LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 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 1.116 56 59 61 rBv5 6240 8963 3.44% 0.602%
2 1.215 61 69 71 rBvV6 10881 42568 16.35% 2.858%
3 1.372 83 85 86 rBv2 5636 4289 1.65% 0.288%
4 1.648 112 113 115 rvVvB 10882 7318 2.81% 0.491%
5 1.875 133 136 141 rvVB2 6236 13696 5.26% 0.920%
6 2.033 150 152 155 rvB4 2709 4299 1.65% 0.289%
7 2.200 167 169 171 rBvV2 2774 4590 1.76% 0.308%
8 2.299 178 179 182 rVB3 2325 3474 1.33% 0.233%
9 2.407 188 190 192 rBvV3 2487 3903 1.50% 0.262%
10 2.733 222 223 227 rBV3 3059 3726 1.43% 0.250%
11 3.048 254 255 258 rBV2 1973 3130 1.20% 0.210%
12 3.176 266 268 271 rVB3 1700 2883 1.11% 0.194%
13 3.364 284 287 288 rVB3 2112 3353 1.29% 0.225%
14 3.403 288 291 292 rBV2 2050 2683 1.03% 0.180%
15 3.561 304 307 311 rVV5 1949 5349 2.05% 0.359%
16 3.669 315 318 320 rBV2 2963 3851 1.48% 0.259%
17 3.945 344 346 351 rvv4 1891 4359 1.67% 0.293%
18 4.123 361 364 367 rvv4 2558 4794 1.84% 0.322%
19 4.162 367 368 372 rVB4 2565 3265 1.25% 0.219%
20 4.330 383 385 389 rVB3 2997 5573 2.14% 0.374%
21 4.458 395 398 400 rVB2 1829 2911 1.12% 0.195%
22 4.497 400 402 404 rBV3 2180 3294 1.26% 0.221%
23 4.763 427 429 432 rVB3 2174 3505 1.35% 0.235%
24 5.079 453 461 468 rBvV2 87378 260396 100.00% 17.486%
25 5.542 504 508 509 rVB2 2511 3507 1.35% 0.235%
26 5.621 513 516 520 rBV3 1920 5516 2.12% 0.370%
27 5.798 528 534 545 rVvv2 74309 213195 81.87% 14.316%
28 6.755 630 631 635 rvv4 2061 3942 1.51% 0.265%
29 6.843 638 640 642 rVvv3 1440 2802 1.08% 0.188%
30 6.902 645 646 649 rvv2 1998 2724 1.05% 0.183%
31 6.971 649 653 654 rvv3 1479 3072 1.18% 0.206%
32 7.149 669 671 673 rVB3 2812 4373 1.68% 0.294%
33 7.208 676 677 679 rBV 2491 2691 1.03% 0.181%
34 7.326 687 689 691 rBV3 1489 2745 1.05% 0.184%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 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 7.464 702 703 708 rvB2 1809 2685 1.03% 0.180%
36 7.602 715 717 721 rVB4 2171 3179 1.22% 0.213%
37 7.730 724 730 736 rBV 71904 171022 65.68% 11.484%
38 7.888 745 746 748 rBV 5184 4788 1.84% 0.322%
39 8.085 761 766 767 rBv4 1715 3799 1.46% 0.255%
40 8.125 767 770 771 rVB2 2735 3302 1.27% 0.222%
41 8.164 771 774 776 rBV3 1832 3792 1.46% 0.255%
42 8.420 796 800 806 rvvs 3621 11703 4._.49% 0.786%
43 8.706 826 829 831 rBV3 1635 3165 1.22% 0.213%
44 8.775 834 836 844 rvv5 2842 8958 3.44% 0.602%
45 8.884 844 847 848 rvVB2 2050 2795 1.07% 0.188%
46 9.002 857 859 862 rvB2 1774 2895 1.11% 0.194%
47 9.071 862 866 867 rBV3 2168 3238 1.24% 0.217%
48 9.110 867 870 874 rVB4 1878 4740 1.82% 0.318%
49 9.239 880 883 888 rvB5 1343 3989 1.53% 0.268%
50 9.308 888 890 891 rBvV2 2577 2751 1.06% 0.185%
51 9.406 898 900 901 rBV2 2066 2687 1.03% 0.180%
52 9.465 904 906 910 rBv4 2261 4822 1.85% 0.324%
53 9.534 910 913 914 rBV2 1583 2837 1.09% 0.191%
54 9.584 916 918 920 rvv3 1919 2970 1.14% 0.199%
55 9.633 920 923 931 rVB6 5249 13033 5.01% 0.875%
56 9.830 942 943 945 rBV 35356 24239 9.31% 1.628%
57 9.929 948 953 961 rVB 76744 173590 66.66% 11.657%
58 10.047 961 965 966 rBV3 2130 4426 1.70% 0.297%
59 10.274 985 988 993 rBV5 4574 10360 3.98% 0.696%
60 10.372 997 998 1001 rBV2 1361 2639 1.01% 0.177%
61 10.471 1006 1008 1010 rBVZ2 2351 3467 1.33% 0.233%
62 10.895 1049 1051 1052 rBV2 3435 4254 1.63% 0.286%
63 11.230 1083 1085 1088 rVB4 2930 4919 1.89% 0.330%
64 11.466 1106 1109 1110 rBV3 3129 4824 1.85% 0.324%
65 11.506 1110 1113 1118 rVB 50516 90986 34.94% 6.110%
66 11.801 1141 1143 1148 rVB4 2104 5271 2.02% 0.354%
67 11.890 1150 1152 1154 rVVZ2 2101 3438 1.32% 0.231%
68 11.989 1158 1162 1164 rBV5 3970 7305 2.81% 0.491%
69 12.156 1177 1179 1181 rBV3 1691 3511 1.35% 0.236%
70 12.215 1183 1185 1188 rVV3 3905 5184 1.99% 0.348%
71 12.284 1188 1192 1195 rVV5 3902 8456 3.25% 0.568%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051319\
Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 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

72 12.344 1195 1198 1199 rVVv3 3281 5140 1.97% 0.345%
73 12.373 1199 1201 1203 rVVv3 5096 6683 2.57% 0.449%
74 12.413 1203 1205 1208 rVB3 3770 5675 2.18% 0.381%
75 12.531 1215 1217 1220 rVB3 3748 5889 2.26% 0.395%
76 12.620 1223 1226 1233 rVB 75179 125671 48.26% 8.439%
77 12.738 1236 1238 1241 rBv4 2635 4604 1.77% 0.309%
78 12.905 1254 1255 1258 rVB3 3624 4171 1.60% 0.280%
79 13.201 1284 1285 1288 rVB2 2443 3103 1.19% 0.208%
80 13.280 1291 1293 1296 rBV3 2745 3632 1.39% 0.244%
81 13.388 1302 1304 1306 rBV3 2002 2699 1.04% 0.181%
82 13.467 1310 1312 1313 rVv2 2484 3148 1.21% 0.211%
83 13.704 1333 1336 1338 rBvV2 2558 2959 1.14% 0.199%
84 13.871 1351 1353 1357 rVvVv4 2445 4652 1.79% 0.312%
85 13.921 1357 1358 1361 rVvv4 2254 2750 1.06% 0.185%
86 14.128 1376 1379 1382 rVB4 3200 5465 2.10% 0.367%
87 14.187 1382 1385 1386 rBV3 1956 3169 1.22% 0.213%
88 14.226 1388 1389 1390 rBvVY 2346 2624 1.01% 0.176%
89 14.295 1393 1396 1398 rBV3 1552 3456 1.33% 0.232%
90 14.384 1403 1405 1407 rBvV2 3002 3723 1.43% 0.250%
91 14.453 1409 1412 1414 rBv4 1708 3574 1.37% 0.240%
92 14.502 1415 1417 1422 rVB3 4388 6189 2.38% 0.416%
93 14.650 1430 1432 1436 rVB3 1937 3463 1.33% 0.233%
94 14.837 1450 1451 1454 rBV3 2360 2989 1.15% 0.201%
95 15.596 1526 1528 1530 rBV2 1949 2994 1.15% 0.201%

Sum of corrected areas: 1489180
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 Sample Multiplier: 1

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

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

Abundance

80000

60000

40000

20000

TIC: VF062546.D

5/08

5.80

3.95 44126 433450

3.03.18 33603.58.67

045
Time--> 1.
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80000

60000

40000

20000

00 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
TIC: VF062546.D
9.93
7.73
9.83

r———r————7 7" 7 " T T T T T T T T T 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: VF062546.D

12.62
80000
60000 11.51
40000
20000

0....,....,....,....,....,....,....,....,....,....,.

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\HPCHEMI\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.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 1 unknownl.21 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.21 8.17 ug/l 42568 Pentafluorobenzene 5.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvoxime. 1l-cvano- 113 C3H3N302 154391-42-1 49
2 L-Alanine-4-nitroanilide 209 C9H11N303 001668-13-9 47
3 Atomoxetine 255 C17H21NO 083015-26-3 38
4 Propanamide. 3.3.3-trifluoro-2-(... 195 C4H3F6NO 1000351-46-4 38
5 Pregn-5-en-3-o0l, 20-amino-, (3.b... 317 C21H35NO 005035-10-9 38

Abundance Scan 69 (1.215 min): VF062546.D (-61) (-) m/z 43.95 100.00%
a4
5000
60 78 104 159 148 174191207 233 260 281297 0.80 1.00 1.20 1.40 1.60

m/z 38.90 26 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6849: Glyoxime, 1-cyano-

44

5000 e o = = SN |
113 0.80 1.00 120 1.40 1.60

m/z 37.90 12 .64%

N
m | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
44
0.80 1.00 1.20 1.40 1.60
5000 m/z 206.90 10.26%
30 65 92108 138 165181 209
WTWWWWWWWWH
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106583: Atomoxetine A
a4 0.80 1.00 1.20 1.40 1.60
m/z 78.15 9.81%
5000
148
701
62 M 108 135 | 165179 197 255
e T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 0.80 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Aca On - 13 May 2019 17:19

Operator : FY/SY

sample - K2759-02

Misc - 2.550/5mL/MSVOA F/SOIL SEsE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.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 2 Acetamide, 2,2,2-trifluoro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

9.83 6.98 ug/Il 24239 Chlorobenzene-d5 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2.2.2-trifluoro- 113 C2H2F3NO 000354-38-1 72
2 1-Methvl-2-phenoxvethvlamine 151 C9H13NO 035205-54-0 9
3 2-Ethoxvamphetamine 179 C11H17NO 135014-84-5 9
4 4-l1odo-3-methoxvamphetamine 291 C10H141INO 1000124-02-9 9
5 2-Octanamine 129 C8H19N 000693-16-3 9

Abundance Scan 943 (9.830 min): VF062546.D (-942) (-) m/z 43.95 100.00%
i’}
5000
L I I LU B
9.60 9.80 10.00 10.20
77
b 22 86 L 94 113 181143 163 181 m/z 40.00 86.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6841 Acetamide, 2,2,2-trifluoro-
44
5000 -\r¢¢¢7ﬁﬁ~rﬁJLﬁfﬁﬁﬁﬁ‘rrrfff
9.60 9.80 10.00 10.20
69 m/z 43.10 4 .36%
16 31 || | 78 94 113
miz--> 20 40 60 80 100 120 140 160 180
Abundance
44
9.60 9.80 10.00 10.20
5000 m/z 76.85 3.17%
15 30 %8 6877 94 108119 133 151
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44804: 2-Ethoxyamphetamine
44 9.60 9.80 10.00 10.20
m/z 41.00 2.48%
5000
65 /7 91 10811g 1?6 179
m/z--> ﬁo Jo éo éo 160 150 150 1é0 1éo 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051319\

Data File : VF062546.D

Acq On : 13 May 2019 17:19

Operator : FY/SY

Sample - K2759-02

Misc - 2.55g/5mL/MSVOA_F/SOIL =
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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]
unknownl.21 1.21 8.2 ug/Il 42568 1 5.08 260396 50.0
Acetamide, 2,2,2-_.. 9.83 7.0 ug/l 24239 3 9.93 173590 50.0
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