LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/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\SFAMWLM120822SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.172 39 44 50 rVB 40152 56297 0.08% 0.064%
2 2.349 67 73 83 rVB2 145482 242018 0.33% 0.276%
3 2.495 91 97 117 rVB 61327 133907 0.18% 0.153%
4 2.660 117 124 126 rBV6 3328 7708 0.01% 0.009%
5 2.806 145 148 152 rwVW 3815 5692 0.01% 0.006%
6 2.885 153 161 171 rVB 75280 160317 ©0.22% 0.183%
7 3.019 176 183 193 rBV 28490 63863 0.09% 0.073%
8 3.196 210 212 216 rVB2 1056 1148 0.00% 0.001%
9 3.385 233 243 257 rBV 251207 584135 0.79% 0.666%
10 4.013 333 346 357 rBV 200845 591598 ©0.80% 0.675%
11  4.123 357 364 376 rVB 50257 134088 ©.18% 0.153%
12 4.379 399 406 414 rVvV3 2935 8562 0.01% 0.010%
13 4.666 446 453 454 rBV2 989 1301 ©0.00% 0.001%
14  4.915 482 494 520 rVB5 16475 78742 0.11% 0.090%
15 5.434 569 579 589 rBV5S 5718 18948 0.03% 0.022%
16 5.787 624 637 649 rBV 11667 39232 0.05% 0.045%
17 5.940 652 662 674 rVB3 10479 31632 0.04% 0.036%
18 6.104 685 689 691 rBvV3 1177 1650 ©0.00% 0.002%
19 6.220 697 708 718 rVB2 6939 19951 0.03% 0.023%
20 6.903 809 820 828 rBV2 8575 27001 0.04% 0.031%
21 6.982 829 833 839 rVW4 4292 9745 0.01% 0.011%
22 7.080 839 849 857 rVwV 103604 290870 0.39% 0.332%
23 7.171 857 864 880 rVB2 88541 248715 ©.34%  0.284%
24 7.537 919 924 927 rBV3 816 1442 0.00% 0.002%
25 7.647 931 942 955 rBV 306459 750581 1.02% ©.856%
26 7.872 969 979 985 rBv2 11966 31466 0.04% 0.036%
27 8.031 999 1005 1007 rBV3 1095 1901 0.00% 0.002%
28 8.153 1016 1025 1033 rBV5 3282 7603 0.01% 0.009%
29 8.275 1035 1045 1061 rBV2 574988 1801197 2.44% 2.055%
30 8.494 1079 1081 1084 rBV3 1507 1969 0.00% 0.002%
31 8.549 1084 1090 1101 rVB6 12593 32746 0.04% 0.037%
32 8.622 1101 1102 1107 rVB3 1107 1368 0.00% 0.002%
33 8.707 1107 1116 1125 rBV4 14436 36423 0.05% 0.042%
34 8.842 1129 1138 1150 rBV 574920 1135935 1.54% 1.296%
35 9.092 1167 1179 1196 rBV 629341 1234019 1.67% 1.408%

36 9.274 1200 1209 1217 rBV 422090 866310 1.17% 0.988%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/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\SFAMWLM120822SMA.M
Title : SFAMO1.0
37 9.409 1225 1231 1243 rVB 13052 28346 0.04% 0.032%
38 9.512 1243 1248 1256 rVB4 1856 4104 0.01% 0.005%
39 9.604 1256 1263 1268 rBV2 1278 2675 0.00% 0.003%
40  9.659 1268 1272 1280 rBV5 3666 7526 0.01% 0.009%
41  9.890 1305 1310 1315 rBv4 755 1716 0.00% 0.002%
42 9.957 1315 1321 1325 rBV5 1785 3873 0.01% 0.004%
43 10.037 1326 1334 1341 rBV 212251 386673 0.52% 0.441%
44 10.122 1346 1348 1355 rVB3 3171 5218 ©0.01% 0.006%
45 10.219 1360 1364 1368 rVB4 924 1836 ©0.00% 0.002%
46 10.323 1372 1381 1388 rBV 654067 1163439 1.58% 1.327%
47 10.384 1388 1391 1397 rVB 21176 35386 ©0.05% 0.040%
48 10.500 1404 1410 1416 rVB7 4305 9073 0.01% 0.010%
49 10.579 1416 1423 1429 rBV 132009 239576 0.32% 0.273%
50 10.701 1438 1443 1449 rVB3 13715 22811 0.03% 0.026%
51 10.756 1449 1452 1455 rBV4 990 1267 ©0.00% 0.001%

52 10.866 1460 1470 1477 rBV 38598124 73735065 100.00% 84.128%
53 10.921 1477 1479 1495 rVWV 355148 563358 0.76% 0.643%

54 11.073 1499 1504 1516 rVVv2 20499 47089 0.06% 0.054%
55 11.170 1518 1520 1527 rVB4 2656 4284 0.01% ©0.005%
56 11.402 1552 1558 1565 rVB9 3594 7837 0.01% 0.009%
57 11.506 1570 1575 1579 rBV6 1331 2301 0.00% 0.003%
58 11.628 1588 1595 1605 rVB 519711 859879 1.17% 0.981%
59 11.731 1605 1612 1619 rBV 14371 24278 ©0.03% 0.028%
60 11.841 1625 1630 1633 rBv4 4238 6604 0.01% 0.008%
61 11.939 1643 1646 1656 rVB6 4907 8961 0.01% 0.010%
62 12.097 1669 1672 1677 rBV5 769 1330 0.00% 0.002%
63 12.158 1677 1682 1690 rVBS 2515 5474 ©.01% 0.006%
64 12.335 1707 1711 1722 rVB5 7819 13442 0.02% 0.015%
65 12.451 1727 1730 1733 rBV4 763 1162 0.00% 0.001%
66 12.603 1749 1755 1760 rVB2 19961 31413 0.04% ©0.036%
67 12.688 1760 1769 1777 rBV 374885 616094 0.84% 0.703%
68 12.749 1777 1779 1783 rVB4 1162 1783 0.00% 0.002%
69 12.798 1783 1787 1792 rVB7 1178 2001 0.00% 0.002%
70 12.877 1797 1800 1804 rBVS5 1226 1862 ©0.00% 0.002%
71 12.932 1804 1809 1814 rVw4 5407 8686 ©0.01% 0.010%
72 13.048 1822 1828 1835 rBV7 2221 5478 0.01% 0.006%
73 13.158 1840 1846 1848 rBV6 867 1509 ©0.00% 0.002%
74 13.182 1848 1850 1856 rvw4 1746 2611 ©0.00% 0.003%
75 13.268 1858 1864 1875 rVB 12029 27395 0.04% 0.031%
76 13.396 1880 1885 1892 rBVS5 6594 12771 0.02% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/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\SFAMWLM120822SMA.M
Title : SFAM@1.0
77 13.499 1893 1902 1906 rBV 36426 60132 0.08% 0.069%
78 13.554 1906 1911 1922 rVV 244381 400283 0.54% 0.457%
79 13.646 1922 1926 1931 rvVB4 8687 14071 0.02% 0.016%
80 13.755 1938 1944 1947 rBVe6 2788 4532 0.01% 0.005%
81 13.847 1953 1959 1965 rBV 199005 348742 0.47% 0.398%
82 13.902 1965 1968 1973 rvv2 16363 24478 0.03% 0.028%
83 13.944 1973 1975 1980 rvVB4 5045 7038 0.01% 0.008%
84 14.005 1982 1985 1989 rBV5 2459 4285 0.01% 0.005%
85 14.066 1990 1995 2000 rVB2 11799 17971 0.02% 0.021%
86 14.322 2030 2037 2042 rBvV8 7209 14495 0.02% 0.017%
87 14.493 2062 2065 2067 rBv4 1755 2456 0.00% 0.003%
88 14.517 2067 2069 2074 rVB6 3602 4335 0.01% 0.005%
89 14.688 2093 2097 2099 rBV4 5336 7379 0.01% 0.008%
99 14.719 2099 2102 2107 rVB4 7517 10154 0.01% 0.012%
91 14.987 2144 2146 2148 rVV3 1399 1694 0.00% ©0.002%
92 15.249 2186 2189 2193 rVB4 3566 4409 0.01% 0.005%
93 15.395 2208 2213 2221 rVB 52806 86725 0.12% 0.099%
94 15.481 2221 2227 2233 rBV 14227 28820 0.04% 0.033%
95 15.590 2243 2245 2252 rVB6 2872 4480 0.01% 0.005%
96 15.670 2256 2258 2260 rBV3 1693 1659 ©0.00% 0.002%
97 15.755 2269 2272 2273 rBV2 1766 2185 0.00% 0.002%
98 15.792 2273 2278 2284 rVBS 11376 20319 0.03% 0.023%
99 15.956 2298 2305 2311 rBVi1e 3211 8448 0.01% 0.010%
100 16.084 2323 2326 2328 rBvV3 1246 1357 ©0.00% 0.002%
Sum of corrected areas: 87646707
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW025203.D\data.ms
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000

0 2.172.349.49% .66D. @88501% 1963.385 4.023123 4.379 4.666 4.915 5.434 5. 785 94@ 184220
L e e e A A I T T T e Y e e (N
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 TIC: VW025203.D\data.ms

10.F66
3.5e+07
3e+07
2.5e+07
2e+07

1.5e+07

le+07

5000000
0 B9BIBATL 753647 7.873.08118275 8gsﬁ@usxzzcﬁ;'-ﬁ‘uﬁ 9.0920.27¢ 1080 8659 9.99KARTE2 A6 XBasnarr o921 073 7011.20806028 3%

T ‘ -T T [ \7‘ 1 ™ T ‘17‘ T T T T T T T ‘ T I " T \7‘ T T T ‘7 L I R 7‘7\ T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW025203.D\data.ms

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

O

11,939 DUFRD. maz%ﬁﬁm 3 I 393;@6@@5@]?%6 14 320MSIRIIGEED 14.987 15 20SRIASISATETRGE OB
Time--> 12'00 1250 1300 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\

: VWe25203.D

. 23

Dec 2022 17:43

: SY/MD
: N6171-07RE
: 7.13g/10mL/MSVOA_W/SOIL

01

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.M
. SFAM@1.0

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 1 Acetaldehyde Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.495 2.95 ug/L 133907 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
2 Acetaldehyde 44 C2H40 000075-07-0 64
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance  Scan 97 (2.495 min): VW025203.D\data.ms (-91) (-) m/z 44.00 100.00%
44.0
5000
R AR e
2.20 2.40 2.60 2.80
N —— L Y B E W RL R T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81: Acetaldehyde
29.0
5000 UL B R R BB B
2.20 2.40 2.60 2.80
m/z 42.00 17.94%
\\\‘M‘\M\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80: Acetaldehyde
29.0
e RAmmSTasasaes
2.20 2.40 2.60 2.80
5000 m/z 41.05 6.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84: Ethylene oxide AR e AR
29.0 2.20 2.40 2.60 2.80
m/z 45.00 3.08%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.019 1.41 ug/L 63863 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 53
4 Pentane 72 C5H12 000109-66-0 45
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 42
Abundance Scan 183 (3.019 min): VW025203.D\data.ms (-176) (-) m/z 43.05 100.00%
43.0
5000 J\
Ramas s RRERAREES S
‘ ‘ 72.1 2.60 2.80 3.00 3.20 3.40
el tlh L 940 1284, 41,10 80.52%
miz--> 0 20 40 60 80 100 120
Abundance #814: Butane, 2-methyl-
43.0
5000 ‘\\\\‘\\\\%\\‘\\\\’\\
2.60 2.80 3.00 3.20 3.40
2ro m/z 42.05 77.59%
‘ 72‘.0
. Al | .
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #813: Butane, 2-methyl-
43.0
Ramas e amamaEL S
2.60 2.80 3.00 3.20 3.40
5000 21.0 m/z 57.10  72.83%
72.0
\2"9\w‘\‘\‘!u}M‘u“!“\\1\,””‘””‘””
m/iz--> 0 20 40 60 80 100 120
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- e
42.0 2.60 2.80 3.00 3.20 3.40
m/z 56.10 26.80%
5000
‘ All_ 5{-0 720  100.0 . ;
T [PR P e
m/z--> 0 20 40 60 80 100 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.385 12.86 ug/L 584135 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 86

Abundance Scan 243 (3.385 min): VW025203.D\data.ms (-233) (-) m/z 43.05 100.00%

43.0
5000

57.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
721 3.00 3.20 3.40 3.60 3.80

m‘m‘_m_mwHgm‘_‘w“_m_‘m_ m/z 42.85 58.09%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0

5000 o e
3.00 3.20 3.40 3.60 3.80

27.0 57.0 m/z 41.05 49.38%

‘ 72.0
“‘M“‘\}ﬁq\“WJM"wi‘“‘\‘““w“‘\“ww‘
m/z--> 0 10 40 50 60 70 80
Abundance #806.Pentane
43.0
_

3.00 3.20 3.40 3.60 3.80

5000 27.0 m/z 57.10 17.32%
15.0 ‘ ‘ 570 720
20l A
m/z--> 0O 10 20 30 40 50 60 70 80 /\_w
Abundance #807: Pentane T T T
43.0 3.00 3.20 3.40 3.60 3.80

m/z 39.10  15.20%

5000
27.0
57.0
72.0
20 150 | [
20

\‘ ‘ |
m/z--> 0O 10 20 30 40 50 60 70 80 3.00 3.20 3.40 3.60 3.80

SFAMWLM120822SMA.M Mon Dec 26 08:07:31 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 Hexanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.073 1.37 ug/L 47089 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 78
2 Hexanal 100 C6H120 000066-25-1 78
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 50
5 Hexanal 100 C6H120 000066-25-1 50
Abundance Scan 1504 (11 073 min): VW025203.D\data.ms (-1499) ( 43.95 100.00%
5000
72.0
128.7 11 00
,M m‘h“9‘7‘9‘”‘_J‘H_le?‘??‘ m/z 56.85  93.44%
miz--> 20 40 60 80 100 120 140 160
Abundance #4251: Hexana
6.0

5000 A /\{.\100 e
29.0 :
82.0 m/z 41.05 82.03%
‘ ‘ ‘ 100.0
\\\‘\\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 120 140 160

Abundance #4244 Hexanal
4.
[
11,00
5000 m/z 43.05 62.23%
72.0
f% \ u\ 1000
““‘
miz--> 100 120 140 160
Abundance #4249: Hexanal W, SUASH
44, 11,00
m/z 57.05 59.35%
5000
72.0 /\ ﬂ
20 u\woo NAVAVENY
m/z--> 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 Benzaldehyde Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.268 1.71 ug/L 27395 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde 106 C7H60 000100-52-7 97
2 Benzaldehyde 106 C7H60 000100-52-7 97
3 Benzaldehyde 106 C7H60 000100-52-7 94
4 Benzaldehyde 106 C7H60 000100-52-7 91
5 Benzaldehyde 106 C7H60 000100-52-7 91
Abundance Scan 1864 (13.268 min): VW025203.D\data.ms (-1858) ( m/z 77.10 100.00%
77.1 106.0
,‘\A\ ‘ T T ‘ T
391 || 631 13.00 13.50
\‘\\\\‘\\\\‘\\\H\“\‘1\\“\\\‘\“\‘\\\‘\\“\\“\{\\‘\\\‘\’\\ ‘\’\\\ m/z 196.06 92.0800
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5709: Benzaldehyde
717.0 105.0
51.0
5000 D —
13.00 13.50
m/z 105.00 76.75%
39.0
\‘\\\\‘\2\7\.8\\\‘H‘\\\\“!\\\6‘\3\.(\)\‘\1‘}\‘\\\\‘\\\\’\\‘\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5711: Benzaldehyde
77.0 106.0
VI S -
13.00 13.50
51.0 m/z 51.00  48.58)
5000 . + 2674
SR LI Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #5707: Benzaldehyde . i iR
77.0 106.0 13.00 13.50
m/z 78.00 19.91%
5000 51.0
27'\0 3\30 ! ‘ 63.0 I ‘ \
il 1 1l |
R A ma s L R R S —— —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 Sulfurous acid, hexyl octyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.499 3.76 ug/L 60132 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 64
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 53
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 50
4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 47
Abundance Scan 1902 (13.499 min): VW025203.D\data.ms (-1893) ( m/z 43.10 100.00%
43.1
71.1
‘ 113.1 s 1350
\“\‘\\\““\\‘1‘\‘\‘1\\|\‘\.H‘HH‘\ m/Z 56.95 94.1900
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #170572: Sulfurous acid, hexyl octyl ester
57.0 85.0
5000 ]
13.50
290 113.0 m/z 71.10 82.59%
“ ‘ ‘\ L ‘\ | \‘ 137'0 165.0
\‘\\\\’\\\1‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl- ANJAAV
43.0
71.0 s \L T
13.50
5000 m/z 85.10 63.31%
127.0
AL u‘\ i 1850
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33093: Nonane, 2,6-dimethyl- I A
43.0 13.50
71.0 m/z 41.10 40.82%
h wkwwmwaKJLkaNWW)Kh
113.0
240 L L evo T 1410 Ll
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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@ (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.395 5.42 ug/L 86725 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Heneicosane 296 C21H44 000629-94-7 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
Abundance Scan 2213 (15 395 min): VW025203.D\data.ms (-2208) ( m/z 71.05 100.00%
71.0
5000 ,\J\M
== =
| 3{1‘3 1 1563 15.00 15.50
A 2809 /7 57.10 94.28%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 e A
15.00 15.50
m/z 43.10 92.22%
9.0
‘ ‘\ LAl 191018302050 2950 352
\\\\‘\f \\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz-> 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
e 5
15.00 15.50
5000 m/z 85.10 66.87%
9.0
15.0‘ LA ddd 141018302250  296.0
el T e e e
m/z--> 50 100 150 200 250 300 350 j\w
Abundance #90189: Pentadecane =4 A
57.0 15.00 15.50
m/z 41.05 45.40%
h “J\N/J\l
9.0
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
15.792 1.27 ug/L 20319 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 52
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 47
Abundance Scan 2278 (15.792 min): VW025203.D\data.ms (-2273) ( m/z 71.05 100.00%
71.0
43.0
5000
= —
| H 11‘3'1‘ 1691 2071 15.50 16.00
el e L m/z 57.05  80.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 e S
15.50 16.00
85.0 o
m/z 43.05 73.15%
29.0‘ ‘ 113.0 155.0 {
\‘\‘\‘\\“‘1\\“"\\“}\“1\\\“\\H\‘\H\\\[\\\‘f.‘\\\]TS‘\S.\O\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
5 oy
15.50 16.00
5000 m/z 84.95 47 .56%
85.0
20 112.0 1400
m/z--> 20 40 60 80 100 120 140 160 180 200 /MAM“
Abundance #117906: Sulfurous acid, hexyl pentyl ester e e e
43.0 85.0 15.50 16.00
m/z 40.95 33.11%
h M
| ‘\F‘h | 1110 187.0 167.0
e oL A R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW122322\
Data File : VW025203.D

Acqg On : 23 Dec 2022 17:43
Operator : SY/MD

Sample : N6171-07RE

Misc : 7.13g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120822SMA.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|
Acetaldehyde 2.495 3.0 ug/L 133907 1 8.842 1135940 25.0
(DEL) Alkane: S... 3.019 1.4 ug/L 63863 1 8.842 1135940 25.0
(DEL) Alkane: S... 3.385 12.9 ug/L 584135 1 8.842 1135940 25.0
Hexanal 11.073 1.4 ug/L 47089 2 11.628 859879 25.0
Benzaldehyde 13.268 1.7 ug/L 27395 3 13.554 400283 25.0
Sulfurous acid,... 13.499 3.8 ug/L 60132 3 13.554 400283 25.0
(DEL) Alkane: S... 15.395 5.4 ug/L 86725 3 13.554 400283 25.0
(DEL) Alkane: S... 15.792 1.3 ug/L 20319 3 13.554 400283 25.0
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