LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 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\82D061918S.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 1.213 93 100 102 rBY 1458725 2929873 4.81% 0.378%
2 1.272 102 106 127 rVB 1974649 6294244 10.34% 0.813%
3 5.544 529 540 545 rBV 423495 1267406 2.08% 0.164%
4 5.643 545 550 553 rVvVv 634335 2001991 3.29% 0.259%
5 5.692 553 555 567 rVB 382757 1187193 1.95% 0.153%
6 6.017 580 588 595 rBV2 360951 1000401 1.64% 0.129%
7 6.214 595 608 633 rVB 3953778 18496144 30.39% 2.388%
8 6.686 650 656 667 rBV 844086 2273616 3.74% 0.294%
9 6.962 677 684 692 rBV 616320 2121385 3.49% 0.274%
10 7.336 705 722 726 rBV5 1493557 8078045 13.27% 1.043%

11 7.405 726 729 734 rVV2 1279506 3891269 6.39% 0.502%
12 7.484 734 737 748 rVB 564274 1945858 3.20% 0.251%
13 7.671 748 756 771 rVB3 597043 2698976 4.43% 0.349%
14 7.907 771 780 790 rBV 3447240 13001067 21.36% 1.679%
15 8.084 790 798 818 rvB 3987307 17817319 29.27% 2.301%

16 8.380 818 828 835 rBv2 679181 2969265 4._.88% 0.383%
17 8.576 842 848 850 rBv3 178166 617784 1.02% 0.080%
18 8.665 850 857 865 rBv2 2907174 14613784 24.01% 1.887%
19 8.941 876 885 898 rVvB3 1407742 6529047 10.73% 0.843%
20 9.216 906 913 923 rBV 3448509 12090022 19.86% 1.561%

21 9.374 923 929 934 rBV 1552833 4761751 7.82% 0.615%
22 9.462 934 938 940 rBV 928947 2268599 3.73% 0.293%
23 9.521 940 944 949 rVvV 1737416 5528688 9.08% 0.714%
24 9.600 949 0952 958 rVB 1248947 3750430 6.16% 0.484%
25 9.758 958 968 978 rVB 5696635 23495636 38.60% 3.034%

26 9.925 978 985 1001 rBV2 6701969 39475363 64.86% 5.097%
27 10.132 1001 1006 1010 rBV 3891911 12084511 19.85% 1.560%
28 10.211 1010 1014 1020 rVB3 2817421 8863316 14.56% 1.145%
29 10.309 1021 1024 1027 rBV 416053 937892 1.54% 0.121%
30 10.447 1032 1038 1049 rVB 7642900 27066236 44.47% 3.495%

31 10.693 1054 1063 1068 rBVv4 2380973 10351272 17.01% 1.337%
32 10.791 1068 1073 1079 rVB3 2818451 10964502 18.01% 1.416%
33 10.900 1079 1084 1089 rBV 4242723 14133433 23.22% 1.825%
34 11.008 1089 1095 1097 rBV2 3872643 12028613 19.76% 1.553%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 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\82D061918S.M
Title - SW846 8260
35 11.067 1097 1101 1104 rBV2 6899067 18616855 30.59% 2.404%
36 11.116 1104 1106 1113 rVB 9613433 28564953 46.93% 3.689%
37 11.225 1113 1117 1122 rBV 3411503 8245771 13.55% 1.065%
38 11.313 1122 1126 1128 rBV2 3632908 9806874 16.11% 1.266%
39 11.402 1128 1135 1140 rBV6 11530786 57509418 94.49% 7.426%
40 11.589 1147 1154 1159 rBV6 9784403 51202616 84.13% 6.612%
41 11.707 1163 1166 1180 rVB6 11250054 60864197 100.00% 7 .859%
42 11.874 1180 1183 1184 rBV2 6506635 12696293 20.86% 1.639%
43 12.012 1194 1197 1200 rBV3 4446566 12255128 20.14% 1.583%
44 12.248 1216 1221 1224 rBV6 5806459 19645800 32.28% 2.537%
45 12.563 1248 1253 1256 rBV5 5346648 18433560 30.29% 2.380%
46 12.790 1271 1276 1279 rBV3 8310380 23556681 38.70% 3.042%
47 12.839 1279 1281 1283 rVB 4463942 6018207 9.89% 0.777%
48 13.253 1317 1323 1327 rBV6 9009933 25750924 42.31% 3.325%
49 13.508 1348 1349 1352 rVB 4313367 5227030 8.59% 0.675%
50 13.568 1352 1355 1358 rVVv4 11663002 25742318 42.29% 3.324%
51 13.617 1358 1360 1361 rVV 3706202 5034892 8.27% 0.650%
52 13.646 1361 1363 1364 rVV 4772380 6933083 11.39% 0.895%
53 13.676 1364 1366 1367 rVV 8523660 12399944 20.37% 1.601%
54 13.715 1367 1370 1377 rVV5 12763311 41658525 68.45% 5.379%
55 13.804 1377 1379 1381 rVV 5604412 7793771 12.81% 1.006%
56 13.833 1381 1382 1385 rVVv2 6140186 7919842 13.01% 1.023%
57 13.873 1385 1386 1390 rVB3 2729556 4248804 6.98% 0.549%
58 13.932 1390 1392 1394 rVB2 1069655 1494264 2.46% 0.193%
59 13.981 1394 1397 1399 rVB3 366634 609865 1.00% 0.079%
60 14.070 1404 1406 1408 rVB2 1210625 1447661 2.38% 0.187%
61 14.217 1418 1421 1423 rVB 1849631 2550101 4_.19% 0.329%
62 14.276 1425 1427 1430 rVB 482463 645350 1.06% 0.083%
Sum of corrected areas: 774407658
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD058309.D
2.5e+07

2e+07
1.5e+07
1e+07

5000000 6.21

i J\
. 5&/\5)@9 6.02

T —T T T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: VD058309.D

2.5e+07

2e+07
1.5e+07
1e+07

5000000 7918.08

T T
10.50 11.00

7.340

6.69 6.96 %%IN
o4 DA A NSV A VIS R ANV A WAYAS. A VAR VS
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VD058309.D

2.5e+07

I
11.50

2e+07

1.5e+07

1e+07

5000000

Or———
Time--> 12.50

T
13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Pentane, 2,2,4-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.21 406.76 ug/l 18496100 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
4 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 42
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 42

Abundance Scan 608 (6.214 min): VD058309.D (-595) (-) m/z 57.15 100.00%
g7
5000 41 /\\
R L e s
99 5.80 6.00 6.20 6.40 6.60
0 ”.“.”,”.w.”.“.”hl.?Rud,“.ﬂqn.ﬁ?”?%”n“.”,”.w. m/z 41.05  40.60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
5000 AR AR AR IR
4 580 6.00 620 6.40 6.60
m/z 56.10 36 .08%
o2 15 | ‘H 48 || 64 71 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
580 600 620 640 6.60
5000 a m/z 43.05 21.45%
15 29 69 83 99
e L A RS AR AR AR RRA RARAN RARRS RANRS RARAN WARSS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2—dimethy|— | IS LA L B N B
57 5.80 6.00 6.20 6.40 6.60
m/z 39.10 16.54%
5000
s A
o2 15 1 M 48 | 69 7788 P 114
m/z--> 0 10 20 30 4'0 50 6|0 70 80 90 100 110 120 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Pentane, 2,3,4-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

7.91 285.91 ug/l 13001100 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 3.3-Dimethvl-2-pentanol 116 C7H160 019781-24-9 64
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 780 (7.907 min): VD058309.D (-771) (-) m/z 43.05 100.00%

43
71
5000
55

7.60 7.80 8.00 8.20
o..w.”.““.“.”,”.W!HWJJLﬁ%.N.”,ﬁfw.?YPH.H?”,” m/z 71.10 58.24%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71

5000 L e
7.60 7.80 8.00 8.20

55 m/z 70.05 53.95%
!

15 \ ‘ ‘\ 63 83 114
o} SN S SN | N 2 . S — A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43

7.60 7.80 8.00 8.20

5000 n m/z 41.00 44.85%
29 55
2 15 64 788 99 114
L e & <= e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8368: 3,3-Dimethyl-2-pentanol
43 70 7.60 7.80 8.00 8.20

m/z 55.05 28 .44%
5000 55

27 87

101
15
S~ S S 1 S| S [

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_.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 3 Pentane, 2,3,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.08 391.83 ug/l 17817300 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 798 (8.084 min): VD058309.D (-790) (-) m/z 43.05 100.00%
43
5000 57 70
85
99 7.80 8.00 8.20 8.40
o..w”.w”“,””,ﬁﬁJ”.u”w.”wh7ﬁJL,””“.”“”.“”w.”. m/z 41.05 51.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40
27 85 m/z 70.10 46.50%
o2 15 | \“ AT
miz--> 3% % 30 4 % 80 70 85 90 160 110 130 150
Abundance
43
/[\W"”I'”'I”"P'”
71 7.80 8.00 8.20 8.40
5000 m/z 71.10 45 _.31%
o 15 8 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12667: Octane, 4-methyl- R R e B
43 780 8.00 8.0 8.40
m/z 57.10 42 .80%
5000
57 71 8
0 M J ‘ 98 113 128
m/z--> 0 10 20 50 45 50 60 75 80 90 100 110 120 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Heptane, 2,5-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

9.93 190.68 ug/l 39475400 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
2 Octane. 3-methvl- 128 C9H20 002216-33-3 80
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 64
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 53
5 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 53

Abundance Scan 985 (9.925 min): VD058309.D (-978) (-) m/z 57.15 100.00%
57
5000 41
71 99 9.60 9.80 10.00 10.20
o”,”.w.”.“.“LL.?RJL,?ﬂuH.?ﬁﬁ?w.”ﬂ“..ﬁﬁ.w.f??.” m/z 41.05 49.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12700: Heptane, 2,5-dimethyl-
57
5000 43 L A AR RN IR
9.60 9.80 10.00 10.20
m/z 43.05 36.66%
71 99
0 “ 50 ||, 64 | 78 85 | 113 128
mz-> 10 20 30 4b 50 60 70 80 9 100 110 130 130
Abundance
57
'9.60 9.80 10.00 1020
5000 m/z 56.15 24 _.06%
43
29 98
O A8 e 85 M3 18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12702: Heptane, 3,5—dimethy|— L L L L B B BN
57 9.60 9.80 10.00 10.20
m/z 39.05 18.30%
5000
43
29 ‘ 71 99
ol 15 “ 50 ||, 83 | 113 128
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Cyclohexane, 1,3-dimethyl-,.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.40 277.79 ug/l 57509400 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 58
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 46
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 46
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 46
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 46
Abundance Scan 1135 (11.402 min): VD058309.D (-1128) (-) m/z 55.05 100.00%
56 97
41
5000 69 @81
I ‘ 1 11.00 11.20 11.40 11.60 11.80
109 : : : :
o.w.”.“”.“”.HL.ﬁh...J“.mUL?%.h“.“m.”,JL,”E?Q.W m/z 97.10  84.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 11.00 11.20 11.40 11.60 11.80
69 m/z 41.05 79.88%
83
0'wﬁil“iL'JVL'VM“V“W'HWJ“WHl“““l““V'“V“'V“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
11.00 11.20 11.40 11.60 11.80
5000 m/z 57.05 69.88%
41
29 69 126
oL 15 8l 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- e A RAREERass
56 97 11.00 11.20 11.40 11.60 11.80
m/z 69.00 45 _54%
5000 41
‘ 69 126
o T Y T
m/z--> ﬁzb& &55& 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 unknownll.59 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.59 247.33 ug/Il 51202600 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole. 2.3-dihvdro-1-methvl- 83 C5HON 033838-11-8 47
2 cis-3-Hexenvl i1so-butvrate 170 C10H1802 041519-23-7 43
3 2-lIsopropvl-4H-oxazol-5-one 127 C6HONO2 1000190-01-9 38
4 3-Hexen-1-ol. (E)- 100 C6H120 000928-97-2 22
5 Azeleonitrile 150 C9H14N2 001675-69-0 22
Abundance Scan 1154 (11.589 min): VD058309.D (-1147) (-) m/z 43.05 100.00%
82
57
5000 67 M
99
112 126 nmumnmnmnm
0 L T m/z 41.05 83.85Y%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1315: 1H-Pyrrole, 2,3-dihydro-1-methyl-
42 82
5000 67 R UL BRI I

11. 20 11. 40 11. 60 11. 80 12. OO

55 m/z 82.00 63.93%
28 ‘
0 i ‘H Wil mn |
T L o B e I [ S e o o
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 82
67
11.20 11.40 11.60 11.80 12.00
5000 m/z 57.05 54.67%
27 55
ol 18 91 106115 128 169
L o o o e e T L B B T B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #11764: 2-1sopropyl-4H-oxazol-5-one R e e
43 11.20 11.40 11.60 11.80 12.00
m/z 83.00 47.01%
5000
83
27 71 99
Ot .,...Sé,....,... = }T% ,%%7.. T i B
m/z--> 20 40 60 80 100 120 140 160 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058309.D

Aca On - 22 Jun 2018 21:12

Operator : VA/AP

sample - J3663-12 :

Misc - 8.94a/5m1/MSVOA D/SOIL e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 wunknownll.71 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.71 293.99 ug/l 60864200 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlpropvl)- 140 C10H20 007058-01-7 46
2 Z-1.9-Hexadecadiene 222 C16H30 1000245-71-3 43
3 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
4 4-t-Butvl-2-(1-methvl-2-nitroeth... 241 C13H23NO3 1000192-74-8 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
Abundance Scan 1166 (11.707 min): VD058309.D (-1163) (-) m/z 41.05 100.00%
1 55
83
109
5000 o7 95
126 140 1160 1180 1210
ol S m/z 55.05 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18020: Cyclohexane, (1-methylpropyl)-
41
5000 67 R B B BRI RO
1140 11,60 11.80 12.00
29 " e m/z 83.00 68.77%
0 PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41
55 11.40 11.60 11.80 12.00
5000 m/z 82.00 61.89%
67
81
6
o 110123 138149 191 222
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55 9 11.40 11.60 11.80 12.00
a1 67 o m/z 57.05 57.87%
5000
123
L |
0 .:.L.Sl.‘.‘..ﬁ“..‘l‘l‘lu“.‘..“‘“.‘.“.‘l..“..lk..1.38.... AR R m e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00

82D061918S.M Mon Jun 25 13:46:38 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On : 22 Jun 2018 21:12

Operator : VA/AP

Sample : J3663-12

Misc : 8.94a/5ml/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 unknownl2.25 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.25 163.22 ug/Il 19645800 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 38
2 2.4-Heptadiene. (E.E)- 96 C7H12 002384-94-3 35
3 Cvclopentane. 1.2-dimethvl-3-(1-... 140 C10H20 000489-20-3 35
4 Cvclopentane. 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 35
5 1-Nonylcycloheptane 224 C16H32 1000371-47-7 35
Abundance Scan 1221 (12.248 min): VD058309.D (-1216) (-) m/z 81.00 100.00%

55 8l
97
5000 A 123
I I I I

‘ | 109 140 152 12.00 12.20 12.40 12.60
o”,””“”w.nqL”“WM.”h”mh”.“”h””m”.“”w”nlunpnw.. m/z 55.05 85.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67 L e
39 55 96 12:00 12.20 12.40 12.60
‘ m/z 97.10 69.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_
12.00 12.20 12.40 12.60
m/z 41.05 52.26%
5000 a1 96
27 53 67
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18074: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)- R RRRES EEa L S
55 12.00 12.20 12.40 12.60
o7 m/z 123.05 45_97%
5000
41 69
81
N N TP
Ol prerrprrebprrrd e e e AR SAR A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60

82D061918S.M Mon Jun 25 13:46:39 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\
Data File : VD058309.D

Aca On : 22 Jun 2018 21:12

Operator : VA/AP

Sample : J3663-12

Misc : 8.94a/5ml/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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 Adamantane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.57 213.87 ug/Il 25742300 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 91
2 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 64
3 1H-Inden-1-one. 2.3.4.5.6.7-hexa... 136 C9H120 022118-00-9 58
4 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 58
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 000497-32-5 52
Abundance Scan 1355 (13.568 min): VD058309.D (-1352) (-) m/z 136.05 100.00%
79 136
93
5000 39 119
105
45 5? | ‘|| |h || ™ 148 13.20 13.40 13.60 13.80
Ot e el el Ml e WL 228U L Tm/z 79.05  83.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15679: Adamantane
136
79
93
5000
67 13.20 13.40 13.60 13.80
“ 53 ‘ ‘ 107 101 m/z 93.00 63.24%
/A Y T O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
136
79
94 13.20 13.40 13.60 13.80
5000 67 m/z 80.05 47 .25%
41 121
107
27 53
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16521: 1H-Inden-1-one, 2,3,4,5,6,7-hexahydro-
79 04 136 13.20 13.40 13.60 13.80
m/z 39.00 45 . 75%
5000
39 108 121
27 51 67
0.,”M,””ﬂ‘””‘§9””..hh”.mm.“”t“”.m”.“jﬂ.”w.”w R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1320 1340 13.60 13.80

82D061918S.M Mon Jun 25 13:46:40 2018

P021SB470-27-29-180618
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\
VD058309.D

22 Jun 2018 21:12

VA/AP

J3663-12

8.94a/5ml/MSVOA D/SOIL

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_M
SW846 8260

= 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 Tricyclo[3.3.1.1(3,7)]decan... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.72 346.10 ug/Il 41658500 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1(3.7)ldecane. 2-... 214 C10H15Br 007314-85-4 64
2 Heptafluorobutanoic acid. l-adam... 362 C15H17F702 1000282-96-9 64
3 Tricvclol3.3.1.1(3.7)1decane. 1-... 181 C10H15NO2 007575-82-8 64
4 1-Adamantanecarboxvlic acid chlo... 198 C11H15CIO 002094-72-6 64
5 1-Adamantan-1-yl-6-chloro-7-fluo... 389 C21H21CIFNO3 1000210-85-2 59

Abundance Scan 1370 (13.715 min): VD058309.D (-1367) (-) m/z 135.05 100.00%
5000
w7 150
105 119 13.40 13.60 13.80 14.00
53 : : : :
0 ,....,...-.,‘?5...'~|i..-:'.,.'-'...|,...',....1‘?4...,....,....,. m/z 93.00 32.23%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72228: Tricyclo[3.3.1.1(3,7)]decane, 2-bromo-
13
5000
13.40 13.60 13.80 14.00
a 67 79 g3 m/z 79.05 24 .51%
0 | °3 \‘ \‘\ | 107119 | 214
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
13.40 13.60 13.80 14.00
5000 m/z 150.00 14 .09%
79
oL 29 41 55 67 107 119 149 169 183 200
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46336: Tricyclo[3.3.1.1(3,7)]decane, 1-nitro-
135 13.40 13.60 13.80 14.00
m/z 119.00 13.05%
5000
39 7o 88
27 55 67 ‘ ‘ 107
IR S A S I
mz-> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00

82D061918S.M Mon Jun 25 13:46:41 2018

P021SB470-27-29-180618
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD062218\

VD058309.D

22 Jun 2018 21:12
VA/AP

J3663-12
8.949g/5ml1/MSVOA_D/SOIL
19 Sample Multiplier

SW846 8260

= C:\DATABASE\NIST11

.

-L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Pentane, 2,2,4-tr... 6.21 406.8
Pentane, 2,3,4-tr... 7.91 285.9
Pentane, 2,3,3-tr... 8.08 391.8

Heptane, 2,5-dime...
Cyclohexane, 1,3-...

unknownll1 .59
unknownl1l.71
unknownl12.25
Adamantane

Tricyclo[3.3.1.1(...

9.93 190.7
11.40 277.8
11.59 247.3
11.71 294.0
12.25 163.2
13.57 213.9
13.72 346.1

Units Response

82D061918S.M Mon Jun 25 13:46:41 2018

18496100
13001100
17817300
39475400
57509400
51202600
60864200
19645800
25742300
41658500

|--Internal Standard---|
Resp Conc]

|#

ArBRPRWWWWNNDN

RT

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_M

2273620
2273620
2273620
10351300
10351300
10351300
10351300
6018210
6018210
6018210

P021SB470-27-29-180618

Page: 14



