LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 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\82F032219S.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 1.091 43 47 53 rvB6 16602 56146 6.42% 0.382%
2 2.166 152 156 159 rBvV4 18249 43554 4 .98% 0.296%
3 2.225 159 162 170 rvv4 22582 79991 9.15% 0.544%
4 2.363 172 176 181 rVB3 8872 23352 2.67% 0.159%
5 4.098 345 352 362 rVB 75338 245032 28.03% 1.667%
6 4.848 419 428 434 rBV2 161937 554554 63.44% 3.772%
7 5.577 496 502 512 rBV 190509 533733 61.06% 3.630%
8 6.761 616 622 626 rBv4 5081 18899 2.16% 0.129%
9 6.849 626 631 637 rVB5 10326 36597 4_.19% 0.249%
10 6.997 640 646 650 rBV 37490 111911 12.80% 0.761%
11 7.273 667 674 675 rBV6 8002 28316 3.24% 0.193%
12 7.540 696 701 708 rBV 183484 438360 50.15% 2.982%
13 7.737 715 721 724 rBV3 26048 65995 7 .55% 0.449%
14 8.112 754 759 765 rVB3 11288 37458 4._.29% 0.255%

15 8.250 768 773 777 rBv4 34657 101694 11.63% 0.692%

16 8.437 787 792 800 rvv4 40248 125825 14.40% 0.856%
17 8.605 804 809 819 rvB4 32671 120606 13.80% 0.820%

18 8.950 838 844 848 rBv4 30138 92535 10.59% 0.629%
19 9.029 848 852 860 rvVB6 18083 52481 6.00% 0.357%
20 9.246 870 874 878 rVB5 8267 21255 2.43% 0.145%
21 9.403 886 890 895 rBV6 11572 35314 4._.04% 0.240%
22 9.522 897 902 908 rvVB6 12463 38148 4_36% 0.259%

23 9.689 914 919 922 rBV2 57832 166922 19.10% 1.135%
24 9.758 922 926 936 rvB2 206092 511027 58.46% 3.476%

25 9.965 943 947 953 rVB6 11801 35366 4._05% 0.241%
26 10.222 965 973 980 rBV5 94545 340050 38.90% 2.313%
27 10.330 980 984 991 rBv4 35030 98657 11.29% 0.671%
28 10.498 991 1001 1004 rBvV4 36423 143234 16.39% 0.974%
29 10.547 1004 1006 1008 rVB3 12920 19627 2.25% 0.134%
30 10.656 1008 1017 1021 rBV3 121849 343897 39.34% 2.339%
31 10.715 1021 1023 1026 rVB4 17389 27218 3.11% 0.185%
32 10.764 1026 1028 1030 rBVZ2 13783 21308 2.44% 0.145%
33 10.813 1030 1033 1038 rVB3 23258 49558 5.67% 0.337%

34 10.912 1038 1043 1050 rBV 323188 640558 73.28% 4_357%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 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\82F032219S.M
SW846 8260

35 11.021 1050 1054 1060 rVB3 60350 168174 19.24% 1.144%

36 11.119 1060 1064 1071 rBv4 61767 164137 18.78% 1.116%
37 11.218 1071 1074 1075 rBV3 19842 36664 4._.19% 0.249%
38 11.247 1075 1077 1081 rVB4 31127 48872 5.59% 0.332%
39 11.356 1084 1088 1090 rBVZ2 72328 154693 17.70% 1.052%
40 11.395 1090 1092 1098 rVvB3 111157 251022 28.72% 1.707%

41 11.484 1098 1101 1103 rBV2 44707 70464 8.06% 0.479%
42 11.533 1103 1106 1109 rVB2 80953 136263 15.59% 0.927%
43 11.612 1109 1114 1118 rBV4 120478 334715 38.29% 2.277%

44 11.711 1122 1124 1127 rVB2 23193 36044 4.12% 0.245%
45 11.760 1127 1129 1131 rBV2 13528 20437 2.34% 0.139%
46 11.800 1131 1133 1135 rVB3 22175 26037 2.98% 0.177%

47 11.869 1135 1140 1143 rBV2 84048 168296 19.25% 1.145%
48 11.938 1143 1147 1149 rBV3 73488 152304 17.42% 1.036%
49 11.977 1149 1151 1156 rVB2 83275 172860 19.78% 1.176%
50 12.056 1156 1159 1161 rVB3 33454 59901 6.85% 0.407%

51 12.105 1161 1164 1166 rBV 65816 118635 13.57% 0.807%
52 12.184 1170 1172 1176 rVB2 74532 132237 15.13% 0.899%

53 12.273 1176 1181 1184 rBV6 35306 94680 10.83% 0.644%
54 12.371 1188 1191 1193 rVB 37840 57853 6.62% 0.394%
55 12.411 1193 1195 1198 rVB3 25277 39834 4_56% 0.271%

56 12.480 1198 1202 1204 rBV4 46327 106127 12.14% 0.722%
57 12.539 1205 1208 1211 rVB 125315 176258 20.16% 1.199%
58 12.588 1211 1213 1218 rVB5 44943 110769 12.67% 0.753%
59 12.667 1218 1221 1226 rBV3 56143 111259 12.73% 0.757%
60 12.766 1226 1231 1235 rBV3 48931 115210 13.18% 0.784%

61 12.835 1235 1238 1241 rVB3 41016 69881 7.99% 0.475%
62 12.884 1241 1243 1245 rBV 50768 81841 9.36% 0.557%
63 13.003 1252 1255 1258 rVB2 56666 94118 10.77% 0.640%
64 13.062 1258 1261 1262 rBV2 29763 52007 5.95% 0.354%
65 13.101 1262 1265 1267 rVV3 80300 145438 16.64% 0.989%
66 13.180 1270 1273 1277 rVB3 38210 69672 7.97% 0.474%
67 13.239 1277 1279 1281 rBV2 43086 58598 6.70% 0.399%
68 13.279 1281 1283 1286 rBV2 72372 125926 14.41% 0.857%
69 13.328 1286 1288 1290 rBV2 19204 25007 2.86% 0.170%
70 13.367 1290 1292 1294 rVB3 42810 60503 6.92% 0.412%
71 13.436 1297 1299 1301 rBV3 20677 29604 3.39% 0.201%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 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\82F032219S .M

Title : SW846 8260

72 13.515 1305 1307 1311 rBvV4 25701 54361 6.22% 0.370%
73 13.575 1311 1313 1316 rVB3 28023 43858 5.02% 0.298%

74 13.634 1316 1319 1323 rBV 136526 246039 28.15% 1.674%
75 13.722 1323 1328 1331 rBV3 94594 255854 29.27% 1.740%

76 13.801 1334 1336 1337 rBV 18449 24491 2.80% 0.167%
77 13.831 1337 1339 1344 rBV2 227855 430519 49.25% 2.928%
78 13.959 1349 1352 1354 rVB 440972 643863 73.66% 4 _.380%
79 14.038 1358 1360 1362 rBV3 34499 64361 7.36% 0.438%
80 14.077 1362 1364 1366 rBV3 36150 49551 5.67% 0.337%

81 14.146 1366 1371 1375 rBVS5 116472 300558 34.39% 2.044%
82 14.206 1375 1377 1378 rBV 68058 81964 9.38% 0.558%
83 14.235 1378 1380 1383 rVB3 100441 141978 16.24% 0.966%
84 14.294 1383 1386 1389 rBV2 109375 194164 22.21% 1.321%
85 14.442 1396 1401 1403 rBV4 106339 203578 23.29% 1.385%

86 14.482 1403 1405 1406 rBV2 41680 47336 5.42% 0.322%
87 14.679 1422 1425 1427 rBV3 77863 117347 13.43% 0.798%
88 14.728 1428 1430 1433 rVV3 71496 95422 10.92% 0.649%

89 14.807 1435 1438 1441 rVV 122317 193645 22.15% 1.317%
90 14.896 1445 1447 1452 rVB2 79591 169650 19.41% 1.154%

91 14.975 1452 1455 1456 rBV3 49637 77376 8.85% 0.526%
92 15.004 1456 1458 1461 rVB3 130151 172141 19.69% 1.171%
93 15.073 1462 1465 1469 rVvVv 149025 247934 28.37% 1.686%
94 15.162 1472 1474 1476 rVV3 58258 93666 10.72% 0.637%
95 15.211 1476 1479 1482 rVB 242266 386945 44.27% 2.632%

96 15.330 1487 1491 1494 rBV 535243 874079 100.00% 5.946%
97 15.557 1512 1514 1520 rVB4 40145 108711 12.44% 0.739%

98 15.695 1525 1528 1530 rVvv2 23532 49035 5.61% 0.334%

99 15.783 1534 1537 1544 rVB5 49384 138235 15.81% 0.940%

100 15.961 1552 1555 1560 rVB6 22297 59212 6.77% 0.403%
Sum of corrected areas: 14701391
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .M
SW846 8260

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

Abundance TIC: VF062146.D

600000

500000

400000

300000

5.58

200000

100000

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: VF062146.D
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500000

400000
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300000

200000

100000

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: VF062146.D
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600000
13.96

500000
400000 15.2
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Time--> 1150 1200 12550 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\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 2,4-Heptadiene, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.91 62.67 ug/l 640558 Chlorobenzene-d5 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 91
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 91
3 1.3-Heptadiene. 2.3-dimethvl- 124 C9H16 074779-65-0 90
4 Cvclopropane. 1.l1-dimethvl-2-(2-... 124 C9H16 033422-32-1 83
5 2,4-Heptadiene, 2,4-dimethyl- 124 C9H16 074421-05-9 68
Abundance Scan 1043 (10.912 min): VF062146.D (-1038) (-) m/z 109.05 100.00%

109
5000 67
81 124

a L o e Ram
55 10. 60 10 80 11. oo 11. 20

95
o,....',ll..'” .'.".."i|"..l.-':,.~.'..,...1.3?....,....,....,2.0.7.. m/z 67.10 39.75%

m/z--> 20 0 80 100 120 140 160 180 200
Abundance #10693: 2,4-Heptadiene, 2,6-dimethyl-
109
67
124

5000
10.60 10.80 11.00 11.20
m/z 81.05 25.98%

0 ....M...,.W‘J ..w..h.,m..,..”,...w....,”..

m/z--> 100 120 140 160 180 200
Abundance
109
10.60 10.80 11.00 11.20
5000 m/z 124.10 22 .49%
67 124
41 81
27 55 95
o} A A4 NV LS WS NS S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: 1,3-Heptadiene, 2,3-dimethyl- R AN ELEE R ey
109 10.60 10.80 11.00 11.20
m/z 41.05 16.22%
67
5000 124
41
55 31
27 ‘ ‘ ‘ 91
0 ,.‘.‘..‘i...‘.,.‘l‘..“,“..‘.“‘.,.‘.‘..,.‘...,....,....,....,.... At R
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Bicyclo[2.2_.1]heptane, 1,7,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.61 94 .95 ug/1 334715 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11lheptane. 1.7.7-tri... 138 C10H18 000464-15-3 70
2 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-40-7 70
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-41-8 70
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 64
5 (2E,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-2 55
Abundance Scan 1114 (11.612 min): VF062146.D (-1109) (-) m/z 95.10 100.00%
67 95 109
55
41
5000 82
123 138 DRIV SUNL SRR B
| | 207 11.20 11.40 11.60 11.80 12.00
0’ M m/z 109.10 99.21%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16971: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
95
5000 1120 11140 11.60 11.80 12.00
41 81
55 67 123 138 m/z 67.10 82.56%
RN
O"'|""'|"""l"""l"”"|""|""|""|""|'"'
m/z--> 40 100 120 140 160 180 200
Abundance
95
55 U DA R R N
41 109 11:20 11,40 11.60 11.80 12.00
5000 67 m/z 55.10 79.89%
82
123 138
L S L L L L L AL UL UL WL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- R e e S
95 11.20 11.40 11.60 11.80 12.00
m/z 41.10 61.52%
55 109
41
5000 67
H 123 138
0...ﬂ.J.,...Nﬂ.uh,.J..ﬂ...h....“...,....“... e
m/z--> 40 100 120 140 160 180 200 11/20 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Benzene, l-ethyl-2,4,5-trim... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.63 69.80 ug/1 246039 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 70

2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 64
3 Ethanone. 1-(3.4-dimethvilphenvl)- 148 C10H120 003637-01-2 60
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 60

5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 58

Abundance Scan 1319 (13.634 min): VF062146.D (-1316) (-) m/z 133.10 100.00%
133
147
5000
91 105 1°
43 162
53 85 77 180 13.40 13.60 13.80 14.00
0 m/z 147.15 53.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133
5000
148 13.40 13.60 13.80 14.00
119 m/z 119.05 33.20%
39 a1 105
15 27 L 51 65 77 \ \\‘
0...,.h..,..h.,.H..,....,....,..h.,..H.,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 148.15 32.08%
148
15 27 4151 65 77 91 105115
e T L o e o o o B L LA e o o o o i B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22697: Ethanone, 1-(3,4-dimethylphenyl)-
133 13.40 13.60 13.80 14.00
m/z 91.05 27.83%
105
5000
148
15 27 %) 51 % “ |
0..n,.h..,..HH,....,....,....,....,....,....,..
m/z--> 20 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Cyclohexane, l-ethyl-1-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.72 72.58 ug/1 255854 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-1-methvl- 126 C9H18 004926-90-3 58
2 Oxalic acid. cvclohexvimethvl de... 326 C19H3404 1000309-68-7 53
3 Cvclohexane. 1-bromo-2-methvl- 176 C7H13Br 006294-39-9 50
4 1-Methvlcvclohexvlcarboxvlic acid 142 C8H1402 001123-25-7 47
5 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 46

Abundance Scan 1328 (13.722 min): VF062146.D (-1323) (-) m/z 97.10 100.00%
55 g7
5000
168 T T T
112123 155 151 13.40 13.60 13.80 14.00
0 m/z 55.10 78.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11604: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000 IR BN SRR
41 13.40 13.60 13.80 14.00
27 69 m/z 69.10 33.51%
0..}?,.‘:‘..‘i“...“l‘,.‘a“..?}....‘,.1.}.1.,1.2.6..,....,....,....,....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
97
55 USRI SN U
13.40 13.60 13.80 14.00
5000 m/z 41.05 29.86%
43
69 81
o 29 111 104 141 185
m/z--> 25 45 eb 85 160 120 150 1é0 1éo 260
Abundance #42811: Cyclohexane, 1-bromo-2-methyl- I Eaaa s AR EEEE
97 13.40 13.60 13.80 14.00
55 m/z 96.10 27.31%
5000
81
27 67
o RO O S v B T -7 /S B A A
m/z--> 200 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

82F032219S.M Wed Mar 27 12:21:13 2019

Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Undecane, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 122.13 ug/Il 430519 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 86
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 81
3 Dodecane. 6-methvl- 184 C13H28 006044-71-9 76
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 50
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
Abundance Scan 1339 (13.831 min): VF062146.D (-1337) (-) m/z 57.05 100.00%
57
5000 43 71
97 AN BN BN R
81 112 43 13.60 13.80 14.00 14.20
ol 191 100 1sa m/z 71.05  40.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48872: Undecane, 2,5-dimethyl-
57
5000 43 LI SN BB U R
71 13.60 13.80 14.00 14.20
m/z 43.05 36.94%
8 99 112
- .1.5,.@. bl 5 427 141 15 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
1360 13.80 14.00 14.20
5000 43 m/z 41.05 29.26%
71
29
0 85 9 113 157 141 154 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl- R AR RRRES T
57 13.60 13.80 14.00 14.20
m/z 55.10 19.80%
5000 43
71
29 98
o 1l w 85 " 112 155 140 155 169 184
m/z--> 20 4'0 6|0 80 100 120 140 160 180 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Benzene, 1,2,4-triethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.96 182.65 ug/Il 643863 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-triethvl- 162 C12H18 000877-44-1 76
2 Benzene. 1.3-bis(1l-methvlethvI)- 162 C12H18 000099-62-7 76
3 Benzene. 1.2-diethvl-3.4-dimethvl- 162 C12H18 054410-75-2 72
4 Ethanone. 1-(2.4.5-trimethvlphen... 162 C11H140 002040-07-5 70
5 Benzene, 1-(1,1-dimethylethyl)-4._.. 162 C12H18 007364-19-4 70
Abundance Scan 1352 (13.959 min): VF062146.D (-1349) (-) m/z 147.10 100.00%
147
5000 133
o1 119 162
2 105
65 77 13.60 13.80 14.00 14.20
o 23 b 178 Ths77133.10  40.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32244: Benzene, 1,2,4-triethyl-
147
133
5000 162
105 119 13.60 13.80 14.00 14.20
91 m/z 119.05 37.82%
29 41 51 65 7] ‘ I
0 ...lu‘.‘..‘l‘..‘.‘.|‘.‘...‘|....l‘...l‘lul‘.‘.lul..l‘....lu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
147
91 119 13.60 13.80 14.00 14.20
5000 105 m/z 162.15 37.08%
23 -7 162
5 2 53 o0 128
s B L L WL UL BN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32298: Benzene, 1,2-diethyl-3,4-dimethyl-
147 13.60 13.80 14.00 14.20
m/z 91.05 30.83%
5000 162
133
s 27 ast e s 9 ||
m/z--> 20 40 60 80 100 120 140 160 180 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Cyclohexane, hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.15 85.26 ug/1 300558 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 81
2 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 72
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59
Abundance Scan 1371 (14.146 min): VF062146.D (-1366) (-) m/z 83.10 100.00%
a3
55
5000
41
Ul e 1174 105 268 13180 14,00 14120 1440
0 182192 207 m/z 82.10 82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36765: Cyclohexane, hexyl-
55 83
5000 41 A AR BRI B B
13.80 14.00 14.20 14.40
2 168 m/z 55.10 63.66%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
83
55 RN AR SR B I
13.80 14.00 14.20 14.40
5000 m/z 41.10 30.77%
41
- 67
o 97 109 125 140 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl- T
83 13.80 14.00 14.20 14.40
55 m/z 69.10 21.35%
5000
41
126
0 15\\\Mw97109 S
m/z--> 20 40 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Ethanone, 1-[4-(1-methyl-2-__._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.07 70.33 ug/1 247934 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-I4-(1-methvl-2-prope... 174 C12H140 109586-49-4 68
2 Phenol. 2-(2-pentvn-4-vD)-4-methvl- 174 C12H140 1000258-83-7 60
3 1H-Indene. 2.3-dihvdro-1.1.4.7-t... 174 C13H18 001078-04-2 60
4 l1soxazole. 5-methvl-4-phenvl- 159 C10H9NO 023253-49-8 58
5 1H-Inden-1-one, 2,3-dihydro-3,3,... 174 C12H140 054484-71-8 58
Abundance Scan 1465 (15.073 min): VF062146.D (-1462) (-) m/z 159.10 100.00%
139
117
5000
174
14.80 15.00 15.20 15.40
o 190 204 m/z 117.05 54.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41112: Ethanone, 1-[4-(1-methyl-2-propenyl)phenyl]-
159
43
5000 115 LA L L L L L L LB
o1 131 174 14.80 15.00 15.20 15.40
m/z 131.05 36.96%
27 ‘ ‘ 103 ‘ 144
Ouuuulu‘u‘uu“i”uu“‘HH \HIIMIII\‘;\IIIL \HI ‘l‘:::l:::‘:luuuuluuuul
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
159
' 14.80 15.00 15.20 15.40
5000 m/z 174.10 24 _41%
174
o 40 51 63 77 91103115128 144
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #41166: 1H-Indene, 2,3-dihydro-1,1,4,7-tetramethyl- PR T T
159 14.80 15.00 15.20 15.40
m/z 115.05 17 .69%
5000
174
ol 15 % 3051 63 77 91103118 P
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 140 1('30 1&'30 2(')0 ' 14|80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 2-Buten-1-one, 1-(2,6,6-tri... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.21 109.77 ug/Il 386945 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 52
2 1.4-Benzenediamine. N.N"-bis(l-m... 192 C12H20N2 004251-01-8 50
3 5-(4.5-Dihvdro-3H-pvrrol-2-vimet... 192 C11H16N20 051430-87-6 46
4 S-Triazolo(l.5-a)pvrimidine. 5-m... 177 C8H11N5 051806-90-7 35
5 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 35
Abundance Scan 1479 (15.211 min): VF062146.D (-1476) (-) m/z 177.15 100.00%
177
81 107
5000 9%
192
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
208 14.80 15.00 15.20 15.40 15.60
of m/z 81.10 65.63%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54654: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177
69
5000 41 123 192 AR SRR B BN
81 107 14.80 15.00 15.20 15.40 15.60
m/z 107.10 59.97%
55 ‘ 135 149,59
SN | VE O A O SN P A D
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
177
160 14:80 15.00 15,20 15.40 15.60
5000 m/z 95.10 49.25%
120 149
135 162
R R S S WL B B I L B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54359: 5-(4,5-Dihydro-3H-pyrrol-2-ylmethylene)-4,4-dimeth. .. I ERaEEREE S TR
108 177 14.80 15.00 15.20 15.40 15.60
m/z 123.10 40.95%
5000 a1 192
27 149
55
‘ ‘ | 67 83 4 H 121 135 ‘
0 I .‘l“. wH; .“Mi .H‘lh‘.‘ 'MM .Wk‘l alllgs s m peaply ‘. .‘. ; \l — ‘.‘. EBRE R B B M,
mz-> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032619\
Data File : VF062146.D

Aca On : 26 Mar 2019 15:20

Operator : VA/AP

Sample : K2004-05

Misc : 4.83a/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 unknownl15.33 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.33 247.95 ug/Il 874079 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 43
2 2.4-Heptadiene. 2.4-dimethvl- 124 C9H16 074421-05-9 43
3 1.3-Hexadiene. 2.3.5-trimethvl- 124 C9H16 061142-34-5 38
4 3-Fluoro-o-xvlene 124 C8H9F 000443-82-3 38
5 1(3H)-1sobenzofuranone, 3a,4,5,7... 182 C10H1403 054346-06-4 35
Abundance Scan 1491 (15.330 n&;n): VF062146.D (-1487) (-) m/z 109.10 100.00%
109
e 124 .\,,vm_ﬂ,‘ﬂ__/\ﬂ,\-__~_-_
41 81
55 @9 9 199 177 192 O e e e
1371 47 011 15.00 15.20 15.40 15.60
0 m/z 124.10 35.41%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #10691: Cyclohexene, 3,3,5-trimethyl-
109
67
5000 41 82
o5 124 15.00 15.20 15.40 15.60
55 m/z 107.10 30.72%
0: \‘\‘ ‘H ‘\ e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
67 109
15.00 15.20 15.40 15.60
5000 a m/z 41.10 29.61%
81 124
27
95
e L s S L S SR AN RN BN SRR SR M\My\ﬁAMA“mqf\mkww
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #10706: 1,3-Hexadiene, 2,3,5-trimethyl- R e e R R R
67 109 15.00 15.20 15.40 15.60
m/z 81.10 28.96%
o I T il VWMM
0|||||||||||||| ‘uuul||‘|||||||||||||||||||||||||||| R R e AR RS
m/z--> 40 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF032619\
Data File : VF062146.D

Acq On : 26 Mar 2019 15:20

Operator : VA/AP

Sample - K2004-05

Misc : 4.839/5mL/MSVOA-F/SOIL

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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]
2,4-Heptadiene, 2... 10.91 62.7 ug/l 640558 3 9.76 511027 50.0
Bicyclo[2.2.1]hep... 11.61 95.0 ug/I1 334715 4 12.54 176258 50.0
Benzene, l-ethyl-_.. 13.63 69.8 ug/I 246039 4 12.54 176258 50.0
Cyclohexane, 1-et... 13.72 72.6 ug/l 255854 4 12.54 176258 50.0
Undecane, 2,5-dim... 13.83 122.1 ug/1 430519 4 12.54 176258 50.0
Benzene, 1,2,4-tr... 13.96 182.7 ug/1l 643863 4 12.54 176258 50.0
Cyclohexane, hexyl- 14.15 85.3 ug/I1 300558 4 12.54 176258 50.0
Ethanone, 1-[4-(1... 15.07 70.3 ug/I1 247934 4 12.54 176258 50.0
2-Buten-1-one, 1-... 15.21 109.8 ug/1 386945 4 12.54 176258 50.0
unknownl15.33 15.33 247.9 ug/l 874079 4 12.54 176258 50.0
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