LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS Vvial : 39 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: VWO20515.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.154 36 41 50 rBv2 7889 17553 1.56% 0.185%
2 2.349 67 73 81 rVB 78021 124365 11.06% 1.311%
3  2.879 153 160 169 rVB 38070 74778 6.65% ©.788%
4 3,294 225 228 232 rVB4 480 845 0.08% 0.009%
5 3.385 237 243 249 rvB3 1008 2057 ©0.18% 0.022%
6 3.544 258 269 286 rBV 19469 57065 5.07% 0.602%
7 3.684 291 292 293 rW 611 400 0.04% 0.004%
8 3.733 295 300 309 rw3 1443 3460 0.31% 0.036%
9 4.019 335 347 357 rBV 98418 277737 24.69% 2.928%
106 4.123 357 364 383 rVB 31256 86938 7.73% 0.917%
11  4.385 397 407 420 rBv2 5217 16237 1.44% 0.171%
12 4.477 420 422 425 rVB2 277 262 0.02% 0.003%
13 4.684 448 456 465 rBV3 1139 3131 0.28% 0.033%
14  4.915 483 494 505 rBvV2 29129 93021 8.27% ©.981%
15 5.013 508 510 516 rVB3 1159 1821 0.16% 0.019%
16 5.098 519 524 525 rBV2 408 490 0.04% 0.005%
17 5.141 525 531 532 rBV3 602 1184 0.11% 0.012%
18 5.787 628 637 646 rBv4d 886 3007 0.27% 0.032%
19 5.940 653 662 663 rBV3 2657 4859 0.43% 0.051%
20 6.397 730 737 751 rBV3 6264 19648 1.75% 0.207%
21 6.897 816 819 820 rBv2 248 267 0.02% 0.003%
22 7.000 828 836 841 rBVS5S 1065 2545 0.23% 0.027%
23 7.086 841 850 856 rBV 21118 58201 5.17% 0.614%
24 7.171 857 864 875 rVB 52744 143511 12.76%  1.513%
25 7.543 913 925 933 rBV7 2953 9256 ©.82% ©0.098%
26 7.653 933 943 955 rVB 144643 356365 31.68%  3.758%
27 7.952 990 992 993 rBV 308 309 0.03% 0.003%
28 8.281 1035 1046 1061 rBv2 281155 841076 74.78%  8.868%
29 8.707 1109 1116 1123 rBV3 3228 7995 0.71% 0.084%
30 8.848 1130 1139 1147 rBV 258942 517095 45.97% 5.452%
31 9.031 1162 1169 1186 rvVv 18928 44060 3.92% 0.465%
32 9.274 1200 1209 1227 rBV 194679 397730 35.36% 4.194%
33 9.433 1230 1235 1240 rBV 1160 2271 0.20% 0.024%
34 9.622 1258 1266 1271 rBV4 3163 8329 0.74% 0.088%
35 9.756 1281 1288 1296 rBV4 1562 3014 0.27% 0.032%
36 9.896 1305 1311 1316 rBV3 893 1488 0.13% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS Vvial : 39 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 9.945 1316 1319 1321 rBV2 268 317 0.03% 0.003%
38 10.037 1327 1334 1341 rBV 75379 135683 12.06% 1.431%
39 10.134 1346 1350 1355 rVB2 1788 3254 0.29% 0.034%
40 10.207 1355 1362 1371 rBV2 4004 9879 0.88% 0.104%
41 10.323 1371 1381 1387 rBV 314564 563709 50.12% 5.944%
42 10.390 1387 1392 1404 rVB 192090 337291 29.99% 3.556%
43 10.524 1405 1414 1418 rBV2 20687 40008 3.56% 0.422%
44 10.579 1418 1423 1435 rVB 48976 85217 7.58% 0©.899%
45 10.707 1437 1444 1447 rBV2 5917 12652 1.12% 0.133%
46 10.738 1447 1449 1458 rVB2 5400 8588 0.76% 0.091%
47 10.853 1460 1468 1473 rVB3 5041 10544 0.94% 0.111%
48 10.927 1473 1480 1486 rBvV2 80746 141884 12.61%  1.496%
49 11.061 1497 1502 1512 rVB4 5506 10883 0.97% 0.115%
50 11.183 1517 1522 1523 rBV3 1908 2669 0.24% 0.028%
51 11.298 1539 1541 1544 rvv2 515 616 ©0.05% 0.006%
52 11.353 1545 1550 1553 rVWv4 755 1244 0.11% 0.013%
53 11.408 1554 1559 1567 rVB5 863 1927 0.17% 0.020%
54 11.512 1567 1576 1577 rBV6 792 1646 0.15% 0.017%
55 11.573 1578 1586 1589 rvvs 1463 3477 0.31% 0.037%
56 11.634 1589 1596 1604 rVB 260921 446438 39.69% 4.707%
57 11.731 1604 1612 1619 rBV 70780 114969 10.22% 1.212%
58 11.835 1622 1629 1640 rVB 39698 80407 7.15% 0.848%
59 11.920 1641 1643 1644 rBv2 618 525 0.05% 0.006%
60 12.018 1649 1659 1665 rBV2 11551 21189 1.88% 0.223%
61 12.085 1665 1670 1676 rBV2 11340 27272  2.42% 0.288%
62 12.176 1677 1685 1691 rVVv4 43887 92737 8.24% 0.978%
63 12.237 1691 1695 1702 rVB 21446 34371 3.06% 0.362%
64 12.304 1702 1706 1707 rBV4 1350 1908 0.17% 0.020%
65 12.384 1713 1719 1725 rVBS8 7244 17476  1.55% 0.184%
66 12.469 1727 1733 1737 rBV 42059 71752 6.38% 0.757%
67 12.512 1737 1740 1747 rVB 11464 18247 1.62% 0.192%
68 12.609 1751 1756 1760 rBV3 7665 10905 0.97% 0.115%
69 12.695 1760 1770 1781 rBV2 87173 190261 16.92% 2.006%
70 12.865 1794 1798 1800 rBV 9567 14027 1.25% 0.148%
71 12.932 1805 1809 1812 rBV3 15955 26209 2.33% 0.276%
72 13.030 1820 1825 1831 rBV4 28134 51093 4.54% 0.539%
73 13.127 1834 1841 1850 rVB4 61945 133866 11.90% 1.411%
74 13.274 1858 1865 1873 rVB3 107207 204466 18.18% 2.156%
75 13.396 1878 1885 1888 rBV3 13094 26864 2.39% 0.283%

76 13.499 1888 1902 1907 rVV 346917 729067 64.82% 7.687%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS Vvial : 39 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 13.579 1907 1915 1921 rVV2 578021 1124801 100.00% 11.860%
78 13.646 1922 1926 1934 rVB 54798 86692 7.71% ©.914%
79 13.853 1954 1960 1968 rBV 116662 203438 18.09% 2.145%
80 14.030 1982 1989 1993 rBV3 51186 101356 9.01% 1.069%
81 14.146 2004 2008 2009 rBV 7865 9668 0.86% 0.102%
82 14.176 2010 2013 2016 rVV 18940 25489 2.27% 0.269%
83 14.219 2016 2020 2024 rVV 27042 39012 3.47% 0.411%
84 14.335 2037 2039 2044 rVB2 14391 18799 1.67% ©.198%
85 14.432 2050 2055 2062 rVB 28297 50890 4.52% ©.537%
86 14.578 2076 2079 2084 rVB 7517 10655 0.95% 0.112%
87 14.780 2107 2112 2117 rBV2 18970 31003 2.76% ©.327%
88 14.853 2117 2124 2135 rBV 406441 678985 60.36% 7.159%
89 14.950 2135 2140 2145 rVB2 32839 53402 4.75% 0.563%
990 15.005 2145 2149 2154 rBvV4 10590 18428 1.64% 0.194%
91 15.066 2154 2159 2163 rBV 50852 92026 8.18% ©.970%
92 15.432 2216 2219 2220 rBvV2 2793 2963 0.26% 0.031%
93 15.718 2256 2266 2272 rBV7 11511 33799 3.00% 0.356%
94 15.956 2300 2305 2310 rVB4 4044 7058 0.63% 0.074%
95 16.121 2324 2332 2337 rBV9 3354 7564 0.67% 0.080%
96 16.188 2338 2343 2351 rVB 6243 11892 1.06% ©.125%
97 16.352 2368 2370 2376 rVB3 954 1488 0.13% 0.016%
98 16.468 2384 2389 2397 rVB9 1467 3981 0.35% 0.042%
99 16.639 2411 2417 2422 rBV5 959 2345 0.21% 0.025%
100 16.779 2438 2440 2441 rBV2 323 339 0.03% 0.004%
Sum of corrected areas: 9483980
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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\VW101421\

: VWe20515.D

: 15 Oct 2021 01:12

: SY/VA

: M4210-03

: 4.22g/10mL/MSVOA_W/SOIL

: 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

TIC: VW020515.D\data.ms

2.349 4.019

2.879 S 123 4.915
2.154 AN 3.22885 2 35883 4.389774.684 /%5.(5E981 5.78%.940 6.397

Time-->
Abundance

500000

400000

300000

200000

100000

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
TIC: VW020515.D\data.ms

10.323

.281
8.28 8.848 11.634

9.274 .390
7.653

10.037 10.927 1.731
7.171 10.579

o

Time-->
Abundance

500000

400000

300000

200000

100000

o

Time-->

1¢
891087 7.54 7.952 g.707 | 9081 9.4339.62275@%9@4@1%20 Oﬁﬂﬁmmg\g\l.qmlm /DU
9000/ \ 7S48\ 7952 A 8107\ A ) |9.4339.622758@9aa0l0R07 | | OCEE  IIARSRAB L) |

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

TIC: VW020515.D\data.ms
13.679

14.853

13.499

12.176 _12.469

kit

15.432 15.71815 9561 6218%. 362465686, 7
‘ T T T T T T T T ‘ T T T
12.00 12.50 13.00

L T
15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 Ethanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.544 2.76 ug/L 57065 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Ethanol 46 C2H60 000064-17-5 64
3 Ethanol 46 C2H60 000064-17-5 43
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 Dimethyl ether 46 C2H60 000115-10-6 9

Abundance Scan 269 (3.544 min): VW020515.D\data.ms (-258) (-) m/z 45.10 100.00%

45.1
5000

3.20 3.40 3.60 3.80
Ol b e m/z 46.10 41.45%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #106: Ethano
31.0
45.0

5000 “H““H‘,“‘w““‘
3.20 3.40 3.60 3.80

m/z 43.00  23.55%

15.0
0‘”””W‘”W”W””M”}W?iﬁhl”‘W”W”Lw‘”W”W”‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethano

31.0
.

45.0 320340360380
0 2.0 150 250 |, ‘\ ‘ W
e H e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #105: Ethanol  Rammaa e RRARE
31.0 3.20 3.40 3.60 3.80

m/z 42.00 8.75%

5000 45.0 /\
o 150 25b|| 00|

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 40360380
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 1-Butanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.031 2.13 ug/L 44060 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 83
2 1-Butanol 74 C4H1e0 000071-36-3 78
3 1-Butanol 74 C4H1e0 000071-36-3 78
4 1-Butanol 74 C4H100 000071-36-3 72
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 40

Abundance Scan 1169 (9.031 min): VW020515.D\data.ms (-1162) () m/z 56.10 100.00%

56.1
41.1
5000
A e
720 8.80 9.00 9.20 9.40
Ot e e M/z 41,10 79.85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #967: 1-Butano
31.0 41.0 56.0
5000 [\\\\/T\\“\\\\‘\\\\‘\\\\‘\\\
8.80 9.00 9.20 9.40
m/z 43.10 62.66%
15.0
OH‘HH‘HH‘HH‘HH!H\‘\H\}H‘HWHH‘HH‘1\\‘\\H‘HHZ%I\(‘)\\H‘HH
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #968: 1-Butano
31.0 56.0
e ARER
41.0 8.80 9.00 9.20 9.40
5000 ITI/Z 42.10 33.32%
ol 150 1490 || 730
H_HWHH_HWHH_HWHH‘HWHH_HWHH‘HWHH_HWHH_HWHH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #966: 1-Butanol NS A D -
56.0 8.80 9.00 9.20 9.40
310 m/z 39.10 28.36%
7 41.0
5000
o 18.0 “‘490 If 730 A /k A
HMHWHHMHWHHMHWHHMHWHH‘HWHH‘HWHHMHWHH_HWHH R R B L SRRV SaR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8.80 9.00 9.20 9.40

SFAMWLM100821SMA.M Mon Oct 18 18:02:10 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 Butanoic acid, 2-methyl-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.524 2.24 ug/L 40008 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 72
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 59
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
5 Methyl propionate 88 C4H802 000554-12-1 46
Abundance Scan 1414 (10.524 min): VW020515.D\data.ms (-1405) - m/z 57.10 100.00%
511 88.1
41.0
5000 0
74.
101.0 IS VAREYY
‘ ‘ H ‘ 10.50
oH_‘H_m‘H‘:M‘m‘um“im,wwH_m,ww m/z 88.10  86.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9323: Butanoic acid, 2-methyl-, methyl ester
57.0 88.0
41.0
5000 ‘/\”‘ T \
10.50
270 740 m/z 41.05 70.66%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester
88.0
- 1050 |
57.0 ; .
5000 m/z 85.10 41.24%
101.0
41.0
ol 20 | | 730 || | 160
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9316: Butanoic acid, 2-methyl-, methyl ester /\ e "“W\‘
57.0 88.0 10.50
m/z 59.00 36.42%
41.0
5000
27.0 101.0
74.0 ‘ A
oo L L L0 L aso s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 5 Butanoic acid, propyl ester Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.085 1.53 ug/L 27272  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 86
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64

Abundance Scan 1670 (12.085 min): VW020515.D\data.ms (-1665) (- m/z 71.00 100.00%

71.0
43.0
89.1
5000 J\“
a N )
57. 12.00
|
Obrrprrerprrrrprr bbb e L e m/z 43.05 80.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester
43.0 71.0
5000 21.0 89.0 ‘
12.00
m/z 89.10 56.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15466: Butanoic acid, propyl ester
43.0 730 /\ /\
R o
12.00
5000 270 89.0 m/z 41.05 45.82%
| M \‘\‘ | 57@ \\‘ N Iy
O Frrprerr e et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester 7 ‘
71.0 12.00
30 m/z 42.05 27.31%
43 89.0
5000
0H‘m“m‘:“uHM1‘”‘§Z(‘RHW1“HWHiuu“mwm‘uH‘mw A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 2-Heptanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.237 1.92 ug/L 34371  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 86
4 2-Heptanone 114 C7H140 000110-43-0 86
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 80

Abundance Scan 1695 (12.237 min): VW020515.D\data.ms (-1691) (- m/z 43.00 100.00%
3.0

58.1
5000
711 = =
I ‘ g5.1 990 114.1 12.00 12.50
i Mt B m/z 58.10 64.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone
43.0
58.0
5000 = 5
12.00 12.50
m/z 71.10 16.41%
27.0 71.0
0 NN , 850 990 1140
H\‘\H\‘H\\[HH[HH‘HH‘HH‘HH‘\H\‘\H\‘H\\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone
43.0
s LI T
58.0 12.00 12.50 .
5000 ITI/Z 41.05 15.08%
21.0 71.0
o240 U Ll | sso sso 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8421: 2-Heptanone T —
43.0 12.00 12.50
m/z 39.00 11.22%
58.0
5000
27.0 71.0
oot L 850 w0 180 LUV L
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\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 Hexanoic acid, ethyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.127 2.98 ug/L 133866 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 64
2 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 53
3 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 47
4 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 43
5 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 38

Abundance Scan 1841 (13.127 min): VW020515.D\data.ms (-1834) - m/z 43.10 100.00%

43.1 88.1
71.0
5000
—— —
115.1 1401 13.00 13.50
0t : m/z 88.10 96.42%
m/z--> 0 20 40 60 80 100 120 140
Abundance #24130: Hexanoic acid, ethyl ester
29.0 88.0
5000 60.0 /\ I =5
13.00 13.50
m/z 41.10 65.69%
115.0
O \2‘.9\\‘\‘\ 144-0
m/z--> 0 20 40 60 80 100 120 140
Abundance #24134: Hexanoic acid, ethyl ester
43.0 88.0
—— —
13.00 13.50
5000 60.0 m/z 71.05 59.18%
115.0
ol it 1440
m/z--> 0 20 40 60 80 100 120 140
Abundance #24135: Hexanoic acid, ethyl ester A”mv = T
88.0 13.00 13.50
m/z 60.00 54.78%
43.0
5000 60.0
115.0
0 190 M AL A 1440 —ad wina
m/z--> 0 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 p-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.499 16.20 ug/L 729067 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 p-Cymene 134 C1leH14 000099-87-6 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 97
5 o-Cymene 134 C10H14 000527-84-4 96

Abundance Scan 1902 (13.499 min): VW020515.D\data.ms (-1888) ( m/z 119.05 100.00%

119.1
5000
91.0
39.1 65.0 ‘ ‘ 1451 13.50
Ol e R sz 91,05 25.00%
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000
910 1350
' m/z 134.05  24.19%
39.0
e L
O\\\‘\\\\’\\\\“‘\\\\‘\\1‘\“”\\\‘[\\\‘\‘\\\
miz--> 20 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
1350
5000 ITI/Z 117.10 14.59%
91.0
39.0 65.0
150 T L || 130
ot e e e e e
miz--> 20 40 60 80 100 120 140 /\
Abundance #16995: p-Cymene S ‘
119.0 13.50
m/z 120.05 9.84%
5000
91.0
0 I H | \\ L I \H

m/z--> 20 40 60 80 100 120 140 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 9 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.646 1.93 ug/L 86692 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

Abundance Scan 1926 (13.646 min): VW020515.D\data.ms (-1922) - m/z 57.10 100.00%

57.1
5000 %jh{\
‘ 83.1 el =
13.50 14.00
‘ ‘ 98.0 1122
oH_m_HwWHH_m_m‘_Hwmml,w,‘m_ml‘?%% m/z 41.05 46.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 e e
13.50 14.00
83.0 m/z 55.05  34.20%
0l M‘ H\‘ ‘\ %80
O\\‘H\\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\’HH’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
— —
13.50 14.00
5000 ITI/Z 43.10 28.84%
41,0
830
ST A A Al A PEEY:
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15692: 1-Hexanol, 2-ethyl- — —
57.0 13.50 14.00
m/z 70.05 23.65%
5000 41.0
83.0
[
o S Y S S v v L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.030 2.25 ug/L 101356 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, propyl ester 158 C9H1802 000626-77-7 49
2 Hexanoic acid, propyl ester 158 C9H1802 000626-77-7 47
3 Hexanoic acid, propyl ester 158 C9H1802 000626-77-7 43
4 Hexanoic acid, hexyl ester 200 C12H2402 006378-65-0 43
5 Hexanoic acid, hexyl ester 200 C12H2402 006378-65-0 38

Abundance Scan 1989 (14.030 min): VW020515.D\data.ms (-1982) - m/z 43.05 100.00%

43.0
99.1
5000
71.0
TN
\ 134.0 267. 14.00
0t ‘ﬂwww‘wy‘m@‘uwu‘wu‘wuw‘uw‘uwm(T m/z 41.10 87.99%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #35354: Hexanoic acid, propyl ester
43.0 99.0
5000 — ‘
14.00
1.0 m/z 99.10 69.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35362: Hexanoic acid, propyl ester J\
43.0
AV IRV A
99.0 14.00
5000 ITI/Z 117.10 53.95%
1.0
ol s b 4229
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35361: Hexanoic acid, propyl ester f/\ — ‘A‘ !
43.0 14.00
m/z 56.05 47.00%
99.0
5000
1.0 L
o‘H‘ﬂhku“LﬂM_thHqggeﬁﬁ%guwu‘_H‘_HW‘HW‘H‘ —
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 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 11 Cyclohexanemethanol, .alpha... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.853 15.09 ug/L 678985 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 53
2 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 47
3 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 45
4 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 45
5 2-(3,4-Dibromo-4-methylcyclohexy... 312 C10H18Br20 110202-13-6 42

Abundance Scan 2124 (14.853 min): VW020515.D\data.ms (-2117) - m/z 59.10 100.00%

59.1
5000
8l.1

% | ‘ ‘ 123.1 14.50 15.00
o“‘_“ﬁ“Mﬁ bbb b 2970 m/z 81.10 26.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33020: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
5000 j\
14.50 15.00

m/z 95.05  23.84%

81.0 123.0
\\\‘\?‘\‘]T\c\)““\\\Ui\‘\‘\\“‘\\\1“\\\\"\\\\“\]\-\5\6‘.\0\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15724: 2-Heptanol, 2-methyl-
59.0

o

1450 1500
Zﬁ-o M o 1150
0 m‘m‘wh‘uuﬂ_mWm‘m“,‘m_m_uwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32958: 1-Cyclohexyl-2-methyl-2-propano
59.0 1450 1500

m/z 55.05 22.80%

5000
29.0 ‘ ‘ ‘ ‘ 123.0
Wi | ‘ il ‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VW@20515.D

Acqg On : 15 Oct 2021 01:12

Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 12 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.066 2.05 ug/L 92026 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160
2 (+)-2-Bornanone
3 (+)-2-Bornanone
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10OH160
5 (+)-2-Bornanone

152 C10H160
152 C1eH160

152 C10H160

Abundance Scan 2159 (15.066 min): VW020515.D\data.ms (-2154) (-

5000

0,

m/z-->
Abundance

5000

O,

m/z-->
Abundance

5000

o,

m/z-->
Abundance

5000

m/z-->

20

15.0
20

15.0
20

|15.0

000464-48-2 98
000464-49-3 97
000464-49-3 97
000464-48-2 96
000464-49-3 96

m/z 95.05 100.00%

93.0
41.0
69.1
152.1
N T
‘ 170 ‘ 15.00
AR 2070 sz 81.e5 67.51%
40 60 80 100 120 140 160 180 200
#29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0 69.0 A :
' 15.00
152.0 m/z 41.05 61.27%
12’3-0
40 60 80 100 120 140 160 180 200
#29108: (+)-2-Bornanone
95.0
RN \
15.00
41.0 m/z 55.05 39.88%
69.0 152.0
| \‘ h ‘ 124.0 I} Il
R AR R
40 60 80 100 120 140 160 180 200
#29114: (+)-2-Bornanone T ‘
95.0 15.00
m/z 69.10 38.96%
410 690
152.0
123.0 .
40 60 80 100 120 140 160 180 200 15.00

20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101421\
Data File : VWO20515.D

Acqg On : 15 Oct 2021 01:12
Operator : SY/VA

Sample : M4210-03

Misc : 4.22g/10mL/MSVOA_W/SOIL

ALS Vvial : 39 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 3.544 2.8 ug/L 57065 1 8.848 517095 25.0
1-Butanol 9.031 2.1 ug/L 44060 1 8.848 517095 25.0
Butanoic acid, ... 10.524 2.2 ug/L 40008 2 11.634 446438 25.0
Butanoic acid, ... 12.085 1.5 ug/L 27272 2 11.634 446438 25.0
2-Heptanone 12.237 1.9 ug/L 34371 2 11.634 446438 25.0
Hexanoic acid, ... 13.127 3.0 ug/L 133866 3 13.560 1124800 25.0
p-Cymene 13.499 16.2 ug/L 729067 3 13.560 1124800 25.0
1-Hexanol, 2-et... 13.646 1.9 ug/L 86692 3 13.560 1124800 25.0
unknown-01 14.030 2.3 ug/L 101356 3 13.560 1124800 25.0
Cyclohexanemeth... 14.853 15.1 wug/L 678985 3 13.560 1124800 25.0
Bicyclo[2.2.1]h... 15.066 2.0 ug/L 92026 3 13.560 1124800 25.0
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