Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\

: VWe21066.D

: 03 Dec 2021 16:04

: SY/VA

: M4881-03RE

: 3.61g/10.0mL/MSVOA_W/SOIL
. 14

Sample Multiplier: 1

Parameters: LSCINT.P

RTE
OFF

0.2

tion: 5

Filtering:
1 Min Area:
Max Peaks:
: 0 Peak Location:

5

0 % of largest Peak

100
TOP

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLM120321SMA.M
Title : SFAMO1.0

Signal : TIC: VWO21066.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 2.355 69 74 81 rVB 18880 31014 14.18%  2.494%
2 3.946 330 335 337 rBvV 119 233 0.11% 0.019%
3  4.019 337 347 359 rVWW2 22948 66125 30.23% 5.317%
4 A4.604 441 443 445 rBB 103 99 0.05% 0.008%
5 4.781 471 472 474 rBV 103 990 0.04% 0.007%
6 5.007 507 509 512 rBV 150 99 0.05% 0.008%
7 5.299 556 557 559 rBV 135 118 ©0.05% ©0.009%
8 5.342 562 564 568 rVB 135 134 0.06% 0.011%
9 5.372 568 569 571 rBV 103 93 0.04% 0.007%
106 5.464 583 584 586 rVB 182 88 0.04% 0.007%
11 5.482 586 587 589 rBV 105 87 0.04% 0.007%
12 5.567 599 601 604 rBB 111 111 0.05% 0.009%
13 5.665 616 617 620 rBB 134 94 0.04% 0.008%
14 5.696 621 622 624 rBV 102 86 0.04% 0.007%
15 5.726 626 627 630 rBB 114 990 0.04% 0.007%
16 5.750 630 631 633 rBV 121 103 0.05% ©0.008%
17 5.787 636 637 639 rBV 160 143 0.07% 0.011%
18 5.939 656 662 663 rBv2 938 1383 0.63% 0.111%
19 6.019 674 675 678 rVB 135 102 0.05% 0.008%
20 6.226 707 709 712 rBV 79 125 0.06% 0.010%
21  6.287 716 719 721 rBV 181 241  0.11% 0.019%
22 6.494 751 753 755 rBB 130 95 0.04% 0.008%
23 6.555 762 763 767 rBB 140 134 0.06% 0.011%
24 6.823 805 807 811 rBB 119 150 0.07% 0.012%
25 6.921 821 823 825 rBV 76 89 0.04% 0.007%
26 7.079 841 849 853 rBV 5616 14532 6.64% 1.168%
27 7.433 904 907 908 rBV 117 121 0.06% ©0.010%
28 7.494 915 917 922 rVB 184 244  0.11% ©0.020%
29 7.652 933 943 954 rBV 45599 111932 51.18% 9.000%
30 7.781 961 964 965 rBV 115 106 0.05% ©.009%
31 7.829 969 972 974 rBV 121 152 0.07% 0.012%
32 7.963 984 994 999 rBB5 1391 3452 1.58% 0.278%
33 8.037 1003 1006 1007 rBV 160 145 0.07% 0.012%
34 8.110 1014 1018 1021 rBB 142 145 0.07% 0.012%
35 8.165 1025 1027 1030 rBV 135 182 ©0.08% 0.015%
36 8.274 1034 1045 1060 rBV3 67192 218708 100.00% 17.586%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 14 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_ W\Method\SFAMWLM120321SMA.M
Title : SFAMO1.0
37 8.652 1106 1107 1110 rBB3 140 96 0.04% 0.008%
38 8.750 1120 1123 1124 rBV 87 104 0.05% ©0.008%
39 8.841 1131 1138 1147 rVB 62621 123233 56.35% 9.909%
40 8.982 1159 1161 1165 rBB 78 123 0.06% 0.010%
41  9.274 1201 1209 1216 rBV 56448 114058 52.15% 9.171%
42 9.512 1247 1248 1251 rBV 67 96 0.04% 0.008%
43 9.579 1256 1259 1260 rVB 155 151 0.07% 0.012%
44  9.652 1269 1271 1273 rBV 173 160 0.07% 0.013%
45 9.731 1283 1284 1287 rBV 81 108 ©0.05% ©0.009%
46 9.780 1290 1292 1295 rBB 118 113 0.05% 0.009%
47  9.817 1296 1298 1302 rBB 101 136 ©0.06% 0.011%
48 9.896 1308 1311 1313 rBB 196 171 ©0.08% 0.014%
49 10.036 1327 1334 1343 rVB 18725 33435 15.29% 2.688%
50 10.213 1357 1363 1369 rBB3 558 881 0.40% 0.071%
51 10.323 1374 1381 1388 rBV 70008 121086 55.36% 9.736%
52 10.493 1407 1409 1411 rBB 107 86 0.04% 0.007%
53 10.579 1416 1423 1428 rBV2 8845 15312 7.00% 1.231%
54 10.658 1434 1436 1437 rBV2 178 115 ©0.05% ©0.009%
55 10.701 1437 1443 1451 rVB 9847 17378 7.95% 1.397%
56 10.841 1464 1466 1470 rBV2 197 180 0.08% 0.014%
57 10.926 1474 1480 1492 rVB2 18105 35140 16.07% 2.825%
58 11.067 1497 1503 1512 rBB 4723 7908 3.62% 0.636%
59 11.176 1519 1521 1524 rBB 486 492 0.22% 0.040%
60 11.231 1527 1530 1533 rVB 380 456 0.21% 0.037%
61 11.286 1534 1539 1541 rBB 105 144 0.07% 0.012%
62 11.341 1546 1548 1551 rBB 104 127 0.06% 0.010%
63 11.438 1557 1564 1570 rVB2 10166 16740 7.65%  1.346%
64 11.487 1570 1572 1574 rBV 128 111 0.05% ©0.009%
65 11.627 1588 1595 1603 rBB 48298 83485 38.17% 6.713%
66 11.731 1606 1612 1616 rBB2 473 740 0.34% 0.060%
67 11.792 1620 1622 1624 rBV 129 127 0.06% 0.010%
68 11.829 1624 1628 1637 rVB2 1431 2711 1.24% 0.218%
69 12.024 1657 1660 1661 rBV 125 115 0.05% 0.009%
70 12.176 1679 1684 1688 rBB 956 1461 0.67% 0.117%
71 12.225 1691 1693 1695 rBB 100 91 0.04% 0.007%
72 12.280 1699 1702 1703 rBV 113 120 0.05% 0.010%
73 12.402 1721 1722 1725 rBV 120 119 0.05% 0.010%
74 12.463 1729 1732 1736 rBB 280 435 0.20% 0.035%
75 12.536 1742 1744 1747 rBV 98 126 0.06% 0.010%
76 12.609 1749 1756 1762 rVB2 34320 55938 25.58% 4.498%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 14 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_ W\Method\SFAMWLM120321SMA.M
Title : SFAM@1.0
77 12.688 1763 1769 1776 rBV 30491 51415 23.51% 4.134%
78 12.847 1791 1795 1798 rBV 128 188 ©0.09% 0.015%
79 12.895 1801 1803 1805 rVvV 246 193 0.09% 0.016%
80 12.932 1805 1809 1815 rVVv2 825 1263 ©.58% 0.102%
81 13.097 1835 1836 1839 rBB 140 140 0.06% 0.011%
82 13.188 1847 1851 1857 rBB2 234 421 0.19% 0.034%
83 13.243 1857 1860 1863 rBV3 616 942 0.43% 0.076%
84 13.292 1864 1868 1874 rVV2 4643 6683 3.06% ©.537%
85 13.401 1881 1886 1889 rBB3 603 817 ©.37% 0.066%
86 13.469 1895 1897 1898 rBV 199 137 0.06% 0.011%
87 13.499 1900 1902 1905 rvV 438 399 0.18% 0.032%
88 13.554 1905 1911 1924 rVwV 24168 38367 17.54%  3.085%
89 13.761 1942 1945 1949 rBV2 296 410 0.19% 0.033%
90 13.853 1953 1960 1966 rBV 20878 33727 15.42% 2.712%
91 14.011 1983 1986 1987 rBB 197 146 0.07% 0.012%
92 14.066 1989 1995 2002 rVB2 11180 18102 8.28% 1.456%
93 14.383 2045 2047 2048 rBV 99 100 ©0.05% 0.008%
94 14.438 2054 2056 2060 rBV 123 177 ©0.08% 0.014%
95 14.493 2063 2065 2067 rBV 85 104 ©0.05% 0.008%
96 14.621 2082 2086 2088 rBV3 435 601 ©0.27% 0.048%
97 14.718 2096 2102 2106 rBvV4 1330 2041 0.93% 0.164%
98 14.865 2123 2126 2128 rBvV4 84 129 0.06% 0.010%
99 15.127 2166 2169 2172 rVB 298 404 0.18% 0.032%
100 15.486 2224 2228 2232 rVB2 1463 2324 1.06% 0.187%
Sum of corrected areas: 1243683
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\

: VWe21066.D

: 03 Dec 2021 16:04

: SY/VA

: M4881-03RE

: 3.61g/10.0mL/MSVOA_W/SOIL
: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abun%&] TIC: VW021066.D\data.ms
60000
50000
40000
30000
4.019
20000 2355
10000
0 A SRR 7 33819 6.0 487 6.86%65  6.82
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\7_\‘\\\\‘\\\\‘\\\\T\\\\‘\\\\‘\\\\‘\\\T‘\T\r‘\"{ﬁ"\\f\r\\\\‘7T\\‘\F\T‘\\\\‘7
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 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundanc TIC: VW021066.D\data.ms
RS 8.274 10.823
8.841
60000 9.274
11.627
50000 7.652
40000
30000
20000 10.036 10.926
10000 10 é_‘ﬁb701 11.438
7.0 11.067
01921 72384 77820 8.682508.982 9.917SEEEBIBY6) | 10.213110.4 8 11 /{JLJL 48710¥5%
el | N ‘ e SO P00 2 o sacllb s
Time--> 7.00 750 8.00 8.50 9.00 9.50 10.00 10,50 11,00 11.50
Abun%&] TIC: VW021066.D\data.ms
60000
50000
40000
12.609
2.688
30000
13.853
20000
14.066
10000
13.292
oL 12,0843 12@@2&%1@3 13.76114.0 144&@®%é21i§86515127 15.486
T ‘ T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 1400 14'50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
Quant Title : SFAM@1.0

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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.067 2.37 ug/L 7908 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Methylthio)benzonitrile 149 C8H7NS 021382-98-9 35
2 Thioglycolic acid, tert-butyldim... 206 C8H1802SSi 1000476-01-2 23
3 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 17
4 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S 016696-87-0 17
5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 16
Abundance Scan 1503 (11.067 min): VW021066.D\data.ms (-1497) - m/z 149.00 100.00%
149.0
5000
75.0
T
45.0 115.0 ‘ ‘ 11.00
Obrrr e b e s m/z 133,00 86.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27284: 4-(Methylthio)benzonitrile
149.0
5000 116. /\ T /\
6.0 11.00
m/z 75.00 34.68%
45.0 90.0
69.0
O \]-\5\"0\ T \“ \H‘\h\ T ‘h \‘\Hl“‘\ \“\ T “J‘\ T \“‘\ T \‘\ ‘ T \“\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #83177: Thioglycolic acid, tert-butyldimethylsilyl ester
149.0 f\ | A /\
‘ pe ‘
11.00
5000 75.0 m/z 150.00 16.55%
50 40 | 1040 | 1910
R B B B B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26650: Silane, diethoxydimethyl- — ‘
133.0 11.00
m/z 133.90 14.42%
5000
89.0
59.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
Quant Title : SFAM@1.0

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 unknown-02 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.718 1.33 ug/L 2041 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Thiadiazole-2(3H)-thione, ... 147 C3H5N3S2 027386-01-2 4

2 Benzene, 1l-ethynyl-4-nitro- 147 C8H5NO2 000937-31-5 4

3 Butylsemithiocarbazide 147 C5H13N3S 006610-31-7 4
4 N-Ethylformamide 73 C3H7NO 000627-45-2 4

5 N-Ethylformamide 73 C3H7NO 000627-45-2 4

Abundance Scan 2102 (14.718 min): VW021066.D\data.ms (-2096)  m/z 73.00 100.00%

146.9

5000 281"

43.0

| n

14.50 15.00

e b b e et M/ 146,90 77.37%
miz—> 20 40 60 80 100120140160 180200220 240260280

Abundance #25828: 1,3,4-Thiadiazole-2(3H)-thione, 5-(methylamino)

o

147.0
42.0 n
5000 — ——
71.0 14.50 15.00
m/z 281.10  38.95%
0' !\}‘L‘\l\\‘HH‘\\H‘\U\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26027: Benzene, 1-ethynyl-4-nitro-
147.0
— —
101.0 14.50 15.00
5000 ITI/Z 57.20 35.79%
44.0
o L0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25846: Butylsemithiocarbazide —— T
32.0 147.0 14.50 15.00
m/z 43.00 27.11%
5000

6%0
0 “ \h\ ‘H\ ‘\‘88(\) 11\60‘\ ‘\
T T T [T T T T T T T T T T T T T T T T

‘ 7
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
Quant Title : SFAM@1.0

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-@3 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.486 1.51 ug/L 2324  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 7
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4
3 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 4
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 4
5 Acetic acid, methyl ester 74 C3H602 000079-20-9 4
Abundance Scan 2228 (15.486 min): VW021066.D\data.ms (-2224) - m/z 73.00 100.00%
3.0
5000
147.0 \A \/\\ ‘\
45.2 206.9 15.50
O b m/z 147.00 17.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #988: 1-Propanol, 2-methyl-
43.0
5000 n ﬂ ‘
15.50
740 m/z 74.00 10.37%
18.0 I
O' \\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #843: Acetamide, N-methyl-
43.0 73.0
—-b
15.50
5000 ITI/Z 59.10 7.37%
15.0
0"N‘_Lh‘ﬁﬁ‘“H‘M,H““H“‘H“‘H““H“‘H““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #986: 1-Propanol, 2-methyl- i
43.0 15.50
m/z 45.20 7.14%
5000
‘ 74.0
Y A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120321\
Data File : VWO21066.D

Acqg On : 03 Dec 2021 16:04
Operator : SY/VA

Sample : M4881-03RE

Misc : 3.61g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 11.067 2.4 ug/L 7908 2 11.634 83485 25.0
unknown-02 14.718 1.3 ug/L 2041 3 13.560 38367 25.0
unknown-03 15.486 1.5 ug/L 2324 3 13.560 38367 25.0
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