LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D060121S.M

Title : SW846 8260

Signal : TIC: VD@69336.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.044 182 191 200 rBv2 48273 112502 1.35% 0.178%
2 3.415 245 254 263 rVB3 64969 161275 1.94% 0.255%
3 4.156 367 380 391 rBV 836378 2299070 27.61% 3.635%
4 A4.426 414 426 440 rBV3 45866 149521 1.80% 0.236%
5 5.020 503 527 543 rBV5 107474 544675 6.54% 0.861%
6 5.491 594 607 620 rBV3 75454 258799 3.11% 0.409%
7 5.997 680 693 705 rBv2 128035 376747  4.52%  0.596%
8 6.773 815 825 834 rBV7 28694 90016 1.08% 0.142%
9 6.932 840 852 860 rBV3 47417 155121 1.86% 0.245%
106 7.026 860 868 878 rVB3 77452 225949  2.71% 0.357%
11  7.214 889 900 911 rVB2 40999 127153 1.53% 0.201%
12 7.732 977 988 999 rVB2 56684 145490 1.75% 0.230%
13 7.967 1021 1028 1038 rVB3 601193 1820529 21.86% 2.878%
14 8.061 1038 1044 1054 rVB 191301 485352 5.83% 0.767%
15 8.191 1054 1066 1074 rBV 627120 1451478 17.43%  2.295%
16 8.338 1081 1091 1102 rVB2 220957 584838 7.02%  0.925%
17 8.456 1102 1111 1114 rBV3 105645 248530 2.98% 0.393%
18 8.509 1114 1120 1130 rVV 203647 606034  7.28%  0.958%
19 8.603 1130 1136 1144 rVB4 58183 141688 1.70% 0.224%
20 8.720 1147 1156 1167 rBV 545367 1102881 13.25% 1.744%
21 8.861 1172 1180 1194 rBV 505001 1078969 12.96% 1.706%
22 9.350 1249 1263 1270 rBV2 188743 511138 6.14% 0.808%
23 9.779 1327 1336 1345 rBv2 71216 147119 1.77% 0.233%
24  9.908 1352 1358 1365 rVB3 64092 125158 1.50% 0.198%
25 10.114 1385 1393 1405 rBV5 55944 147847 1.78%  0.234%
26 10.226 1405 1412 1424 rBV 145025 315484 3.79% 0.499%

27 10.338 1424 1431 1436 rVV 742532 1359556 16.33% 2.150%
28 10.403 1436 1442 1456 rVV 4582291 8326255 100.00% 13.165%

29 10.520 1456 1462 1469 rVB2 91106 171778 2.06% 0.272%
30 11.426 1612 1616 1628 rVB6 54624 130456 1.57% 0.206%

31 11.526 1628 1633 1639 rBvV 45118 87828 1.05%
32 11.644 1645 1653 1664 rBV 625942 1108471 13.31%
33 11.738 1664 1669 1679 rVB 151673 268676 3.23%
34 11.850 1680 1688 1699 rVB2 643194 1271713 15.27%
35 12.179 1732 1744 1752 rBV2 320770 736124  8.84%
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36 12.261 1752 1758 1764 rVB5 42183 95594 1.15% ©0.151%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D060121S.M
Title : SW846 8260
37 12.485 1789 1796 1801 rBV2 145066 284353  3.42%  0.450%
38 12.626 1815 1820 1830 rVB 468525 825406 9.91% 1.305%
39 12.879 1857 1863 1866 rBV 154998 243565 2.93% 0.385%
40 12.944 1870 1874 1882 rVV2 396069 783414 9.41% 1.239%
41 13.044 1886 1891 1895 rVV3 83939 151450 1.82% 0.239%
42 13.114 1897 1903 1911 rVB 59842 120170 1.44% 0.190%
43 13.261 1922 1928 1933 rBV 287437 457465 5.49% 0.723%
44 13.379 1944 1948 1957 rVB8 76222 164142 1.97% 0.260%
45 13.479 1958 1965 1975 rVV2 3580779 6001353 72.08%  9.489%
46 13.567 1975 1980 1986 rVV 479011 825376 9.91% 1.305%
47 13.632 1986 1991 1992 rVV 327899 457422  5.49% 0.723%
48 13.661 1992 1996 2003 rVV 860324 1412411 16.96%  2.233%
49 13.726 2003 2007 2011 rVV3 112198 196306 2.36% 0.310%
50 13.761 2011 2013 2017 rVV4 79550 115176 1.38% 0.182%
51 13.802 2017 2020 2029 rVB4 83216 182069 2.19% 0.288%
52 13.885 2029 2034 2039 rBV 242582 370648 4.45% 0.586%
53 14.014 2050 2056 2067 rVV4 617368 1198769 14.40%  1.895%
54 14.108 2067 2072 2077 rVB3 61078 109712 1.32% 0.173%
55 14.244 2086 2095 2101 rBV3 182609 579695 6.96% 0.917%
56 14.314 2101 2107 2119 rVV 1183065 1973467 23.70% 3.120%
57 14.420 2120 2125 2130 rBV2 365316 605750  7.28%  0.958%
58 14.526 2138 2143 2145 rBV3 506350 771646  9.27%  1.220%
59 14.561 2145 2149 2155 rVV 1362871 2612941 31.38% 4.131%
60 14.679 2165 2169 2175 rVB2 301495 470048 5.65% 0.743%
61 14.738 2176 2179 2185 rVB3 186357 283303 3.40% 0.448%
62 14.891 2195 2205 2212 rBV2 737317 1578220 18.95% 2.495%
63 14.996 2213 2223 2225 rBV5 403672 958379 11.51% 1.515%
64 15.032 2225 2229 2232 rVV2 755729 1533668 18.42%  2.425%
65 15.102 2236 2241 2249 rVV5 790780 2181666 26.20%  3.449%
66 15.179 2249 2254 2259 rVV2 608918 1430483 17.18% 2.262%
67 15.232 2260 2263 2268 rVV3 673304 1142275 13.72% 1.806%
68 15.332 2268 2280 2284 rVV5 546113 1927518 23.15% 3.048%
69 15.402 2288 2292 2305 rVB4 931591 2334466 28.04% 3.691%
70 15.585 2319 2323 2329 rVB2 109204 188621 2.27% 0.298%
71 15.767 2347 2354 2363 rBV 628032 1193846 14.34% 1.888%
72 16.079 2401 2407 2413 rVV2 130882 237459 2.85% 0.375%
73 16.138 2413 2417 2422 rVB4 66487 108811 1.31% 0.172%
74 16.343 2447 2452 2458 rVB3 92243 181570 2.18% 0.287%
75 16.779 2520 2526 2527 rBvV4 54411 83370 1.00% 0.132%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 D\Method\82D060121S.M
Title : SW846 8260

Sum of corrected areas: 63246223
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VD069336.D\data.ms
4000000
3000000
2000000
1000000 4.156
0 3.044 3.415 4.426 5.020 5.491 5.997 773
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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: VD069336.D\data.ms
10.403
4000000
3000000
2000000
1000000 10.3
7.967 8.191 8.728.861 : 11.644
8.3
62267214 7.732 /&WOA k 9350 9.7m90810.19£26| 10,520 u msz@l-? 3%
] e e e e —T =
Time--> 7.00 7.50 8.00 8. 50 9. 00 9.50 10.00 10 50 11.00 11 50
Abundance TIC: VD069336.D\data.ms
4000000
13.479
3000000
2000000 14.561
1000000
po0 12.626
12.944
12.179 13. 261
. 226112485 ‘ 12. As»A 336343 167
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_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.661 85.56 ug/l 1412410 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 53
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 40

Abundance Scan 1996 (13.661 min): VD069336.D\data.ms (-1992) (- m/z 57.00 100.00%
57.

0
5000
83.0 e e
13.50 14.00
112.1
ol L I 15381769 2068 ny; 41,00 31.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 e ~
13.50 14.00
0.0 830 m/z 70.00  27.14%
I ‘ “ 112.0
O\\\‘\\‘\\“‘\\\“\\‘\\“1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #85987: Carbonic acid, isobutyl 2-ethylhexyl ester
57.0
ety =
13.50 14.00
5000 m/z 55.80  25.19%
29.0‘ 830 1120
o‘H_‘HwmH‘w‘“‘MhHwHlu‘w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13668: 2-Propyl-1-pentanol T —
57.0 13.50 14.00
m/z 83.00 23.34%
5000
29.0
83.0
IR R aEtex:
Ot et e e e e e e D .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.014 72.62 ug/l 1198770 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 96
2 2-Carene 136 C10H16 000554-61-0 94
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1lOH16 000099-86-5 93
4 (+)-4-Carene 136 C10H16 029050-33-7 93
5 3-Carene 136 C10H16 013466-78-9 91

Abundance Scan 2056 (14.014 min): VD069336.D\data.ms (-2050) (-  m/z 92.95 100.00%

93.0 121.0
5000
39.0 \A/\,/\_A
Lsaol 1L L 1sso <
0 b SR L L2560 2090 280¢ ;156 95  97.07%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #15858: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0
121.0
5000 T
14.00
39.0 m/z 136.05  78.54%
O ’
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #15666: 2-Carene
93.0 121.0
o
14.00
41.0
0"W‘W‘M‘N‘Muﬂﬂwkwmuwu‘M‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #15877: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0 14 00
m/z 78.95 42.82%
5000
43.0
01 1 \H WL Ll \h ‘ “\ “ il

m/z--> 20 40 60 80 100120140160 180200 220 240 260 l4 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 unknownl4.314 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.314 119.55 ug/1l 1973470 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 38
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 38
3 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 38
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38
5 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 30

Abundance Scan 2107 (14.314 min): VD069336.D\data.ms (-2101) (- m/z 70.00 100.00%
7d

0
5000
7= e
310 H‘ " 14.00 14.50
ol L £277140-9172.9 2088 28LL  n/; 57 00 98.70%
miz--> 50 100 150 200 250
Abundance #30329: Propanoic acid, 2-methyl-, 3-methylbutyl ester
43.0
5000 o e
14.00 14.50
m/z 55.00 94.48%
‘ 89.0
01\4..\0“‘\ ‘\“ ‘ M\ ‘\‘ \“\ “ \']-\2\9.9 ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #11523: 1-Octene, 6-methyl-
55.0
= e
14.00 14.50
m/z 71.00 83.65%
5000 97.0
ol.250 1 | M laro
miz--> 50 100 150 200 250
Abundance #6681: 1-Heptene, 5-methyl- = T
70.0 14.00 14.50
m/z 97.00 71.19%
5000

= 7
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclooctane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.561 158.29 ug/l 2612940 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 C9H18 001502-38-1 52
2 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 49
3 1-Pentanol, 2-ethyl- 116 C7H160 027522-11-8 47
4 Cycloheptane 98 C7H14 000291-64-5 45
5 1H-Tetrazole, 1,5-dimethyl- 98 C3H6N4 005144-11-6 43

Abundance Scan 2149 (14.561 min): VD069336.D\data.ms (-2145) (- m/z 57.00 100.00%
57.Q

T
1501 14.50
ol Ml UL, 1521 2081 2809 3341 ., 5509  95.02%
m/z--> 50 100 150 200 250 300
Abundance #11535: Cyclooctane, methyl-
55.0
5000 —r—
14.50
97.0 m/z 69.00 93.99%
O\\H\
m/z--> 50 100 150 200 250 300
Abundance #13673: 1-Heptanol, 6-methyl-
41.0
— T
14.50
5000 84.0 m/z 56.00 77.72%
ol 1300
m/z--> 50 100 150 200 250 300
Abundance #8338: 1-Pentanol, 2-ethyl- 7 ‘
43.0 14.50
m/z 41.00 77.06%
5000
85.0
0 ——
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 3-Dodecene, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.890 95.61 ug/l 1578220 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Dodecene, (Z)- 168 C12H24 007239-23-8 80
2 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 78
3 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 72
4 3-Dodecene, (E)- 168 C12H24 007206-14-6 72
5 1-Nonanol 144 C9H200 000143-08-8 64

Abundance Scan 2205 (14.891 min): VD069336.D\data.ms (-2195) (- m/z 55.00 100.00%

55.0
5000 83.0
14,50 15.00
111.0 : :
okt o L1 2430 2060 2598 7 g 09 o6.53%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36743: 3-Dodecene, (Z)-
55.0
5000 — L
200 83.0 14.50 15.00
' ‘ m/z 56.00 95.83%
O\‘\‘\\\‘i\\\““\h‘\\“‘\‘\\{“‘\\h\‘\‘\\\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

=
[N
[N
o
=
N
o
o
=
[e)]
[e¢]
o

Abundance #36848: Cyclopropane, 1-methyl-2-octyl-
56.0
P Fer
14.50 15.00
5000 m/z 70.00 88.60%
83.0
29.0
\‘ KN ‘ ‘\111'0 140.0 168.0
Ot ‘\!\\“‘\‘H}‘\\h\‘\‘\H‘\\\\‘\M\|\\\\|\\\\|\\\\|H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36846: Cyclopropane, 1-ethyl-2-heptyl- T —
55.0 14.50 15.00
m/z 41.00 72.76%
5000
83.0
29.0
111.0
Y D E— N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 5-Methyl-1-heptanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.032 92.91 ug/1 1533670 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-1-heptanol 130 C8H180 007212-53-5 53
2 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 50
3 n-Tetracosanol-1 354 C24H500 000506-51-4 42
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 38
5 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 38
Abundance Scan 2229 (15.032 min): VD069336.D\data.ms (-2225) (- m/ 55.00 100.00%
55.0
5000 97.1
15 00
ol A ALlLL 1 1460 19282318 2800 83.00  99.62%
miz-> 50 100 150 200 250 300
Abundance #13660: 5-Methyl-1-heptanol
55.0
5000
15 00
43.00 68.21%
) ero
O\\h\““‘\\P\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #13745: (S)-(+)-5-Methyl-1-heptanol
55.0
15 00
5000 69.00 53.35%
7.0
gl lhpre
miz--> 50 100 150 200 250 300
Abundance #186969: n-Tetracosanol-1
43.0 15 OO
41.00 40.86%
5000
oL bl A} M 1 1259 1680 210.0 252,0 2040 336
miz--> 50 100 150 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 unknownl5.102 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.102 132.16 ug/l 2181670 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 47
2 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C1@H20 062960-77-4 43
3 1-Hexene, 3,3,5-trimethyl- 126 CO9H18 013427-43-5 43
4 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 38
5 1,2-Bis(tert-butylimino)ethane 168 C1OH20N2 030834-74-3 35

Abundance Scan 2241 (15.102 min): VD069336.D\data.ms (-2236) (- m/z 57.00 100.00%
57.0

5000 97.0 MWM
1500 1550
132.9 | : .
ol ‘:‘m‘w dd “‘ 4701 219.0 2650 333! sz 69.00  81.66%
miz--> 50 100 150 200 250 300
Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
5000 e —
15.00 15.50
29. m/z 55.00 60.97%
UL o0
O T } “ T ‘ T \M’ L } ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55.0
—r —
15.00 15.50
5000 ITI/Z 43.00 58.43%
140.0
[y oo
oAt
miz--> 50 100 150 200 250 300
Abundance #11567: 1-Hexene, 3,3,5-trimethyl- —— —
69.0 15.00 15.50
m/z 56.00 54.58%
5000
27.0 ‘
ol me LR
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclooctane, 1,4-dimethyl-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.179 86.66 ug/l 1430480 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 68
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 64
3 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 50
4 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 49
5 3-Undecene, 9-methyl-, (E)- 168 C12H24 074630-54-9 47

Abundance Scan 2254 (15.179 min): VD069336.D\data.ms (-2249) (- m/z 55.00 100.00%

55.0

5000
M‘ 1121
5

| | 15.00 1550
AR ), 1620 207.8 2808 333 .. 69 gp  69.83%

0

miz--> 0 100 150 200 250 300
Abundance #18039: Cyclooctane, 1,4-dimethyl-, cis-
55.0
5000 — St
15.00 15.50
970 m/z 70.00 69.58%
O T \ h h\ “‘ “ H 14\0 P\ T 1T ‘ T T T ‘ L ‘ L
miz--> 100 200 250 300
Abundance #6802.Cyd0hexane,L24ﬂmeﬂwk,cs—
55.0
—r —
97.0 15.00 15.50
5000 m/z 57.00 55.68%

09} |

=

0 a1
miz--> 50 100 150 200 250 300
Abundance #36847: Cyclopentane, 1-hexyl-3-methyl-
55.0 15.00 15.50
m/z 56.00 48.79%
5000
97.0
| ‘ |
0L+ ‘,‘ A — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 2-Octene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.332 116.77 ug/1l 1927520 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C1o0H20 004057-42-5 53
2 2-Methyl-2-heptene 112 C8H16 000627-97-4 50
3 2-Octene, (E)- 112 C8H16 013389-42-9 38
4 6-Tetradecene, (Z)- 196 C14H28 041446-61-1 35
5 4-Octene, (E)- 112 C8H16 014850-23-8 35

Abundance Scan 2280 (15.332 min): VD069336.D\data.ms (-2268) (- m/z 69.00 100.00%
69

.0
5000 410
112.1
— —
| 1480 ( 15.00 15.50
Obrreprerlb el Ml L 1489 18202088 250< ;55 pp  61.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0
5000 — ——
15.00 15.50
m/z 70.00 59.10%
L ot
O \H’\}\\iH\“\‘\HH‘HH‘H‘H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #6662: 2-Methyl-2-heptene
410 690
— —
15.00 15.50
5000 m/z 43.00 57.07%
112.0
0br
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #6636: 2-Octene, (E)- — —
55.0 15.00 15.50
m/z 41.00 45.62%
5000
112.0
27,0 83.0 ‘
0m,mu‘i“m‘“‘“M‘“1‘H_m_Hw‘HwHHwwwm‘ww — —
m/z--> 20 40 60 80 100120140160 180 200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD069336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.767 72.32 ug/l 1193850 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 94
2 1-Decanol 158 C10H220 000112-30-1 91
3 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 90
4 Cyclooctane 112 C8H16 000292-64-8 87
5 1-Dodecanol 186 C12H260 000112-53-8 83

Abundance Scan 2354 (15.767 min): VD069336.D\data.ms (-2347) (- m/z 54.95 100.00%

55.0
5000
7.0
— ]
n ‘ | “ o1 15.50 16.00
ol gL p 2069 2809 3350 /7 70.00 91.37%
m/z--> 50 100 150 200 250 300
Abundance #17937: Cyclodecane
55.0
5000 — 5
97.0 15.50 16.00
140.0 m/z 68.95 79.47%
ssal L1111 ]
[ “\” \\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #29593: 1-Decano
70.0
— ]
15.50 16.00
5000 m/z 56.00 76.77%
12.0
0 oo
m/z--> 50 100 15 200 250 300
Abundance #36846: Cyclopropane, 1-ethyl-2-heptyl- 1 S
55.0 15.50 16.00
m/z 41.00 72.39%
5000
97.0
\ VLl aes0
o‘,“‘ ——  —
m/z--> 50 100 150 200 250 300 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD060321\
Data File : VD0O69336.D

Acqg On : 03 Jun 2021 20:28
Operator : VA/SY

Sample : M2583-02

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D060121S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Hexanol, 2-et... 13.661 85.6 ug/l 1412410 4 13.567 825376 50.0
Cyclohexene, 1-... 14.014 72.6 wug/l 1198770 4 13.567 825376 50.0
unknownl4.314 14.314 119.6 ug/l 1973470 4 13.567 825376 50.0
Cyclooctane, me... 14.561 158.3 ug/l 2612940 4 13.567 825376 50.0
3-Dodecene, (Z)- 14.890 95.6 wug/l 1578220 4 13.567 825376 50.0
5-Methyl-1-hept... 15.032 92.9 wug/l 1533670 4 13.567 825376 50.0
unknown15.102 15.102 132.2 ug/l 2181670 4 13.567 825376 50.0
Cyclooctane, 1,... 15.179 86.7 ug/l 1430480 4 13.567 825376 50.0
2-Octene, 2,6-d... 15.332 116.8 ug/l 1927520 4 13.567 825376 50.0
Cyclodecane 15.767 72.3 wug/l 1193850 4 13.567 825376 50.0
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