LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA F\METHODS\82F110218S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.136 45 51 52 rv4 3702 10465 1.63% 0.234%
2 1.324 66 70 73 rBv5 5357 14139 2.20% 0.316%
3 1.442 78 82 83 rBv3 3491 6664 1.04% 0.149%
4 1.945 130 133 136 rBv4 3364 7254 1.13% 0.162%
5 2.123 149 151 153 rvv3 3970 7092 1.10% 0.159%
6 2.192 155 158 161 rvv2 15873 38574 6.00% 0.863%
7 2.241 161 163 168 rVvv 16775 44172 6.87% 0.988%
8 2.300 168 169 172 rVvv3 7497 13296 2.07% 0.297%
9 2.379 176 177 184 rVB4 8330 18554 2.88% 0.415%
10 3.898 324 331 335 rBvVS 4693 18477 2.87% 0.413%
11 3.997 335 341 346 rVvVv 23053 83713 13.02% 1.872%
12 4.115 346 353 362 rVB2 62197 204121 31.74% 4.564%
13 4.342 372 376 380 rVvv3 5417 15168 2.36% 0.339%
14 4.875 420 430 438 rBv2 181414 614994 95.63% 13.752%
15 4.973 438 440 445 rVB6 3917 8123 1.26% 0.182%
16 5.605 498 504 514 rBV 182514 497692 77.39% 11.129%
17 5.743 514 518 524 rVB5 4490 15790 2.46% 0.353%
18 5.960 535 540 545 rBV6 6946 22691 3.53% 0.507%
19 6.206 557 565 568 rBV6 8696 28907 4._.49% 0.646%
20 6.285 570 573 578 rVB5 5561 14553 2.26% 0.325%
21 6.562 598 601 608 rvB4 5515 14941 2.32% 0.334%
22 6.690 608 614 618 rBVS 9004 31704 4_.93% 0.709%
23 7.065 645 652 659 rBV5 8897 36788 5.72% 0.823%
24 7.301 669 676 681 rBV3 17862 56236 8.74% 1.257%
25 7.380 681 684 688 rVB5 8071 19252 2.99% 0.430%
26 7.558 693 702 710 rBV 233531 643123 100.00% 14.381%
27 7.765 718 723 731 rVB5 10486 32368 5.03% 0.724%
28 7.923 731 739 744 rBV10 7186 21527 3.35% 0.481%
29 8.012 744 748 753 rBV6 2983 8749 1.36% 0.196%
30 8.110 753 758 759 rBV4 3932 9987 1.55% 0.223%
31 8.288 773 776 781 rVB4 8113 16381 2.55% 0.366%
32 8.396 781 787 789 rBV6 9974 26997 4_.20% 0.604%
33 8.633 802 811 816 rBV 86852 244319 37.99% 5.463%
34 8.761 820 824 828 rVV6 4536 13865 2.16% 0.310%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F110218S.M

Title : SW846 8260

35 8.840 828 832 840 rVvB3 17668 52722 8.20% 1.179%
36 8.968 840 845 851 rBV3 16917 46454 7.22% 1.039%
37 9.047 851 853 855 rBv2 4543 6530 1.02% 0.146%
38 9.225 867 871 872 rBV3 5981 11557 1.80% 0.258%
39 9.373 881 886 888 rBV3 4456 9930 1.54% 0.222%
40 9.432 889 892 894 rVB3 6022 10472 1.63% 0.234%
41 9.550 900 904 908 rvve 8906 23522 3.66% 0.526%
42 9.620 908 911 915 rVB5 4305 12167 1.89% 0.272%
43 9.787 921 928 939 rVB 170830 449281 69.86% 10.046%
44 9.975 945 947 953 rVB7 5408 14189 2.21% 0.317%
45 10.103 953 960 962 rBVvV2 16473 33822 5.26% 0.756%
46 10.132 962 963 965 rvv 57228 37321 5.80% 0.835%
47 10.241 969 974 982 rVB3 24188 81433 12.66% 1.821%
48 10.369 982 987 993 rBV5 6646 21349 3.32% 0.477%
49 10.468 993 997 999 rBv4 5254 12004 1.87% 0.268%
50 10.527 999 1003 1009 rvB4 23250 51832 8.06% 1.159%
51 10.685 1011 1019 1026 rBV10 8458 38819 6.04% 0.868%
52 10.783 1026 1029 1030 rBV3 6407 10109 1.57% 0.226%
53 10.951 1042 1046 1052 rBV6 6787 18977 2.95% 0.424%
54 11.060 1054 1057 1062 rVB6 8008 16702 2.60% 0.373%
55 11.198 1068 1071 1074 rBvV4 6048 10731 1.67% 0.240%
56 11.277 1074 1079 1084 rVB 39491 74520 11.59% 1.666%
57 11.415 1087 1093 1098 rBV 87519 178478 27.75% 3.991%
58 11.513 1102 1103 1105 rVv2 7103 8869 1.38% 0.198%
59 11.553 1105 1107 1110 rVvv4 6907 12233 1.90% 0.274%
60 11.681 1117 1120 1123 rVV4 4201 9047 1.41% 0.202%
61 11.740 1123 1126 1128 rVVv4 5316 10142 1.58% 0.227%
62 11.819 1131 1134 1141 rVB4 9476 18809 2.92% 0.421%
63 12.017 1152 1154 1160 rVB7 4790 9444 1.47% 0.211%
64 12.273 1177 1180 1183 rBV5 4815 12559 1.95% 0.281%
65 12.332 1183 1186 1187 rVV3 12019 19859 3.09% 0.444%
66 12.362 1187 1189 1192 rVV2 9964 15632 2.43% 0.350%
67 12.431 1192 1196 1197 rVvv4 9951 16948 2.64% 0.379%
68 12.460 1197 1199 1204 rVV6 8738 19057 2.96% 0.426%
69 12.559 1204 1209 1213 rVV 100698 162099 25.20% 3.625%
70 12.707 1221 1224 1230 rVB7 8764 16942 2.63% 0.379%
71 12.845 1233 1238 1239 rVV5 3926 8641 1.34% 0.193%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA F\METHODS\82F110218S.M

Title - SW846 8260

72 12.875 1239 1241 1244 rVB3 5386 8179 1.27% 0.183%

73 13.072 1258 1261 1268 rBV7 9277 22835 3.55% 0.511%

74 13.575 1310 1312 1316 rVB4 3368 6723 1.05% 0.150%

75 15.489 1502 1506 1508 rBvV 3891 10441 1.62% 0.233%
Sum of corrected areas: 4472056
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

> Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F110218S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

200000

150000

100000

50000

TIC: VF060631.D

4.87 5.60

1.14 1.32.44

.97 5.74 5.9t

B o e e S e
Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF060631.D
7]56
200000
9.79
150000
100000 8.63
10.13
50000
0.24 10.53
7.30 8.848.97 ) ]O
6. .69 7.06 P38 7.777. 8.26.40 8.7 10.80.4y 10.68.780.93.
) g 6568 %
————r 7 T T [ """ T T T T T T T ]
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF060631.D
200000
150000
12.56
100000 11.41
50000, 1128
11 1555 5548212 02 15
o ——
Time-- 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Silanol, trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.00 6.81 ug/Il 83713 Pentafluorobenzene 4.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silanol. trimethvl- 90 C3H100Si 001066-40-6 83
2 Propanoic acid. 2-methvl-. tert-... 202 C10H2202Si 111864-21-2 83
3 Silanol. trimethvl-. acetate 132 C5H1202Si 002754-27-0 78
4 Silane. trimethvl(l1-methvlethoxv)- 132 C6H160Si 001825-64-5 74
5 Silanol, dimethyl(1,1,2-trimethy... 160 C8H200Si 055644-10-5 72

Abundance Scan 341 (3.997 min): VF060631.D (-335) (-) m/z 75.05 100.00%

s
5000
45

360 380 400 420 440
61
o...w....,JL..;”.¢,.?9.,.”.,....,..”f§4..,.”. m/z 44.95  20.65%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2244 Silanol, trimethyl-
%

5000 | BRI LN L L L LB L
3.60 3.80 4.00 4.20 4.40
45 m/z 47.00 13.10%
27 61
0....,”..,JL.w...¢,.”.,....“...,..”,....,”..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #62357: Propanoic acid, 2-methyl-, tert-butyldimethylsilyl...
75
e e
145 3.60 3.80 4.00 4.20 4.40
5000 m/z 75.95 7.87%
41
57
o \M\ or Jiss 9 11515 | 150171 187
o LA i e e o o e O B T ML A B e oo S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14201: Silanol, trimethyl-, acetate
75 3.60 3.80 4.00 4.20 4.40
m/z 77.05 4 _.30%
5000 117
45
15
0 29 \ |l, 88 101
-
m/z--> 20 40 60 80 100 120 140 160 180 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\
Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cyclohexane, 1,1-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

7.30 5.65 ug/Il 56236 1,4-Difluorobenzene 5.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 91
2 Sulfurous acid. cvclohexvimethvl._.. 430 C25H5003S 1000309-22-6 59
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 59
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 56
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 53

Abundance Scan 676 (7.301 min): VF060631.D (-669) (-) m/z 97.10 100.00%
55 97
5000 41 | 69
83 112 7.00 7.20 7.40 7.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69 RS R UL L U
7.00 7.20 7.40 7.60
27 m/z 56.10 43.27%
ol 14 84 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222224: Sulfurous acid, cyclohexylmethyl octadecyl ester
97
RS R R I U
7.00 7.20 7.40 7.60
5000 m/z 69.10 40.51%
55
4 83
0 27 ﬂ ‘H Qi) 111125 141155169 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55 97 7.00 7.20 7.40 7.60
m/z 41.05 39.91%
41
5000 112
O'E%VH'AM“ |Jhw'“'““'w"“|“""“ BRASE SUREE SURBY SRR RS R R I U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown8.84 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.84 5.87 ug/l 52722 Chlorobenzene-d5 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1-ethvl-1-methvl- 84 C6H12 053778-43-1 38
2 trans-1.3-Diethvlcvclopentane 126 C9H18 1000113-87-1 38
3 2-Nonene. (E)- 126 C9H18 006434-78-2 38
4 Cvclohexanone. 4-ethvl- 126 C8H140 005441-51-0 38
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38

Abundance Scan 832 (8.840 min): VF060631.D (-828) (-) m/z 55.10 100.00%
70
41 97
5000 84
126 171 207 "'860 8.80 9.00 9.20
o! e e e e e || M/z 70.05 71.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1521: Cyclopropane, 1-ethyl-1-methyl-
1
55 o
5000 27
84 8.60 8.80 9.00 9.20
m/z 41.05 58.50%
15
0 ; SRR T L B B W B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #11579: trans-1,3-Diethylcyclopentane
55
97 HRRN L LR AR
8.60 8.80 9.00 9.20
5000 41 m/z 69.10 54 .30%
L e
ol .??,.U..ML i ,.hu.,dl...,.%%¥ e
m/z--> 0 40 100 120 140 160 180 200
Abundance #11517. 2-Nonene, (E)-
55 8.60 8.80 9.00 9.20
m/z 97.10 53.04%
41
5000 70
29 126
‘ 83 97
obrrs -??.-l--t- .NJ,.ML.,WI..J,.%%¥,.. e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Cyclohexane, l-ethyl-2-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.24 9.06 ug/l 81433 Chlorobenzene-d5 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 93
2 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 76
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 68
4 3-Heptene. 3-ethvl- 126 C9H18 074764-46-8 68
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 68
Abundance Scan 974 (10.241 min): VF060631.D (-969) (-) m/z 97.05 100.00%
5 g7
5000 41
69 81 126
111 | 207 10.00 10.20 10.40 10.60
0’ L B R R T m/z 55.05 90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 LR UL BULLN IR B
41 10,00 10,20 10,40 10.60
69 126 m/z 41.10 40.57%
81
0 '}?I'”"t""J |'J"| "'ll'%%{ LA DAL UARLL DL SN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
10,00 10,20 10.40 10.60_
5000 41 m/z 95.10 30.40%
69
126
05 '|""|""?% T ‘I'%%% [P DAL UAREL DL SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 10.00 10.20 10.40 10.60
m/z 81.10 28.47%
5000 a
69 126
29 ‘ 81
ol bl e L e |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Cyclobutanone,2-(2-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.53 5.77 ug/l 51832 Chlorobenzene-d5 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 59
2 Cvclohexaneethanol. acetate 170 C10H1802 021722-83-8 47
3 Cis-bicvclol4.2.0loctane 110 C8H14 028282-35-1 47
4 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 46
5 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 43
Abundance Scan 1003 (10.527 min): VF060631.D (-999) (-) m/z 82.10 100.00%
g
67
5000 41
96
55
109 1T4 207 10.20 10.40 10.60 10.80
ol A m/z 81.10 79.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10577: 1-Cyclobutanone,2-(2-methyl-1-propenyl)
67 8
39
5000
27 53 10.20 10.40 10.60 10.80
m/z 67.00 75 .58%
0 1 9P 109 124
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37944: Cyclohexaneethanol, acetate
g2
3 er 10.20 10.40 10.60 10.80
5000 55 110 m/z 41.10 45_27%
95
s 2l J L e s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5955: Cis-bicyclo[4.2.0]octane B ABEmaR BRI EEEE
67 82 10.20 10.40 10.60 10.80
m/z 44.00 40.04%
54
5000
95 110
0"'w"'w'dhwd'”H"hw'h'w"'w"'w"'w"'w"' NSNS U
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Octene, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.28 22.99 ug/1 74520 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 64
2 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 55
3 cis-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-69-3 49
4 3-Undecene. 2-methvl-. (2)- 168 C12H24 074630-48-1 47
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 46

Abundance Scan 1079 (11.277 min): VF060631.D (-1074) (-) m/z 69.10 100.00%

69
55 125
41
5000

11. OO 11. 20 11. 40 11. 60
262
0 281 m/z 70.10 82.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55

5000 R R i o B
11. OO 11. 20 11. 40 11. 60

m/z 125.20 70.71%

2

83 140
N
Oh v el vt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl-
69
55
41 11.00 11.20 11.40 11.60
5000 m/z 55.05 63.46%
84
il
obrpelelbrib 4 B2 MO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6798: cis-1-Butyl-2-methylcyclopropane B BARRREEmEE
56 70 11.00 11.20 11.40 11.60
m/z 41.10 53.74%
5000 4
112
T‘r
o U U S MRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownll.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.80 ug/Il 18809 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Disilacvclobutane. 1.1.3.3-t... 144 C6H16Si2 001627-98-1 49
2 1-Methoxv-1-methvl-1-silacvclohe... 144 C7H160Si 020089-28-5 42
3 1.3-Bis(dimethvl-n-pentvilsilvD)p... 298 C17H38Si2 136935-56-3 40
4 Benzene. (2-cvclopropvlethenvl)- 144 C11H12 1000142-01-6 38
5 1,3,4-Thiadiazol-2-amine, 5-ethyl- 129 C4H7N3S 014068-53-2 35
Abundance Scan 1134 (11.819 min): VF060631.D (-1131) (-) m/z 129.05 100.00%
129
5000 39 9
83 105 144
185 208 281 11.40 11.60 11.80 12.00 12.20
o} m/z 59.00 50.43%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #20577: 1,3-Disilacyclobutane, 1,1,3,3-tetramethyl-
129
5000
144 11.40 11.60 11.80 12.00 12.20
m/z 39.15 43.31%
43 99 101
I Y A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #20760: 1-Methoxy-1-methyl-1-silacyclohexane
129
59 11.40 11.60 11.80 12.00 12.20
5000 101 m/z 55.05 40.86%
75 144
0,mhww.JHJWH.N”.WHMWH.WH.W.”..”w.”..”..”.“”..
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #142884: 1,3-Bis(dimethyl-n-pentylsilyl)propene Al REmaEmaEEs R
59 11.40 11.60 11.80 12.00 12.20
m/z 69.05 33.96%
129
5000
43 87 228
0 M LH\ Ll \H ly 113 ‘\ 143].\J57 185 213 ‘\ 283298
I""I""I""I""I""I""I""IIIII I S D B S S AR AR A A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11.80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl2.33 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.13 ug/Il 19859 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-cvclopropvlethenvl)- 144 C11H12 1000142-01-6 43
2 1H-Indene. l-ethenvl-2.3-dihvdro- 144 C11H12 051783-46-1 37
3 Flucvtosine 129 C4H4FN30 002022-85-7 35
4 (1-Methvlbuta-1.3-dienvD)benzene 144 C11H12 054758-36-0 35
5 (1-Methylenebut-2-enyl)benzene 144 C1l1H12 070588-46-4 35
Abundance Scan 1186 (12.332 min): VF060631.D (-1183) (-) m/z 129.05 100.00%
129
81 115
5000 42 59 o 144
207 262 281 12.00 12.20 12.40 12.60
(o} m/z 81.15 50.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20427: Benzene, (2-cyclopropylethenyl)-
129
5000
39 150 144 12.00 12.20 12.40 12.60
m/z 115.05 49.62%
63 77 91
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20429: 1H-Indene, 1-ethenyl-2,3-dihydro-
129
12.00 12.20 12.40 12.60
5000 115 | 144 m/z 95.20 46.19%
39 63 7791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12785: Flucytosine
129 12.00 12.20 12.40 12.60

m/z 144_.15 39.71%

5000
86

43 ‘ 101
13 2§ \h “\ 1Ll \‘ ‘

o e et e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl2.46 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.88 ug/Il 19057 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptene. l1-chloro- 130 C7H11ClI 013294-30-9 22
2 2-Butvnedioic acid. di-2-propenv... 194 C10H1004 014447-07-5 22
3 3-Heptvne. 7-chloro- 130 C7H11ClI 051575-85-0 22
4 2-Chloromethvl-1.3-dichloro-2-me... 174 C5H9CI3 001067-09-0 17
5 9-Borabicyclo[3.3.1]nonane, 9-me... 136 C9H17B 023418-81-7 16
Abundance Scan 1199 (12.460 min): VF060631.D (-1197) (-) m/z 114.95 100.00%
41 115
56
85 133144
5000 6 208
12.20 12.40 12.60 12.80
0 e E m/z 95.10 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13394: Cycloheptene, 1-chloro-
9
39
5000
130 12.20 12.40 12.60 12.80
m/z 41.10 86.80%
o L 115 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #55757: 2-Butynedioic acid, di-2-propenyl ester
41
o 12.20 12:40 12.60 12.80
5000 53 m/z 119.10 70.09%
27
110
125 137
0.|.... \‘ H\ \\‘ IMH ‘|....‘|....|....|..1.9.4|....
m/z--> 20 40 100 120 140 160 180 200
Abundance #13392. 3-Heptyne, 7-chloro-
a1 67 95 12.20 12.40 12.60 12.80
m/z 56.05 69.79%
o 79
5000 . 130
0.|....|....| H ”th“l.]:]‘-.sl....|....|....|....|.... AR mEEE B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Aca On - 7 Nov 2018 16:16

Operator : VA/AP

sample - J5819-07 -
Misc - 5.000/5mL/MSVOA-F/SOIL sk Sale 4o
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F110218S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl13.07 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.07 7.04 ug/l 22835 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Oxotetrahvdrofuran-2.3-dicarbo... 202 C8H1006 1000195-39-2 35
2 Dimethvl 3-oxoadipate 188 C8H1205 005457-44-3 27
3 Butanedioic acid. dimethvl ester 146 C6H1004 000106-65-0 22
4 Allvloxv-t-butvldimethvisilane 172 C9H200Si 085807-85-8 22
5 Glutaric acid, ethyl 3-methylpen... 244 C13H2404 1000360-05-4 22
Abundance Scan 1261 (13 072 min): VF060631.D (-1258) (-) m/z 114.95 100.00%
115
143
41 55
5000
12.80 13.00 13.20 13.40
o} m/z 80.95 90.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62953: 5-Oxotetrahydrofuran-2,3-dicarboxylic acid, dimeth...
115 143
55
83
5000
o7 12.80 13.00 13.20 13.40
0
a 99 m/z 143.05 65.73%
o 69 129 171 202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51927: Dimethyl 3-oxoadipate
115
55
12.80 13.00 13.20 13.40
5000 m/z 41.10 57 .53%
69 87 129
156
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21828: Butanedioic acid, dimethyl ester Al EmaE s B
115 12.80 13.00 13.20 13.40
m/z 55.10 56.05%
55
5000
87
G ST N O Y B E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF110718\

Data File : VF060631.D

Acq On > 7 Nov 2018 16:16

Operator : VA/AP

Sample - J5819-07 :
Misc - 5.00g/5mL/MSVOA-F/SOIL BES48 SB03 152
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F110218S .M
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]
Silanol, trimethyl- 4.00 6.8 ug/Il 83713 1 4.87 614994 50.0
Cyclohexane, 1,1-... 7.30 5.7 ug/Il 56236 2 5.60 497692 50.0
unknown8 .84 8.84 5.9 ug/Il 52722 3 9.79 449281 50.0
Cyclohexane, 1-et... 10.24 9.1 ug/Il 81433 3 9.79 449281 50.0
1-Cyclobutanone,2... 10.53 5.8 ug/Il 51832 3 9.79 449281 50.0
2-Octene, 2,6-dim... 11.28 23.0 ug/I1 74520 4 12.56 162099 50.0
unknownll.82 11.82 5.8 ug/Il 18809 4 12.56 162099 50.0
unknownl12 .33 12.33 6.1 ug/Il 19859 4 12.56 162099 50.0
unknownl12 .46 12.46 5.9 ug/Il 19057 4 12.56 162099 50.0
unknownl13.07 13.07 7.0 ug/l 22835 4 12.56 162099 50.0
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