LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20102.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.002 12 16 25 rVB 9609 21244  1.42% 0.146%
2 2.160 35 42 46 rBV 142084 364989 24.37% 2.513%
3 2.361 706 75 87 rVB 120785 246483 16.46% 1.697%
4 2.898 157 163 178 rVB 91091 237755 15.87% 1.637%
5 3.312 227 231 234 rVB5 474 734 0.05% 0.005%
6 3.392 237 244 253 rVWVv2 6235 15202 1.01% 0.105%
7 3.532 261 267 273 rBVS 506 1255 ©0.08% 0.009%
8 3.727 291 299 311 rVB4 1459 4477 0.30% 0.031%
9 3.904 326 328 331 rW3 668 767 0.05% 0.005%
10 4.026 334 348 359 rVV3 176902 623737 41.64% 4.294%
11  4.123 360 364 377 rVB 21528 57442 3.83% 0.395%
12 4.397 398 409 419 rBV 13281 40712 2.72% 0.280%
13 4.684 449 456 463 rBV2 1526 4089 0.27% 0.028%
14  4.922 483 495 513 rVB2 20181 71161 4.75%  ©.490%
15 5.123 518 528 529 rBV2 1922 3447 0.23% 0.024%
16 5.373 563 569 574 rBV2 658 1547 0.10% 0.011%
17 5.794 628 638 651 rBvV3 5878 19177 1.28% 0.132%
18 5.946 651 663 674 rBV3 9643 27437 1.83% 0.189%
19 6.111 684 690 698 rvv4 1365 3382 0.23% 0.023%
20 6.610 770 772 775 rVB3 494 559 0.04% 0.004%
21 6.897 810 819 832 rBV2 25944 74130  4.95% 0.510%
22 6.988 832 834 839 rVvB5 565 805 0.05% 0.006%
23 7.080 840 849 862 rBV 47907 138624 9.25% 0.954%
24 7.275 879 881 886 rVB3 361 402 0.03% 0.003%
25 7.653 932 943 957 rBV 259041 636548 42.50% 4.383%
26 7.891 975 982 985 rBV3 419 839 0.06% 0.006%
27 7.958 985 993 1007 rVB5 4348 12548 0.84% 0.086%
28 8.281 1031 1046 1063 rBV2 501915 1497885 100.00% 10.313%
29 8.555 1081 1091 1099 rVvV3 11663 27401 1.83% 0.189%
30 8.708 1108 1116 1127 rBV 16946 38956 2.60% 0.268%
31 8.848 1130 1139 1153 rVV 494860 988755 66.01% 6.808%
32 9.049 1166 1172 1181 rVB2 10557 21836 1.46% 0.150%
33 9.153 1185 1189 1196 rVB5 1167 2394 0.16% 0.016%
34 9.275 1200 1209 1224 rBV 342176 700818 46.79%  4.825%
35 9.409 1224 1231 1240 rBV 100767 183934 12.28% 1.266%
36 9.604 1260 1263 1264 rBvV2 394 407 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0
37 9.665 1268 1273 1278 rBvV2 631 1048 0.07% 0.007%
38 9.921 1311 1315 1318 rBV3 424 677 ©0.05% 0.005%
39 10.037 1326 1334 1344 rBV 184845 336328 22.45% 2.316%
40 10.207 1357 1362 1365 rBvV2 286 438 0.03% 0.003%
41 10.323 1372 1381 1388 rBV 704627 1253363 83.68% 8.629%
42 10.390 1388 1392 1403 rVB 49011 85309 5.70% 0.587%
43 10.506 1406 1411 1416 rVB4 3109 4496 0.30% 0.031%
44 10.579 1416 1423 1430 rBV 128413 230539 15.39% 1.587%
45 10.707 1437 1444 1459 rVB2 27531 54658 3.65% 0.376%
46 10.841 1462 1466 1468 rBV2 377 468 0.03% 0.003%
47 10.866 1468 1470 1473 rVB2 415 403 0.03% 0.003%
48 10.927 1473 1480 1496 rBV 195885 329181 21.98%  2.266%
49 11.073 1496 1504 1515 rBV 800507 1271658 84.90% 8.755%
50 11.335 1542 1547 1550 rBV5 363 654 0.04% ©0.005%
51 11.421 1555 1561 1566 rBvV3 1804 3458 0.23% 0.024%
52 11.567 1582 1585 1588 rBv4 1766 2468 0.16% 0.017%
53 11.634 1588 1596 1605 rVB 732923 1207095 80.59%  8.311%
54 11.805 1620 1624 1626 rBV3 1447 1749 0.12% 0.012%
55 11.841 1626 1630 1641 rVB9 3498 7335 0.49% 0.051%
56 11.945 1641 1647 1656 rBV4 8358 14291 0.95% 0.098%
57 12.018 1656 1659 1664 rVB5 986 1662 0.11% 0.011%
58 12.103 1667 1673 1679 rVB5 1901 4397 0.29% 0.030%
59 12.170 1679 1684 1686 rBv4 607 1066 0.07% 0.007%
60 12.237 1690 1695 1701 rVB2 1714 2733 0.18% 0.019%
61 12.341 1704 1712 1729 rBV 256467 407974 27.24%  2.809%
62 12.506 1737 1739 1745 rVB5 1112 2047 0.14% 0.014%
63 12.609 1745 1756 1762 rBvV2 47813 86333 5.76% 0.594%
64 12.695 1762 1770 1777 rBV ~ 294865 489946 32.71% 3.373%
65 12.817 1786 1790 1795 rVB4 1108 1828 0.12% 0.013%
66 12.859 1795 1797 1800 rBV3 995 1235 0.08% 0.009%
67 12.932 1800 1809 1817 rVV 15051 28930 1.93% 0.199%
68 13.048 1822 1828 1832 rBV4 7265 11811 0.79% 0.081%
69 13.097 1832 1836 1841 rVV4 7675 11365 0.76% 0.078%
70 13.152 1841 1845 1849 rBv4 3494 4892 0.33% 0.034%
71 13.274 1856 1865 1878 rVB 35923 68280 4.56% 0.470%
72 13.396 1878 1885 1893 rBV 55243 88787 5.93% 0.611%
73 13.560 1904 1912 1919 rBV 703532 1141912 76.23% 7.862%
74 13.646 1923 1926 1935 rVB 16443 26861 1.79% 0.185%
75 13.774 1940 1947 1949 rBV5 1366 2954 0.20% 0.020%

76 13.853 1952 1960 1979 rVB 615372 1011043 67.50% 6.961%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/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\SFAMWLM@92121SMA.M
Title : SFAM@1.0
77 14.018 1983 1987 1990 rBV3 3439 4813 0.32% 0.033%
78 14.073 1990 1996 2006 rVB 56620 92913 6.20% 0.640%
79 14.322 2031 2037 2046 rBV 31116 50630 3.38% 0.349%
80 14.487 2060 2064 2066 rBV3 1143 1770 0.12% 0.012%
81 14.627 2082 2087 2090 rBV6 1275 2029 0.14% 0.014%
82 14.670 2090 2094 2098 rVvV4 1261 1971 0.13% 0.014%
83 14.713 2099 2101 2107 rVB5 927 1469 0.10% 0.010%
84 14.780 2109 2112 2113 rBV3 412 458 0.03% 0.003%
85 14.798 2113 2115 2122 rVB4 1574 2463 0.16% 0.017%
86 14.877 2123 2128 2133 rBVe6 1565 3070 0.20% 0.021%
87 14.950 2133 2140 2146 rBV2 20803 35403 2.36% 0.244%
88 15.066 2156 2159 2166 rVB6 2059 3244 0.22% 0.022%
89 15.176 2172 2177 2183 rVvV4 6792 10871 0.73% 0.075%
90 15.237 2185 2187 2188 rVB2 616 408 0.03% 0.003%
91 15.383 2207 2211 2220 rVBS8 2312 5089 0.34% 0.035%
92 15.487 2223 2228 2237 rVWV2 4769 10282 0.69% 0.071%
93 15.719 2263 2266 2268 rBvV2 722 815 0.05% 0.006%
94 15.792 2274 2278 2282 rVB4 1445 2430 0.16% 0.017%
95 15.847 2282 2287 2296 rVB6 5026 10376 ©0.69% 0.071%
96 15.956 2300 2305 2306 rBV4 2514 3862 0.26% ©.027%
97 16.042 2316 2319 2321 rBV3 364 423 0.03% 0.003%
98 16.090 2323 2327 2333 rBV6 2160 3372 0.23% 0.023%
99 16.322 2359 2365 2369 rvve 936 2093 0.14% 0.014%
100 16.761 2435 2437 2441 rVB3 541 582 0.04% 0.004%
Sum of corrected areas: 14524386
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92121\

: VWe20102.D

: 21 Sep 2021 19:28

: SY/VA

: M3813-14

: 4.52g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

AOUTGES:

700000
600000
500000
400000
300000
200000

100000

o

TIC: VW020102.D\data.ms

21602.361 4.026

2.898

2.002 3.81293.5323.7273.90 123 4397 4684 49225193 5373 5798.946111 610
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m\T'_‘ \\‘YTF\\\‘T\\AYTY_Y_F rrﬁ'_'_r\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\

Time-->

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 380 400 4.20 440 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

TIC: VW020102.D\data.ms

11.073 11.634

10.323

8.281 8.848

9.275

7.653

10.037 10.927
10.579

9.409
7.080 .390

0
Time-->

AOUTGES:

700000
600000
500000
400000
300000
200000

100000

Time-->
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: SRR LSS
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TIC: VW020102.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.160 9.23 ug/L 364989 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 25
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 9

Abundance  Scan 42 (2.160 min): VW020102.D\data.ms (-35) (-) m/z 63.95 100.00%

64.0
48.0
5000
e e e o
2.00 2.20 2.40 2.60
e e e m/z 47.95 54.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 | L B B
2.00 2.20 2.40 2.60
m/z 65.90 5.03%
16‘.0 32.0
, |
\\\‘\\1\‘\\\\‘H\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
e e e
2.00 2.20 2.40 2.60
5000 48.0 m/z 50.00 2.70%
17.0
| w0 |
L B o e e R R R R R R R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid o e e o
64.0 2.00 220 2.40 2.60
48.0 m/z 65.00 0.89%
5000
Ll ., |, 810 960 111.0
e e e e e e e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.897 1.87 ug/L 74130  1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 72
3 Butanal 72 C4H80 000123-72-8 52
4 Butanal 72 C4H80 000123-72-8 49
5 Butanal 72 C4H80 000123-72-8 47

Abundance Scan 819 (6.897 min): VW020102.D\data.ms (-810) (-) m/z 44.00 100.00%

44.0
72.1
5000
57.0
e
371 ‘ 6.60 6.80 7.00 7.20
et et e m/z 43,000 97.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 L L L L L L I R B
6.60 6.80 7.00 7.20
15.0 ‘ 57.0 m/z 41.10 92.41%
37 ‘
\‘HH‘HH‘HH‘HH“!\“\H‘\HH}\! iHHiHHiHH‘HH‘HH‘}\}\‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butana
44.0
A e
72.0 6.60 6.80 7.00 7.20
5000 29.0 m/z 72.18  66.52%
57.0
WHH“}%QWHHJM_H?ZLM!puquwpmwuwuu¢mwuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738: Butanal “““H““‘W“/x‘u‘
27.0 44.0 6.60 6.80 7.00 7.20
m/z 39.00 63.57%
72.0
5000
57.0
15.0
| 1, 3701
sprrrrerrrpreepe— ke b e e A REammaEEERC IS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.409 4.65 ug/L 183934  1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 72
3 Pentanal 86 C5H100 000110-62-3 64
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 53

Abundance Scan 1231 (9.409 min): VW020102.D\data.ms (-1224) () m/z 44.00 100.00%

44.0
5000 58.0
P
‘ 67.0 84.0 9.00 9.20 9.40 9.60 9.80
e SO L PR 840z a1.10 s1.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000 [T T T T T T T
9.00 9.20 9.40 9.60 9.80
m/z 58.00 40.81%
Lo e s
\\\‘\\\\‘\\\\’\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
R A RaaRERE
290 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 34.66%
58.0
190 LML ;o e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal e Y e
44.0 9.00 9.20 9.40 9.60 9.80
m/z 39.10 28.92%
58.0
5000 29.0
‘\ H‘\ 710 860
| |

m/z--> 10 20 30 40 50 60 70 80 90 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.073  26.34 ug/L 1271660  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 81
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 53

Abundance Scan 1504 (11.073 min): VW020102.D\data.ms (-1496) (  m/z 44.00 100.00%

44.0 56.1
5000
72.1
T T
L e
el el L 8B 1001 s 5616 97.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 ifod
29.0 :
20 m/z 41.10  90.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0
T T
11.00
5000 2.0 m/z 57.10  68.33%
72.0
0 W sso a0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal P ‘
44.0 56.0 11.00
m/z 43.05 63.97%
5000
27.0
72.0
e e e e e e e (=
m/z--> 10 20 30 40 50 60 70 80 90 100 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.341 8.45 ug/L 407974  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 94
3 Heptanal 114 C7H140 000111-71-7 93
4 Heptanal 114 C7H140 000111-71-7 76
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 43
Abundance Scan 1712 (12.341 min): VW020102.D\data.ms (-1704) - m/z 70.10 100.00%
411 70.1
55.0
5000
86.1 o —r
‘ | ” ‘ do2 1121 12.00 12.50
et 992 1121 0 41 10 93.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 — ——
27, 12.00 12.50
86.0 m/z 43.95 81.57%
\\‘H'\\’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\H‘i\‘!\‘\\#\g’-(\)\\\l‘]\_é\.(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptana
44.0
— —r—
27.0 0.0 12.00 12.50
5000 57.0 m/z 43.10 77 .36%
‘ ‘ 86.0
el L 990 1180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal — T
44.0 12.00 12.50
29.0 70.0 m/z 55.00 73.56%
5000 57.0
‘ ‘ ‘ 86.0
O 1 1 R A1 0 GRS | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92121\
Data File : VW@20102.D

Acqg On : 21 Sep 2021 19:28

Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
. SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzaldehyde Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.274 1.49 ug/L 68280 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde 106 C7H60 000100-52-7 97
2 Benzaldehyde 106 C7H60 000100-52-7 95
3 Benzaldehyde 106 C7H60 000100-52-7 93
4 Benzaldehyde 106 C7H60 000100-52-7 91
5 Benzaldehyde 106 C7H60 000100-52-7 87

Abundance Scan 1865 (13.274 min): VW02010
77

2.D\data.ms (-1856) (-

m/z 77.10 100.00%

1 105.0
51.0
5000
ro e =
39.0 63.1 H 13.00 13.50
w‘H"H‘w"muH‘uﬂuu‘wh‘_wlw‘u“u‘w“M,H‘ m/z 105.00  99.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5711: Benzaldehyde
717.0 106.0
5000 510 s s
13.00 13.50
m/z 106.00  93.86%
39.0
\‘\\\\‘\\\\‘\\\‘N‘\\\\“!\\\?‘%;9\‘\‘!w\‘\\\\“\\\\’\\‘\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5709: Benzaldehyde
77.0 105.0
—— —
51.0 13.00 13.50
5000 m/z 51.00 54.78%
SRl [T NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5707: Benzaldehyde g S ‘
77.0 106.0 13.00 13.50
m/z 50.10 29.80%
5000 51.0
39.0
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\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.396 1.94 ug/L 88787 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 90
2 Octanal 128 C8H160 000124-13-0 80
3 Octanal 128 C8H160 000124-13-0 59
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 43
5 3-Chlorohexane 120 C6H13Cl 002346-81-8 38

Abundance Scan 1885 (13.396 min): VW020102.D\data.ms (-1878) - m/z 41.10 100.00%

41.1
57.1
84.1
5000
. .
‘ il “ “ 100.2 13.00 13.50
el bl L1259 s 43 00 85.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
57.0
290 84.0
5000 i =
13.00 13.50
m/z 57.10 71.57%
L L e
H‘HH‘HH‘HH}HH‘\‘E\‘HH‘HH\‘HH’HH‘HH}\\\\’\].\2\\8‘\()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
et JL)
13.00 13.50
5000 29.0 ITI/Z 56.00 68.37%
‘ 100.0
1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14262: Octanal 5 I
43.0 13.00 13.50
m/z 55.00 67.87%
84.0
5000 200 | S0 M
1000
15.0 ‘ dll, ‘HM H 128.0 MA\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13. 00 13. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 2-Octenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.073 2.03 ug/L 92913 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 86
2 2-Octenal, (E)- 126 C8H140 002548-87-0 83
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 38
4 2-Octenal, (E)- 126 C8H140 002548-87-0 38
5 2-Undecenal, E- 168 C11H200 053448-07-0 35
Abundance Scan 1996 (14.073 min): VW020102.D\data.ms (-1990) ¢ m/z 73.00 100.00%
41.1
5000 670 A
k T T ‘ T ‘
14.00
081 1541 1930 236.9
S uh‘h}‘_JHWW_WuuwwwwWl‘” m/z 55.00 62.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12979: 2-Octenal, (E)-
53.0
2710 83.0
5000 et ‘
14.00
m/z 41.10 61.96%
H‘\‘\‘!‘H‘UM‘H fp-JTllo!
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12976: 2-Octenal, (E)-
41.0
70.0 T \
14.00
5000 m/z 70.10 57.89%
0
G 126.0
e
m/z--> 20 40 60 80 100120140160180200220240260 fj\ WJ\
Abundance #3634: 2-Methylene cyclopentanol ‘ PR A g
70.0 14.00
m/z 39.00 44.37%
41.0
5000
98.0
e
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020102.D

Acqg On : 21 Sep 2021 19:28
Operator : SY/VA

Sample : M3813-14

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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|
Sulfur dioxide 2.160 9.2 ug/L 364989 1 8.848 988755 25.0
Butanal 6.897 1.9 ug/L 74130 1 8.848 988755 25.0
Pentanal 9.409 4.7 ug/L 183934 1 8.848 988755 25.0
Hexanal 11.073 26.3 ug/L 1271660 2 11.634 1207100 25.0
Heptanal 12.341 8.4 ug/L 407974 2 11.634 1207100 25.0
Benzaldehyde 13.274 1.5 ug/L 68280 3 13.560 1141910 25.0
Octanal 13.396 1.9 ug/L 88787 3 13.560 1141910 25.0
2-Octenal, (E)- 14.073 2.0 ug/L 92913 3 13.560 1141910 25.0
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