LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO72219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample : K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 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 D\METHOD\82D071519S.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 1.474 3 5 24 rVB 580692 1721017 60.87% 3.820%
2 3.826 239 244 249 rBV 30060 87217 3.08% 0.194%
3 3.905 249 252 259 rVB4 14040 44743 1.58% 0.099%
4 6.179 476 483 493 rBV 90971 308065 10.90% 0.684%
5 6.937 549 560 567 rBV2 736108 2097270 74.18% 4 .655%
6 7.055 567 572 587 rVB 793521 2368605 83.78% 5.257%
7 7.469 607 614 625 rBV 486312 1341942 47.46% 2.978%
8 8.237 685 692 704 rBY 1063383 2794075 98.82% 6.201%
9 8.601 720 729 734 rVB2 16351 40901 1.45% 0.091%
10 10.422 908 914 923 rBVY 1272793 2827317 100.00% 6.275%
11 11.249 992 998 1003 rVB2 18900 45639 1.61% 0.101%
12 12.381 1109 1113 1120 rVB 929656 1642247 58.08% 3.645%
13 12.745 1148 1150 1156 rVB3 27674 51839 1.83% 0.115%
14 13.011 1173 1177 1180 rBvV2 28470 56230 1.99% 0.125%
15 13.208 1194 1197 1198 rBvV 23659 42119 1.49% 0.093%
16 13.316 1205 1208 1215 rVvB4 38369 94337 3.34% 0.209%
17 13.484 1221 1225 1228 rBV4 20921 55577 1.97% 0.123%
18 13.563 1228 1233 1238 rBvV 813560 1202086 42.52% 2.668%
19 13.671 1241 1244 1246 rBvV 71576 84944 3.00% 0.189%
20 13.720 1246 1249 1252 rVB2 51589 87278 3.09% 0.194%
21 13.838 1256 1261 1264 rBvV4 53708 112260 3.97% 0.249%
22 13.897 1264 1267 1268 rBV2 37740 63405 2.24% 0.141%
23 13.927 1268 1270 1272 rVB2 56750 71097 2.51% 0.158%
24 13.966 1272 1274 1278 rVB2 204712 312708 11.06% 0.694%
25 14.035 1278 1281 1283 rVB3 23766 38950 1.38% 0.086%
26 14.065 1283 1284 1286 rVB2 35859 35408 1.25% 0.079%
27 14.124 1286 1290 1293 rBV2 95826 213481 7 .55% 0.474%
28 14.173 1293 1295 1297 rBV3 42001 54624 1.93% 0.121%
29 14.212 1297 1299 1301 rVB3 62204 88602 3.13% 0.197%
30 14.261 1301 1304 1309 rBV6 62694 136392 4.82% 0.303%
31 14.330 1309 1311 1312 rBV2 49818 61054 2.16% 0.136%
32 14.399 1312 1318 1320 rBV5 56950 124441 4._.40% 0.276%
33 14.439 1320 1322 1324 rBV 77357 82331 2.91% 0.183%
34 14.478 1324 1326 1328 rVB2 55462 57349 2.03% 0.127%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO72219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample : K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 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_D\METHOD\82D071519S.M
: SW846 8260

35 14.527 1328 1331 1333 rBV 492368 675794 23.90% 1.500%

36 14.586 1336 1337 1339 rVB 122219 128487 4._.54% 0.285%
37 14.655 1339 1344 1346 rVB3 214757 395009 13.97% 0.877%

38 14.704 1346 1349 1351 rBvV4 35245 56651 2.00% 0.126%
39 14.744 1351 1353 1355 rBV3 55748 71245 2.52% 0.158%
40 14.783 1355 1357 1358 rBV2 32347 46620 1.65% 0.103%

41 14.813 1358 1360 1365 rBV2 383718 697734 24.68% 1.549%
42 14.892 1365 1368 1371 rBV2 448383 546189 19.32% 1.212%
43 14.951 1371 1374 1377 rVB2 158613 303792 10.74% 0.674%
44 15.029 1377 1382 1387 rBv4 289419 923998 32.68% 2.051%
45 15.147 1390 1394 1396 rBV3 262967 591378 20.92% 1.313%

46 15.187 1396 1398 1399 rBV2 67475 70317 2.49% 0.156%
47 15.226 1399 1402 1405 rVB4 261378 473252 16.74% 1.050%
48 15.295 1405 1409 1411 rBV2 857381 1460535 51.66% 3.242%
49 15.325 1411 1412 1414 rVB 310466 296799 10.50% 0.659%
50 15.364 1414 1416 1417 rVB2 111023 105784 3.74% 0.235%

51 15.394 1417 1419 1421 rBV2 434092 595528 21.06% 1.322%
52 15.433 1421 1423 1426 rVV2 406460 653489 23.11% 1.450%
53 15.482 1426 1428 1436 rVB7 286895 628274 22.22% 1.394%
54 15.610 1439 1441 1443 rVB2 170870 205009 7.25% 0.455%
55 15.659 1443 1446 1448 rBV2 455626 928720 32.85% 2.061%

56 15.709 1449 1451 1454 rVV3 526602 867998 30.70% 1.927%
57 15.758 1454 1456 1459 rVvv2 274083 499824 17.68% 1.109%
58 15.817 1459 1462 1467 rVV2 1032756 1778608 62.91% 3.948%
59 15.886 1467 1469 1472 rVV2 505842 613131 21.69% 1.361%
60 15.935 1472 1474 1475 rVV 370345 484693 17.14% 1.076%

61 15.965 1475 1477 1480 rVV3 402135 978768 34.62% 2.172%
62 16.014 1480 1482 1484 rVVv2 375371 672386 23.78% 1.492%
63 16.063 1484 1487 1489 rVV3 451700 1174837 41.55% 2.608%
64 16.152 1493 1496 1498 rVV2 969757 1695183 59.96% 3.762%
65 16.221 1501 1503 1509 rVV6 593052 1789992 63.31% 3.973%

66 16.299 1509 1511 1513 rVV2 311397 603278 21.34% 1.339%
67 16.388 1517 1520 1526 rVV5 559723 2000549 70.76% 4.440%
68 16.467 1526 1528 1529 rVV 239979 349486 12.36% 0.776%
69 16.496 1529 1531 1538 rVV5 434353 1411031 49.91% 3.132%
70 16.595 1538 1541 1543 rVV4 192225 349756 12.37% 0.776%

71 16.663 1543 1548 1550 rVV5 199100 464884 16.44% 1.032%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO72219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample : K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 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_D\METHOD\82D071519S.M

: SW846 8260

72 16.791 1558 1561 1564 rBV4 155182 305905 10.82% 0.679%
73 16.880 1568 1570 1575 rVV5 131234 266905 9.44% 0.592%
74 16.949 1575 1577 1580 rVB2 94194 120999 4.28% 0.269%
75 17.264 1605 1609 1612 rVB5 86597 184605 6.53% 0.410%

76 17.481 1629 1631 1634 rBv4 26787 51995 1.84% 0.115%
77 17.540 1634 1637 1640 rVB4 46993 90101 3.19% 0.200%
Sum of corrected areas: 45055068
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD063179.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 unknownl5.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.03 68.36 ug/l 923998 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 47
2 3-Cvclohexvlpropionic Acid. 2.2.... 238 C11H17F302 1000376-54-1 43
3 Octacosanol 410 C28H580 000557-61-9 38
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 38
5 1-Docosene 308 C22H44 001599-67-3 38
Abundance Scan 1382 (15.029 min): VD063179.D (-1377) (-) m/z 57.05 100.00%
57.0
5000 97.0
190 oo 480 1500 1520 1540
0 e m/z 40.95 84.54%
m/z--> 50 100 150 200 250 300 350
Abundance #156543: Isobutyl tetradecy! carbonate
57.0
5000 LR UL B SULRLE B
14.80 15.00 15.20 15.40
m/z 55.05 70.19%
o 27LOI ;LN h l (1760 168.0197.0
m/z--> 50 100 150 200 250 300 350
Abundance #91832: 3-Cyclohexylpropionic Acid, 2,2,2 trifluoroethyl este
58.0 97.0
" 14:80 15.00 15.20 15.40
5000 m/z 43.05 62.12%
‘ 142.0
o by [ w00
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol e e e R R
57.0 14.80 15.00 15.20 15.40
m/z 97.00 47 .93%
5000 \ J
l ‘ 390
e J‘ Jw | o 2810 22202510 29203220 36203920 AV AL LN
m/z--> 50 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 unknownl15.30 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.30 108.06 ug/l 1460540 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(2-methvilpropvl... 152 C10H160 043108-69-6 46
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 43
3 Puleaone 152 C10H160 000089-82-7 38
4 5-Cvano-1.2.3.4-tetrahvdro-4.6-d... 150 C8H10N20 027036-93-7 38
5 Decalin, syn-l1-methyl-, cis- 152 C11H20 1000158-89-1 38
Abundance Scan 1409 (15.295 min): VD063179.D (-1405) (-) m/z 135.00 100.00%
135.0
81.0
5000 410 151.9

N e s
65 .0 15.00 15.20 15.40 15.60
0% 15.0 167.9 206.8 m/z 81.00 59.23%

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

Abundance #25227: Cyclohexanone, 2-(2-methylpropylidene)-
41.0 67.0
109.0 152.0
5000 LA L L L L L L LB
93 137.0 15.00 15.20 15.40 15.60
m/z 67.00 53.70%
26,
0 N R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 67.0
95.0 152.0 e —

15.00 15.20 15.40 15.60

5000 m/z 41.00 52_.30%

137.0
| g,
0 \M ullill, LBl 1l | I ! \
R B L B L I s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25067: Pulegone R R R B
81.0 152.0 15.00 15.20 15.40 15.60
m/z 95.00 47.14%
5000 41.0 109.0
' 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 unknownl5.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.66 68.71 ug/1 928720 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 46
2 Tridecane 184 C13H28 000629-50-5 38
3 Undecane 156 C11H24 001120-21-4 35
4 Tetradecane 198 C14H30 000629-59-4 35
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 27

Abundance Scan 1446 (15.659 min): VD063179.D (-1443) (-) m/z 57.05 100.00%

.0

5000

" 109.0

123.1136.9 152.0 170.1 15.40 15.60 15.80 16.00

0 m/z 41.00 86.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38315: Dodecane
57.0
43.0
71.0
5000 TT T T[T T T T[T I T T [rrrrprro1
85.0 15.40 15.60 15.80 16.00
m/z 43.05 84.41%
)} e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48835: Tridecane
43.0 270
R R mma e
71.0 15.40 15.60 15.80 16.00
5000 ' m/z 71.00 51.44%
85.0
. 21,0 ‘M b, w 99.0113.0127.0141.01550  184.0
N B I e o o e L B B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28421: Undecane B R e
43.0 57.0 15.40 15.60 15.80 16.00
m/z 55.05 37.28%
5000 71.0
85.0
. Zﬁo ‘M L J 99.01130127.0  156.0
L e o e LML [ o o o e R e e R EEE
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 2-Methyladamantane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.82 131.59 ug/Il 1778610 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvladamantane 150 C11H18 000700-56-1 84
2 Naphthalene. decahvdro-2.6-dimet... 166 C12H22 001618-22-0 60
3 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 50
4 trans.cis-1.8-Dimethvispirol4.51... 166 C12H22 1000111-72-9 46
5 1H-Indene, l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 43
Abundance Scan 1462 (15 817 min): VD063179.D (-1459) (-) m/z 41.05 100.00%
. .0
5000 151.1
16}7,1 15.60 15.80 16.00 16.20
o o 283 2001 Thzz81.00 98.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23927: 2-Methyladamantane
79.0 136.0
5000 41.0 107.0 LI S UL LI U
15.60 15.80 16.00 16.20
m/z 67.00 83.54%
0 1 il..O
0‘ -t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35195: Naphthalene, decahydro-2,6-dimethy!-
81.0
166.0 R B BRI SR SUN
550 15.60 15.80 16.00 16.20
5000 ' m/z 135.00 78 .25%
109.0
29.0 ‘ 137.0 ‘
0 |||||‘|‘||‘|“|||Ml‘||‘Hhuu‘wi::“:‘l|l‘|||‘||||‘|||l|||‘|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16893: 4,5-Nonadiene, 2-methyl-
410 670 15.60 15.80 16.00 16.20
m/z 55.05 77.07%
95.0
5000
15.0
G e T M e
m/z--> 20 40 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 unknownl5.96 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.96 72.42 ug/1 978768 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 47
2 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 38
3 Hexadecvl methvl phthalate 404 C25H4004 101762-77-0 27
4 Benzothiazole. 2.5-dimethvl- 163 C9HONS 000095-26-1 27
5 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 23
Abundance Scan 1477 (15.965 min): VD063179.D (-1475) (-) m/z 163.00 100.00%
163.0
5000
41.0 810 1070
145.1 177.9
0 122.1 15.60 15.80 16.00 16.20
o L L1420 8T 00 38.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane
163.0
5000 L DR SR B B
107.0 1560 15.80 16.00 16.20
0
55.0 810 178.0 m/z 107.00 32.93%
|l |, 1350
Ouuuluuuuluuull'lu"lI"."||'!||||"|||'||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43766: Benzoic acid, p-tert-butyl-
163.0
15.60 15.80 16.00 16,20
5000 m/z 41.05 32.40%
91.0 135.0
41.0 1150 178.0
15. O L ‘ ‘ 65 0 11l \ N ‘
0'"I”"I"”I""P"'I"”I""P"'I"”I""P
m/z--> 20 60 80 100 120 140 160 180
Abundance #213813: Hexadecyl methyl phthalate R AR L
163.0 15.60 15.80 16.00 16.20
m/z 55.05 27 .54%
5000
181.0
oL 270 P30 | 890 9701150 1350
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo ' 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 1H-Indene, 1-ethyloctahydro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.06 86.92 ug/1 1174840 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethvloctahvdro-7a-m... 166 C12H22 056324-71-1 55
2 (+)-2-Bornanone 152 C10H160 000464-49-3 53
3 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 50
4 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 43
5 1-Cyclohexene-1-acetaldehyde, 2,... 166 C11H180 000472-66-2 38
Abundance Scan 1487 (16.063 min): VD063179.D (-1484) (-) m/z 95.00 100.00%
41.0 94.0 151.1
5000
15,80 16.00 16.20 16.40
o m/z 151.10 94 _.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alpha.,...
94.0
67.0
5000 410 1100 T T —TT ——r —r
166.0 15.80 16.00 16.20 16.40
m/z 41.05 87.75%
| 14|9'0 1
o L R R
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #25105: (+)-2-Bornanone
94.0
15,80 16.00 16.20 16.40
5000 410 m/z 81.00 75.78%
69.0 152.0
P
oL IIIZIG}PI .‘i”. .‘k“. T .‘l‘. .Hl‘. I\IH\I : .‘. T |]:3|\7|0|| "I R mEe
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25137: Bicyclo[3.3.2]decan-9-one R B A REEERE B L
81.0 96.0 152.0 15.80 16.00 16.20 16.40
m/z 69.05 69.25%
5000 41.0
0 123.0
0...,....,..?&, .“.“..“Hl.‘l“.‘, PO T S e
m/z--> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 1,4-Dimethyladamantane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.15 125.42 ug/Il 1695180 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-88-8 60
2 1.4-Dimethvladamantane 164 C12H20 024145-89-9 55
3 Tricvclol4.3.1.1(3.8)1lundecane. ... 228 C11H17Br 021898-96-4 50
4 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 43
5 Methoxyacetic acid, l-adamantylm... 238 C14H2203 1000282-98-6 40
Abundance Scan 1496 (16.152 min): VD063179.D (-1493) (-) m/z 149.05 100.00%
149.1
41.0
5000
166.1 15.80 16.00 16.20 16.40
0 1819 2052 m/z 41.05 63.53%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #33748: 1,4-Dimethyladamantane
148.0
5000 AR SRR BN B B
93.0 15.80 16.00 16.20 16.40
5.0 . m/z 81.00 42.62%
121.0
L3S PL"H”'hI'L'¥$ﬂ'l"”l"”l"”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #33750: 1,4-Dimethyladamantane
149.0
15.80 16.00 16.20 16.40
m/ 93.00 37 .38%
5000 93.0 z (
55.0 77
121.0
0 .3.9[0..‘.“‘.'.“l‘..ﬂ:ﬂ‘. .Mll.‘l‘..l‘...‘.luu‘. IJ'IGFI'OIIIHHIIHIIHH
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #83946: Tricyclo[4.3.1.1(3,8)]undecane, 1-bromo-  REaEE B
149.0 15.80 16.00 16.20 16.40
m/z 95.00 36.31%
5000
93.0
67
0 4%\0 i \ ‘\H “M ‘ 1210 2280
m/z--> 40 60 80 100 150 140 1('30 180 200 220 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.22 132.44 ug/Il 1789990 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l.1-dimethvlethvI)-4__.. 178 C12H180 017269-94-2 53
2 1.2-Hexanediol. 1.2-diphenvl- 270 C18H2202 080475-19-0 50
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 49
4 I1.2.471Triazololl.5-alpvrimidine... 163 C7HIN5 007135-02-6 46
5 Octadecyltriethoxysilane 416 C24H5203Si 007399-00-0 43
Abundance Scan 1503 (16.221 min): VD063179.D (-1501) (-) m/z 163.00 100.00%
168.0
5000
g1 107.0
41.0 ) 137.1 1041 16.00 16.20 16.40 16.60
0 : Mwﬁww m/z 107.00 27.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44031: Benzene, 1-(1,1- dlmethylethyl) -4-ethoxy-
1638.
5000 LR UL UL UL B
135.0 16.00 16,20 16,40 16.60
107.0 m/z 95.00 22 .06%
41.0 77.0
0'}%Q”'h'“l“'h'“hw'“l“'w'“'l'“W“'w'“'w'“l“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #119454: 1,2-Hexanediol, 1,2-diphenyl-
168.0
16,00 16,20 16.40 16.60
5000 m/z 81.00 20.50%
57.0 850 107.0
oL 200 \ |, L 1830 195.0 253.0
m/z--> 20 40 60 8b 160 120 150 160 180 200 220 240
Abundance #44120: 1,3,5-Trimethyladamantane R  ARE RREEE LS
163.0 16.00 16.20 16.40 16.60
m/z 69.05 16.76%
5000 107.0
55.0 79.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 1,3,6-Trimethyladamantane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.39 148.02 ug/Il 2000550 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 72
2 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 72
3 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 64
4 1.3-Dimethvl-5-n-propvl-adamantane 206 C15H26 019385-87-6 45
5 Ethanone, 1-[4-(1-hydroxy-1-meth... 178 C11H1402 054549-72-3 38
Abundance Scan 1520 (16.388 min): VD063179.D (-1517) (-) m/z 162.95 100.00%
162.9
5000 107.0
410 ¢
| 77.0 91.0 | 12|1'0135.0 177.1192 0206.8 16.00 16.20 16.40 16.60 16.80
0..','..'."., i .l'i“'.'.l.l!l,.'...,':..".,....,'.'...“'i...'.,..'.. m/z 107.00 44 _.13%
m/z--> 60 80 100 120 140 160 180 200
Abundance #44118: 1,3,6-Trimethyladamantane
168.0
5000 107.0 AR B AN
mmmmmmmmmm
55.0 81.0 m/z 41.05 23.37%
121013901490 178.0
0< ||'I||||||||||||||||||||||
m/z--> 40 60 80 100 150 150 1éo 1éo 260
Abundance #44120: 1,3,5-Trimethyladamantane
168.0
16.00 16.20 16.40 16.60 16.80
5000 107.0 m/z 55.05 18.27%
580 790 90 | 121015501490 | 1780
o) AN .‘.‘..“...‘. .‘l.....‘...'......‘........
miz--> 40 60 8 100 120 140 160 180 200
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane M EEEES EEE s S
168.0 16.00 16.20 16.40 16.60 16.80
m/z 121.00 16.79%
93.0
55.0 79.0 121.0 177.0
Ob ettt Al 1 13501490 ) 711920 e
m/z--> 40 60 80 100 120 140 160 180 200 16. 00 16 20 16. 40 16. 60 16 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO072219\
Data File : VD063179.D

Aca On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_.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 1-Adamantyl methyl ketone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.50 104.40 ug/Il 1411030 1,4-Dichlorobenzene-d4 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantvl methvl ketone 178 C12H180 001660-04-4 64
2 1-Adamantanecarboxvlic acid. 4-c... 290 C17H19CIl102 1000307-66-0 58
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18C1202 1000307-66-4 58
4 1-Adamantanecarboxvlic acid chlo... 198 C11H15CIO 002094-72-6 52
5 1-Adamantanethiol 168 C10H16S 034301-54-7 52
Abundance Scan 1531 (16.496 min): VD063179.D (-1529) (-) m/z 135.00 100.00%
135.0
5000 79.0 163.0
41.0 107.0 LA L L L L L LB
2076 16.20 16.40 16.60 16.80
0 : m/z 79.05 43.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43991: 1-Adamantyl methy| ketone
135.0
5000 R SRR SUGIL SR I
43.0 79.0 1620 1640 16.60 16.80
m/z 93.00 40.61%
107.0 178.0
S e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136162: 1-Adamantanecarboxylic acid, 4-chlorophenyl ester
135.0
16.20 16.40 16.60 16.80
5000 m/z 163.00 39.53%
410 670, 930 1680 290.0
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este
135.0 16.20 16.40 16.60 16.80
m/z 164.00 28.65%
5000
0 55.0 79‘0‘1070 ‘ 16?0
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VDO072219\
Data File : VD063179.D

Acq On 22 Jul 2019 16:14

Operator : VA/AP

Sample - K3916-01

Misc : 5.01g/5mI/MSVOA_D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D071519S_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]
unknown15.03 15.03 68.4 ug/I 923998 4 14.53 675794 50.0
unknown15.30 15.30 108.1 ug/l 1460540 4 14.53 675794 50.0
unknownl15.66 15.66 68.7 ug/l 928720 4 14.53 675794 50.0
2-Methyladamantane 15.82 131.6 ug/l 1778610 4 14.53 675794 50.0
unknownl15.96 15.96 72.4 ug/l 978768 4 14.53 675794 50.0
1H-Indene, l-ethy... 16.06 86.9 ug/l 1174840 4 14.53 675794 50.0
1,4-Dimethyladama... 16.15 125.4 ug/1 1695180 4 14.53 675794 50.0
Benzene, 1-(1,1-d... 16.22 132.4 ug/l 1789990 4 14.53 675794 50.0
1,3,6-Trimethylad... 16.39 148.0 ug/l 2000550 4 14.53 675794 50.0
1-Adamantyl methy... 16.50 104.4 ug/l 1411030 4 14.53 675794 50.0
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