LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VWO23000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO50222SMA .M
Title : SFAMO1.0

Signal : TIC: VWO23000.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.891 157 162 171 rVB 7480 15017 15.58% 1.820%
2 3.074 191 192 194 rBV2 1018 783 0.81% 0.095%
3 3.160 203 206 208 rBV3 1087 1077 1.12% 0.131%
4 3,184 208 210 213 rBV4 1361 1276  1.32% 0.154%
5 3.300 228 229 231 rBV2 950 837 0.87% 0.101%
6 3.349 236 237 240 rBV3 802 584 0.61% 0.071%
7 3.404 240 246 250 rBV9 2196 5396 5.60% 0.654%
8 3.538 266 268 271 rBv4 1108 1043 1.08% 0.126%
9 3.562 271 272 275 rVB2 961 845 0.88% 0.102%
106 3.654 285 287 288 rVB2 1113 671 0.70% 0.081%
11  3.757 298 304 306 rBV6 1335 2387 2.48% 0.289%
12 3.818 313 314 316 rBV2 961 605 0.63% 0.073%
13  4.032 338 349 355 rBV 13063 33564 34.82% 4.068%
14 4.312 393 395 397 rVB3 1054 666 0.69% 0.081%
15 4.342 397 400 401 rBv2 1041 1134 1.18% 0.137%
16 4.464 419 420 422 rBV2 807 611 0.63% 0.074%
17 4.611 442 444 446 rBV3 702 801 0.83% 0.097%
18 4.678 452 455 456 rBV3 682 676 0.70% 0.082%
19 4,885 487 489 490 rBv2 1375 807 0.84% 0.098%
20 5.092 521 523 524 rBV2 1106 718 0.74% 0.087%
21 5.202 540 541 545 rVB3 1160 1043 1.08% 0.126%
22 5.293 554 556 558 rVB2 1095 700 0.73% 0.085%
23 5.330 560 562 564 rBvV3 771 770 0.80% ©0.093%
24 5.361 565 567 569 rVB3 1104 768 0.80% ©0.093%
25 5.391 576 572 574 rVB3 910 636 0.66% 0.077%
26 5.428 574 578 580 rBv4 1365 2286 2.37% 0.277%
27 5.470 583 585 588 rVB4 1501 1195 1.24% 0.145%
28 5.556 595 599 601 rBv4 1355 1845 1.91% 0.224%
29 5.732 627 628 630 rBvV2 752 740 0.77% 0.090%
300 5.781 635 636 639 rvw2 1164 767 0.80% ©0.093%
31 5.812 639 641 644 rvB3 722 720  0.75% ©0.087%
32 5.940 657 662 665 rBV6 1614 2924 3.03% 0.354%
33 5.989 668 670 672 rVvB3 1470 1052 1.09% 0.127%
34 6.013 672 674 677 rBV4 890 1244 1.29% 0.151%
35 6.092 686 687 688 rBV 1103 698 ©0.72% 0.085%
36 6.360 729 731 733 rvB3 1516 1027 1.07% 0.124%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VWO23000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO50222SMA .M
Title : SFAMO1.0
37 6.385 733 735 736 rBv2 1008 789 0.82% 0.096%
38 6.543 760 761 764 rBV2 1396 1362 1.41% 0.165%
39 6.647 776 778 782 rVW4 851 975 1.01% 0.118%
40 6.885 815 817 820 rVB2 1596 1455 1.51% 0.176%
41 6.921 820 823 824 rBV3 1175 1385 1.44% 0.168%
42 6.988 832 834 838 rBVS5 1262 1549 1.61% 0.188%
43 7.092 846 851 854 rBV5 2806 6068 6.30% ©.735%
44  7.354 890 894 895 rBvV2 677 793 0.82% 0.096%
45 7.494 916 917 919 rVB2 1805 890 0.92% 0.108%
46 7.561 926 928 934 rBV5 1026 1652 1.71% 0.200%
47 7.647 936 942 951 rVWW2 19201 47969 49.76%  5.814%
48 7.738 955 957 959 rvv2 888 594 0.62% 0.072%
49 7.836 971 973 975 rBV3 1299 854 0.89% 0.104%
50 7.921 984 987 988 rBv3 1419 1196 1.24% 0.145%
51 8.025 1001 1004 1007 rBV4 1143 1291 1.34% 0.156%
52 8.153 1022 1025 1028 rBV3 1357 1913 1.98% 0.232%
53 8.275 1038 1045 1059 rBV4 29250 96393 100.00% 11.682%
54 8.689 1112 1113 1115 rVB2 1052 573 0.59% 0.069%
55 ~8.750 1121 1123 1125 rBV3 1307 1317 1.37% 0.160%
56 8.842 1131 1138 1145 rBV 30158 64231 66.63% 7.785%
57 8.970 1157 1159 1162 rVB4 681 863 0.90% 0.105%
58 9.000 1162 1164 1167 rBvV3 1505 955 0.99% 0.116%
59 9.128 1183 1185 1188 rVB4 809 882 0.92% 0.107%
60 9.159 1188 1190 1191 rBv2 630 571 0.59% 0.069%
61 9.274 1202 1209 1218 rVV2 24404 51540 53.47% 6.246%
62 9.384 1224 1227 1229 rBV3 1283 1657 1.72% 0.201%
63 9.439 1234 1236 1238 rVv3 926 619 0.64% 0.075%
64 9.610 1262 1264 1265 rBV2 1095 725 0.75% ©0.088%
65 9.707 1277 1280 1281 rBV2 769 693 0.72% 0.084%
66 9.762 1287 1289 1292 rVB4 891 1019 1.06% 0.123%
67 9.829 1297 1300 1301 rBV3 836 811 0.84% 0.098%
68 9.902 1310 1312 1314 rBV3 905 591 0.61% 0.072%
69 10.037 1328 1334 1341 rBV2 8306 17277 17.92% 2.094%
70 10.146 1350 1352 1354 rVB2 1051 770 0.80% ©0.093%
71 10.323 1374 1381 1388 rBV 33279 65140 67.58% 7.895%
72 10.390 1388 1392 1396 rBV3 4401 7272 7.54% 0.881%
73 10.494 1407 1409 1417 rVB1o 2125 4283 4.44% 0.519%
74 10.579 1417 1423 1428 rBV5S 5272 11333 11.76% 1.374%
75 10.829 1463 1464 1466 rBV2 1170 1047 1.09% 0.127%
76 10.933 1474 1481 1490 rBv4 6002 14018 14.54% 1.699%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VWO23000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO50222SMA .M
Title : SFAM@1.0
77 11.067 1502 1503 1505 rBV2 880 743 0.77% ©.090%
78 11.134 1512 1514 1516 rBV3 989 1073 1.11% 0.130%
79 11.177 1518 1521 1526 rBV7 1803 3667 3.80% 0.444%
80 11.378 1552 1554 1556 rBV3 819 672 ©0.70% 0.081%
81 11.402 1556 1558 1559 rBV2 885 798 ©0.83% 0.097%
82 11.634 1589 1596 1602 rBV2 31217 58040 60.21% 7.034%
83 11.731 1608 1612 1613 rBv4 1172 1494 1.55% 0.181%
84 11.762 1615 1617 1622 rVB5 1391 1301 1.35% ©.158%
85 11.841 1622 1630 1634 rBV9 5514 11778 12.22% 1.427%
86 11.920 1642 1643 1646 rVB3 1756 1242 1.29% 0.151%
87 11.957 1646 1649 1651 rBV3 1113 1364 1.42% ©.165%
88 12.018 1658 1659 1662 rBV3 815 746  0.77% 0.090%
89 12.079 1667 1669 1672 rVV3 1147 1177 1.22% 0.143%
990 12.256 1692 1698 1702 rVB7 2795 5561 5.77% 0.674%
91 12.311 1704 1707 1708 rBV3 1211 1150 1.19% 0.139%
92 12.341 1708 1712 1713 rBV4 2653 2892 3.00% 0.350%
93 12.439 1726 1728 1729 rBV2 1265 1022 1.06% 0.124%
94 12.689 1765 1769 1775 rVB2 19190 31342 32.51% 3.799%
95 12.932 1805 1809 1816 rvVBS5 13798 24442 25.36% 2.962%
96 13.048 1825 1828 1830 rBV4 1505 2167 2.25% 0.263%
97 13.158 1843 1846 1855 rVB4 8735 13352 13.85% 1.618%
98 13.554 1907 1911 1920 rVB4 21111 38038 39.46% 4.610%
99 13.871 1956 1963 1968 rBV4 38791 76409 79.27% 9.260%
100 14.719 2098 2102 2107 rBvV2 28206 41417 42.97% 5.020%
Sum of corrected areas: 825109
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51222\

: VWOe23000.D

: 12 May 2022 14:40

: SY/VA

: N2766-18

: 5.51g/1@mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50222SMA .M
. SFAM@1.0

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

Abundance

40000

30000

20000

10000

o

TIC: VW023000.D\data.ms

4.032
2.891

3,03 4eis TIBBE 5.8

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

Abundance

40000

30000

20000

10000

TIC: VW023000.D\data.ms

10.323

11.634

] (013562

0
Time-->

— — — — —
9.50 10.00 10.50 11.00 11.50

Abundance

40000

30000

20000

10000

TIC: VW023000.D\data.ms
13.871

14.719

13.554

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 1 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.404 2.10 ug/L 5396 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethynyl-1-methylpyrazole 106 C6H6N2 039806-89-8 12
2 2-(2-Chloroethoxy)acetamide 137 C4H8CINO2 036961-64-5 9
3 Pent-2-ynal, 4,4-dimethyl- 110 C7H100 002579-21-7 9
4 Ethyl 4-chlorobutanimidoate 149 C6H12C1INO 1000460-03-5 9
5 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9

Abundance Scan 246 (3.404 min): VW023000.D\data.ms (-240) (-) m/z 43.10 100.00%

43.1
5000 2.2
114.7
H‘ “ 3.00 3.20 3.40 3.60 3.80
O e e A e e e e e e m/z 40.10 84.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5692: 4-Ethynyl-1-methylpyrazole
42.0 106.0
5000 I L L B R
3.00 3.20 3.40 3.60 3.80
m/z 41.30 83.90%
O H‘H\\‘\H\‘H!\m‘\\1‘\‘\\\“HH\‘\K?‘RH’H\\‘H“\‘HH‘HH‘HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #19042: 2-(2-Chloroethoxy)acetamide
44.0
63.0
93.0 3.00 3.20 3.40 3.60 3.80
m/z 40.90 71.54%
5000 27.0 /
o . \‘ 180 | doso 1370
rrpreerprr e bl e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6597: Pent-2-ynal, 4,4-dimethyl-
41.0 67.0 3.00 3.20 3.40 3.60 3.80
m/z 44.20 61.80%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.494 1.84 ug/L 4283 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 10
2 Methylphosphorochlorofluoridate 116 CH3ClFOP 000753-71-9 9

3 3-Ethyl-benzotriazin-4-one 175 C9HIN30 026944-60-5 9
4 1H-pyrazole, 1,1',1''-phosphinid... 232 C9HIN6P 1000396-38-9 9
5 Trichloroacetic acid, 4-tetradec... 358 C16H29C1302 1000282-06-8 8

Abundance Scan 1409 (10.494 min): VW023000.D\data.ms (-1407) ( m/z 42.30 100.00%
42.3
94.9
288.!
5000 190.7 247.0
10.50
0 m/z 40.90 95.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0
5000 U
10.50
113.0 191.0 m/z 56.20 85.51%
148.0
07
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9558: Methylphosphorochlorofluoridate
50.0 81.0
116.0
10.50
5000 ITI/Z 55.50 84.78%
ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50441: 3-Ethyl-benzotriazin-4-one
77.0 10.50
m/z 57.30 81.16%
132.0
50007 42. 175.0
o‘_mw,“”
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 4 3-Cyclopropyl-1,3-benzothia... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.177 1.58 ug/L 3667 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclopropyl-1,3-benzothiazole-... 207 C10HONS2 1000410-30-3 58
2 2-Furancarboxaldehyde, 5-nitro- 141 CSH3NO4 000698-63-5 42
3 Cycloheptanone, 4-methyl-, (R)- 126 C8H140 013609-59-1 38
4 Cyclohexanol, 2-(2-propynyloxy)-... 154 C9H1402 007229-32-5 22
5 11-(2-Cyclopenten-1-yl)undecanoi... 252 C16H2802 000459-67-6 12
Abundance Scan 1521 (11.177 min): VW023000.D\data.ms (-1518) ( m/z 41.00 100.00%
41.0
81.9
145.6
5000
207.0 287. 'NM
— —
11.00 11.50
0 ‘ —— m/z 81.90  83.13%
miz--> 100 150 200 250
Abundance #83510 3-Cyclopropyl-1,3-benzothiazole-2-thione
41.0
5000 st et
76.0 1920 11.00 11.50
108.0 m/z 35.85 72.89%
NI
o | MMHMMH \\ ju h‘ bl M‘ bl ‘h‘h‘ T
miz--> 50 100 150 200 250
Abundance #21672: 2-Furancarboxaldehyde, 5-nitro- ﬂ
30.
141'0 T T ‘ T T ‘ T
11.00 11.50
5000 83.0 m/z 69.70 68.67%
0 u“m‘w‘“Hu_‘”_‘”_”
m/iz--> 50 100 150 200 250
Abundance #13102: Cycloheptanone, 4-methyl-, (R)-
55.0 11.00 11.50
m/z 55.10 67.47%
5000
i o e
o LA, o, | Wy
m/z--> 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 5 unknown-@3 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.841 5.07 ug/L 11778  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedinitrile, (1-methylethyl... 106 C6H6N2 013166-10-4 32
2 N-Acrylonitrylaziridine 94 C5H6N2 002407-61-6 10
3 Formamide, N-(3-methyl-5-isoxazo... 126 C5H6N202 053907-67-8 10
4 (2,2-Dimethylcyclobutyl)methylamine 113 C7H15N 1000195-04-0 10
5 Nonane 128 C9H20 000111-84-2 9
Abundance Scan 1630 (11.841 min): VW023000.D\data.ms (-1622) ( m/z 43.10 100.00%
43.1
91.1
5000
66.2
| H H | ‘ 121.2 1442 168.0  205.9 11.50 12.00
ol ML L LT T wjz s7.10 94.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5704: Propanedinitrile, (1-methylethylidene)-
28.0
90 bl L)
5000 106.0 RITEISR N S -
520 : 11.50 12.00
' ‘ m/z 91.10 77.89%
0\‘\“‘\\ \“H‘\\‘Ni\\“\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2901: N-Acrylonitrylaziridine
41.0 /\
66.0 L b A )
11.50 12.00
5000 m/z 41.10 62.56%
93.0
0 H“hw R IR RN e s n s e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12627: Formamide, N-(3-methyl-5-isoxazolyl)- B 4
43.0 11.50 12.00
m/z 85.10 58.80%
5000 98.0
AT O T O RO I ' N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 6 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.256 2.40 ug/L 5561  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dimethylaziridine 71 C4HON 030757-96-1 46
2 2,2,5,5,6-Pentamethyl-4,7,9-trio... 200 C11H2003 062759-70-0 40
3 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 35
4 2-Methylcyclopentan-1-amine 99 C6H13N 756435-85-5 25
5 1-Butanamine, N-ethylidene- 99 C6H13N 006898-74-4 25
Abundance Scan 1698 (12.256 min): VW023000.D\data.ms (-1692) ( m/z 71.25 100.00%
71.3
40.9
5000
95.4 111.5 159.9
| N | e
O+ —— A m/z 56.00 94.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #701: 1,2-Dimethylaziridine
56.0
MnM
5000 SUIEHE R
28.0 12.00 12.50
m/z 57.00 81.31%
Ly 7B
O‘\\\\‘\\\"\{\\’\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #75558: 2,2,5,5,6-Pentamethyl-4,7,9-trioxabicyclo[4.2.1]n
56.0 A A
e e
12.00 12.50
5000 m/z 40.85 71.12%
85.0
i
o bl all L 180 1420
m/z--> 20 40 60 80 100 120 140 160
Abundance #700: Azetidine, 1-methyl- ol —
28.0 12.00 12.50
m/z 42.20 40.78%
5000
56.0
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Carbonic acid, decyl nonyl ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.932 16.06 ug/L 24442  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl nonyl ester 328 C20H4003 1000383-15-8 58
2 Octane 114 C8H18 000111-65-9 49
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 47
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 43
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 43

Abundance Scan 1809 (12.932 min): VW023000.D\data.ms (-1805) ( m/z 57.00 100.00%

57.0
85.0
5000 M
‘ i

ﬁlf 9 1575 1987 266.6 13.00
0 L e M/Z 42,95 96.72%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #234667: Carbonic acid, decyl nonyl ester
71.0
43.0
EULTAYE A

5000
13.00

m/z 41.00  85.90%

L. 157.0 189.0 243.0
‘ TrTT ‘ \ T ‘ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #8621: Octane
43.0

T
13.00

o

5000 ITI/Z 84.95 64.98%
85.0
|| o
o_m‘m "
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 ,/,/W"'\ N/M\
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester uy I /l‘\“ ; ‘/J\“‘ :
57.0 13.00
m/z 71.00 62.77%
5000 85.0
29.0
ol ‘\‘L “u 12501540  196.0224.0 2694 MA Ay W\W
e e e e e e e e e e e T
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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-@5 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.048 1.42 ug/L 2167 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(Furan-2-ylmethyl)-2-(5-methyl... 220 C1@H12N402 1000409-39-5 10
2 1-Ethyl-2-hydroxymethylimidazole 126 C6H1ON20 063634-44-6 10
3 1H-Pyrazol-4-ylmethanamine 97 C4H7N3 037599-59-0 9

4 1-Azabicyclo[2.2.2]octan-3-one 125 C7H11NO 003731-38-2 9

5 1-Azabicyclo[2.2.2]octan-3-one 125 C7H11INO 003731-38-2 9

Abundance Scan 1828 (13.048 min): VW023000.D\data.ms (-1825) ( m/z 40.20 100.00%

40.2 688 gg4
125.0
5000 238.5
159.3
T \
| 575
0 et L e e e e M/ 68,75 97.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #98162: N-(Furan-2-ylmethyl)-2-(5-methyl-2H-1,2,4-triazc
96.0
42.0 ﬁ
5000 — ‘
13.00
m/z 56.20 84.83%
68.0 191.0 220.0
O ‘\\\\ “1”“\1i‘\\\”‘\\\]\-z‘f\.\o\]‘-%\g\.g\\\\‘\\‘\\‘\\\\1\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12662: 1-Ethyl-2-hydroxymethylimidazole
69.0 o Fm

126.0 AL, )
13.00

42.0
5000 m/z 96.10 84.27%
Il ] \‘ ‘\
i L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A NMM N/\/\M

Abundance #3311: 1H-Pyrazol-4-ylmethanamine : W\ e ildaa! ‘/

81.0 13.00

m/z 97.30 77.53%
: A

o

5000 54.0

0 T L. /\KA\J\MMNWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 9 Octane, 1,1'-oxybis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.158 8.78 ug/L 13352 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 59
2 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 53
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 53
5 Butanoic acid, 1-methylbutyl ester 158 C9H1802 060415-61-4 50
Abundance Scan 1846 (13.158 min): VW023000.D\data.ms (-1843) ( m/z 71.05 100.00%
71.0
39,8 113.3 154.0 2715 13.00 13.50
ob—— WWWWWHNJ‘ ﬁfM — T L m/z 43.05 86.65%
miz-> 50 100 150 200 250
Abundance #126389: Octane, 1,1'-oxybis-
57.0
5000 — ] —
13.00 13.50
m/z 41.00 68.07%
112.0
O 1\5‘.\()‘\‘ ‘} h ‘H‘\ \““\ " \‘H T \]_4\3.‘0\ T T T ‘ \22\4\-0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #135263: Sulfurous acid, butyl octyl ester
57.0
— —
13.00 13.50
5000 m/z 57.10 64 .90%
113.0
ol2so) ||y 30 wes0
miz--> 50 100 150 200 250
Abundance #22097: Octane, 3,3-dimethyl- T —
71.0 13.00 13.50
m/z 70.00 31.66%
5000
29.0 ‘ 113.0 A Mﬁ
oH‘Wp“‘“‘,“‘mw””_H“HH m‘ —
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51222\
Data File : VW023000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.719  27.22 ug/L 41417 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Dodecane 170 C12H26 000112-40-3 87
3 Dodecane 170 C12H26 000112-40-3 81
4 Dodecane 170 C12H26 000112-40-3 74
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 2102 (14.719 min): VW023000.D\data.ms (-2098) ( m/z 57.00 100.00%

57.0
5000 85.0

119.0 — T

I |, | 14831701 2070 14.50 15.00
OFrrrprrrrll ey el bbb m/z 43,05 88.54%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 — Rl
85.0 14.50 15.00

m/z 71.00 54.02%

290
L1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0

Tt L

o

14.50 15.00
5000 ITI/Z 41.05 47 .56%
85.0
29.0
0 H“ﬂ"Hm‘hwJM‘N“ﬂ“UW‘M‘W“H“JH“H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane 7 —
57.0 14.50 15.00
m/z 85.05 38.86%
5000
85.0
280 170.0 M/M
112.0
obrrrprbrb e 380 200 | WVt
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51222\
Data File : VWO23000.D

Acqg On : 12 May 2022 14:40
Operator : SY/VA

Sample : N2766-18

Misc : 5.51g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50222SMA.M
Quant Title : SFAM@1l.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 3.404 2.1 ug/L 5396 1 8.848 64231 25.0
unknown-02 10.494 1.8 ug/L 4283 2 11.628 58040 25.0
3-Cyclopropyl-1... 11.177 1.6 ug/L 3667 2 11.628 58040 25.0
unknown-03 11.841 5.1 wug/L 11778 2 11.628 58040 25.0
unknown-04 12.256 2.4 ug/L 5561 2 11.628 58040 25.0
Carbonic acid, ... 12.932 16.1 ug/L 24442 3 13.560 38038 25.0
unknown-05 13.048 1.4 ug/L 2167 3 13.560 38038 25.0
Octane, 1,1'-ox... 13.158 8.8 ug/L 13352 3 13.560 38038 25.0
(DEL) Alkane: S... 14.719 27.2 ug/L 41417 3 13.560 38038 25.0
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