LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111518\
Data File : VF060752.D

Acq On : 15 Nov 2018 17:48

Operator : VA/AP

Sample - J5942-01

Misc : 6.389/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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 height area % max. total
1 1.064 40 44 46 rBV3 4519 10379 2.64% 0.384%
2 1.202 56 58 59 rvv2 3431 5854 1.49% 0.216%
3 1.271 63 65 66 rvv2 3370 4741 1.21% 0.175%
4 1.310 66 69 72 rvv4 3378 8167 2.08% 0.302%
5 1.379 74 76 78 rvB3 2792 4053 1.03% 0.150%
6 1.764 114 115 117 rBV2 4613 6234 1.59% 0.231%
7 1.922 129 131 134 rBV3 2602 5638 1.44% 0.208%
8 2.119 147 151 152 rBV3 2663 5079 1.29% 0.188%
9 2.178 152 157 159 rBV5 7775 19438 4._95% 0.719%
10 2.770 216 217 221 rBv4 3022 6964 1.77% 0.258%
11 2.819 221 222 226 rVB4 3371 4695 1.20% 0.174%
12 3.046 244 245 253 rVB 11720 18454  4_.70% 0.682%
13 3.855 318 327 332 rBvV2 5965 19718 5.02% 0.729%
14 3.993 337 341 342 rw3 3255 6764 1.72% 0.250%
15 4.102 345 352 361 rvv2 44226 154224 39.29% 5.703%
16 4.625 399 405 408 rBv4 3264 7946 2.02% 0.294%
17 4.851 421 428 435 rBv2 114363 391795 99.80% 14.488%
18 5.404 480 484 486 rBv4 1715 4116 1.05% 0.152%
19 5.591 494 503 513 rBv 128089 362844 92.43% 13.417%
20 5.937 536 538 541 rBv4 1736 4141 1.05% 0.153%
21 7.544 696 701 706 rvv 138545 341656 87.03% 12.634%
22 7.613 706 708 717 rVB 23207 48771 12.42% 1.803%
23 8.205 764 768 771 rBv4 2493 6445 1.64% 0.238%
24 8.265 771 774 777 rVB4 2146 4152 1.06% 0.154%
25 9.488 895 898 903 rvB4 2279 4893 1.25% 0.181%
26 9.764 920 926 935 rBvV 170429 392575 100.00% 14.517%
27 9.882 937 938 943 rVvB3 2706 4587 1.17% 0.170%
28 10.129 959 963 965 rBV5 3077 6218 1.58% 0.230%
29 10.671 1015 1018 1019 rBV3 2772 4065 1.04% 0.150%
30 10.780 1024 1029 1031 rvv4 3230 5983 1.52% 0.221%
31 10.859 1034 1037 1040 rVB3 1796 4048 1.03% 0.150%
32 11.401 1088 1092 1101 rBV 119349 216443 55.13% 8.004%
33 11.559 1105 1108 1111 rBV3 4933 7680 1.96% 0.284%
34 11.707 1122 1123 1128 rVB4 4562 6311 1.61% 0.233%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111518\
Data File : VF060752.D

Acq On : 15 Nov 2018 17:48

Operator : VA/AP

Sample - J5942-01

Misc : 6.389/5mL/MSVOA-F/SOIL

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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 12.200 1170 1173 1176 rVB3 4715 7551 1.92% 0.279%
36 12.546 1204 1208 1216 rVV 217735 330976 84.31% 12.239%
37 12.703 1221 1224 1226 rBV2 4487 8059 2.05% 0.298%
38 12.812 1231 1235 1236 rVV3 2423 4925 1.25% 0.182%
39 12.930 1243 1247 1251 rBV5 2196 5960 1.52% 0.220%
40 12.999 1251 1254 1259 rBV5 5245 10338 2.63% 0.382%
41 13.285 1281 1283 1286 rVB2 3010 5381 1.37% 0.199%
42 13.710 1322 1326 1328 rBV3 6213 10207 2.60% 0.377%
43 13.867 1340 1342 1345 rVvv3 3790 5027 1.28% 0.186%
44 13.956 1349 1351 1354 rBV3 2486 4992 1.27% 0.185%
45 14.084 1361 1364 1368 rBV3 9753 16753 4.27% 0.620%
46 14.163 1371 1372 1373 rBVY 16535 10609 2.70% 0.392%
47 14.203 1373 1376 1378 rvv2 8557 10262 2.61% 0.379%
48 14.371 1390 1393 1398 rBV6 2590 7357 1.87% 0.272%
49 14.449 1398 1401 1405 rvv 7331 12107 3.08% 0.448%
50 14.538 1408 1410 1414 rVvVv 60701 92620 23.59% 3.425%
51 14.597 1414 1416 1420 rVB2 3247 7674 1.95% 0.284%
52 14.903 1445 1447 1450 rBvV2 3761 5908 1.50% 0.218%
53 15.278 1483 1485 1487 rVB2 8803 13295 3.39% 0.492%
54 15.396 1495 1497 1501 rVvv4 7174 12382 3.15% 0.458%
55 15.761 1531 1534 1538 rBV3 3674 9768 2.49% 0.361%
56 15.998 1555 1558 1560 rBV3 3825 7052 1.80% 0.261%

Sum of corrected areas: 2704274
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LSC Report - Integrated Chromatogram

6.38g/5mL/MSVOA-F/SOIL
17

= Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111518\
: VF060752.D

: 15 Nov 2018 17:48

> VA/AP

: J5942-01

Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111518\
Data File : VF060752.D

Acq On : 15 Nov 2018 17:48

Operator : VA/AP

Sample - J5942-01

Misc : 6.389/5mL/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 N,N-Diethylaniline Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.54 13.99 ug/I 92620 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Diethylaniline 149 C10H15N 000091-66-7 95
2 Benzenamine, 2-(1,1-dimethylethyl)- 149 C10H15N 006310-21-0 59
3 2-Coumaranone 134 C8H602 000553-86-6 53
4 3-Pyridinecarbonitrile, 1,4-dihy... 134 C7H6N20 000767-98-6 53
5 3-Methylisoxazolo[5,4-b]pyridine 134 C7H6N20 058035-50-0 50
Abundance Scan 1410 (14.538 min): VF060752.D (-1408) (-) m/z 134.05 100.00%
134
5000 106
77 149
a9 T 65 91 | 120 14.20 14.40 14.60 14.80
O”P”'P”W””P'”P”W'”W”Jk'”m“ﬁ”hl””h”"Lﬁ”di””l m/z 106.10 50.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23333: N,N-Diethylaniline
134
5000 -- U SR SN SR B
106 149 14.20 14.40 14.60 14.80
77 m/z 77.05 34.74%
15 29 39 S e | o1 | 120 |
miz> 10 20 90 40 50 65 70 8 90 100 110 120 130 140 150
Abundance
134
14.20 14.40 14.60 14.80
5000 106 149 m/z 149.10 27.87%
s 27 % m 65 77 9B 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15249: 2-Coumaranone R R R R
134 14.20 14.40 14.60 14.80
m/z 51.05 16.65%
5000 8 106
39 51
0"I'“'I"%?"'“'"'m"'l“ézl“'hl'“g?“"l'“'l"“l""' M""'I”"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111518\
Data File : VF060752.D

Acq On : 15 Nov 2018 17:48

Operator : VA/AP

Sample - J5942-01

Misc : 6.389/5mL/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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

N,N-Diethylaniline 14.54 14.0 ug/I1 92620 4 12.55 330976 50.0
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