LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a/5mL/MSVOA-F/SOIL

ALS Vial : 17 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\82F111318S.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 1.090 43 47 55 rBv4 9451 30661 2.82% 0.368%
2 2.185 153 158 160 rBv2 9120 19656 1.81% 0.236%
3 2.234 160 163 168 rvB4 8878 25288 2.32% 0.304%
4 2.382 175 178 183 rBvV3 8172 18439 1.69% 0.221%
5 3.872 320 329 333 rBV7Y 3586 13678 1.26% 0.164%
6 4.029 337 345 348 rBV2 7627 29092 2.67% 0.349%
7 4.128 348 355 366 rVB 127719 409582 37.62% 4.917%
8 4.434 378 386 390 rBV6 3388 11106 1.02% 0.133%
9 4.878 422 431 443 rBV2 230962 854851 78.52% 10.262%
10 5.608 498 505 519 rBV 292982 788943 72.47% 9.471%
11 6.269 567 572 577 rVB4 4797 14238 1.31% 0.171%
12 6.456 585 591 595 rBV5 4925 15579 1.43% 0.187%
13 7.146 655 661 665 rBV5 3908 13760 1.26% 0.165%
14 7.294 675 676 678 rBV 59325 37842 3.48% 0.454%
15 7.561 697 703 719 rBV 351936 865774 79.53% 10.393%
16 8.232 766 771 774 rBV3 5445 14019 1.29% 0.168%
17 9.780 923 928 937 rBV 386660 880628 80.89% 10.571%
18 11.280 1077 1080 1083 rVvB4 6710 12331 1.13% 0.148%
19 11.418 1090 1094 1102 rBvV 402281 700623 64.36% 8.411%
20 11.566 1106 1109 1116 rVvv4 14893 33096 3.04% 0.397%
21 11.664 1116 1119 1122 rVV2 22267 30778 2.83% 0.369%
22 11.832 1133 1136 1140 rBV5 10384 18468 1.70% 0.222%
23 11.891 1140 1142 1145 rBv4 5011 11324 1.04% 0.136%
24 12.000 1150 1153 1158 rVB6 11038 27089 2.49% 0.325%
25 12.079 1158 1161 1164 rBvV4 11180 21647 1.99% 0.260%
26 12.207 1172 1174 1178 rVB4 18431 30976 2.85% 0.372%
27 12.296 1180 1183 1186 rBV3 14461 27243 2.50% 0.327%
28 12.384 1190 1192 1194 rBV3 8553 12954 1.19% 0.156%
29 12.434 1194 1197 1198 rVVv2 14202 25867 2.38% 0.311%
30 12.463 1198 1200 1202 rVV2 18165 27919 2.56% 0.335%
31 12.562 1206 1210 1218 rVB 623115 1088645 100.00% 13.069%
32 12.818 1233 1236 1243 rVB3 36434 73713 6.77% 0.885%
33 13.016 1253 1256 1259 rVB5 7160 13177 1.21% 0.158%
34 13.164 1269 1271 1274 rVB3 12170 19199 1.76% 0.230%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a/5mL/MSVOA-F/SOIL

ALS Vial : 17 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\82F111318S.M
Title : SW846 8260
35 13.292 1279 1284 1287 rBV3 12849 30325 2.79% 0.364%
36 13.420 1296 1297 1301 rVB3 10174 18389 1.69% 0.221%
37 13.509 1303 1306 1308 rVV3 20252 35365 3.25% 0.425%
38 13.548 1308 1310 1315 rVB2 14407 24449 2.25% 0.293%
39 13.716 1322 1327 1332 rBV3 39747 75817 6.96% 0.910%
40 13.785 1332 1334 1337 rVV 43901 64343 5.91% 0.772%
41 13.854 1337 1341 1347 rVV2 73433 190081 17.46% 2.282%
42 13.933 1347 1349 1352 rVB3 12794 18069 1.66% 0.217%
43 14.091 1363 1365 1368 rVB 31941 42028 3.86% 0.505%
44 14.160 1368 1372 1374 rBV3 30939 62308 5.72% 0.748%
45 14.199 1374 1376 1379 rVV 37854 70694 6.49% 0.849%
46 14.249 1379 1381 1383 rVB 36810 46964 4_.31% 0.564%
47 14.436 1397 1400 1401 rBV 39348 49969 4_59% 0.600%
48 14.466 1401 1403 1404 rVvVv 46284 60495 5.56% 0.726%

49 14.525 1404 1409 1411 rVvV 91332 238517 21.91% 2.863%
50 14.574 1411 1414 1416 rVV2 49465 109374 10.05% 1.313%

51 14.614 1416 1418 1427 rVB 126610 223920 20.57% 2.688%

52 14.752 1427 1432 1434 rBV6 8403 18088 1.66% 0.217%
53 14.841 1435 1441 1443 rBV3 28487 69851 6.42% 0.839%
54 14.900 1446 1447 1451 rVB2 22952 34798 3.20% 0.418%
55 14.989 1451 1456 1457 rBvV4 17288 39187 3.60% 0.470%
56 15.018 1457 1459 1461 rVB 27981 30891 2.84% 0.371%
57 15.127 1467 1470 1473 rBV 75175 92669 8.51% 1.112%
58 15.176 1473 1475 1477 rVV2 13681 19043 1.75% 0.229%
59 15.215 1477 1479 1482 rVV2 21317 34537 3.17% 0.415%
60 15.284 1484 1486 1489 rVB 34033 50538 4.64% 0.607%
61 15.413 1497 1499 1501 rBV 23683 34666 3.18% 0.416%
62 15.452 1501 1503 1508 rVvB4 17867 35094 3.22% 0.421%
63 15.521 1508 1510 1511 rBV 13007 14953 1.37% 0.180%
64 15.571 1511 1515 1517 rVvVv 50487 88830 8.16% 1.066%
65 15.610 1517 1519 1522 rVB2 23231 36398 3.34% 0.437%
66 15.788 1534 1537 1543 rVV 62054 103668 9.52% 1.244%
67 15.886 1544 1547 1549 rvv4 8533 14897 1.37% 0.179%
68 15.926 1549 1551 1556 rVVv5 6543 17000 1.56% 0.204%
69 16.005 1556 1559 1563 rVB6 8476 15877 1.46% 0.191%
Sum of corrected areas: 8330277
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a0/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .M
SW846 8260

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

Abundance TIC: VF060793.D

600000
500000

400000

300000 5.61

4.88

200000
4.13

100000
1.09 22.832 38 3. 874 4.43

Time--> 100 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF060793.D
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500000

400000 9.78
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300000

200000

100000 729
ol 527 646 IQA 8.23

T T T T
Time--> 6 50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF060793.D
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Time--> 11550 12,00 12550 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\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a0/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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 3,5-Dimethyl-2-octanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 8.73 ug/l 190081 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-2-octanone 156 C10H200 019781-14-7 64
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 53
3 2-Hexanone. 3.4-dimethvl- 128 C8H160 019550-10-8 50
4 Benzeneethanamine. N.N..alpha.-t... 163 C11H17N 004075-96-1 50
5 L-2-Aminobutyric acid, N-methyl-._.. 131 C6H13NO2 1000332-98-7 47
Abundance Scan 1341 (13.854 min): VF060793.D (-1337) (-) m/z 72.10 100.00%
43 7
5000 57
85 99 117 13.60 13.80 14.00 14.20
o a1 206218 | 77 43.10  89.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28276: 3,5-Dimethyl-2-octanone
43 7
5000 RIS BRI SN BN B
57 13.60 13.80 14.00 14.20
85 m/z 57.05 40.61%
15 27 | , 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12457: Hexanal, 2-ethyl-
7’
57
13.60 13.80 14.00 14.20
5000 43 m/z 41.10 28.91%
29
15 “ Lli L It 85 100 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12593: 2-Hexanone, 3,4—dimethy|— LI L L B N B B
43 13.60 13.80 14.00 14.20
m/z 71.10 20.77%
5000 2
57
29 17 | 8 99 113 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

82F111318S.M Tue Nov 20 14:32:15 2018 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a0/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S.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 2 (1-Ethyl-2-methylpropyl)met... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14 .52 10.95 ug/I 238517 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Ethvl-2-methvipropv)methvlamine 115 C7H17N 1000195-05-6 59
2 Pentane. 1-(1-butenvloxv)-. (2)- 142 C9H180 056052-76-7 56
3 2-Hexanone. 3.4-dimethvl- 128 C8H160 019550-10-8 56
S-T4-CvanophenvlT1-N.N-dimethvlth... 206 C10H10N20S 019290-43-8 50
5 N,N Dimethyl-3,4-methylenedioxya... 207 C12H17NO2 074698-50-3 45
Abundance Scan 1409 (14.525 min): VF060793.D (-1404) (-) m/z 72.10 100.00%
7’
43
5000
57 5 14.20 14.40 14.60 14.80
99
113 137151 170 207220 253 m/z 43.10 Z1.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7903: (1-Ethyl-2-methylpropyl)methylamine
70
5000 L BB DU SR S
14.20 14.40 14.60 14.80
20 86 m/z 41.10 14 .46%
[ 42 57 | 100 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20037: Pentane, 1-(1-butenyloxy)-, (2)-
43 7’
o7 L DRI BRI B SUNE
14.20 14.40 14.60 14.80
5000 m/z 85.10 8.98%
142
W'“*M”“Pﬂ”ﬁéﬁ%'”I”'W”'W'”'P”'"”I”'W”'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12593: 2-Hexanone, 3,4-dimethyl- T
43 14.20 14.40 14.60 14.80
m/z 55.10 8.77%
5000 12
57
2 | | | 8 99113108
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 240 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a0/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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 2-Heptanone, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.02 ug/Il 109374 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 3-methvl- 128 C8H160 002371-19-9 64
2 Hexanal. 2-ethvl- 128 C8H160 000123-05-7 64
3 Ethvlamine. N-methvl-N-hexadecvl- 283 C19H41N 066997-40-8 39
4 Ether. 1-butvlvinvl methvl 114 C7H140 016519-66-7 38
5 L-Valine, N-(3-cyclopentylpropio... 297 C17H31NO3 1000346-65-5 38
Abundance Scan 1414 (14.574 min): VF060793.D (-1411) (-) m/z 72.10 100.00%
7’
43
5000
> 14.20 14.40 14.60 14.80
93 : : : :
il 93211128 150 170 07 Gt 0 56, 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12533: 2-Heptanone, 3-methyl-
43
72
5000 U DR B SULI SR
14:20 14.40 14.60 14.80
5 m/z 41.10 24 _.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12457: Hexanal, 2-ethyl-
72
57
14:20 14.40 1460 14.80
5000 43 m/z 57.10  17.40%
29
15 | o g, | 86100 128
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #130255: Ethylamine, N-methyl-N-hexadecyl- R AR B
72 14.20 14.40 14.60 14.80
m/z 55.10 11.49%
5000 58
\h L %110 135149163 182196212226 248 268283
m/z--> 20 45 60 80 100 120 1&0 160 180 200 220 240 260 280 14:20 14.40 1460 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111918\
Data File : VF060793.D

Aca On : 19 Nov 2018 23:22

Operator : VA/AP

Sample : J5950-12

Misc : 5.50a0/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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 unknownl4.61 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.61 10.28 ug/Il 223920 1,4-Dichlorobenzene-d4 12.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 3.4-dimethvl- 128 C8H160 019550-10-8 47
2 N.N-dimethvl-4-tert-butvlampheta... 219 C15H25N 1000378-90-5 37
3 2-Heptanone. 3-methvl- 128 C8H160 002371-19-9 33
4 3.3-Dimethvl-3-silathietane 118 C4H10SSi 077205-52-8 33
5 2-Chloro-N,N-dimethyl-acrylamide 133 C5H8CINO 071364-54-0 32
Abundance Scan 1418 (14.614 min): VF060793.D (-1416) (-) m/z 72.10 100.00%
7
43
5000
57 o
14.20 14.40 14.60 14.80 15.00
b Ll 99111128134 147 180101 208 1 L7543 10 74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12580: 2-Hexanone, 3,4-dimethyl-
43
5000 72 AL SRR B UL B
14.20 14.40 14.60 14.80 15.00
27 5 m/z 57.10 22.03%
T 85 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76604: N,N-dimethyl-4-tert-butylamphetamine
72
14:20 14.40 14.60 14.80 15.00
5000 m/z 41.10 20.75%
44 56 | 91 105117 132 147159 174 188 202
m/z--> 20 45 éo 80 100 120 140 160 180 200 220
Abundance #12508: 2-Heptanone, 3-methyl- A EEE e
43 14.20 14.40 14.60 14.80 15.00
m/z 73.05 19.49%
5000 72
27
15 57
TR 85 99 113 128
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111918\
Data File : VF060793.D

Acq On : 19 Nov 2018 23:22

Operator : VA/AP

Sample - J5950-12

Misc : 5.509/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3,5-Dimethyl-2-o0c... 13.85 8.7 ug/l 190081 4 12.56 1088650 50.0
(1-Ethyl-2-methyl ... 14.52 10.9 ug/I1 238517 4 12.56 1088650 50.0
2-Heptanone, 3-me... 14.57 5.0 ug/Il 109374 4 12.56 1088650 50.0
unknownl4 .61 14.61 10.3 ug/I1 223920 4 12.56 1088650 50.0
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