LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 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 X\METHOD\82F050619S.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 1.137 55 61 62 rBv4 8768 21410 2.29% 0.519%
2 1.157 62 63 66 rvv3 7894 15401 1.65% 0.373%
3 1.265 70 74 75 rvv2 8557 17019 1.82% 0.412%
4 1.305 76 78 80 rvv3 5543 11117 1.19% 0.269%
5 1.364 82 84 85 rvv2 7964 11319 1.21% 0.274%
6 1.413 88 89 92 rvB 9892 9590 1.03% 0.232%
7 2.350 180 184 190 rvB2 17628 49943 5.35% 1.210%
8 2.507 196 200 201 rBv4 6070 12018 1.29% 0.291%
9 3.769 323 328 333 rVBY 4329 13801 1.48% 0.334%
10 4.213 370 373 377 rVvv2 3950 11013 1.18% 0.267%
11 4.311 377 383 391 rvv2 42331 142810 15.30% 3.459%
12 4.538 403 406 412 rVB7 3685 12867 1.38% 0.312%
13 4.844 431 437 442 rBV4 7139 18631 2.00% 0.451%
14 5.051 450 458 472 rBV2 272269 933167 100.00% 22.599%
15 5.287 481 482 484 rVvVv 25899 17470 1.87% 0.423%

16 5.780 527 532 543 rVB 249348 627780 67.27% 15.203%
17 7.712 723 728 734 rVV 239955 573991 61.51% 13.901%

18 7.781 734 735 741 rVB 17122 28252 3.03% 0.684%
19 8.323 785 790 791 rvv3 4438 9496 1.02% 0.230%
20 9.920 946 952 958 rBV 171900 386073 41.37% 9.350%
21 10.265 982 987 994 rVB3 8822 24009 2.57% 0.581%
22 10.393 994 1000 1003 rBV2 47633 87382 9.36% 2.116%
23 10.955 1053 1057 1061 rVV3 15941 30309 3.25% 0.734%
24 11.497 1108 1112 1117 rBV 155967 258419 27.69% 6.258%
25 11.635 1123 1126 1128 rVV2 7207 13583 1.46% 0.329%
26 11.970 1156 1160 1167 rVB7 4298 14518 1.56% 0.352%
27 12.355 1193 1199 1203 rBvV4 30117 56069 6.01% 1.358%
28 12.522 1210 1216 1221 rBVS8 4173 15643 1.68% 0.379%
29 12.611 1221 1225 1229 rBV 120798 201730 21.62% 4 _.885%
30 12.897 1250 1254 1256 rBV5 5538 10854 1.16% 0.263%
31 12.986 1259 1263 1268 rBV6 6276 16555 1.77% 0.401%
32 13.153 1278 1280 1283 rBV2 7553 11180 1.20% 0.271%
33 13.331 1292 1298 1301 rVB2 9112 20355 2.18% 0.493%
34 13.754 1336 1341 1344 rBV7 8709 16253 1.74% 0.394%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 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_X\METHOD\82F050619S.M

Title : SW846 8260

35 13.922 1353 1358 1360 rBV6 9366 23984 2.57% 0.581%
36 14.188 1381 1385 1388 rBv4 10185 27939 2.99% 0.677%
37 14.257 1388 1392 1397 rVB7 10028 25561 2.74% 0.619%
38 14.405 1405 1407 1410 rBV3 4919 10533 1.13% 0.255%
39 14.504 1414 1417 1423 rVB5 17032 41986 4 _50% 1.017%
40 14.592 1423 1426 1428 rBV4 7488 13380 1.43% 0.324%
41 14.642 1428 1431 1433 rVB2 14983 21179 2.27% 0.513%
42 14.770 1441 1444 1447 rBV4 14137 19432 2.08% 0.471%
43 14.898 1454 1457 1459 rBV4 7853 15258 1.64% 0.370%
44 15.026 1467 1470 1473 rBV2 20318 34590 3.71% 0.838%
45 15.144 1479 1482 1484 rBV2 18295 28950 3.10% 0.701%
46 15.312 1493 1499 1501 rBV7 11228 32052 3.43% 0.776%
47 15.371 1501 1505 1508 rVV5 14488 37641 4._.03% 0.912%
48 15.440 1508 1512 1514 rVB4 11019 24699 2.65% 0.598%
49 15.677 1530 1536 1540 rBV2 16822 42489 4 _55% 1.029%
50 15.736 1540 1542 1546 rVB5 4600 9845 1.06% 0.238%
51 15.854 1550 1554 1557 rBvV4 8584 19656 2.11% 0.476%

Sum of corrected areas: 4129201
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
SW846 8260

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

Abundance TIC: VF062437.D
5005 5.78

250000

200000

150000

100000

50000 529

s S

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF062437.D

250000: 7.71
200000
9.92

150000

100000

50000
8.32 10.27

A1 e e

T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF062437.D

250000

200000
11.50
150000
12.61

100000

50000

145b46m 7 050814
120094.3.1513.33 13.763.92 141496, 2104, .9, 18

T — T — T — T — T — — — T — T T
Time--> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 unknownl10.39 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.39 11.32 ug/Il 87382 Chlorobenzene-d5 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2.2.2-trifluoro- 113 C2H2F3NO 000354-38-1 22
2 dIl-3-Aminoisobutvric acid. N-met... 131 C6H13NO2 1000332-87-9 12
3 2-Pentanamine 87 C5H13N 063493-28-7 12
4 Ala-_.beta.-Ala. trimethvisilvl e... 232 C9H20N203Si 1000333-69-0 12
5 I-Alanyl-l1-alanyl-l1-alanine meth... 245 C10H19N304 030802-27-8 12
Abundance Scan 1000 (10.393 min): VF062437.D (-994) (-) m/z 43.95 100.00%
44.0
5000
10.00 10.20 10.40 10.60 10.80
0 m/z 40.00 77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6843: Acetamide, 2,2,2-trifluoro-
44.0
5000 VUM AR R
10.00 10.20 10.40 10.60 10.80
69.0 m/z 179.95 41.74%
0 . 94.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13921: dI-3-Aminoisobutyric acid, N-methyl-, methyl ester
44.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 144 .90 31.29%
o150 | 70.0 100.0 1310
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 260 280
Abundance #1904: 2-Pentanamine e R R S
44.0 10.00 10.20 10.40 10.60 10.80
m/z 74.95 21.74%
5000
180‘ | 72.0
0:::‘ I\”I\\ _— ||l| EEEEE—————.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.35 13.90 ug/Il 56069 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 90
2 Limonene 136 C10H16 000138-86-3 90
3 1.5-Cvclooctadiene. 1.5-dimethvl- 136 C10H16 003760-14-3 64
4 l1sobenzofuran-1(3H)-one. 3-(3-fu... 232 C14H1603 1000260-36-9 60
5 Cyclohexene, 1l-methyl-5-(1-methy... 136 C10H16 001461-27-4 58
Abundance Scan 1199 (12.355 min): VF062437.D (-1193) (-) m/z 93.05 100.00%
68.1 93.0
5000
206.8 248.9 285.1 1'20'0I I:I.I22I0I I:I.I24I0I I:I.IZ(:‘:()I o
0 m/z 68.10 97 .93%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15682: D-Limonene
64.0
93.0
5000
121.0 12.00 12.20 12.40 12.60
41.0 ' m/z 67.00 68.21%
Ol""ll"lll'l"l | 207.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15667: Limonene
64.0
12.00 12.20 12.40 12.60
5000 93.0 m/z 41.00 58.73%
41.0 121.0
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15788: 1,5-Cyclooctadiene, 1,5-dimethyl- e B R AR b
64.0 12.00 12.20 12.40 12.60
m/z 79.05 39.56%
5000 93.0
410 121.0
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.19 6.92 ug/l 27939 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 50
2 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 50
3 Benzene. (2-methyl-1-butenvl)- 146 C11H14 056253-64-6 38
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 38
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 27
Abundance Scan 1385 (14.188 min): VF062437.D (-1381) (-) m/z 133.05 100.00%
138.1

5000
162.1 206.8 232.8 13.80 14.00 14.20 14.40 14.60
o! b e | m/z 119.05 90 54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
133.0
5000
91.0 13.80 14.00 14.20 14.40 14.60
RPP A m/z 131.00  73.97%
o 410, %0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 91.10 61.36%
91.0
115/0
0,50, %0y | 5P )
.m,ﬁm.mnw.ﬂh.ﬂ.;h W”l”uh.wﬂ.w..”,.”.,”..“..w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21625: Benzene, (2-methyl-1-butenyl)-
131.0 13.80 14.00 14.20 14.40 14.60
91.0 m/z 148.05 41.71%
5000
39.0
63.0
obr? }JQHM. MMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 unknownl4.26 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.26 6.34 ug/Il 25561 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-(l1-methvlethvl)- 148 C11H16 004920-99-4 25
2 Benzene. 1.4-diethyl-2-methvl- 148 C11H16 013632-94-5 22
3 Benzene. l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 18
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 14
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 11

Abundance Scan 1392 (14.257 min): VF062437.D (-1388) (-) m/z 133.00 100.00%

.0

5000

179.8 L e B B B e
211.2 259.0280.8 14.00 14.20 14.40 14.60

0! m/z 130.90 81.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
5000 105.0 14.00 14.20 14.40 14.60
m/z 39.05 53.76%
a0 770 | |
0||'|||"'I| A SR SR DA SRR SRS SULAS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133.0

14.00 14.20 14.40 14.60
m/z 118.95  38.98%

5000

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-

133.0 14.00 14.20 14.40 14.60

m/z 147 .85 32.30%
5000
105.0
150 410 710 |

m/z--> 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\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.03 8.57 ug/l 34590 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 76
2 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 64
3 Benzene. 1-(1-methvlethenvIl)-3-(... 160 C12H16 001129-29-9 64
4 1H-Pvrrolol2.3-blpovridine. 2-ethvl- 146 C9H10N2 023612-49-9 53
5 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 52
Abundance Scan 1470 (15.026 min): VF062437.D (-1467) (-) m/z 145.05 100.00%
145.1
5000
115.0
52,0 780 176.0 906.8 232.9 284.8 14.80 15.00 15.20 15.40
o : m/z 131.00 64 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!-
145.0
5000

14.80 15.00 15.20 15.40
m/z 146.00  33.14%

150 390 650 910 M0
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30951: Benzene, 1-(1- methylethenyl) 2-(1-methylethyl)-
145.
14.80 15.00 15.20 15.40
5000 m/z 115.00 28.24%
91 0 117.0
0 Lyl ]
o.n,n.w”kw.”.“”.“”.“.”,.”ﬂ””,”.w”.w.”..”.“”.“.”,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30953: Benzene, 1-(1- methylethenyl) 3-(1-methylethyl)- A e
145. 14.80 15.00 15.20 15.40
m/z 105.00 27 .89%
5000
117.0
41.0 910
o 15.0 "~ 65.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.14 7.18 ug/l 28950 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 76
2 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 58
3 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 58
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 53

Abundance Scan 1482 (15.144 min): VF062437.D (-1479) (-) m/z 145.00 100.00%

145.0

5000
1739 \I\IIIIIIIIIIIIIIIII
' 208.9 233.8 262.0 14.80 15.00 15.20 15.40
0! m/z 160.10 72.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000

14.80 15.00 15.20 15.40
m/z 117.95 53.38%

91.0 115.0
15.0 39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
14.80 15.00 15.20 15.40
5000 m/z 117.05 33.01%
910 115.0
150 30 es0 | U4
o.np.”p.mp.“;.nhhw e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- R e R RREa
145.0 14.80 15.00 15.20 15.40
m/z 104.95 25.85%
5000
o 910 ™% | |
o) M < c-d L St ALTENER S SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 unknownl5.31 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 7.94 ug/l 32052 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl-5-(1l-me... 160 C12H16 054340-84-0 30
2 Benzene. 4-(2-butenvIl)-1.2-dimet... 160 C12H16 054340-86-2 30
3 1H-Benzimidazole. 1l-ethvl-2-methvl- 160 C10H12N2 005805-76-5 22
4 2-Naphthvlamine. N-hexvl-1.2.3.4... 231 C16H25N 023853-49-8 22
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 22
Abundance Scan 1499 (15.312 min): VF062437.D (-1493) (-) m/z 145.00 100.00%
145.0
5000
1788 = 2108 2338 15.00 15.20 15.40 15.60
0 m/z 131.10 80.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30941: Benzene, 1,2,4-trimethyl-5-(1-methylethenyl)-
160.0
5000 R AR AR B BN
28.0 15.00 15.20 15.40 15.60
105.0 130.0 m/z 142.10 71.11%
51.0 770
04 I|||II||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
15.00 15.20 15.40 15.60
5000 m/z 159.00 62.16%
91 0 1150
.1.5.?.‘. .3.9“‘(.).‘.‘.??.0. .“ : .‘. : h‘\ MH \Hh “l‘. : I\I\I T R ERARERRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30716: 1H-Benzimidazole, 1-ethyl-2-methyl- R s
145.0 15.00 15.20 15.40 15.60
m/z 114.95 60.99%
5000
77.0
51.0
I T T I e Y SR SR .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.37 9.33 ug/Il 37641 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.4.... 174 C12H140 035322-84-0 53
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 49
3 Benzene. 1-(1-formvlethvl)-4-(1-_... 188 C13H160 1000161-46-6 46
4 Ethanone. 1-T4-(1-methvl-2-prope... 174 C12H140 109586-49-4 43
5 2(1H)-Quinolinone, hydrazone 159 C9HON3 015793-77-8 43
Abundance Scan 1505 (15.371 min): VF062437.D (-1501) (-) m/z 159.05 100.00%
159.1
5000
440 oL0 130.9
64.8 11) 190.1,, §226.9 15.00 15.20 15.40 15.60
o} : m/z 160.10 43.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41114: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl-
159.0
5000
15.00 15.20 15.40 15.60
910 131.0 m/z 130.90 37.21%
150 390 630 ~ 11do
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41181: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159.0
15.00 15.20 15.40 15.60
5000 m/z 118.05 34 .13%
410 7L0 1050 13’”10 | \
0||||||||||||||‘||||‘|||||‘|||||l||||||‘||||| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51732: Benzene, 1-(1-formylethyl)-4-(1-buten-3-yl)-
159.0 15.00 15.20 15.40 15.60
m/z 44.00 30.10%
5000 55.0
29.0 117.0
| | Jpero | aemo
0..”,.K.Muw.pm.ﬁ“a..ﬁ......wu.”,..” .h.,.”.,”.., o B e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60

82F050619S.M Mon May 13 13:57:48 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051019\
Data File : VF062437.D

Aca On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 Benzene, 1,3,5-trimethyl-2-__._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.68 10.53 ug/I 42489 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 81
2 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 76
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 76
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 76
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 74
Abundance Scan 1536 (15.677 min): VF062437.D (-1530) (-) m/z 145.00 100.00%
145.0
5000
s20 70 O 1540 15.60 15.80 16.00
- - 171.8 232.9 : . .
ol b 22T 77 160.10  27.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000
15.40 15.60 15.80 16.00
m/z 127.95 20.21%
mo 70 V) |
0'“l““T“”w“'ﬂ'“w'“ﬂ'*'”“"“'w'“"“l““l”'WH'w'“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30886: Benzene, (1,3-dimethyl-2-butenyl)-
145.0
1540 15.60 15.80 16.00
5000 m/z 116.95 16.54%
91.0 117.0
41.0 ‘ ‘
0 ...l.‘.‘..‘llu.‘.”.l‘.H...”lnhl‘.‘..‘l‘luj‘.. ""I""I""I""I"" BRI RSN sEamS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30948: Naphthalene, 1,2,3,4-tetrahydro-6, 7-dimethyl- e B A RBAEE B
145.0 15.40 15.60 15.80 16.00
m/z 146.20 13.81%
5000
150 39.0 650 910 1o
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF051019\
Data File : VF062437.D

Acq On : 11 May 2019 00:26

Operator : FY/SY

Sample : K2729-03

Misc : 5.009/5mL/MSVOA_F/SOIL

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S_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]
unknown10.39 10.39 11.3 ug/I1 87382 3 9.92 386073 50.0
D-Limonene 12.35 13.9 ug/I1 56069 4 12.61 201730 50.0
Benzene, 1,3-diet... 14.19 6.9 ug/Il 27939 4 12.61 201730 50.0
unknownl14 .26 14.26 6.3 ug/Il 25561 4 12.61 201730 50.0
Naphthalene, 1,2,... 15.03 8.6 ug/Il 34590 4 12.61 201730 50.0
Benzene, 4-(2-but... 15.14 7.2 ug/l 28950 4 12.61 201730 50.0
unknownl15.31 15.31 7.9 ug/l 32052 4 12.61 201730 50.0
1H-Inden-1-one, 2... 15.37 9.3 ug/Il 37641 4 12.61 201730 50.0
Benzene, 1,3,5-tr... 15.68 10.5 ug/I1 42489 4 12.61 201730 50.0
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