LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/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\SFAMWLMO80422SMA .M
Title : SFAMO1.0

Signal : TIC: VWe24211.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.251 46 57 58 rBV7 12132 34834 3.70% 0.513%
2 2.337 66 71 77 rVB 133996 204106 21.68% 3.008%
3 2.483 92 95 104 rBV2 10569 20746  2.20%  0.306%
4 2.873 153 159 167 rVB 59146 119602 12.70% 1.762%
5 3.830 312 316 318 rBV3 617 818 ©0.09% 0.012%
6 3.891 324 326 329 rVB4 890 892 0.09% 0.013%
7 3.940 331 334 335 rBV3 1162 1319 0.14% 0.019%
8 4.001 335 344 356 rVv2 98851 289675 30.77% 4.269%
9 4.117 358 363 373 rVB2 13725 37223 3.95% 0.549%
10 4.348 400 401 403 rBV2 1050 1045 0.11% 0.015%
11  4.409 406 411 423 rVB2 6666 21787 2.31% 0.321%
12 4.757 465 468 469 rVB3 1054 887 0.09% 0.013%
13 4.781 469 472 474 rBV3 1048 1082 0.11% 0.016%
14 4.909 480 493 505 rBV3 22935 78265 8.31% 1.153%
15 4.989 505 506 510 rVB3 1356 1123  0.12% 0.017%
16 5.056 515 517 519 rBV3 1261 1031 0.11% 0.015%
17 5.123 519 528 533 rBV5S 3774 13467 1.43% 0.198%
18 5.312 557 559 565 rVB6 1101 1330 0.14% 0.020%
19 5.379 565 570 571 rBv4 962 1146 0.12% 0.017%
20 5.403 572 574 577 rVW4 1013 997 0.11% 0.015%
21 5.440 577 580 584 rVB4 1565 2091 0.22% 0.031%
22 5.592 604 605 608 rvB2 1294 809 0.09% 0.012%
23 5.860 644 649 650 rBv4 800 1019 0.11% 0.015%
24 5.934 650 661 669 rVve 8926 28023 2.98% 0.413%
25 6.031 675 677 679 rBv2 1184 1294 0.14% 0.019%
26 6.208 705 706 709 rVB2 1238 903 0.10% 0.013%
27 6.263 712 715 717 rVB3 1358 1180 0.13% 0.017%
28 6.287 717 719 721 rBV2 970 968 0.10% 0.014%
29 6.366 731 732 735 rBV2 1171 1226 0.13% 0.018%
30 6.702 782 787 789 rVB5 747 1116 0.12% 0.016%
31 6.750 792 795 798 rvB4 755 1028 0.11% 0.015%
32 6.842 807 810 812 rBV3 740 886 0.09% 0.013%
33 6.891 816 818 820 rBvV3 957 976 ©0.10% 0.014%
34 6.915 820 822 826 rVvB4 756 883 0.09% 0.013%
35 6.976 830 832 835 rvB3 1097 910 ©0.10% 0.013%
36 7.080 840 849 855 rBV 32286 89226 9.48% 1.315%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/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\SFAMWLMO80422SMA .M
Title : SFAMO1.0
37 7.153 855 861 873 rVB 48341 135090 14.35%  1.991%
38 7.464 907 912 918 rBV6 902 1913 ©0.20% ©0.028%
39 7.519 918 921 924 rBV4 1202 2048 0.22% 0.030%
40 7.543 924 925 928 rVB3 1489 982 0.10% 0.014%
41 7.580 928 931 932 rBvV3 937 851 ©0.09% 0.013%
42 7.647 932 942 952 rVV 149354 364660 38.73% 5.374%
43 7.964 992 994 996 rVB3 1375 1081 0.11% 0.016%
44  8.177 1026 1029 1031 rVB3 721 880 0.09% 0.013%
45  8.275 1031 1045 1059 rBv2 293280 941531 100.00% 13.874%
46  8.543 1088 1089 1092 rBV3 1315 1019 0.11% 0.015%
47 8.701 1113 1115 1118 rBV4 1059 1154 0.12% 0.017%
48  8.842 1129 1138 1148 rBV 226732 455424 48.37% 6.711%
49 8.951 1153 1156 1158 rBV4 1336 1538 0.16% 0.023%
50 9.037 1166 1170 1173 rBV5 2602 3687 ©.39% 0.054%
51 9.274 1201 1209 1220 rVV 199850 404007 42.91%  5.953%
52 9.402 1228 1230 1234 rVB5 1372 1820 0.19% 0.027%
53 9.445 1234 1237 1239 rBv4 976 970 0.10% 0.014%
54 9.506 1245 1247 1248 rBV2 1099 746 0.08% 0.011%
55 9.677 1272 1275 1278 rVB5 1116 1472 0.16% 0.022%
56 9.707 1278 1280 1284 rBV5 872 1100 0.12% 0.016%
57 9.841 1299 1302 1303 rBvV2 923 862 0.09% 0.013%
58 9.878 1305 1308 1309 rBvV3 1360 1225 0.13% 0.018%
59 9.939 1316 1318 1319 rBV2 843 840 0.09% 0.012%
60 9.975 1322 1324 1327 rBvV3 1372 1951 0.21% 0.029%
61 10.036 1327 1334 1342 rVB 92274 165973 17.63%  2.446%
62 10.323 1373 1381 1390 rBV 362494 656947 69.77% 9.681%
63 10.475 1404 1406 1407 rBV2 1121 914 0.10% 0.013%
64 10.579 1416 1423 1431 rBV 63029 114781 12.19% 1.691%
65 10.701 1438 1443 1451 rVB3 17134 31852 3.38% 0.469%
66 10.762 1451 1453 1456 rBv4 799 878 0.09% 0.013%
67 10.841 1462 1466 1471 rBV7 2536 4681 ©0.50% 0.069%
68 10.927 1473 1480 1490 rBV 130353 226369 24.04%  3.336%
69 11.067 1497 1503 1510 rVB2 22073 39798 4.23% 0.586%
70 11.176 1515 1521 1526 rVB8 4985 9325 0.99% 0.137%
71 11.341 1546 1548 1550 rBV3 1082 1155 0.12% 0.017%
72 11.433 1554 1563 1569 rVB4 13614 31485 3.34% 0.464%
73 11.506 1573 1575 1580 rVB5 1512 1744 0.19% 0.026%
74 11.573 1582 1586 1588 rBV4 854 1296 0.14% 0.019%
75 11.628 1588 1595 1605 rBV 307018 529292 56.22% 7.800%
76 11.847 1625 1631 1632 rBV6 1809 3018 0.32% 0.044%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/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\SFAMWLMO80422SMA .M
Title : SFAM@1.0
77 11.945 1644 1647 1648 rVB3 1245 915 0.10% ©0.013%
78 11.999 1654 1656 1659 rBvV4 1141 1582 0.17% 0.023%
79 12.134 1673 1678 1683 rBvV8 7504 13309 1.41% 0.196%
80 12.249 1692 1697 1702 rVB3 14498 25569 2.72% 0.377%
81 12.335 1702 1711 1712 rBV4 8685 18534 1.97% ©.273%
82 12.359 1712 1715 1722 rVB3 12366 19950 2.12% 0.294%
83 12.414 1722 1724 1726 rBV3 1653 1095 0.12% 0.016%
84 12.499 1727 1738 1742 rBV9 12377 36375 3.86% ©.536%
85 12.603 1750 1755 1761 rVB2 27563 49698 5.28% 0.732%
86 12.688 1763 1769 1777 rBV 191272 321839 34.18% 4.743%
87 12.823 1790 1791 1792 rBV 1952 1368 ©0.15% 0.020%
88 12.865 1793 1798 1801 rVV7 6309 11957 1.27% ©.176%
89 12.932 1803 1809 1815 rBVe6 22226 56575 6.01% 0.834%
990 13.072 1829 1832 1836 rBV3 17915 25253 2.68% 0.372%
91 13.121 1837 1840 1843 rBv4 18105 26324 2.80% ©.388%
92 13.164 1843 1847 1852 rVB2 38596 61347 6.52% 0.904%
93 13.292 1864 1868 1872 rVB2 23219 32631 3.47% 0.481%
94 13.554 1906 1911 1920 rVB 269446 430356 45.71% 6.342%
95 13.853 1953 1960 1967 rBV 261932 502995 53.42% 7.412%
96 15.164 2173 2175 2176 rBV2 2688 1869 0.20% 0.028%
97 15.322 2198 2201 2202 rBV3 2335 2004 0.21% 0.030%
98 15.432 2214 2219 2226 rVB2 20879 32589 3.46% 0.480%
99 15.755 2270 2272 2273 rBV2 1904 953 0.10% 0.014%
100 16.084 2324 2326 2328 rBV3 1197 844 0.09% 0.012%
Sum of corrected areas: 6786203
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViWe80922\

: VWe24211.D

: 09 Aug 2022 16:01

: SY/VA

: N4110-04

: 5.26g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA .M
. SFAM@1.0

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

Abundance
350000

300000

250000

200000

150000

100000

50000

0

TIC: VW024211.D\data.ms

2.337

4.001
2.873

5 25y 2:483 117 4.909
' 3.8F9H0. A 44499 4 SB35 SEMB0.592 5,860 D316 EMH66 65088

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
350000

300000

250000

200000

150000

100000

50000

TIC: VW024211.D\data.ms
10. r23

11.628
8.275

8.842
9.274

7.647
10.927

10.036
10.579

11.067

7. 964 8.177 8 548,701 %@37 0. 47 msa 1 llqjéﬁﬁ

0
Time-->

QMQE)GBGWM

8. 00 9 00 9. 50 10 OO 10 50 11 OO 11. 50

Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: VW024211.D\data.ms

13.554
13.853

12.688

15.432
151963 JWMOM

Time-->

T ’ T T ‘ T T ‘ T T T T T ‘ T
13.50 14.00 14.50 15 OO 15. 50 16. 00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 Pterin-6-carboxylic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.251 1.91 ug/L 34834  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 52
2 Metaraminol 167 C9H13NO2 000054-49-9 43
3 Acetic acid, 2-(1-methyl-2-oxohy... 252 C10H12N404 1000327-59-6 43
4 Pyrazole[4,5-b]imidazole, 1-form... 296 C12H16N405 1000127-72-0 40
5 Pyridine-3-carboxamide, 1,2-dihy... 182 C8H10N20S 079927-21-2 40

Abundance  Scan 57 (2.251 min): VW024211.D\data.ms (-46) (-) m/z 44.00 100.00%

44.0

5000

g

75.0

281.5 2.00 2.20 2.40 2.60
m/z 36.00 39.71%

133.
33.0 167.1 204.4235.2

0

m/z--> 40 60 80 100120140160180200220240260280
Abundance #84123: Pterin-6-carboxylic acid
44.0
it
5000 LIS L L L L L B
2.00 2.20 2.40 2.60
163.0 m/z 75.00 35.34%
. h‘ 780 1050 . 207.0
HH“!‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance #42836: Metaraminol
44.0 A
[0 —
2.00 2.20 2.40 2.60
5000 ITI/Z 66.75 27.32%
77.0
bbb 20 a670
m/z--> 40 60 80 100120140160180200220240260280
Abundance #137270: Acetic acid, 2-(1-methyl-2-oxohydrazino)-, N'-[( e e
44.0 2.00 2.20 2.40 2.60
m/z 76.95 18.40%
5000
77.0
o 1 PR S ot B OO Lkt
m/z--> 40 60 80 100120140160180200220240260280 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWe24211.D

Acqg On : 09 Aug 2022 16:01

Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA .M
. SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknown-01 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.934 1.54 ug/L 28023 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanone, 3-methyl-, (R)- 126 C8H140 013609-58-0 45
2 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 43
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 43
4 3-Buten-1-o0l, 3-methyl- 86 C5H100 000763-32-6 43
5 1-Heptanethiol 132 C7H16S 001639-09-4 42
Abundance Scan 661 (5 934 min): VW024211.D\data.ms (-650) (-) m/z 41.05 100.00%
41.0
5000 h |
‘ ‘ 115.8 1733 219.6 5.60 5.80 6.00 6.20
O il Ly T R e m/z 57.18 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13101: Cydohemanone 3-methyl-, (R)-
41.0 69.0
5000
5.60 5.80 6.00 6.20
98.0 m/z 56.10 71.76%
‘ ‘ 126.0
O \\\‘\\\\ \‘\“\‘\h‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1673: 1-Pentene, 4-methyl-
43.0
5.60 5.80 6.00 6.20
5000 m/z 43.00 68.80%
‘ LW 69.0
o] mﬂquy‘ﬂ‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1664: 1-Pentene, 4-methyl-
43.0 5.60 5.80 6.00 6.20
m/z 39.00 50.07%
5000
69.0
At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.499 1.72 ug/L 36375 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
2 Eicosane, 3-methyl- 296 C21H44 006418-46-8 47
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 47
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 43
Abundance Scan 1738 (12.499 min): VW024211.D\data.ms (-1727) (  m/z 57.10 100.00%
57.1
‘ 98.1 A
12.50
140.9 298.1(
0 u — m/z 43.05 69.35%
miz-> 50 100 150 200 250 300
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 U '
12.50
98.0 m/z 41.00 47.94%
O z\a\\o‘\“ “‘\ H‘ \h\ “‘ \‘ T ]\_4\]-.‘()\ \18\4\.0‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250 300
Abundance #194592: Eicosane, 3-methyl-
57.0
——
12.50
5000 m/z 56.00 32.10%
267.0
0 [ hh‘ \\9?\‘0‘\ \14;'0 183.0 225.0 |
e L e e
miz--> 50 100 150 200 250 300
Abundance #45498: Undecane, 3-methyl- e
57.0 12.50
m/z 54.95  29.54%
) W
sl | @0 e o
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.932 3.29 ug/L 56575 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 62
2 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 52
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 50
4 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 49
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 47
Abundance Scan 1809 (12.932 min): VW024211.D\data.ms (-1803) ( m/z 55.00 100.00%
. 1
5000 207.1
140.0 e
13.00
0° m/z 97.10 96.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 ity 1
13.00
140.0 m/z 43.10  59.09%
27.0 ‘ ‘
0 \\\‘\MHM\‘\hl"\”h\‘\\H“‘M‘\‘H‘\\H"\‘HNHH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20710: m-Menthane, (1S,3S)-(+)-
55.0 97.0
P
13.00
5000 m/z 41.05 54.46%
140.0
27.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- ——
55.0
97.0 13.00
m/z 96.10 41.56%
5000
140.0
00 L
O bbbl bl e e e Arons
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
13.073 1.47 ug/L 25253 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 53
2 Pentadecane, 5-methyl- 226 C16H34 025117-33-3 47
3 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 47
4 Pentadecane 212 C15H32 000629-62-9 43
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 38
Abundance Scan 1832 (13.072 min): VW024211.D\data.ms (-1829) ( m/z 57.00 100.00%
57.0
112.2 T T
b o fe8 zora s 5 00
I uwhuNNJWWMNLJM_‘H_‘H_‘H‘HH‘HH“ m/z 43.00 97.56%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 e :
13.00
m/z 69.05 67.19%
ool L L] Js90120 156
\H‘HH‘\H ‘\\H‘\\H‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #107228: Pentadecane, 5-methyl-
43.0
N T
13.00
5000 85.0 m/z 41.05  64.94%
H‘_HWH‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #90195: Tetradecane, 5-methyl- T ‘
43.0 13.00
85.0 m/z 55.10 62.01%
154.0
A e B .
m/z--> 20 40 60 80 100120140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.121 1.53 ug/L 26324 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 47
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 42
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 38
5 4-Decene, 7-methyl-, (E)- 154 C11H22 062338-48-1 30
Abundance Scan 1840 (13.121 min): VW024211.D\data.ms (-1837) (¢ m/z 57.10 100.00%
57.1
— —
390 ‘ 106.9 140.1 1710 13.00 13.50
0 ‘_“wn‘WUM‘NWLN“mLHMWMN‘wdh“““‘_‘uﬂ‘ m/z 43.05 89.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #45516: 2,2,7,7-Tetramethyloctane
57.0
5000 e —
13.00 13.50
55.10  56.21%
29.0 85.0 m/z
L 1120 155.0
O\‘\u\\“\\\‘“H‘H‘H\\‘Hi\‘\\\\|\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
—— —
13.00 13.50
5000 m/z 41.10 55.83%
85.0
0 251 ‘ ‘\ ‘ Il 67Tp ‘\ 114'0
et
m/z--> 20 40 60 80 100 120 140 160
Abundance #7566: Cycloheptane, methyl- T —
55.0 13.00 13.50
97.0 m/z 85.05 43.26%
5000
I J J\m
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.164 3.56 ug/L 61347 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 68
2 Decane, 4-methyl- 156 C11H24 002847-72-5 59
3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 59
4 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202  1000447-28-3 53
5 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 53

Abundance Scan 1847 (13 164 min): VW024211.D\data.ms (-1843) ( m/z 71.10 100.00%

43.0 711
5000
1131

13.00 13.50
140.1 207.2
I Hw‘ud‘_“w“u“w“w“_“‘ m/z 43.00  91.42%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
43.0 710

5000 S e
13.00 13.50

m/z 57.10 70.95%

‘ ‘ 112.0
\1\5\.(‘)\‘!\\ \\‘!“\\w\“”\\\‘\\!‘\‘\\\\‘\]\_\5f6‘.(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33089: Decane, 4-methyl-
43.0
71.0

o

o

13.00 13.50
5000 m/z 41.10 52.07%
b d Ul dy I wses
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester —— —
57.0 13.00 13.50

m/z 70.05 43.58%

5000
29.0 ‘ 85.0 112.0
o L T 110 VW

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Z:

Library Search Compound Report

\voasrv\HPCHEM1\MSVOA_W\Data\ViWe80922\

: VWe24211.D

: 09 Aug 2022 16:01
: SY/VA

: N4110-04

. 5.
01

ry

26g/10mL/MSVOA_W/SOIL
Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA .M
. SFAM@1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.292 1.90 ug/L 32631 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 38
2 5,5-Dimethyl-3-oxo-1-pyrroline, ... 127 C6H9NO2 1000305-98-3 38
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 38
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 35
Abundance Scan 1868 (13.292 min): VW024211.D\data.ms (-1864) ( m/z 57.10 100.00%
57.1
111.1 207.0 — T —
| M | | 1553 295.: 13.00 13.50
0h “W‘WWW“NWW‘WwWHw‘M e m/z 71.10 66.84%
miz--> 50 100 150 200 250
Abundance #45489: Undecane, 4-methyl-
43.0
5000 i —
85.0 13.00 13.50
' m/z 43.10 60.39%
‘ ‘ 126.0
0+ \‘\ H ““\ - \“\‘h‘ T \H\ i ‘1\799\ BN
miz--> 50 100 150 200 250
Abundance #13502: 5,5-Dimethyl-3-oxo-1-pyrroline, 1-oxide
71.0
127.0 Lol )
390 13.00 13.50
5000 m/z 41.10 56.82%
0 “uH‘_“‘H_‘H_‘H,HH
m/iz--> 50 100 150 200 250
Abundance #22107: Octane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.00 38.97%
5000
113.0
T T S, 4 s L
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\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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 14 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.432 1.89 ug/L 32589 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 87
2 m-Cymene, 5-tert-butyl- 190 C14H22 ©29577-19-3 80
3 4-Methyl-2,6-dihydroxyquinoline 175 C1OHSNO2 034982-01-9 68
4 4-Methyl-2,6-dihydroxyquinoline 175 C1@H9NO2 034982-01-9 64
5 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 64
Abundance Scan 2219 (15.432 min): VW024211.D\data.ms (-2214) (| m/z 175.10 100.00%
175.1
5000
57.0 RN
36 91.0 1171 1471 15.50
Oy S8R bt Sl Wb Tmyz 57,05 22.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64884: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
5000 T
57‘0 15.50
m/z 41.00 11.61%
20.0 ‘ ‘ 9]‘--0 11"5.0 147.0 ‘
0 \\\‘\\‘\\“\\\‘\““\\\Mi\\\\‘\‘\\\“‘\W\\‘\\\\‘\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64867: m-Cymene, 5-tert-butyl-
175.0
——
15.50
5000 m/z 91.00 10.64%
. 105.0 133.0
oltso T B0
m/z--> 20 40 60 80 100 120 140 160 180 [\WJ
Abundance #49953: 4-Methyl-2,6-dihydroxyquinoline — A
175.0 15.50
m/z 190.30 10.49%
5000
910 147.0
39.0 65.0 . 118.0
oHwm“_wu‘;‘mww“‘_HJ‘_wa‘“w”u!_uw Ui, A“ (‘“‘Mﬂm
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80922\
Data File : VWO24211.D

Acqg On : 09 Aug 2022 16:01
Operator : SY/VA

Sample : N4110-04

Misc : 5.26g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO80422SMA.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|
Pterin-6-carbox... 2.251 1.9 ug/L 34834 1 8.842 455424 25.0
unknown-01 5.934 1.5 ug/L 28023 1 8.842 455424 25.0
(DEL) Alkane: S.. 12.499 1.7 ug/L 36375 2 11.628 529292 25.0
(DEL) Alkane: S.. 12.932 3.3 ug/L 56575 3 13.554 430356 25.0
(DEL) Alkane: S.. 13.073 1.5 ug/L 25253 3 13.554 430356 25.0
(DEL) Alkane: S.. 13.121 1.5 ug/L 26324 3 13.554 430356 25.0
(DEL) Alkane: S.. 13.164 3.6 ug/L 61347 3 13.554 430356 25.0
(DEL) Alkane: S... 13.292 1.9 ug/L 32631 3 13.554 430356 25.0
Benzene, 1,3-bi... 15.432 1.9 wug/L 32589 3 13.554 430356 25.0

SFAMWLMO80422SMA.M Wed Aug 10 13:07:19 2022 14



