LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111618\

Data File : VD060403.D

Aca On - 16 Nov 2018 17:35

Operator : JC/SY

sample - J5963-01

Misc - 5.02a/5m1/MSVOA D/SOIL FrOlILTEeree
ALS Vial : 15 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\82D110618S.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 3.736 219 225 242 rVB 108467 313848 9.12% 1.621%
2 4.534 299 306 316 rBV 63236 188011 5.46% 0.971%
3 5.665 415 421 429 rBV 17051 55220 1.60% 0.285%
4 6.334 483 489 493 rBV 547765 1381544 40.13% 7.136%
5 6.423 493 498 515 rVB 1015080 2755556 80.05% 14.232%
6 6.797 530 536 549 rBV 406243 1015314 29.49% 5.244%
7 7.456 597 603 619 rBY 1412029 3442400 100.00% 17.780%
8 8.834 737 743 751 rBV2 11503 35897 1.04% 0.185%
9 9.464 802 807 815 rBVY 1104920 2498420 72.58% 12.904%
10 10.202 877 882 887 rBV 37876 87000 2.53% 0.449%

11 11.294 989 993 1001 rVV 1541271 2522680 73.28% 13.029%
12 12.436 1105 1109 1118 rVB 826057 1126221 32.72% 5.817%
13 12.573 1120 1123 1129 rVB 110294 175322 5.09% 0.906%

14 13.184 1183 1185 1187 rBV 81349 57020 1.66% 0.295%
15 13.272 1191 1194 1198 rVV3 23039 56745 1.65% 0.293%
16 13.380 1202 1205 1210 rVvVv 951321 1248632 36.27% 6.449%
17 13.479 1214 1215 1221 rVB2 22458 36632 1.06% 0.189%
18 13.666 1232 1234 1238 rVV4 17286 36186 1.05% 0.187%
19 13.872 1252 1255 1257 rBV2 25174 43870 1.27% 0.227%
20 13.971 1262 1265 1267 rBV2 37395 58676 1.70% 0.303%
21 14.148 1279 1283 1284 rBV3 39031 82408 2.39% 0.426%
22 14.256 1290 1294 1295 rBV2 21097 42339 1.23% 0.219%
23 14.286 1295 1297 1299 rVB2 29870 35761 1.04% 0.185%
24 14.453 1309 1314 1316 rBV5 22249 56585 1.64% 0.292%
25 14.522 1316 1321 1323 rVV4 55053 117753 3.42% 0.608%
26 14.591 1326 1328 1332 rVB 48516 64339 1.87% 0.332%
27 14.660 1332 1335 1339 rBv4 61393 114015 3.31% 0.589%
28 14.738 1340 1343 1345 rBV2 29023 43719 1.27% 0.226%
29 14.778 1345 1347 1349 rBV2 26342 40400 1.17% 0.209%
30 14.896 1356 1359 1361 rBV2 40890 66602 1.93% 0.344%

31 15.014 1366 1371 1374 rBV4 115435 320917 9.32% 1.658%
32 15.073 1374 1377 1382 rVB6 76342 209500 6.09% 1.082%
33 15.152 1382 1385 1386 rBV3 31964 58304 1.69% 0.301%
34 15.270 1389 1397 1400 rVB7 57016 207029 6.01% 1.069%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111618\
Data File : VD060403.D

Aca On : 16 Nov 2018 17:35

Operator : JC/SY

Sample : J5963-01

Misc : 5.02a/5mI/MSVOA D/SOIL

ALS Vial : 15 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\82D110618S.M
Title - SW846 8260
35 15.339 1402 1404 1407 rBV3 52078 92582 2.69% 0.478%
36 15.437 1412 1414 1416 rBV2 36447 48863 1.42% 0.252%
37 15.496 1416 1420 1423 rBV5 30140 77496 2.25% 0.400%
38 15.565 1425 1427 1429 rBV2 26801 48703 1.41% 0.252%
39 15.910 1459 1462 1469 rVB3 114001 228956 6.65% 1.183%
40 16.008 1469 1472 1477 rVB4 37408 87730 2.55% 0.453%
41 16.116 1480 1483 1486 rVB3 64409 110323 3.20% 0.570%
42 16.618 1530 1534 1538 rVB3 38599 71919 2.09% 0.371%
Sum of corrected areas: 19361437
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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 D\DATA\VD111618\
VD060403.D

16 Nov 2018 17:35

JC/SY

J5963-01

5.02a/5ml/MSVOA D/SOIL

15 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S_.M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111618\
Data File : VD060403.D

Aca On : 16 Nov 2018 17:35

Operator : JC/SY

Sample : J5963-01

Misc : 5.02a/5mI/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S_.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 N,N-Diethylaniline Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.01 12.85 ug/Il 320917 1,4-Dichlorobenzene-d4 13.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Diethvlaniline 149 C10H15N 000091-66-7 96
2 N-Ethvl-2.3-xvlidine 149 C10H15N 041115-23-5 60
3 3-Pvridinecarbonitrile. 1.4-dihv... 134 C7H6N20 000767-98-6 49
4 Benzenamine. 2.6-diethvl- 149 C10H15N 000579-66-8 46
5 Benzeneacetonitrile, 4-fluoro-.a... 149 C9H8FN 051965-61-8 46
Abundance Scan 1371 (15.014 min): VD060403.D (-1366) (-) m/z 134.10 100.00%
134
106
5000 149
63 14.60 14.80 15.00 15.20 15.40
o} m/z 106.10 57 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23330: N,N-Diethylaniline
134
5000 106 A\u---"F”--u---- A BN
149 14.60 14.80 15.00 15.20 15.40
o m/z 149.05 41.62%
R R N T Y Ay T A AL TR
Abundance #23341: N-Ethyl-2,3-xylidine
134
14.60 14.80 15.00 15.20 15.40
5000 149 m/z 77.10 36.03%
77
0 27 % 51 i A
mz-> 20 40 60 80 10 120 140  1b0 10
Abundance #15199: 3-Pyridinecarbonitrile, 1,4-dihydro-1-methyl-4-oxo- N R EA A EEE REEEE
134 14.60 14.80 15.00 15.20 15.40
m/z 95.10 18.04%
106 JKJ\ﬁMfVMJ\ﬁ»JAAW/\NA
5000
o 2039 ) 8 B a
m/z--> 20 40 60 80 160 120 150 160 180 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111618\
Data File : VD060403.D

Aca On : 16 Nov 2018 17:35

Operator : JC/SY

Sample : J5963-01

Misc : 5.02a/5mI/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S_.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 unknownl15.07 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.07 8.39 ug/Il 209500 1,4-Dichlorobenzene-d4 13.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-isobutenvl-4-... 152 C10H160 1000150-01-5 15
2 Ethvlidenecvclooctane 138 C10H18 019780-51-9 14
3 1-Dodecvne 166 C12H22 000765-03-7 14
4 2-Hexvne. 4-methvl- 96 C7H12 020198-49-6 14
5 1-Undecyne 152 C11H20 002243-98-3 14
Abundance Scan 1377 (15.073 min): VD060403.D (-1374) (-) m/z 163.15 100.00%
163
175
5000
2 14,80 15.00 15.20 15.40
(o} m/z 81.10 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25223: Tetrahydrofuran, 2-isobutenyl-4-vinyl-

14.80 15.00 15.20 15.40
m/z 69.10 93.66%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16882: Ethylidenecyclooctane
67 1
R o e AL e
41 55 14.80 15.00 15.20 15.40
5000 m/z 67.10 84 _59%
‘ ‘ g5 109
0 “ l \‘ | il H\ \‘\ “ ‘\ H 123 ‘
.,”..,.”., B B LA I B o o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35134: 1-Dodecyne B R
41 81 14.80 15.00 15.20 15.40
m/z 55.15 71.00%
29 55 67
5000
95
L L
obrel il el L 128 37 181 165 M
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD111618\
Data File : VD060403.D

Aca On : 16 Nov 2018 17:35

Operator : JC/SY

Sample : J5963-01

Misc : 5.02a/5mI/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S_.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 unknownl5.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.27 8.29 ug/Il 207029 1,4-Dichlorobenzene-d4 13.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 43
2 2.6-Dimethvl-6-trifluoroacetoxvo... 254 C12H21F302 061986-67-2 35
3 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 30
4 3-Hexene. 2.5-dimethyl- 112 C8H16 015910-22-2 27
5 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 27
Abundance Scan 1397 (15.270 min): VD060403.D (-1389) (-) m/z 69.10 100.00%
5000
15,00 15.20 15.40 15.60
0 m/z 41.05 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
41
97
5000 15,00 15.20 15.40 15.60
07 111 126 m/z 165.15 64.51%
oL 15 I | """---'.--|--.----.----.----.----.----
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #105162: 2,6 Dimethy!-6-trifluoroacetoxyoctane
43 69
55 L BRI SN U UL
15.00 15.20 15.40 15.60
5000 m/z 55.15 59.73%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #11549. trans-2-Methyl-3-octene e e ERRES BE s
69 15.00 15.20 15.40 15.60
55 m/z 81.10 47 .16%
41
5000
27 126
83
ds i bl B oo
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\VD111618\
Data File : VD060403.D

Aca On : 16 Nov 2018 17:35

Operator : JC/SY

Sample : J5963-01

Misc : 5.02a/5mI/MSVOA D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S_.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 unknownl5.91 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.91 9.17 ug/l 228956 1,4-Dichlorobenzene-d4 13.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 49
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 46
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 43
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 43
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 35
Abundance Scan 1462 (15.910 min): VD060403.D (-1459) (-) m/z 142.15 100.00%
142
5000 179
161 3 15.60 15.80 16.00 16.20
o} m/z 141.15 79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000 LR S S B S
115 15.60 15.80 16.00 16.20
m/z 81.10 54_.41%
oL 27 39 51 03 7, 89 105 | 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene
141
15.60 15.80 16.00 16.20
m/ 41.05 43.68%
5000 115 z 0
o2/ PP rs 80 | 19
e 3w e @ e 13 e ko o o
Abundance #19236: Naphthalene, 1-methyl- R R EEEE L
142 15.60 15.80 16.00 16.20
m/z 115.00 40.20%
5000
115
27 39 5161 ‘ﬁ 89 102 | 126 |
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111618\
Data File : VD060403.D

Acq On : 16 Nov 2018 17:35

Operator : JC/SY

Sample - J5963-01

Misc : 5.029/5ml/MSVOA_D/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.M
Quant Title : 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]
N,N-Diethylaniline 15.01 12.9 ug/I1 320917 4 13.38 1248630 50.0
unknown15.07 15.07 8.4 ug/Il 209500 4 13.38 1248630 50.0
unknownl15.27 15.27 8.3 ug/Il 207029 4 13.38 1248630 50.0
unknown15.91 15.91 9.2 ug/Il 228956 4 13.38 1248630 50.0
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