LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On > 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 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\82F090618S.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 1.093 44 47 50 rvB 7092 8276 1.49% 0.149%
2 2.285 165 168 172 rBvV 8875 17335 3.13% 0.311%
3 2.344 172 174 177 rVB2 4796 7174 1.29% 0.129%
4 2.492 184 189 194 rBV5 5710 16657 3.00% 0.299%
5 4.040 341 346 352 rBV3 3856 10408 1.88% 0.187%
6 4.207 355 363 366 rBV2 2740 10139 1.83% 0.182%
7 4.296 366 372 387 rVB2 58100 175651 31.67% 3.156%
8 5.045 439 448 464 rBV2 149373 493291 88.94% 8.863%
9 5.775 514 522 533 rBV 150698 390674 70.44% 7.019%
10 7.717 713 719 731 rBV 160274 390815 70.46% 7.022%
11 8.426 787 791 795 rVB3 3690 7868 1.42% 0.141%
12 8.771 821 826 832 rBV5 4197 12987 2.34% 0.233%
13 9.116 855 861 866 rBv4 7681 19797 3.57% 0.356%
14 9.245 871 874 879 rVB3 4556 10087 1.82% 0.181%
15 9.432 888 893 897 rBV3 8074 18430 3.32% 0.331%
16 9.629 910 913 916 rBV2 3590 9322 1.68% 0.167%
17 9.836 928 934 937 rBV5 2239 7975 1.44% 0.143%
18 9.925 937 943 953 rVV 222993 526155 94.86% 9.453%
19 10.211 967 972 978 rBV6 3053 9560 1.72% 0.172%
20 10.368 981 988 995 rBV5 13253 48006 8.66% 0.863%
21 10.477 995 999 1004 rBV4 8023 19540 3.52% 0.351%
22 10.605 1009 1012 1013 rVvv2 10085 16549 2.98% 0.297%
23 10.644 1013 1016 1023 rVvB4 13757 33882 6.11% 0.609%
24 10.782 1023 1030 1038 rBV2 58128 146825 26.47% 2.638%
25 10.901 1038 1042 1043 rVV3 14883 28344 5.11% 0.509%
26 10.940 1043 1046 1049 rVvv2 26561 54003 9.74% 0.970%
27 10.979 1049 1050 1054 rvv4 6938 12603 2.27% 0.226%
28 11.058 1054 1058 1062 rVB4 11264 26878 4 .85% 0.483%
29 11.157 1062 1068 1072 rBV3 22810 74162 13.37% 1.332%
30 11.226 1072 1075 1081 rVB3 47147 95671 17.25% 1.719%
31 11.324 1081 1085 1086 rBV3 12166 23334 4.21% 0.419%

32 11.374 1086 1090 1094 rVB2 58964 124081 22.37% 2.229%
33 11.512 1098 1104 1110 rBV 211287 424525 76.54% 7.627%
34 11.591 1110 1112 1115 rVv4 17825 37747 6.81% 0.678%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On > 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S.M
SW846 8260

35 11.650 1115 1118 1121 rVV2 55910 100787 18.17% 1.811%

36 11.709 1121 1124 1128 rVV3 23223 62493 11.27% 1.123%
37 11.768 1128 1130 1133 rVV2 16788 32647 5.89% 0.587%
38 11.827 1133 1136 1138 rVV3 11899 27426 4.94% 0.493%
39 11.867 1138 1140 1142 rVV2 16902 25326 4._.57% 0.455%
40 11.916 1142 1145 1147 rVB3 12669 22741 4._.10% 0.409%
41 11.975 1147 1151 1153 rBV4 14234 26964 4._86% 0.484%
42 12.034 1153 1157 1159 rVV3 20604 47933 8.64% 0.861%
43 12.074 1159 1161 1166 rVV 79881 152328 27.46% 2.737%
44 12.152 1166 1169 1173 rVVv4 11172 30745 5.54% 0.552%
45 12.241 1173 1178 1180 rVv4 29186 80481 14.51% 1.446%
46 12.290 1180 1183 1186 rVVv2 65605 125483 22.62% 2.255%
47 12.379 1188 1192 1197 rVV2 36505 94322 17.01% 1.695%
48 12.458 1197 1200 1207 rVv4 18632 48856 8.81% 0.878%
49 12.566 1208 1211 1214 rVV2 20548 34303 6.18% 0.616%
50 12.635 1214 1218 1221 rVV 359684 554645 100.00% 9.965%
51 12.685 1221 1223 1227 rVV3 30868 48686 8.78% 0.875%
52 12.764 1229 1231 1232 rVV2 13958 20483 3.69% 0.368%
53 12.813 1232 1236 1239 rVV3 24110 67041 12.09% 1.205%
54 12.862 1239 1241 1244 rVV3 14308 31222 5.63% 0.561%
55 12.921 1244 1247 1251 rVB3 32459 61982 11.18% 1.114%
56 13.000 1253 1255 1262 rBV4 21808 51998 9.38% 0.934%
57 13.079 1262 1263 1267 rVB4 10441 17991 3.24% 0.323%
58 13.148 1267 1270 1272 rBV3 14017 29772 5.37% 0.535%
59 13.187 1272 1274 1276 rVB3 10375 15664 2.82% 0.281%
60 13.227 1276 1278 1279 rBV 10744 12646 2.28% 0.227%
61 13.306 1284 1286 1289 rVV3 30258 59543 10.74% 1.070%
62 13.365 1289 1292 1295 rVV2 28133 72227 13.02% 1.298%
63 13.454 1299 1301 1306 rVvVv 28799 55178 9.95% 0.991%
64 13.532 1306 1309 1311 rVvv4 9759 25360 4._.57% 0.456%
65 13.572 1311 1313 1314 rVV 15094 21517 3.88% 0.387%
66 13.611 1314 1317 1319 rVV 22779 41268 7.44% 0.741%
67 13.651 1319 1321 1324 rVV2 10990 18039 3.25% 0.324%
68 13.710 1324 1327 1329 rVV3 7104 15547 2.80% 0.279%
69 13.769 1330 1333 1336 rvv4 20296 36646 6.61% 0.658%
70 13.818 1336 1338 1340 rVV3 8055 14753 2.66% 0.265%
71 13.877 1342 1344 1346 rVV 5997 11144 2.01% 0.200%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On > 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 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\82F090618S .M

Title : SW846 8260

72 13.927 1346 1349 1352 rVVv4 7561 17013 3.07% 0.306%
73 13.986 1352 1355 1357 rvv4 4405 8436 1.52% 0.152%
74 14.232 1374 1380 1381 rBV6 4754 13436 2.42% 0.241%
75 14.272 1381 1384 1389 rVB4 4520 10655 1.92% 0.191%
76 14.518 1403 1409 1412 rBV3 2611 5746 1.04% 0.103%
77 14.676 1421 1425 1427 rBV3 2659 5632 1.02% 0.101%

Sum of corrected areas: 5565856
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
SW846 8260

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

Abundance TIC: VF060213.D
350000

300000
250000

200000

150000 5.05 5.77

100000
4.30
50000

1.09 2.2342.49 4M4

Time--> 100 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF060213.D

350000
300000

250000
9.92
200000

7.72
150000

100000
10.78

50000 100
1
8, 43 877 91324 983 963 9 10,2}9@W X%

R -l e — —SSANA S A &

Time--> 6.50 7.00 7.50 8.00 8 50 9.00 9.50 10 OO 10.50
Abundance TIC: VF060213.D

350000
300000
250000
11.51
200000

150000

100000

50000 -
R g@é.@g 14237 14.524.68

SIS ELENE A R A LA VAT H LSS A 8 s e S

T T I I LU
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\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.78 13.95 ug/I 146825 Chlorobenzene-d5 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 70
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
3 2.5-Dimethvl-1.5-hexadien-3-o0l 126 C8H140 017123-63-6 50
4 Oxirane. pentvl- 114 C7H140 005063-65-0 49
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 49
Abundance Scan 1030 (10.782 min): VF060213.D (-1023) (-) m/z 40.95 100.00%
a1 57 )
5000
| ! ”\ 126 1, || 1040 10060 1080 1t00
0...,....,....,....',....,...'. ....!.-..'.,.."..,..:-.,.... brrpeebrpreiter | m/z  57.10  87.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
g7
71
5000 R SR BN S
10.40 10.60 10.80 11.00
‘ o 113 m/z 71.10  79.57%
0"%'%?W"Jl"'JJ"'IMLII'”'h"”I'J"P'??I'”'Iﬂ”'l'}%Z"”%??”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 71 10.40 10.60 10.80 11.00
5000 29 m/z 43.05 59.31%
113
o 15 “ WL L 85 e TIT 127 142
iz 10 % % 40 50 60 30 8 % 100 110 150 150 140
Abundance #11434: 2,5-Dimethyl-1,5-hexadien-3-ol e N ma e
7 10.40 10.60 10.80 11.00
43 m/z 56.00 43.47%
5000 56
93 111
o.n,nn,njﬂn.wl‘,Ukw.nwl”hfi.ﬂhnp.nﬂnn,”.w”.w.”w. SAWALLS A A VA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 unknownll.16 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.16 7.05 ug/l 74162 Chlorobenzene-d5 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 43
2 Cvanic acid. 2-methvlpropvl ester 99 C5HINO 001768-25-8 38
3 Cvclopropane. l1l-ethvl-1-methvl- 84 C6H12 053778-43-1 38
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 38
5 3-Heptene, (E)- 98 C7H14 014686-14-7 30
Abundance Scan 1068 (11.157 min): VF060213.D (-1062) (-) m/z 57.10 100.00%
41
5000
10.80 11.00 11.20 11.40
o m/z 40.95 83.35%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #12717: Hexane, 2,3,5-trimethyl-
43
85
5000 AL UL SR B B
57 10.80 11.00 11.20 11.40
27 71 m/z 43.05 79.87%
. 14 128
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #3522: Cyanic acid, 2-methylpropyl ester
41
5 10.80 11.00 11.20 11.40
5000 m/z 56.05 53.77%
29 84
\H \\‘ \H 7\0 ‘ 99
0 II""I""‘II'H'"I""I'"'I""IIIII [rrrrprrrrp T T T T T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1521: Cyclopropane, 1-ethyl-1-methyl- e
41 10.80 11.00 11.20 11.40
55 o9 m/z 55.00 39.35%
5000 27
84
15
0'%”'W'”'P'”I”'W'”'P'”I”"'”'P'”I”'W'”'P RN BN U B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.37 11.19 ug/Il 124081 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 86
2 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 64
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 53
4 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 52
5 3-Nonene, 3-methyl-, (E)- 140 C10H20 069405-42-1 43
Abundance Scan 1090 (11.374 min): VF060213.D (-1086) (-) m/z 69.05 100.00%
41 &5 125
5000
11.00 11,20 11.40 11.60
0 m/z 125.10 79.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69
41 e
5000
29 125 11.00 11.20 11.40 11.60
83 m/z 41.05  77.24%
|| 97 1}1 140
0! ..".'...I.....'...................
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18052: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69
56 R SN BRI B SO I
11.00 11.20 11.40 11.60
5000 83 m/z 55.10 74.88%
111
‘ 97 ‘ 124 140
0"'I'”'I"”I"k'Ph'wl”*'I"”l"'%""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis- R e AR,
69 125 11.00 11.20 11.40 11.60
m/z 70.10 64 .59%
83
5000 41 55
29
P . I B /Ao VA A W Wi
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 unknownll.65 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 9.09 ug/Il 100787 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 46
2 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 100463-01-2 46
3 Cvclohexane. 1-methvl-4-(l1-methv... 140 C10H20 006069-98-3 46
4 Cvclohexane. 1-methvl-4-(1-methv... 140 C10H20 001678-82-6 43
5 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 43
Abundance Scan 1118 (11.650 min): VF060213.D (-1115) (-) m/z 55.00 100.00%
7
5000
3
P 21 || a0 1160 a0 1760
o 174 191 207 249 265 77 97.00 96 30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18004: m-Menthane, (1S,3S)-(+)-
97
5000 HARUE UL RN SULRN B
11.40 11.60 11.80 12.00
41 81 140 m/z 41.10 59.76%
0 27 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6334: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis)
97
" 11140 11,60 11.80 12.00
5000 42 69 m/z 69.05 32.13%
M J \1n
ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e A ma s
55 97 11.40 11.60 11.80 12.00
m/z 39.00 29.72%
5000
41 81
140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 unknownll.71 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.71 5.63 ug/Il 62493 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Allvl-1-but-3-envl-1-silacvclo... 166 C10H18Si 127597-51-7 38
2 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 38
3 Sulfurous acid. cvclohexvimethvl._.. 206 C9H1803S 1000309-21-2 35
4 2H-Pvran., tetrahvdro-4-methvl-2-... 154 C10H180 016409-43-1 30
5 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 27
Abundance Scan 1124 (11.709 min): VF060213.D (-1121) (-) m/z 97.05 100.00%
69 97
5000
11 140 AV SNA'A B~ T\ AW
‘|| || | 125 154 11.40 11.60 11.80 12.00
SRR ] S| N | A :,.... m/z 55.05 93.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35011: 1-Allyl-1-but-3-enyl-1-silacyclobutane
97
5000 43 83 L URRURE LI UL UL
125 1140 11.60 11.80 12.00
55 71 138 m/z 69.10 81.16%
110
0..,....,....','!:'..,..!':',...': 166
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6392: 2(5H)-Furanone, 5,5-dimethyl-
43 97
11.40 11,60 11.80 12.00
5000 m/z 83.00 41.08%
>4 112
‘ ‘ 1 ‘ ‘ LIt 82 | ‘
O”P”W””P”W””P”W””P”W””P”W””P”W””P”W””P”W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #66497: Sulfurous acid, cyclohexylmethy! ethyl ester Ar A BEEEs EaEas e
5 97 11.40 11.60 11.80 12.00
m/z 41.00 39.53%
5000
83
o..,...‘.‘,‘....‘,‘.‘...,.wz.‘,..?‘j,....,‘....,.‘M S — A A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 Decane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.07 13.73 ug/Il 152328 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 74
2 Octane. 3-ethvl- 142 C10H22 005881-17-4 64
3 Sulfurous acid. octvl 2-propvl e... 236 C11H2403S 1000309-11-9 53
4 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 47
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 46
Abundance Scan 1161 (12.074 min): VF060213.D (-1159) (-) m/z 43.10 100.00%
71
57
5000
o o7 U o 1150 12,00 1220 1240
o} o e o ORI m/z 71.05 86 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28426: Decane, 4-methyl-
57 71
5000
11.80 12.00 12.20 12.40
29 m/z 41.00 78.04%
85 112
ol 15 L 98 | 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19163: Octane, 3-ethyl-
57 71
43 U SRS SUNILR SRR B
11.80 12.00 12.20 12.40
5000 m/z 57.00 73.81%
112
29
0 '}?I"' T 'ﬁ?"??""'I'"'ﬁ4?"'l""l T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90253: Sulfurous acid, octyl 2-propyl ester e L L maa e s
43 11.80 12.00 12.20 12.40
57 m/z 70.00 42 _.40%
71
5000
29
o % o7 W15 a7
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 unknownl2.24 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.24 7.26 ug/l 80481 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Pvrazinediamine 110 C4H6N4 041536-80-5 46
2 Citronellal 154 C10H180 000106-23-0 43
3 1.3-Cvclohexanedione. 5.5-dimethvl- 140 C8H1202 000126-81-8 38
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 38
5 2-Heptenal, (E)- 112 C7H120 018829-55-5 38
Abundance Scan 1178 (12.241 min): VF060213.D (-1173) (-) m/z 41.10 100.00%
a1 55
83
5000
" 1200 12,20 12,40 1260
0 m/z 55.00 84 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5665: 2,6-Pyrazinediamine
41
5000 55 83 110 R EEEEEmEm s m e
nmnmnmnm
‘ ” m/z 83.05 78.87%
O I"”I""P'"I'”'I"'W""I”"I"”
m/z--> 20 40 100 120 140 160 180 200
Abundance #26634: Citronellal
41 69
. " 1200 12,20 1240 1260
5000 m/z 57.10 67 .44%
27
I
0|--‘--N--‘-‘-‘ ‘\H\\‘H ‘HH|...l‘|...‘.l....l....l....
m/z--> 20 40 120 140 160 180 200
Abundance #18469. 1,3 Cyclohexanedlone, 5,5-dimethyl- R i R R LU
83 12.00 12.20 12.40 12.60
m/z 39.00 53.43%
56
5000 140
41
70 112
m/z--> 20 40 60 80 100 120 140 160 180 200 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 Cyclohexane, butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.29 11.31 ug/Il 125483 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 52
2 Cvclohexane. undecvl- 238 C17H34 054105-66-7 47
3 Cvclopentane. l1l-ethvl-1-methvl- 112 C8H16 016747-50-5 45
4 1-Propanone. 1-cvclohexvl- 140 C9H160 001123-86-0 45
5 3-Cyclohexyl-1-chloropropane 160 C9H17CI 001124-62-5 43
Abundance Scan 1183 (12.290 min): VF060213.D (-1180) (-) m/z 83.00 100.00%
55 el
5000
12.00 12.20 12.40 12.60
o} m/z 55.10 81.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17972: Cyclohexane, butyl-
83
55
5000 LI UL UL UL I
41 12,00 12.20 12.40 12.60
29 67 140 m/z 82.00 70.72%
oL 15 | L 97 111125
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecy!-
83
- 12,00 12.20 12.40 12.60
5000 m/z 41.00 50.68%
41
29 ‘ 67
o J ‘ Il ) 87 111125130 154 238
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240
Abundance #6796: Cyclopentane, 1-ethyl-1-methyl- RN ERE RS LS R
55 83 12.00 12.20 12.40 12.60
m/z 57.00 35.64%
5000 41
70
27
s | hud 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 unknownl12.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.81 6.04 ug/l 67041 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 46
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 41
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 41
4 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 38
5 Indane 118 C9H10 000496-11-7 38
Abundance Scan 1236 (12.813 min): VF060213.D (-1232) (-) m/z 105.05 100.00%
105
117
5000
91
77 134
43 52 67 12.40 12.60 12.80 13.00 13.20
3 | 8 1 198 .1 i |
O I L R R m/z 117.10 57 .62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8967: Benzene, cyclopropyl-
117
5000 o1
12.40 12.60 12.80 13.00 13.20
m/z 118.05 38.00%
o 27 %9 51 gg 65 78 103 1.4 Il
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-

12.40 12.60 12.80 13.00 13.20
m/z 91.00 32.14%

5000

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 12.40 12.60 12.80 13.00 13.20

m/z 134.05 19.77%
5000

39 51 58 65 78

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF090718\
Data File : VF060213.D

Aca On : 7 Sep 2018 16:31

Operator : VA/AP

Sample : J4693-19

Misc : 5.83a/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.36 6.51 ug/Il 72227 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 64
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 58
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 58
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 58
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 58
Abundance Scan 1292 (13.365 min): VF060213.D (-1289) (-) m/z 119.05 100.00%
119
5000
55 83
134
39 ‘ ” | 108 154 211 13.00 13.20 13.40 13.60
) SN "-'--- P T Y il m/z 83.05 29.32%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14811: o-Cymene
119
i
5000 UM BN U I
13.00 13.20 13.40 13.60
o1 134 m/z 55.00 28.03%
27 41 o5 65 77 103
0"'w"JL'?“N“'“V'"w"UL"'w"'w"'w"'w"w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
13.00 13.20 13.40 13.60
5000 m/z 82.00 24 .43%
01 134
77 105
'}?I?7'??'?}'I§?"I""I""I'"'I""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 13.00 13.20 13.40 13.60
m/z 134.05 19.45%
5000
27 91 134
15 7 P 5L 6 | 105
) ! i L I A Ly
m/z--> 20 40 60 80 100 120 14'10 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF090718\
Data File : VF060213.D

Acq On : 7 Sep 2018 16:31

Operator : VA/AP

Sample - J4693-19

Misc : 5.839/5mL/MSVOA_F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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]
Octane, 2,6-dimet... 10.78 13.9 ug/I1 146825 3 9.92 526155 50.0
unknownll.16 11.16 7.0 ug/l 74162 3 9.92 526155 50.0
Cyclohexane, 1,1,... 11.37 11.2 ug/I1 124081 4 12.64 554645 50.0
unknownll.65 11.65 9.1 ug/Il 100787 4 12.64 554645 50.0
unknownl1l.71 11.71 5.6 ug/Il 62493 4 12.64 554645 50.0
Decane, 4-methyl- 12.07 13.7 ug/I1 152328 4 12.64 554645 50.0
unknownl12 .24 12.24 7.3 ug/l 80481 4 12.64 554645 50.0
Cyclohexane, butyl- 12.29 11.3 ug/I1 125483 4 12.64 554645 50.0
unknownl12 .81 12.81 6.0 ug/Il 67041 4 12.64 554645 50.0
o-Cymene 13.36 6.5 ug/l 72227 4 12.64 554645 50.0
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