LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD061719\
Data File : VD062730.D

Aca On 17 Jun 2019 16:50

Operator : VA/AP

Sample = K3409-02

Misc : 4.99a0/5ml/MSVOA D/SOIL

ALS Vial : 14 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\82D060719S.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 1.746 29 32 33 rBv2 3784 4818 3.80% 0.430%
2 1.775 33 35 39 rvB2 3900 5490 4.33% 0.489%
3 1.824 39 40 43 rVB 2648 3149 2.48% 0.281%
4 1.884 43 46 47 rBV 3114 4900 3.86% 0.437%
5 2.071 62 65 66 rBv2 4287 6494 5.12% 0.579%
6 2.169 73 75 78 rBvV3 4298 6751 5.32% 0.602%
7 2.218 78 80 82 rvv2 3111 4662 3.67% 0.416%
8 2.267 83 85 87 rvB 4508 5526 4 _.36% 0.493%
9 2.307 87 89 92 rBv2 5617 8079 6.37% 0.720%
10 2.356 92 94 96 rvB2 3999 4898 3.86% 0.437%
11 2.415 96 100 102 rBV3 5744 14309 11.28% 1.276%
12 2.484 105 107 108 rvv2 5164 5714 4 _.50% 0.509%
13 2.514 108 110 113 rVB3 3760 5761 4 .54% 0.514%
14 2.563 113 115 117 rBvV3 3446 4698 3.70% 0.419%
15 2.602 117 119 120 rvVB 4355 4574 3.61% 0.408%
16 2.622 120 121 122 rBvV 4966 4470 3.52% 0.399%
17 2.651 122 124 125 rVvVv 4147 6035 4_.76% 0.538%
18 2.720 129 131 136 rvv3 5232 12704 10.01% 1.133%
19 2.799 138 139 141 rvB2 5966 5167 4_.07% 0.461%
20 2.858 141 145 146 rBvV3 4401 9036 7.12% 0.806%
21 2.878 146 147 150 rBvV2 4188 7592 5.98% 0.677%
22 3.016 160 161 163 rBvV 3758 4442 3.50% 0.396%
23 3.045 163 164 166 rvv2 4602 6285 4 .95% 0.560%
24 3.124 170 172 174 rVB2 6552 7768 6.12% 0.693%
25 3.301 188 190 193 rvB2 2138 3731 2.94% 0.333%
26 3.488 205 209 210 rVB 1557 2966 2.34% 0.264%
27 3.528 210 213 214 rBV 2172 3151 2.48% 0.281%
28 3.803 239 241 244 rBV 3513 6244 4.92% 0.557%
29 4_.473 307 309 312 rVB2 1534 2873 2.26% 0.256%
30 5.427 403 406 409 rBvV2 1001 2805 2.21% 0.250%
31 5.723 434 436 442 rBV 1620 5321 4_.19% 0.474%
32 6.146 476 479 480 rBV 2322 3814 3.01% 0.340%
33 6.176 480 482 484 rVB 2542 3533 2.78% 0.315%
34 6.225 484 487 489 rBvV2 1814 3737 2.95% 0.333%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD061719\
Data File : VD062730.D

Aca On 17 Jun 2019 16:50

Operator : VA/AP

Sample = K3409-02

Misc : 4.99a0/5ml/MSVOA D/SOIL

ALS Vial : 14 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\82D060719S .M

Title : SW846 8260

35 6.294 492 494 497 rBV 1868 4053 3.19% 0.361%
36 6.520 513 517 518 rBV 1778 2727 2.15% 0.243%
37 6.560 518 521 524 rVB 1351 2936 2.31% 0.262%
38 6.845 548 550 552 rBvV2 1821 2936 2.31% 0.262%
39 6.924 5562 558 563 rvv2 22977 60107 47.38% 5.359%
40 7.032 563 569 576 rvv3 33569 89510 70.56% 7.980%
41 7.446 606 611 618 rVB 22750 55628 43.85% 4._.960%
42 7.820 646 649 650 rBvV 2519 2913 2.30% 0.260%
43 8.213 684 689 695 rBv2 46472 114437 90.20% 10.203%
44 9.267 791 796 799 rVB 1088 3083 2.43% 0.275%
45 9.601 828 830 833 rVvB 1755 3040 2.40% 0.271%
46 9.798 845 850 852 rBvV 1161 2978 2.35% 0.266%
47 10.241 893 895 899 rvB2 1744 3126 2.46% 0.279%
48 10.399 906 911 918 rBV2 35988 85731 67.58% 7.644%
49 11.226 989 995 1003 rvv3 7248 23606 18.61% 2.105%
50 11.354 1003 1008 1009 rVB 1392 3151 2.48% 0.281%
51 11.876 1056 1061 1062 rVB 2121 3921 3.09% 0.350%
52 12.368 1107 1111 1116 rVB 74818 126865 100.00% 11.311%
53 12.663 1138 1141 1145 rBV3 5932 12458 9.82% 1.111%
54 13.047 1177 1180 1182 rVB2 2475 4118 3.25% 0.367%
55 13.096 1182 1185 1188 rBV 1301 3037 2.39% 0.271%
56 13.293 1203 1205 1207 rBV 2190 2755 2.17% 0.246%
57 13.549 1228 1231 1236 rVB 53439 75060 59.17% 6.692%
58 13.707 1246 1247 1250 rVB 4182 5618 4.43% 0.501%
59 13.766 1250 1253 1256 rBV 1659 3760 2.96% 0.335%
60 13.844 1260 1261 1263 rVV2 4783 4980 3.93% 0.444%
61 13.923 1266 1269 1271 rVV 2765 5028 3.96% 0.448%
62 13.963 1271 1273 1279 rVB3 7282 11692 9.22% 1.042%
63 14.120 1286 1289 1291 rVB 1884 3212 2.53% 0.286%
64 14.199 1295 1297 1299 rVV 3247 5179 4.08% 0.462%
65 14.238 1299 1301 1304 rVB 7076 9902 7.81% 0.883%
66 14.435 1316 1321 1324 rBV 2450 4629 3.65% 0.413%
67 14.514 1326 1329 1332 rVV 87120 103114 81.28% 9.193%
68 14.553 1332 1333 1336 rVB2 2972 2854 2.25% 0.254%
69 14.701 1345 1348 1350 rBV2 3147 5571 4_.39% 0.497%
70 14.770 1352 1355 1357 rBV2 2673 3842 3.03% 0.343%
71 14.878 1365 1366 1368 rBV 4411 5887 4.64% 0.525%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD061719\
Data File : VD062730.D

Aca On 17 Jun 2019 16:50

Operator : VA/AP

Sample = K3409-02

Misc : 4.99a0/5ml/MSVOA D/SOIL

ALS Vial : 14 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\82D060719S .M

Title : SW846 8260

72 14.908 1368 1369 1373 rVB 2379 4152 3.27% 0.370%
73 14.957 1373 1374 1377 rBV 1827 3183 2.51% 0.284%
74 14.996 1377 1378 1381 rVB2 2266 3419 2.69% 0.305%
75 15.045 1381 1383 1387 rBV2 2237 4924 3.88% 0.439%
76 15.104 1387 1389 1393 rBV 2849 4562 3.60% 0.407%
77 15.232 1397 1402 1405 rBV 1601 4379 3.45% 0.390%
78 15.282 1405 1407 1409 rVB 2609 2844 2.24% 0.254%
79 15.360 1412 1415 1417 rBV 1649 3224 2.54% 0.287%
80 15.646 1441 1444 1445 rBvV 3213 3832 3.02% 0.342%
81 15.666 1445 1446 1450 rVB 3279 3961 3.12% 0.353%
82 16.000 1477 1480 1485 rVv2 1093 3104 2.45% 0.277%
83 16.128 1489 1493 1494 rVB 2829 4089 3.22% 0.365%
84 16.296 1509 1510 1513 rBV 2842 3648 2.88% 0.325%
85 16.404 1520 1521 1525 rVB2 1564 2694 2.12% 0.240%
86 17.014 1578 1583 1585 rBV2 1493 4100 3.23% 0.366%
87 17.152 1595 1597 1600 rBV 1886 3749 2.96% 0.334%
88 17.349 1615 1617 1620 rBV 1855 3142 2.48% 0.280%
89 17.506 1627 1633 1634 rBV2 1530 3670 2.89% 0.327%

Sum of corrected areas: 1121617
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD061719\
Data File : VD062730.D

Aca On 17 Jun 2019 16:50

Operator : VA/AP

Sample = K3409-02

Misc : 4.99a0/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D060719S.M
Quant Title SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD062730.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD061719\
Data File : VD062730.D

Aca On 17 Jun 2019 16:50

Operator : VA/AP

Sample = K3409-02

Misc : 4.99a0/5ml/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D060719S.M
Quant Title : 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 Oxalic acid, isobutyl octyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.67 ug/Il 11692 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl octvl ester 258 C14H2604 1000309-37-3 59
2 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 9
3 Azetidine. 1l-methvl- 71 C4HON 004923-79-9 5
4 Di-tert-butvl sulfide 146 C8H18S 000107-47-1 5
5 Di-tert-butyl peroxide 146 C8H1802 000110-05-4 4
Abundance Scan 1273 (13.963 min): VD062730.D (-1271) (-) m/z 57.05 100.00%
57
5000 41
L 146 '|""|""|""|’\""|'

|| | 13.60 13.80 14.00 14.20
T e m/z 41.05 46.15%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #108842: Oxalic acid, isobutyl octyl ester
57
5000 o9 4
71 13.60 13.80 14.00 14.20
m/z 42.95 45 _22%
0 I H‘ 84 92 103112 157
T T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
13.60 13.80 14.00 14.20
5000 = m/z 70.70 24.26%
29
0 87 103 115 131 161
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #616: Azetidine, 1-methyl- e e
28 13.60 13.80 14.00 14.20
42 m/z 145_.95 19.99%
5000
56 71
0 ‘ ‘ ‘ M‘ ‘\ L \“
T T R e T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD061719\
Data File : VD062730.D

Acq On : 17 Jun 2019 16:50

Operator : VA/AP

Sample - K3409-02

Misc : 4.999/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D060719S.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]

Oxalic acid, isob... 13.96 5.7 ug/Il 11692 4 14.51 103114 50.0
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