dime... 9 2 ug/L 83960 1 8.685 158831 25.0
unknown-01 0 3 ug/L 32514 2 11.490 153279 25.0
Dimethyl trisul... 3 0 ug/L 6324 3 13.422 53031 25.0
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