LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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
1 2.274 174 177 180 rBvV3 15714 35508 1.53% 0.138%
2 2.333 180 183 189 rVB5 11499 29752 1.28% 0.116%
3 4.196 365 372 376 rBV2 10914 43183 1.85% 0.168%
4 4.295 376 382 391 rVB 139374 429500 18.45% 1.670%
5 5.034 449 457 469 rBvV2 329722 1115649 47.92% 4_.337%
6 5.764 523 531 541 rBV 372792 954406 40.99% 3.710%
7 7.706 723 728 735 rBV 294007 661427 28.41% 2.571%
8 9.914 947 952 962 rBV 470804 1028893 44.19% 4 _000%
9 11.372 1096 1100 1103 rVB2 18751 33834 1.45% 0.132%
10 11.510 1107 1114 1120 rBvV 419977 715448 30.73% 2.781%
11 11.639 1121 1127 1131 rVB4 17940 46656 2.00% 0.181%
12 11.767 1136 1140 1142 rVvv3 17980 40641 1.75% 0.158%
13 11.974 1153 1161 1162 rBV6 12791 32239 1.38% 0.125%
14 12.023 1163 1166 1169 rBVv4 16664 38474 1.65% 0.150%
15 12.082 1169 1172 1177 rVB2 42725 93070 4 _.00% 0.362%
16 12.161 1177 1180 1183 rBvV3 19538 46432 1.99% 0.180%
17 12.240 1185 1188 1191 rBV4 35758 84520 3.63% 0.329%
18 12.368 1197 1201 1203 rVB4 20996 39501 1.70% 0.154%
19 12.516 1213 1216 1218 rBVvV4 16202 27663 1.19% 0.108%
20 12.565 1218 1221 1224 rBV2 58680 92318 3.96% 0.359%
21 12.634 1224 1228 1231 rBV 646438 997839 42.86% 3.879%
22 12.752 1237 1240 1241 rBV3 15843 32255 1.39% 0.125%
23 12.782 1241 1243 1246 rVB4 23728 32832 1.41% 0.128%
24 12.831 1246 1248 1252 rVB4 52176 96626 4.15% 0.376%

25 12.920 1252 1257 1260 rBV5 118787 351245 15.09% 1.365%

26 12.969 1260 1262 1265 rVB2 79073 103640 4._.45% 0.403%
27 13.028 1265 1268 1271 rBV3 84266 186619 8.01% 0.725%
28 13.078 1271 1273 1277 rVB2 55510 86749 3.73% 0.337%
29 13.186 1280 1284 1287 rBV2 134389 242302 10.41% 0.942%
30 13.275 1289 1293 1296 rVB3 114804 201753 8.66% 0.784%

31 13.334 1296 1299 1301 rVB4 52968 93239 4._00% 0.362%
32 13.403 1301 1306 1308 rBv4 156013 354392 15.22% 1.378%
33 13.452 1308 1311 1313 rVB 213700 277454 11.92% 1.079%
34 13.511 1315 1317 1319 rBV3 35881 47885 2.06% 0.186%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 13.610 1323 1327 1329 rBv4 77638 176082 7.56% 0.684%

36 13.659 1329 1332 1334 rVB4 107319 186628 8.02% 0.725%
37 13.738 1334 1340 1342 rBV4 255253 548836 23.57% 2.133%
38 13.787 1342 1345 1351 rVB5 159983 423593 18.19% 1.647%
39 13.866 1351 1353 1355 rBV3 108302 173068 7.43% 0.673%
40 13.906 1355 1357 1362 rVV3 562216 1205344 51.77% 4.685%

41 13.965 1362 1363 1367 rVB3 166345 263426 11.31% 1.024%
42 14.162 1381 1383 1386 rBV4 99613 219312 9.42% 0.853%
43 14.221 1387 1389 1393 rVB3 211367 338608 14.54% 1.316%
44 14.300 1394 1397 1401 rBVS 211394 532762 22.88% 2.071%
45 14.359 1401 1403 1407 rBV 940618 1431258 61.47% 5.564%

46 14.418 1407 1409 1413 rVB3 313743 485007 20.83% 1.885%
47 14.517 1414 1419 1422 rBVS5 288343 884287 37.98% 3.437%
48 14.566 1422 1424 1425 rBV2 214347 345333 14.83% 1.342%
49 14.675 1431 1435 1437 rBV2 326346 759460 32.62% 2.952%
50 14.931 1457 1461 1463 rBV3 296666 675776 29.02% 2.627%

51 15.079 1473 1476 1483 rVB 1296317 2065221 88.70% 8.028%
52 15.236 1489 1492 1494 rBV 449856 610414 26.22% 2.373%
53 15.404 1506 1509 1511 rBV2 264384 430119 18.47% 1.672%
54 15.453 1511 1514 1518 rVB2 828875 1490265 64.00% 5.793%
55 15.631 1529 1532 1539 rVB2 1164519 2328391 100.00% 9.051%

56 15.887 1555 1558 1563 rBV 809426 1458208 62.63% 5.668%

Sum of corrected areas: 25725342
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
VF059374.D

28 Jun 2018 21:34

VA/AP

J3242-07

6.01a/5mL/MSVOA-F/SOIL

22 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VF059374.D

4.29
2.283 4.2

5.03 5.76

O e T T R T R P T e e e R e e e e e e

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 260 280 300 320 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80

Abundance

2000000

1500000

1000000

500000

TIC: VF059374.D

O
Time-->

T
8.50

Abundance

2000000

1500000

1000000

500000

TIC: VF059374.D

11.51

15.89

Time-->

— T — — T
13.50 14.00 14.50

—
15.00

—T — T
15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 1 Undecane, 2,6-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.91 60.40 ug/1 1205340 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 55
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 53
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 50
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 43
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43

Abundance Scan 1357 (13.906 min): VF059374.D (-1355) (-) m/z 57.10 100.00%
57
2000 i 5 M
81
T 100 151 166 1360 13.80 14.00 14.20
123 : : : -
o TSSOl 184 207 Thyz 41.10  46.18%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48881: Undecane, 2,6-dimethyl-

i

43

5000 e
- 71 13.60 13.80 14.00 14.20
g5 8 113

m/z 43.10 43.18%
“ 1 | 77 127 141 155 169 184

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

1

Abundance
57
13.60 13.80 14.00 14.20
5000 43 n m/z 71.10 39.64%
29 85
98 113 157 141 155 169 184
I B B e e e B ELALALA I i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19161: Octane, 4-ethyl-
57 13.60 13.80 14.00 14.20
m/z 55.05 29.49%
43
5000 71
29 85 og 112
T Y 142

T T T T
13.60 13.80 14.00 14.20

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 Octane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .36 71.72 ug/1 1431260 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 83
3 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 1403 (14.359 min): VF059374.D (-1401) (-) m/z 57.10 100.00%
57 7
43
5000
113 RN IR UL BV I
85 14.00 14.20 14.40 14.60
99 163
o 0| temarase P a78 108 27771710 90.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000 U S DL R
43 14.00 14.20 14.40 14.60
29 113 m/z 43.10 63.05%
s e |
miz--> % d s 1t Do 1o 10 ik e
Abundance
57
43 o 14.00 14.20 14.40 14.60
5000 m/z 41.00 42 .51%
29 113
15 85 o 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59900: Dodecane, 4,6—dimethy|— LA L L L L L L B
57 71 14.00 14.20 14.40 14.60
43 m/z 56.10 22.19%
5000
85
113
‘\ L ‘\‘ 99 | 127 141 195 169 183 108
m/z--> 20 45 éo 80 100 120 140 1éo 180 200 14100 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 : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 Cyclopentane, 1,2-dibutyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .52 44 _31 ug/1 884287 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 68
2 Cvclopentane. propvl- 112 C8H16 002040-96-2 45
3 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 43
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 38
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 30

Abundance Scan 1419 (14.517 min): VF059374.D (-1414) (-) m/z 69.10 100.00%

5000

14.20 14.40 14.60 14.80
m/z 41.05 76.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47289: Cyclopentane, 1,2-dibutyl-

5000 LA L L L LB L L
14.20 14.40 14.60 14.80
m/z 83.10 69.40%
139154 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
B RAmmE B B
55 14.20 14.40 14.60 14.80
5000 83 m/z 55.00 60.81%
27
112
97
anmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11576: 2,2-Dimethyl-3-heptene trans B RAmmE B B
69 14.20 14.40 14.60 14.80
m/z 57.10 59.62%
55 83
5000 41
27 ‘ | 971111%6
[
“q.HW.HW.HW.HW.H.P”.P”.P”..”..“..”..”.P”.P. A o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 unknownl4.67 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .67 38.06 ug/1 759460 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 43
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 43
3 1-Bromodocosane 388 C22H45Br 006938-66-5 38
4 Tetradecane 198 C14H30 000629-59-4 35
5 Tridecane 184 C13H28 000629-50-5 35
Abundance Scan 1435 (14.675 min): VF059374.D (-1431) (-) m/z 57.10 100.00%
57
2000 ,,\Jx/\A\,\rJNAu,f\/\/\f&j\\»
109 R A B B B
159 o4 233 14.40 14.60 14.80 15.00
Ol m/z 71.10 50.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 L R S L B
mmmmmmmm
97 m/z 41.05 49 .90%
‘“\Jh 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 160 1éo 260 2éo 300 350 400 450 560 séo 660
Abundance
57
14.40 14.60 14.80 15.00
5000 m/z 43.10 41 .16%
98
27 140 183
m/z--> éo 160 1éo 200 250 300 3%0 460 4%0 560 séo 660
Abundance #206609: 1-Bromodocosane A EmmEs R S
57 14.40 14.60 14.80 15.00
m/z 85.10 32.20%
5000 135
97
211 965197 239 309
m/z--> éo 160 150 200 250 300 350 400 4%0 560 séo 660 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 unknownl14.93 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.93 33.86 ug/1 675776 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citronellal 154 C10H180 000106-23-0 42
2 2-Undecene. 4.5-dimethvl-. [R*.S... 182 C13H26 055170-93-9 38
3 Acetic acid. 3.7.11.15-tetrameth... 340 C22H4402 1000193-63-0 25
4 1.7-Nonadiene. 4.8-dimethvl- 152 C11H20 062108-28-5 25
5 3,4-Dimethyl cyclohexanone 126 C8H140 005465-09-8 18
Abundance Scan 1461 (14.931 min): VF059374.D (-1457) (-) m/z 69.00 100.00%
41
54 W/\A/W\
5000
14.60 14.80 15.00 15.20
e m/z 57.10 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26635: Citronellal
41
5000 LR SRR SUMLULE B I
14.60 14.80 15.00 15.20
27 110 m/z 41.05 87 .50%
136 154

H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 57
R R
71 14.60 14.80 15.00 15.20
5000 m/z 71.10 79.87%
27 112
98 140
182
wﬁwﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #177171: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! ester e
43 57 14.60 14.80 15.00 15.20
m/z 43.10 71.14%
5000
29 140
|l AL 154168182196210004238252 280
S AREARS EARY R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.08 103.49 ug/Il 2065220 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 87
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 72
4 Decane. 5-propvl- 184 C13H28 017312-62-8 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 1476 (15.079 min): VF059374.D (-1473) (-) m/z 57.10 100.00%

7 71

5000

-

14.80 15.00 15.20 15.40
m/z 71.10 94.81%

127
99 113

o 141155169183197212 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57

71

3

5000 B
85 14.80 15.00 15,20 15.40

m/z 43.10 55.66%

29 99 113127

J ‘ I M | 141155169183197211225239253267282

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

%

Abundance
57 71
A Ram e
43 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 40.97%
29 113127
9 141155169183
WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71399: Tetradecane, 4-methyl- B LN maE T B
43 57 71 14.80 15.00 15.20 15.40
m/z 41.10 40.16%
- T /\/W\/\M\JLJ\/\/\/\/\A/
99 113
1 127141155 M 183107 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 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 : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 unknownl5.24 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.24 30.59 ug/1 610414 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 4-(1.1-dimethvleth... 156 C10H200 021862-63-5 43
2 Cvclohexane. ethenvl- 110 C8H14 000695-12-5 35
3 Cvclopentane. 1-isobutvlidene-3-... 138 C10H18 1000150-62-1 27
4 8-Hexadecenal. 14-methvl-. (2)- 252 C17H320 060609-53-2 25
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 22
Abundance Scan 1492 (15.236 min): VF059374.D (-1489) (-) m/z 81.00 100.00%

5000

15.00 15.20 15.40 15.60
m/z 55.05  93.48%

260 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28354: Cyclohexanol, 4-(1,1-dimethylethyl)-, trans-

15.00 15.20 15.40 15.60
m/z 41.10 70.15%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
67 R R R EEEEsmas
15.00 15.20 15.40 15.60
5000 m/z 57.10 69.09%
41 g5 110
27

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

Abundance #16969: Cyclopentane, 1-isobutylidene-3-methyl- R B e B
1 15.00 15.20 15.40 15.60

m/z 82.00 50.35%

5000

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.45 74.67 ug/1 1490270 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 94

2 1H-Indene.
3 2-Pentanone.

4 Silane.

5 Butan-2-one,

octahvdro-2.2.4.4.7.7... 208 C15H28
4-cvclohexvlidene-3... 222 C15H260

tetra-2-propenvl- 192 C12H20Si

1-[3-(3,3-dimethyl-... 278 C16H26N202

054832-83-6 53
313253-65-5 52
001112-66-9 35
1000303-34-2 27

Abundance Scan 1514 (15.453 min): VF059374.D (-1511) (-) m/z 193.10 100.00%
193
41 123
55 95
5000 69 g1
137
208 99 15.20 15.40 15.60 15.80
0 m/z 123.10 68.32%
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 95 L B B B
55 83 137 15.20 15.40 15.60 15.80
‘ 151 m/z 41.05 64 .48%
208
S I G - 0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
69
83 123137 LA I L L L L L
a1 100 15.20 15.40 15.60 15.80
5000 55 95 m/z 95.00 61.67%
29
152 165 179 208
N B L e i B m e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- T
193 15.20 15.40 15.60 15.80
m/z 55.00 56.08%
5000 55
43 £ 109
69 81
137
il H d u\‘ S | e
m/z--> 20 4 100 120 140 160 180 200 220 15.20 15. 40 15. 60 15. 80

82F062518S.M Fri Jun 29 11:49:22 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 Decane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.63 116.67 ug/Il 2328390 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-propvl- 184 C13H28 017312-62-8 81
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 81
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 72
4 Tetradecane. 4.11-dimethvl- 226 C16H34 055045-12-0 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 70
Abundance Scan 1532 (15.631 min): VF059374.D (-1529) (-) m/z 57.10 100.00%
43 57
5000 VVJVN“\fV\fVA]\x»/\\/\p_\_w
141 ' 15.40 15.60 15.80 16.00
183 - - - -
S - 2 211206043 261 m/z 71.10 99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48838: Decane, 5-propyl-
57
43
5000 LI UL LU UL S
85 1540 15.60 15.80 16.00
‘ 12 m/z 43.10 87 .92%
140
'IJK'I"w\'ﬂhl"'ﬂ"l'lﬂ"h'lﬁs"”lgﬁ"""""I”"I"”I""P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R B SRS SR SUNE
15.40 15.60 15.80 16.00
5000 m/z 85.10 49_27%
85
q M3 141165 1g4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- e B e e
43 57 15.40 15.60 15.80 16.00
m/z 41.10 41.12%
5000
85
\ ‘ [ ‘ 113 141155 183 211226 253 281296
m/z--> 20 40 eb 85 160 120 150 160 180 200 220 240 260 280 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062818\
Data File : VF059374.D

Aca On : 28 Jun 2018 21:34

Operator : VA/AP

Sample : J3242-07

Misc : 6.01a/5mL/MSVOA-F/SOIL

ALS Vial : 22 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 1H-Indene, octahydro-2,2,4,... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.89 73.07 ug/1 1458210 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 87
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 59
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 32
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 27
Abundance Scan 1558 (15.887 min): VF059374.D (-1555) (-) m/z 193.15 100.00%

193
41 69
83
5000
LA UL BUNLELUN SUAR
208 15.60 15.80 16.00
L%mwﬁﬁm m/z 41.00 70.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123

1560 1580  16.00
m/z 69.10 67.79%

5000

208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193
69
83 123137 Illllllllllllllll
41 109 15.60 15.80 16.00
5000 55 m/z 83.00 56.72%

2 152 179 | 208

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

ﬁ

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone T

193 15.60 15.80 16.00
m/z 123.05 53.91%

123
5000
150
95
27 42 57 75 | 109 164178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. OO

82F062518S.M Fri Jun 29 11:49:24 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF062818\
Data File : VF059374.D

Acq On : 28 Jun 2018 21:34

Operator : VA/AP

Sample - J3242-07

Misc : 6.01g/5mL/MSVOA-F/SOIL

ALS Vial : 22 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]
Undecane, 2,6-dim... 13.91 60.4 ug/1 1205340 4 12.63 997839 50.0
Octane, 3,6-dimet... 14.36 71.7 ug/1l 1431260 4 12.63 997839 50.0
Cyclopentane, 1,2... 14.52 44_.3 ug/1 884287 4 12.63 997839 50.0
unknownl14 .67 14.67 38.1 ug/I 759460 4 12.63 997839 50.0
unknownl14 .93 14.93 33.9 ug/I1 675776 4 12.63 997839 50.0
Hexadecane, 2,6,1... 15.08 103.5 ug/l 2065220 4 12.63 997839 50.0
unknownl15.24 15.24 30.6 ug/I1 610414 4 12.63 997839 50.0
Decahydro-4,4,8,9... 15.45 74.7 ug/1 1490270 4 12.63 997839 50.0
Decane, 5-propyl- 15.63 116.7 ug/l 2328390 4 12.63 997839 50.0

4

1H-Indene, octahy... 15.89 73.1 ug/1 1458210 12.63 997839 50.0
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