LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/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\82F062518S.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

2.339 178 183 189 rVB 25512 76977 1.41% 0.116%
2.477 192 197 204 rBV3 19944 54793 1.01% 0.082%
rBv 33159 122458 2.25% 0.184%
4.290 375 381 392 rVB 156630 474406 8.72% 0.713%
5.030 448 456 466 rBvV2 334533 1116220 20.52% 1.677%
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5.769 523 531 543 rBV 350682 957374 17.60% 1.439%
7.711 722 728 736 rBV 338085 771681 14.18% 1.160%
rBv 498388 1105807 20.33% 1.662%
10.402 992 1001 1005 rBV6 32383 125991 2.32% 0.189%
10.609 1015 1022 1027 rBV10 17925 67991 1.25% 0.102%
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11 10.786 1037 1040 1047 rVB4 41687 101931 1.87% 0.153%
12 10.895 1047 1051 1053 rBV3 53321 133752 2.46% 0.201%
13 10.934 1053 1055 1063 rVvv3 88520 211496 3.89% 0.318%

14 11.053 1063 1067 1071 rVvv4 37371 86691 1.59% 0.130%
15 11.250 1084 1087 1091 rVB4 50815 97368 1.79% 0.146%
16 11.329 1091 1095 1096 rBV2 33682 63057 1.16% 0.095%

17 11.368 1096 1099 1103 rVB 279814 555174 10.20% 0.834%
18 11.516 1107 1114 1119 rBV 413845 1004825 18.47% 1.510%
19 11.595 1119 1122 1125 rBV5 49642 129237 2.38% 0.194%
20 11.644 1125 1127 1130 rVB2 80006 114546 2.11% 0.172%

21 11.713 1131 1134 1135 rBV3 39303 62013 1.14% 0.093%
22 11.762 1135 1139 1142 rBV6 150338 282816 5.20% 0.425%
23 11.861 1146 1149 1153 rVB4 65576 123665 2.27% 0.186%
24 11.920 1153 1155 1157 rBV 42569 62613 1.15% 0.094%
25 11.969 1157 1160 1163 rBV3 103980 215749 3.97% 0.324%

26 12.028 1163 1166 1169 rBV3 188491 492792 9.06% 0.741%
27 12.078 1169 1171 1176 rVB2 521585 966579 17.77% 1.453%
28 12.166 1176 1180 1184 rBV4 188479 493683 9.07% 0.742%
29 12.245 1184 1188 1190 rBV3 297053 720314 13.24% 1.082%
30 12.373 1197 1201 1203 rVB3 196527 369990 6.80% 0.556%

31 12.413 1203 1205 1207 rBV2 166786 286500 5.27% 0.431%
32 12.462 1207 1210 1213 rVV4 139940 305003 5.61% 0.458%
33 12.511 1213 1215 1218 rVV3 98489 153729 2.83% 0.231%
34 12.571 1218 1221 1224 rVV2 407798 615637 11.32% 0.925%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/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\82F062518S.M
SW846 8260

35 12.640 1224 1228 1230 rVB 467760 733745 13.49% 1.103%

36 12.689 1230 1233 1236 rBV 384965 704148 12.94% 1.058%
37 12.748 1236 1239 1241 rVV3 207693 439334 8.08% 0.660%
38 12.837 1245 1248 1252 rVB5 255555 554936 10.20% 0.834%
39 12.925 1252 1257 1260 rBV4 609911 1687479 31.02% 2.536%
40 12.975 1260 1262 1264 rVB 336723 400726 7.37% 0.602%

41 13.034 1264 1268 1271 rBVS5 428778 1082720 19.90% 1.627%
42 13.083 1271 1273 1276 rVB 403458 723656 13.30% 1.087%
43 13.192 1281 1284 1286 rBV2 837396 1278586 23.50% 1.921%
44 13.280 1289 1293 1296 rVB2 927225 1556299 28.61% 2.339%
45 13.330 1296 1298 1301 rVB3 220308 323456 5.95% 0.486%

46 13.379 1301 1303 1304 rBV2 373619 519894 9.56% 0.781%
47 13.408 1304 1306 1308 rVB2 412330 531701 9.77% 0.799%
48 13.458 1308 1311 1313 rVB 1301305 1728137 31.77% 2.597%
49 13.517 1316 1317 1319 rBV2 196222 215029 3.95% 0.323%
50 13.606 1323 1326 1329 rBV4 342923 819264 15.06% 1.231%

51 13.655 1329 1331 1334 rVB2 561229 899711 16.54% 1.352%
52 13.744 1334 1340 1342 rBV4 1031444 2211587 40.65% 3.324%
53 13.793 1342 1345 1351 rVV4 757680 2035669 37.42% 3.059%
54 13.872 1351 1353 1355 rVV3 413555 633720 11.65% 0.952%
55 13.921 1355 1358 1362 rVV2 2507955 5440266 100.00% 8.175%

56 13.980 1362 1364 1367 rVB3 770187 1311165 24.10% 1.970%
57 14.079 1372 1374 1376 rBV2 506409 944429 17 .36% 1.419%
58 14.177 1382 1384 1385 rBV 459345 710317 13.06% 1.067%
59 14.227 1387 1389 1393 rVV2 1095127 1987827 36.54% 2.987%
60 14.305 1394 1397 1401 rVV5 791536 2073739 38.12% 3.116%

61 14.374 1401 1404 1407 rVV 2889543 4585947 84 .30% 6.892%
62 14.424 1407 1409 1413 rVB4 1048360 1732001 31.84% 2.603%
63 14.503 1414 1417 1418 rBV2 807644 1266264 23.28% 1.903%
64 14.562 1422 1423 1426 rBV3 624517 1241298 22.82% 1.865%
65 14.660 1431 1433 1434 rBV2 587505 783711 14.41% 1.178%

66 15.084 1473 1476 1483 rVB 2298726 4270437 78.50% 6.417%
67 15.242 1489 1492 1494 rBV2 923789 1267920 23.31% 1.905%
68 15.400 1506 1508 1511 rBV3 487518 961061 17.67% 1.444%
69 15.459 1511 1514 1518 rVB2 1625806 3007011 55.27% 4_.519%
70 15.636 1530 1532 1534 rVB 851440 1012782 18.62% 1.522%

71 15.902 1555 1559 1562 rBV 1217669 2344927 43.10% 3.524%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/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
Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S.M
SW846 8260

Sum of corrected areas: 66543757
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: VF059361.D

29

2342 48

1162

5.03 5.77

0%
Time--> 1.

00 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 5.20 540 5.60 5.80
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TIC: VF059361.D
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13.92

14 66

143

il ki

3319 8.9814.

46
., 4.0
136
h

ch G’i"‘

3.28
13. 1 13.4 1
2081

o
"’ :P ‘
111:153 yaé Iig -""L‘ Bz |\

Time-->

I T T T
11 50 12 OO 12 50 13 OO 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\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Oxalic acid, bis(6-ethyloct... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.74 150.71 ug/Il 2211590 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. bis(6-ethvloct-3-vl... 370 C22H4204 1000309-34-6 81
2 Oxalic acid. 6-ethvloct-3-vl iso... 314 C18H3404 1000309-34-3 64
3 Oxalic acid. 6-ethvloct-3-vl hep... 328 C19H3604 1000309-34-5 64
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 49
Abundance Scan 1340 (13.744 min): VF059361.D (-1334) (-) m/z 43.10 100.00%
4 57
71 85
5000 ‘
111 141 AR A LA B
125 167 13.40 13.60 13.80 14.00
I .'-I-, ’ 132 | 182 200211222 m/z 57.10 87.53%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #196942: Oxalic acid, bis(6-ethyloct-3-yl) ester
43 57 71 85
5000 AR AR A B
141 1340 13.60 13.80 14.00
99 111 m/z 85.10 71.67%
.-‘-‘- O O A -7 AN - S
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
>7 v LN R I B
71 13.40 13.60 13.80 14.00
5000 m/z 71.10 70.17%
29 gg 111 141
129
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167606: Oxalic acid, 6-ethyloct-3-yl heptyl ester T
57 13.40 13.60 13.80 14.00
43 m/z 41.00 66.91%
71 85
5000
99 111 141
,.‘.‘..,....‘,.‘a‘a.,‘.‘...‘,..‘..,.1.2?.“...1.57.... BRI T
m/z--> 60 80 100 120 140 160 180 200 220 1340 13.60 13.80 14.00

82F062518S_.M Fri
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.79 138.72 ug/l 2035670  1,4-Dichlorobenzene-d4  12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 64
2 Naphthalene. decahvdro-2.3-dimet... 166 C12H22 001008-80-6 58
3 Cvclohexene.l-hexvl- 166 C12H22 003964-66-7 49
4 cis. cis-2-Ethvlbicvclol4.4.01de... 166 C12H22 066660-40-0 49
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 38

Abundance Scan 1345 (13.793 min): VF059361.D (-1342) (-) m/z 81.00 100.00%
5000
13.40 13.60 13.80 14.00 14.20
180
0 192 207 238 m/z 95.00 98.60%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
8l o5 137
166
5000 67 [Trrr[rrrr[rrrrprrrrr1
55 13.40 13.60 13.80 14.00 14.20
109 m/z 55.00 91.12%
‘ 124
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95
e
81 151 166 13.40 13.60 13.80 14.00 14.20
5000 . 100 m/z 166.15 77.87%
29 124
137
T R o B RSETUEE
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35169: Cyclohexene,1-hexyl- e e I
81 13.40 13.60 13.80 14.00 14.20
m/z 41.00 72.10%
67 96
5000 a1
0 | T ‘ ‘ 109 166
O == P T OO (Ao
miz--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00 14.20

82F062518S.M Fri Jun 29 11:43:41 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Undecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.92 370.72 ug/Il 5440270 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 60
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 47
3 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 35
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 30
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 30
Abundance Scan 1358 (13.921 min): VF059361.D (-1355) (-) m/z 57.10 100.00%
g7
41
5000 n

97

112 151166 13.60 13.80 14.00 14.20
125 184 . 3 : :
0 200 217 m/z 41.10 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48875: Undecane, 2,6-dimethyl-
57

5000 3 1 R e AR ma T
13.60 13.80 14.00 14.20

08 m/z 43.10 52.03%
29 ‘ 85 | 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 SN,
13.60 13.80 14.00 14.20
5000 m/z 71.10 49 .89%
85
113127
99 141155169183197212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48892: Decane, 2,6,7-trimethyl- e AR R AR =T
57 13.60 13.80 14.00 14.20
m/z 55.05 38.66%
43
5000 71
85 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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, 2-butyl-1,1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.23 135.46 ug/Il 1987830 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 81
2 4-Nonene. 5-butvl- 182 C13H26 007367-38-6 81
3 6-Dodecene. (E)- 168 C12H24 007206-17-9 58
4 1.alpha..2.beta..3.alpha..4_beta... 126 C9H18 002532-67-4 52
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 38
Abundance Scan 1389 (14.227 min): VF059361.D (-1387) (-) m/z 69.05 100.00%
69
55 83
41
5000
14.00 14.20 14.40 14.60
el 194 208 233 m/z 55.05  77.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-
4 e 69
29
5000 83 LI SULIL UL I B
97 14.00 14.20 14.40 14.60
TE 182 m/z 83.10 70.63%
7
L el \H 1'3I7'1'5'1'I""'I“""I""I""I
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 69
in U SURIULE SUREL IR B
83 14.00 14.20 14.40 14.60
5000 29 m/z 41.10 58.41%
o 140 182
111 125 151 165
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36762: 6-Dodecene, (E)- Al BRI B S
1 55 69 14.00 14.20 14.40 14.60
m/z 56.10 45 .30%
5000 83
97
111 168
miz--> 20 40 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 trans,cis-1,8-Dimethylspiro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.31 141.31 ug/Il 2073740 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.cis-1.8-Dimethvlspirol4.51... 166 Cl2H22 1000111-72-9 58
2 trans.trans-1.8-Dimethvispirol4.... 166 C12H22 1000111-72-8 58
3 cis.trans-1.6-Dimethvlspirol4.51... 166 C1l2H22 1000111-72-3 50
4 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 49
5 Naphthalene, decahydro-1,6-dimet... 166 C12H22 001750-51-2 49
Abundance Scan 1397 (14.305 min): VF059361.D (-1394) (-) m/z 95.00 100.00%
9
41 55 8l
5000 71 106
14.00 14.20 14.40 14.60
181192 208218 m/z 81.00 71.81%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
81 95
110
55 68
5000 14.00 14.20 14.40 14.60 '
123 166 m/z 41.05 67 .66%
R I |""|M' T |'J"|‘l'}?7'%q{ [Trrr [T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
81 95
e o 10 14.00 14.20 14.40 14.60
5000 m/z 55.00 64.01%
123 166
137 151
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane e BEmms B B
81 95 14.00 14.20 14.40 14.60
m/z 57.10 60.59%
166
55 67
5000
109 .,
R SO S | 'M"I' '}?T'%Ql'l'h' NI SR B LRI NI UL B
m/z--> 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Carbonic acid, neopentyl 2-_.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.37 312.50 ug/Il 4585950 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 78
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 64
4 Octane. 3-ethvl- 142 C10H22 005881-17-4 59
5 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 59
Abundance Scan 1404 (14.374 min): VF059361.D (-1401) (-) m/z 57.10 100.00%

7 71

5000

14.00 14.20 14.40 14.60
m/z 71.10 94.99%

137

o 166 183198 233

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexy! ester

5000

14.00 14.20 14.40 14.60
m/z 43.10 66.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
57
BB R
43 14.00 14.20 14.40 14.60
5000 71 m/z 41.10 47.13%
113
21 85 99 | 127142
m@mﬁwﬁwﬁm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59891: Tridecane, 7-methyl- R AR BEERR RS
57 14.00 14.20 14.40 14.60
43 1 m/z 56.10 22 .59%
5000
112
85
i L5 | 127141155169183198
T T T e e T e T R e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 unknownl4.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.42 118.03 ug/Il 1732000 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tridecene. (E)- 182 C13H26 041446-57-5 49
2 1-Tridecene 182 C13H26 002437-56-1 35
3 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 35
4 2-Tridecene. (2)- 182 C13H26 041446-59-7 30
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 30
Abundance Scan 1409 (14.424 min): VF059361.D (-1407) (-) m/z 57.10 100.00%
41
5000
165 T T
180 198209 14.20 14.40 14.60 14.80
e m/z 41.05 70.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47272: 3-Tridecene, (E)-
4
55
69
5000 LR S DU UL BN
29 83 14.20 14.40 14.60 14.80
. m/z 71.10 57.98%
s L L e ase asaiee
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 55
LR UL B UL SN
70 g3 14.20 14.40 14.60 14.80
0
5000 - o m/z 43.10 57 .13%
111
125 139 154 157 182
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl- R N o N R
69 14.20 14.40 14.60 14.80
a % m/z 69.10 52.35%
5000
83
29 o7 NNJUJJ\JUJ\f\ﬂAWVVJJ
‘ 112 106 167 182
.”,..”hﬂ.h,.wuﬂw.AH.JL,J.E%Q.”,.MH,M.”,..” B —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Bacchotricuneatin c Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.08 291.00 ug/Il 4270440 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
4 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 72
Abundance Scan 1476 (15.084 min): VF059361.D (-1473) (-) m/z 57.10 100.00%
57
5000 85 JNK«,\/\A,AJ\»_/VVKJVxA_
3 127 14.80 15.00 15,20 15.40
147164 183 : : : :
..,....',...~|,.. Aiod | l1ea188 212933 e o h7y 71.10  97.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
n o5 112
5000 LRI B UL BRI B
mmmmmmmm
m/z 43.10 59.62%
‘M \\‘ 173191 216 245 312 342
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 34'10
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 85.10 42 .13%
29
155 183
WTWWFWWWWWWFWWWWFWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 /\/\VJ\JMA
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- B A e o S
57 14.80 15.00 15.20 15.40
m/z 41.10 41 .99%
e MM/\W
85
29
113
I L P e 225 253 287
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 34'10 14I80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.46 204.91 ug/Il 3007010 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 95
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Propanamide. N-(4-methoxvphenvl)... 193 C11H15N02 1000307-32-2 35
4 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 35
5 10.alpha.-Eremophilane 208 C15H28 003242-05-5 27
Abundance Scan 1514 (15.459 min): VF059361.D (-1511) (-) m/z 193.15 100.00%
193
a1 123
55
69
5000 81
208 033 15.20 15.40 15.60 15.80
m/z 123.10 66.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LA L L L
55 83 137 15.20 15.40 15.60 15.80
‘ 151 - m/z 41.10 56.83%
...|....|...‘.|.‘lh..‘|‘l..‘l|..“.. l...‘ ..‘..1.6.5.]:79...‘.|.l..|....|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
123 1520 15.40 15.60 15.80
5000 m/z 95.00 56.65%
150
95
15 27 42 55 75 109 | 135 | 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55328: Propanamide, N-(4-methoxyphenyl)-2-methyl- B Al M
123 15.20 15.40 15.60 15.80
m/z 55.05 53.29%
5000 108 193
43
27 65 80 95 | M 135 150 164 178 |
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059361.D

Aca On : 28 Jun 2018 15:33

Operator : VA/AP

Sample : J3242-03

Misc : 5.57a/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 unknownl15.90 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 159.79 ug/Il 2344930 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 47
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 38
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
4 diallvl(2.2.4a.7.7-pentamethvl-1... 384 C19H33N204P 1000187-42-4 37
5 Butan-2-one, 1-[3-(3,3-dimethyl-._. 278 C16H26N202 1000303-34-2 35
Abundance Scan 1559 (15.902 min): VF059361.D (-1555) (-) m/z 193.15 100.00%
193

5000 41 69 0123

83 95 109 7 137

s

159 174 208 15.60 15.80  16.00
0 | 1220284 7274105 45.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123
5000 LRI L B
150 15. 60 15. 80 16. OO

m/z 69.05 43.57%

95
1527 4258 75 | 109 ‘ 135 | 164178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
69
83 123137 LA L L B ) L L L L B
a1 100 15.60 15.80  16.00
5000 55 95 m/z 123.10 40.05%
29
152165 179 208
T T T T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- —— T
193 15.60 15.80 16.00

m/z 109.10 35.46%
5000 3 95
109
69 g1
137
] u\‘ s | e

m/z--> 20 4 100 120 140 160 180 200 220 15. 60 15. 80 16. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF062818\
Data File : VF059361.D

Acq On : 28 Jun 2018 15:33

Operator : VA/AP

Sample - J3242-03

Misc : 5.579/5mL/MSVOA-F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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]
Oxalic acid, bis(... 13.74 150.7 ug/l 2211590 4 12.64 733745 50.0
trans, cis-3-Ethy... 13.79 138.7 ug/l 2035670 4 12.64 733745 50.0
Undecane, 2,6-dim... 13.92 370.7 ug/l 5440270 4 12.64 733745 50.0
Cyclohexane, 2-bu... 14.23 135.5 ug/l 1987830 4 12.64 733745 50.0
trans,cis-1,8-Dim... 14.31 141.3 ug/l 2073740 4 12.64 733745 50.0
Carbonic acid, ne... 14.37 312.5 ug/l 4585950 4 12.64 733745 50.0
unknownl14 .42 14.42 118.0 ug/l 1732000 4 12.64 733745 50.0
Bacchotricuneatin c 15.08 291.0 ug/1 4270440 4 12.64 733745 50.0
Decahydro-4,4,8,9... 15.46 204.9 ug/l 3007010 4 12.64 733745 50.0

4

unknown15.90 15.90 159.8 ug/1 2344930 12.64 733745 50.0

82F062518S.M Fri Jun 29 11:43:47 2018 Page: 15



