LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/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\SFAMWNLM100821SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20628.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.343 67 72 83 rVB 72816 124989 13.48% 1.683%
2 2.489 91 96 106 rVB 22393 39463 4.25% 0.531%
3 2.806 145 148 152 rVB 1204 2057 0.22% 0.028%
4 2.879 152 160 168 rBV 26224 56652 6.11% 0.763%
5 3.019 178 183 190 rVvB4 2119 4913 0.53% 0.066%
6 3.294 221 228 232 rBV5 897 2037 0.22% 0.027%
7 3.379 233 242 252 rVB 8794 21271 2.29% 0.286%
8 3.531 265 267 269 rBv2 289 373 0.04% 0.005%
9 3.720 291 298 299 rBV2 470 905 0.10% 0.012%
106 3.836 312 317 320 rBV3 384 569 0.06% 0.008%
11  3.903 323 328 333 rVW4 281 594 0.06% 0.008%
12 4.013 333 346 357 rWw2 96979 304906 32.87% 4.105%
13  4.123 358 364 380 rVW 23742 66749  7.20% ©.899%
14  4.245 381 384 395 rVB5S 642 1672 0.18% 0.023%
15 4.379 397 406 417 rBv4 1118 3710 0.40% 0.050%
16 4.616 441 445 447 rBV 235 342 0.04% 0.005%
17 4.684 447 456 462 rBV2 1603 4301 0.46% 0.058%
18 4.909 484 493 500 rvv3 3472 11456 1.24% 0.154%
19 5.007 503 509 520 rWv3 4753 15084 1.63% 0.203%
20 5.440 576 580 585 rvv3 384 646 0.07% ©0.009%
21 5.787 627 637 652 rVB3 4578 14673 1.58% 0.198%
22 5.939 652 662 670 rVvB2 3011 8791 0.95% 0.118%
23 6.122 683 692 701 rVW4 805 2367 0.26% 0.032%
24 6.897 809 819 830 rBvV2 15226 42421 4.57% ©.571%
25 7.079 839 849 861 rBV 30065 83618 9.02% 1.126%
26 7.177 861 865 879 rVB 3017 8385 0.90% 0.113%
27 7.646 931 942 960 rBV 154791 377437 40.69% 5.082%
28 8.274 1035 1045 1059 rBvV2 309117 927490 100.00% 12.488%
29 8.549 1085 1090 1107 rVB4 10675 31952 3.44% 0.430%
30 8.707 1107 1116 1125 rBV5 5413 14517 1.57% 0.195%
31 8.841 1129 1138 1154 rBV 281103 545230 58.79% 7.341%
32 9.036 1165 1170 1171 rBV3 2026 2876 0.31% 0.039%
33 9.158 1186 1190 1196 rVB3 385 654 0.07% 0.009%
34 9.274 1200 1209 1224 rBV 227196 453179 48.86% 6.102%
35 9.408 1224 1231 1244 rVB 60476 113106 12.19% 1.523%
36 9.506 1244 1247 1251 rBvV2 266 413 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/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\SFAMWNLM100821SMA.M
Title : SFAMO1.0
37 9.664 1268 1273 1279 rVB3 502 809 0.09% 0.011%
38 9.920 1311 1315 1319 rBvV2 725 1201 0.13% 0.016%
39 10.036 1325 1334 1346 rBV 114176 205030 22.11% 2.761%
40 10.128 1346 1349 1354 rVB3 490 671 0.07% 0.009%
41 10.213 1357 1363 1370 rBV3 476 925 0.10% 0.012%
42 10.323 1370 1381 1388 rBV 428644 742236 80.03% 9.994%
43 10.390 1388 1392 1403 rVB 27795 47626 5.13% 0.641%
44 10.500 1406 1410 1416 rVB3 1977 3556 ©0.38% 0.048%
45 10.579 1416 1423 1430 rBV 74852 129742 13.99% 1.747%
46 10.628 1430 1431 1439 rVB3 2916 4062 0.44% 0.055%
47 10.701 1439 1443 1449 rBV 5338 8497 0.92% 0.114%
48 10.853 1464 1468 1470 rVB2 389 503 0.05% 0.007%
49 10.926 1473 1480 1494 rBV 119424 204266 22.02% 2.750%
50 11.073 1496 1504 1520 rBV 395703 642809 69.31% 8.655%
51 11.420 1554 1561 1565 rBV4 1346 2506 0.27% 0.034%
52 11.566 1579 1585 1588 rVv3 1269 2264 0.24% 0.030%
53 11.627 1588 1595 1604 rVV 371298 623146 67.19%  8.391%
54 11.707 1605 1608 1609 rvv2 1332 1496 0.16% 0.020%
55 11.731 1609 1612 1619 rvv3 1860 3256 0.35% 0.044%
56 11.841 1623 1630 1639 rVV4 10489 22853  2.46% 0.308%
57 11.944 1641 1647 1653 rvv2 7910 13847 1.49% 0.186%
58 12.018 1654 1659 1665 rvv3 1318 2760 0.30% 0.037%
59 12.097 1667 1672 1675 rVWV4 389 890 0.10% 0.012%
60 12.170 1679 1684 1690 rVB3 1372 2368 0.26% 0.032%
61 12.237 1690 1695 1700 rBV2 1443 2176 0.23% 0.029%
62 12.335 1706 1711 1727 rVV 31904 52485 5.66% 0.707%
63 12.463 1728 1732 1737 rVV3 415 652 0.07% 0.009%
64 12.511 1737 1740 1744 rVB3 635 993 0.10% 0.012%
65 12.603 1747 1755 1761 rBV3 10527 19140 2.06% 0.258%
66 12.688 1763 1769 1777 rVV 148128 247662 26.70%  3.335%
67 12.755 1777 1780 1786 rVB5 669 1221  0.13% 0.016%
68 12.871 1794 1799 1800 rBV 357 479 0.05% 0.006%
69 12.932 1800 1809 1821 rVVv4 4585 11748 1.27% 0.158%
70 13.048 1824 1828 1831 rVV3 2155 3145 0.34% 0.042%
71 13.097 1831 1836 1841 rVV2 7898 13479 1.45% 0.181%
72 13.152 1842 1845 1848 rVVv4 2004 3305 0.36% 0.045%
73 13.206 1850 1854 1858 rVV5 1995 3822 0.41% 0.051%
74 13.280 1859 1866 1875 rVB6 3021 8947 0.96% 0.120%
75 13.395 1877 1885 1891 rBvV2 21153 34649 3.74% 0.467%
76 13.475 1895 1898 1905 rVV6 1512 3680 0.40% 0.050%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/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\SFAMWNLM100821SMA.M
Title : SFAM@1.0
77 13.554 1905 1911 1922 rVVW 297212 484766 52.27% 6.527%
78 13.645 1923 1926 1931 rVB3 4477 6728 ©0.73% 0.091%
79 13.712 1934 1937 1941 rVB3 406 375 0.04% 0.005%
80 13.767 1941 1946 1950 rBV5 926 1628 0.18% 0.022%
81 13.853 1950 1960 1972 rBV 279288 454715 49.03% 6.123%
82 14.017 1981 1987 1990 rBV5 2049 3294 0.36% 0.044%
83 14.066 1990 1995 2004 rVB 17847 29302 3.16% 0.395%
84 14.255 2024 2026 2030 rVB3 322 356 ©0.04% 0.005%
85 14.322 2030 2037 2046 rBV 17712 28148 3.03% ©.379%
86 14.420 2051 2053 2058 rVB3 293 359 0.04% 0.005%
87 14.517 2066 2069 2079 rVB3 1533 2883 0.31% 0.039%
88 14.615 2079 2085 2089 rBV3 1565 2668 0.29% 0.036%
89 14.718 2099 2102 2107 rVB2 1357 1929 0.21% 0.026%
990 14.877 2123 2128 2132 rBvV4 837 1537 0.17% 0.021%
91 14.944 2135 2139 2145 rBV3 6328 10753 1.16% ©.145%
92 15.169 2171 2176 2185 rVB4 3424 6815 0.73% 0.092%
93 15.249 2185 2189 2194 rBV5 1014 1830 0.20% 0.025%
94 15.395 2204 2213 2220 rBV6 2050 4766 ©0.51% 0.064%
95 15.486 2223 2228 2236 rBV2 2689 5231 0.56% ©0.070%
96 15.846 2282 2287 2297 rVB3 4335 7637 0.82% 0.103%
97 15.962 2299 2306 2309 rBV3 2394 4842 0.52% ©.065%
98 16.023 2314 2316 2319 rBV2 307 351 ©0.04% 0.005%
99 16.096 2324 2328 2332 rVB5 572 887 0.10% 0.012%
100 16.608 2409 2412 2415 rBV5 226 378 0.04% 0.005%
Sum of corrected areas: 7426788
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW020628.D\data.ms
400000

350000
300000
250000
200000
150000

4.013
100000 2343

50000 2489  2.879 123
2.8063.019 3.59%79.5313 720833 | /\4.246379 4.81684 4.99907 5440  5.788.939%.122

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: VW020628.D\data.ms

10.823
400000 11.073

o

11.627
350000

8.274
300000 8.841

250000 9.274

200000

7.646

150000
10.036 10.926

100000 10,579

9.408
50000, 7079 390
0 [varz 8.548.707 | 9.03615 506.664 9.92010112813 /10.50862800.5 11.420. 586 AR}
e — o\ 22R108 | ) 9.500.604 9.3 0ARALS VO S0y ) Al A
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VW020628.D\data.ms
400000

350000
13.554

300000 13.853

250000

200000

150000 12.688

100000

50000
12335 13.395 14.066 14.322

0 |1194d1eur7zn i 2254 593 192 A3 ARTRE3G3.4 14.00714.258 1264 515 1449441515919 89886 1584002306 16.608

T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T ‘ T T

T
Time--> 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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.489 1.81 ug/L 39463 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Ethylene oxide 44 C2H40 000075-21-8 9
3 Acetaldehyde 44 C2H40 000075-07-0 9
4 Propane 44 C3H8 000074-98-6 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance  Scan 96 (2.489 min): VW020628.D\data.ms (-91) (-) m/z 44.05 100.00%
44.0
e EARREEEEEET
2.20 2.40 2.60 2.80
Obrrrreer oo e th 2o e M/z 43.05  58.51%
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #81: Acetaldehyde
29.0
44.0
5000 L L B B R
15.0 2.20 2.40 2.60 2.80
m/z 42.10 20.33%
O\\‘\\\\‘\\}!‘1\\\‘\\2\4\..iq\}}‘\\\\‘\\\\‘}!\\i\\\\‘\\\\‘\\\\‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #84: Ethylene oxide
29.0
44.0 e
R e A BRARN AL
2.20 2.40 2.60 2.80
15.0 .
5000 m/z 41.00 6.85%
gy 2401 ‘
Obrrprrrr A e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #80: Acetaldehyde \Mﬁu‘\\u‘\\u’\uv‘mky
e
29.0 240 2.20 2.40 2.60 2.80
m/z 45.05 2.54%
5000
15.0
o“wu‘_wlﬂu‘_?ﬁﬁll‘HH‘H‘leq‘HW‘H‘_H“ P e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 2.20 2.40 2.60 2.8
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
6.897 1.95 ug/L 42421  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 58
5 Butanal 72 C4H80 000123-72-8 50

Abundance Scan 819 (6.897 min): VW020628.D\data.ms (-809) (-) m/z 43.10 100.00%
4

311
72.1
5000
57.0
R e AREE
6.60 6.80 7.00 7.20
36'{ \50\'1\ ‘ H\ o
O Frprrrrprrrrprrrrprrrrprrer e e e m/z 41.10 98.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
21.0 44.0
72.0
5000 LI L L L LI L L
6.60 6.80 7.00 7.20
15.0 ‘ 57.0 m/z 44.00 98.02%
O \‘HH‘HH!HH‘HH“! T ‘HH‘\HH}\!
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butana
44.0
R R S
72.0 6.60 6.80 7.00 7.20
5000 29.0 m/z 72.10  60.14%
57.0
15.0 “ 37\1\‘ | I |1
O trprrrrprrr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738: Butanal ““H““‘H““w“‘
27.0 44.0 6.60 6.80 7.00 7.20
m/z 39.10 55.96%
72.0
5000
57.0
15.0 ‘ ‘
0 \‘ ‘ ‘ A |1

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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 Butanal, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.549 1.47 ug/L 31952 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 58
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 52
3 Pentanal 86 C5H100 000110-62-3 43
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 25
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 20
Abundance Scan 1090 (8.549 min): VW020628.D\data.ms (-1085) () m/z 41.10 100.00%
41.1
5000
58.0 A
71.0 e e
‘ 50 ‘ ‘ 86.0 8.20 8.40 8.60 8.80
o“_m_m_m‘,‘ ‘“J‘,mm_m,mm”‘ m/z 44.85 84.03%
m/z--> 10 20 30 40 70 80 90
Abundance #1959: Butanal, 3-methyl-
14.0
29.0
5000 580 L L N LA LA BN R I
8.20 8.40 8.60 8.80
15.0 71.0 m/z 43.05 58.87%
bl ] o
O\\‘\\\\‘\\l!‘\\\‘l"\\\i‘\‘\‘\\’\\\\‘\\\\’\\1\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1961: Butanal, 3-methyl-
44.0
“H‘W‘H“H‘W‘H‘,
8.20 8.40 8.60 8.80
m/z 39.00 48.51%
5000 27.0 58.0
71.0
15.0 “ ‘ 8?0
O R R
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal R e RER
44.0 8.20 8.40 8.60 8.80
m/z 58.00 34.43%
5000 29.0 58.0
S WS | N S o SN B A
m/z--> 10 20 30 40 50 60 70 80 90 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 4 Pentanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.408 5.19 ug/L 113106  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Cyclopropyl carbinol 72 C4H80 002516-33-8 59
3 Pentanal 86 C5H100 000110-62-3 56
4 Pentanal 86 C5H100 000110-62-3 49
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43
Abundance Scan 1231 (9.408 min): VW020628.D\data.ms (-1224) () m/z 44.05 100.00%
44.0
5000
58.1
T
J “ 671 84.0 9.00 9.20 9.40 9.60 9.80
OSSR L PR 840 sz a1.e5  48.90%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 BB
58.0 9.00 9.20 9.40 9.60 9.80
' m/z 58.10 36.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #790: Cyclopropyl carbinol
44.0
R RRREaRRRT
9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 29.78%
31.0
omwu_m‘;,m:m “w“?3]?“59;9‘”_”‘,”‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal ‘/\H““W““‘H““
44.0 9.00 9.20 9.40 9.60 9.80
m/z 43.10 27.75%
5000 20.0 58.0
L \‘\ 710 880
ot e e e e R AN SEN R
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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.073  25.79 ug/L 642809  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 87
2 Hexanal 100 C6H120 000066-25-1 80
3 Hexanal 100 C6H120 000066-25-1 80
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 1504 (11.073 min): VW020628.D\data.ms (-1496) (  m/z 44.05 100.00%

440 56.1
5000
72.1 ~L :
Il ] eba
) —— | 1_‘H“wwwl‘??“lw m/z 41.85 89.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0
56.0
5000 — :
27.0 11.00
720 m/z 56.10 87.96%
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
\ \
1100
m/z 43.10 63.82%
5000 29.0
72.0
b bl L 1L 880 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal I
44.0 1100
56.0 m/z 57.05 61.32%
27.0
5000
72.0
15.0 ‘
0 | \‘m \\‘ m“ ‘\‘ 8$O 100.0 o

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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 7 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.335 2.11 ug/L 52485 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 90
2 Heptanal 114 C7H140 000111-71-7 90
3 Heptanal 114 C7H140 000111-71-7 90
4 Heptanal 114 C7H140 000111-71-7 78
5 Heptanal 114 C7H140 000111-71-7 78

Abundance Scan 1711 (12.335 min): VW020628.D\data.ms (-1706) m/z 41.10 100.00%

411 70.1
55.1
5000
M 86"0 Y 12.00 12:50
| B HgMHH Al RS wyz 4405 90.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0
29.0
5000 7.0
1200 1250
m/z 43.10 87.69%
‘ ‘ ‘ 86.0
O\\‘\\\\’\\\\‘\\\\‘\ \\‘\‘111’\\\“\‘1\\\“\\!\‘\\?9’9\\%%4\9‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptana
41.0 70.0
55.0 Nor A
1200 1250
5000 ITI/Z 70.10 86.40%
27.
86.0
0 “‘1‘4‘.‘0"”}“”‘}}‘ ‘w‘!!!,u“\‘ !\u‘1\‘!\‘”‘#9[9\\\1&\4{(\)‘”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal A — oA
44.0 70.0 12.00 12.50
m/z 55.10 77.32%
5000 29.0 57.0
860
015-0,,9*9,01140 /\‘ SE ROV
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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 8 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.395 1.79 ug/L 34649 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 86
3 Octanal 128 C8H160 000124-13-0 80
4 Octanal 128 C8H160 000124-13-0 53
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 30
Abundance Scan 1885 (13.395 min): VW020628.D\data.ms (-1877) (- m/z 41.10 100.00%
41.1
57.1
5000
o —
‘ ‘ H 100.1 13.00 13.50
Y R— ml‘l!m‘W,H‘w“”‘Jw,ww m/z 43.10 84.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000
270 13. OO 13 50
m/z 57.10 77.61%
‘ 100.0
O H‘HH‘\\H“\\Hl\H\“\”H‘HH‘HH\‘\\H’HH‘HH}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0 M
SaWZR I VAV ALY YL
57.0 13.00 13.50
29.0 84.0
5000 ' m/z 55.10 73.81%
100.0
NI 0 W O | Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 o 84.0 13.00 13.50
57 m/z 56.10 61.88%
5000 29.0
100.0
PR O N Y OV AR VY1 S0
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\VW101921\
Data File : VW020628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.322 1.45 ug/L 28148 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 38
2 Cycloheptane 98 C7H14 000291-64-5 38
3 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 38
4 2-Nonen-1-o0l, (E)- 142 C9H180 031502-14-4 35
5 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 30
Abundance Scan 2037 (14.322 min): VW020628.D\data.ms (-2030) - m/z 41.10 100.00%
41.1 57.1
5000 70.1 08.1
P T
‘ “ SHM H 114.1 14.00 14.50
0 bl bl 1wz s7.10 96.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8599: Cyclohexanol, 2-methyl-, trans-
57.0
81.0 /J\w
5000 96.0 Pl
41.0 1400 145
m/z 43.10 70.46%
21.0 ‘ ‘ 114.0
O\\\‘\\\\‘\\\‘\‘[‘\\\\"\‘\\‘\‘!\!‘\\\\‘1\\\\‘}‘\‘1\‘\\‘\‘\‘\\\\‘1!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3711: Cycloheptane
41.0 55,0 M J\M
70.0
27.0 98.0 14.00 14.50
5000 83.0 m/z 55.10 69.58%
NET N Y T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8604: Cyclohexanol, 2-methyl-, trans- : ‘ MMMA@AW“
57.0 1400 1450
81.0 m/z 56.10 60.12%
5000 9.0
”\” i )
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20628.D

Acqg On : 20 Oct 2021 00:25
Operator : SY/VA

Sample : M4263-11

Misc : 6.10g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 2.489 1.8 ug/L 39463 1 8.841 545230 25.0
Butanal 6.897 2.0 ug/L 42421 1 8.841 545230 25.0
Butanal, 3-methyl- 8.549 1.5 ug/L 31952 1 8.841 545230 25.0
Pentanal 9.408 5.2 ug/L 113106 1 8.841 545230 25.0
Hexanal 11.073 25.8 ug/L 642809 2 11.634 623146 25.0
Heptanal 12.335 2.1 ug/L 52485 2 11.634 623146 25.0
Octanal 13.395 1.8 ug/L 34649 3 13.560 484766 25.0
unknown-02 14.322 1.5 ug/L 28148 3 13.560 484766 25.0
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