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

Method
Title

Signal

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\

: VWe21142.D

: 05 Dec 2021 02:14

: SY/VA

: M4883-18RE

: 3.62g/10.0mL/MSVOA_W/SOIL
: 36

Sample Multiplier: 1

Parameters: LSCINT.P

RTE
OFF

0.2

tion: 5

: TIC: VWe21142.D\data.ms

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

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max.
1 3.952 335 336 338 rBV 86 89 0.23%
2 4.019 340 347 356 rVB 4160 10764 27.32%
3 4.178 371 373 374 rBV 82 82 0.21%
4 4.385 404 407 414 rBV2 332 733  1.86%
5 4.452 416 418 421 rBB 90 102  0.26%
6 4.477 421 422 426 rBV 72 117 0.30%
7 4.733 461 464 467 rBB 78 119 0.30%
8 4.879 486 488 489 rBV 141 120 0.30%
9 4.928 489 496 505 rVB3 1010 2854 7.24%
106 4.995 505 507 510 rBB 102 119 0.30%
11 5.348 563 565 567 rBv 141 138 0.35%
12 5.434 577 579 581 rBV 143 125 0.32%
13 5.482 584 587 588 rBV 87 100 0.25%
14 5.592 603 605 608 rVB 124 160 0.25%
15 5.763 631 633 635 rBB 119 111 0.28%
16 5.873 650 651 654 rBB 123 115 0.29%
17 6.037 675 678 680 rBB 60 78 0.20%
18 6.257 710 714 716 rBB 148 194  0.49%
19 6.293 717 720 723 rBB 108 119 0.30%
20 6.397 736 737 740 rBB 72 77 0.20%
21  6.427 740 742 745 rBV 90 128 0.32%
22 6.519 754 757 759 rBB 81 90 0.23%
23 6.647 775 778 779 rBB 110 90 0.23%
24  6.665 779 781 783 rBV 119 118 0.30%
25 6.915 820 822 824 rBV 105 121 0.31%
26 7.031 839 841 844 rBV 67 88 0.22%
27 7.214 869 871 874 rW 111 86 0.22%
28 7.360 893 895 897 rBB 131 106 0.27%
29 7.421 902 905 906 rBB 110 83 0.21%
30 7.458 907 911 912 rBV 66 85 0.22%
31 7.476 912 914 917 rVB 112 98 0.25%
32 7.537 922 924 928 rBB 73 117 0.30%
33 7.653 935 943 951 rBB2 6151 14690 37.29%
34 8.275 1035 1045 1057 rBv4 11581 39393 100.00%
35 8.695 1113 1114 1117 rBV4 62 82 0.21%
36 8.848 1131 1139 1146 rBB3 8026 16010 40.64%
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: Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLM120321SMA.M
: SFAMO1.0




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 36 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 8.921 1150 1151 1154 rBV3 82 102 0.26% ©0.046%
38 9.018 1164 1167 1169 rBB3 114 115 0.29% 0.052%
39 9.098 1176 1180 1186 rBB 771 1247 3.17% 0.560%
40 9.159 1187 1190 1192 rBB 118 116 0.29% 0.052%
41  9.201 1195 1197 1200 rBB 84 104 0.26% ©0.047%
42 9.274 1203 1209 1216 rBV2 8241 16121 40.92% 7.243%
43 9.470 1239 1241 1243 rBB 85 79 0.20% 0.035%
44  9.512 1246 1248 1250 rBB 79 80 0.20% 0.036%
45 9.579 1256 1259 1260 rBB 85 80 0.20% 0.036%
46 9.762 1287 1289 1290 rBV 138 98 0.25% 0.044%
47 9.811 1294 1297 1300 rBB 114 127 0.32% 0.057%
48 9.878 1307 1308 1312 rBB 97 79 0.20% 0.035%
49 10.037 1328 1334 1341 rBB2 2420 4353 11.05% 1.956%
50 10.323 1373 1381 1388 rBV 10868 20066 50.94% 9.016%
51 10.390 1388 1392 1398 rvVvB2 1796 2829 7.18% 1.271%
52 10.488 1406 1408 1410 rBB 86 79 0.20% 0.035%
53 10.579 1419 1423 1429 rBB2 1107 1676 4.25% 0.753%
54 10.646 1431 1434 1435 rBB2 85 82 0.21% 0.037%
55 10.707 1436 1444 1449 rBV 4648 8184 20.78% 3.677%
56 10.866 1465 1470 1474 rBB 2125 2859 7.26% 1.285%
57 10.927 1474 1480 1489 rBB2 2016 3677 9.33% 1.652%
58 11.018 1493 1495 1497 rBB2 123 94  0.24% 0.042%
59 11.061 1498 1502 1509 rBB 773 1198 3.04% 0.538%
60 11.439 1557 1564 1570 rBB2 4198 7040 17.87% 3.163%
61 11.634 1590 1596 1602 rVB 7239 11912 30.24% 5.352%
62 11.725 1608 1611 1615 rBV 306 468 1.19% 0.210%
63 12.164 1679 1683 1688 rBB2 661 1113 2.83% 0.500%
64 12.402 1717 1722 1723 rBB2 74 97 ©0.25% 0.044%
65 12.567 1747 1749 1750 rBV 143 124 0.31% 0.056%
66 12.603 1750 1755 1762 rVB 15852 24801 62.96% 11.144%
67 12.688 1763 1769 1775 rBB 4447 6860 17.41% 3.082%
68 12.774 1780 1783 1785 rBV 121 127 0.32% 0.057%
69 12.865 1796 1798 1800 rVB 138 100 0.25% 0.045%
70 12.945 1807 1811 1813 rBV 146 264 0.67% 0.119%
71 13.018 1821 1823 1825 rBV 64 83 0.21% 0.037%
72 13.140 1841 1843 1845 rBV 85 97 0.25% 0.044%
73 13.243 1858 1860 1864 rBV2 267 405 1.03% 0.182%
74 13.292 1864 1868 1872 rVV 1514 2075 5.27% ©.932%
75 13.438 1890 1892 1893 rBV 82 79 0.20% 0.035%
76 13.554 1907 1911 1916 rBV2 2368 3675 9.33% 1.651%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 36 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 13.658 1923 1928 1929 rBB2 143 175 0.44% 0.079%
78 13.694 1930 1934 1936 rBV 106 153 ©0.39% 0.069%
79 13.853 1956 1960 1965 rBB2 2441 3660 9.29% 1.645%
80 14.066 1989 1995 2000 rBB2 3186 4999 12.69% 2.246%
81 14.139 2006 2007 2010 rBV 91 114 ©0.29% ©0.051%
82 14.267 2024 2028 2030 rBV 85 162 0.41% 0.073%
83 14.359 2042 2043 2046 rBV 80 103 0.26% 0.046%
84 14.426 2052 2054 2056 rBV 136 111 ©0.28% 0.050%
85 14.475 2060 2062 2064 rBB 81 78 0.20% 0.035%
86 14.505 2064 2067 2068 rBB 103 84 0.21% 0.038%
87 14.536 2071 2072 2074 rBV 86 80 0.20% 0.036%
88 14.597 2079 2082 2083 rBV 107 85 0.22% 0.038%
89 14.645 2087 2090 2091 rBV 88 87 0.22% 0.039%
99 14.719 2098 2102 2107 rBV 221 326 0.83% 0.146%
91 14.780 2110 2112 2113 rBV 106 95 0.24% 0.043%
92 14.847 2121 2123 2125 rW 110 76 0.19% 0.034%
93 14.950 2139 2140 2143 rBV 170 106 0.27% 0.048%
94 15.023 2151 2152 2157 rBV 129 232 0.59% 0.104%
95 15.109 2164 2166 2168 rBV 123 86 0.22% 0.039%
96 15.261 2190 2191 2195 rBV 148 195 0.50% 0.088%
97 15.426 2216 2218 2223 rBvV4 361 691 1.75% ©0.310%
98 15.920 2295 2299 2300 rBV 211 255 0.65% 0.115%
99 15.981 2308 2309 2310 rBV 151 98 0.25% 0.044%
100 16.127 2331 2333 2334 rBV 104 103 0.26% 0.046%
Sum of corrected areas: 222560
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

14000
12000
10000
8000
6000
4000
2000

0

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\

: Ve21142.D

: 05 Dec 2021 02:14

: SY/VA

: M4883-18RE

: 3.62g/10.0mL/MSVOA_W/SOIL
: 36

Sample Multiplier: 1

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

. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VW021142.D\data.ms

4.019

4.928

3.952 4,178 428807 4.738.8%095

5.382859%5.76387%.037 662262475 ¥BHED

Time-->
Abundance

14000

12000

10000

8000

6000

4000

2000

L L L L L L L I L L L L L L L B L L L L L L L B S R I
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TIC: VW021142.D\data.ms

8.275
10.323

8.848 9.274

11.634
7.653

10.707 11.439

10.037 10,6657

1057
9.098 11,061
695/8,92.0180.301|, 9919E7OTE;TS 0.488.6 018 11728

.390

Time-->
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14000

12000
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8000

6000
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0

o/931

217 362783
N A
7.50
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TIC: VW021142.D\data.ms

7.00

12.

2.688

14.066

13.554 13.853
13.292
xmwwwzmszé 426 1&92@@127

he. 12'/{6412.402. Jmmisemsn 3433&335534A A

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS vial : 36 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 5-(4-Fluorophenyl)-1,3-oxaz... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.066 34.01 ug/L 4999 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(4-Fluorophenyl)-1,3-oxazole-2... 267 C12H14FNOSSi  1000497-07-6 53
2 4'-hydroxy-[1,1'-biphenyl]-4-car... 267 C16H17NOSi 1000458-49-5 50
3 4-(Methylamino)phenol, N,0-bis(t... 267 C13H25N0Si2 1000471-13-0 37
4 5-(3-Pyridinyl)-1,3,4-thiadiazol... 267 C10H13N3S2Si  1000471-43-6 36
5 2,3,5,6-Tetrafluoro-4-methoxyani... 267 C10H13F4NOSi 1000500-52-0 9

Abundance Scan 1995 (14.066 min): VW021142.D\data.ms (-1989) (- m/z 73.10 100.00%

73.1
5000 267.0
T T
Olerrprrrrrbreeberb e bbb m/z 267.00 49.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #156390: 5-(4-Fluorophenyl)-1,3-oxazole-2(3H)-thione, T
73.0
5000 267.0 L \
116.0 14.00
m/z 268.00 13.42%
48.0 166.0
O \\\‘\\\\“}\\\H‘\\\H\‘\\\‘\‘\‘\\\h“\\\‘\“\\‘\\‘}‘\\\‘\].\9\16‘9?\%%9‘\\!\‘\1‘\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #156906: 4'- hydroxy [1,1"-biphenyl]-4-carbonitrile TMS De
73.0 252.0
T T
45.0 14.00
5000 ITI/Z 269.00 10.34%
126.0
177.0
‘H b LT g |
QSRR W TNY, SRR S MO s NI M
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #156509: 4-(Methylamino)phenol, N,O-bis(trimethylsilyl)- b ‘
73.0 267.0 14.00
m/z 75.10 9.75%
5000
45.0 178.0 237 0
118.0 150.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS vial : 36 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-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.719 2.22 ug/L 326 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4

2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4

3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4

5 6-Nitro-8-methoxy-2H-chromene 207 C10H9ONO4 062063-07-4 2

Abundance Scan 2102 (14.719 min): VW021142.D\data.ms (-2098) (- m/z 43.80 100.00%

438 73.1 207.1
5000
P A,
14.50 15.00
0 b e e e e e e M/z0 73,100 96.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #848: Formamide, N,N-dimethyl-
440 730
5000 e —
15.0 14.50 15.00
m/z 207.10 87.18%
O' ‘\\i“\\1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #849: Formamide, N,N-dimethyl-
440 73.0
14.50 15.00
5000
15.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #850: Formamide, N,N-dimethyl-
44.0 73.0
5000
150‘
m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS vial : 36 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 11 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.426 4.70 ug/L 691 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 acetamide, N-(5-mercapto-1,3,4-t... 175 C4H5N30S2 1000404-71-1 4
2 3-Amino-1-phenyl-2-pyrazolin-5-one 175 C9H9N30 004149-06-8 2
3 4-Methyl-2,6-dihydroxyquinoline 175 C1OHSNO2 034982-01-9 2
4 4-Methyl-2,6-dihydroxyquinoline 175 C1@H9NO2 034982-01-9 2
5 1-Phenyl-1H-1,2,4-triazole-3,5-d... 175 C8H9N5 014575-59-8 2

Abundance Scan 2218 (15.426 min): VW021142.D\data.ms (-2216) (- m/z 175.20 100.00%

57.0 17p.2
5000 206.9
A
15.50
okt m/z 57.00  84.05%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #50151: acetamide, N-(5-mercapto-1,3,4-thiadiazol-2-yl)-
43.0
5000 I
133.0 5o 15.50
74.0 m/z 206.90 42.33%
OTY—M\\\“}‘\\‘\H“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\“\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #50453: 3-Amino-1-phenyl-2-pyrazolin-5-one
175.0 n
42.0 | Ll
15.50
5000
91.0
0 ‘\ H‘ 61.‘0 ‘h \“ | 119.0 |
T R R EA R R R
miz--> 40 60 80 100 120 140 160 180 200
Abundance #49953: 4-Methyl-2,6-dihydroxyquinoline
175.0
5000
147.0
39.0 650 91.0 1180 ‘
0 H“‘mm;hm‘w‘wu"”“qu“wmu‘_m_m
m/z--> 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VW021142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS vial : 36 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 12 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.920 1.73 ug/L 255 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2

2 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
4 Carbon dioxide 44 CO2 000124-38-9 2

5 Acetonitrile-d3 44 C2D3N 002206-26-0 2

Abundance Scan 2299 (15.920 min): VW021142.D\data.ms (-2295) ( m/z 207.20 100.00%

44.0 20y-2
5000
L
16.00
0 e e e e M/Z 44.00 85.37%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-:
550 80.0 207.0
5000 123.0
16.00
166.0 m/z 206.90  74.39%
O'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
o
16.00
5000
. 1020 1280 1650 |
I B e e mmma
miz--> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.
390 63.0 ‘ 118.0
m/z--> 40 60 80 100 120 140 160 180 200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120421\
Data File : VWO21142.D

Acqg On : 05 Dec 2021 02:14
Operator : SY/VA

Sample : M4883-18RE

Misc : 3.62g/10.0mL/MSVOA_W/SOIL

ALS Vvial : 36 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|
5-(4-Fluorophen... 14.066 34.0 ug/L 4999 3 13.554 3675 25.0
unknown-01 14.719 2.2 ug/L 326 3 13.554 3675 25.0
unknown-02 15.426 4.7 ug/L 691 3 13.554 3675 25.0
unknown-03 15.920 1.7 ug/L 255 3 13.554 3675 25.0
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