LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample : J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 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\82F073018S.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 1.087 55 56 59 rBv2 3558 5880 8.47% 1.196%
2 1.284 74 76 78 rvB2 1662 1832 2.64% 0.373%
3 1.403 87 88 90 rvB 1558 1773 2.55% 0.361%
4 1.482 95 96 99 rBv2 2124 3330 4 .80% 0.677%
5 1.521 99 100 103 rVB 1941 2136 3.08% 0.434%
6 1.610 106 109 111 rBvV2 1132 2191 3.16% 0.446%
7 1.827 130 131 134 rvB2 1181 1509 2.17% 0.307%
8 1.876 134 136 138 rBvV 1452 1961 2.82% 0.399%
9 1.915 138 140 142 rBvV2 986 1496 2.15% 0.304%
10 2.063 154 155 157 rBvV2 1000 1393 2.01% 0.283%
11 2.250 173 174 176 rBV 906 1370 1.97% 0.279%
12 2.290 176 178 179 rBvV 1346 1514 2.18% 0.308%
13 2.536 201 203 206 rBV 1497 2494 3.59% 0.507%
14 2.586 206 208 213 rVB2 932 2202 3.17% 0.448%
15 2.704 218 220 225 rBV2 822 1280 1.84% 0.260%
16 2.802 228 230 233 rVB2 1198 1781 2.57% 0.362%
17 3.049 251 255 257 rBV 1426 2828 4_.07% 0.575%
18 3.266 272 277 282 rBV2 1023 3235 4 .66% 0.658%
19 3.345 282 285 287 rVvv2 874 1458 2.10% 0.297%
20 3.522 301 303 306 rvB2 1027 1675 2.41% 0.341%
21 4.094 355 361 366 rVB3 1308 4368 6.29% 0.888%
22 4.281 375 380 386 rvv3 8980 22869 32.94% 4.651%
23 4_.350 386 387 390 rvv3 1105 1379 1.99% 0.280%
24 4.389 390 391 394 rVvv3 1139 1497 2.16% 0.304%
25 4.813 431 434 436 rBV 1156 2288 3.30% 0.465%
26 5.030 450 456 464 rvvVvs 20879 69427 100.00% 14.121%
27 5.227 475 476 480 rvB2 1132 2024 2.92% 0.412%
28 5.356 486 489 490 rBV 892 1520 2.19% 0.309%
29 5.454 497 499 504 rvB 1056 1962 2.83% 0.399%
30 5.760 524 530 540 rBV2 17556 50890 73.30% 10.351%
31 5.947 547 549 552 rVB 828 1464 2.11% 0.298%
32 6.164 569 571 576 rVB 1199 3042 4.38% 0.619%
33 6.469 601 602 606 rVB 1781 1856 2.67% 0.378%
34 6.598 613 615 617 rBV 1028 1370 1.97% 0.279%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample : J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 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\82F073018S.M

Title : SW846 8260

35 6.676 621 623 626 rBvY 1421 1904 2.74% 0.387%
36 7.051 659 661 662 rBv2 854 1474 2.12% 0.300%
37 7.189 672 675 678 rVB 1133 2358 3.40% 0.480%
38 7.238 678 680 684 rvVB 1233 2401 3.46% 0.488%
39 7.406 694 697 698 rvB2 925 1513 2.18% 0.308%
40 7.455 698 702 703 rBvV2 963 2314 3.33% 0.471%
41 7.583 712 715 718 rBV 984 1834 2.64% 0.373%
42 7.652 718 722 723 rBV2 1003 2304 3.32% 0.469%
43 7.702 723 727 733 rBV 20917 48064 69.23% 9.776%
44 8.017 757 759 761 rVB2 1132 1500 2.16% 0.305%
45 8.076 763 765 768 rBvV2 1158 1804 2.60% 0.367%
46 8.342 790 792 793 rBV 1215 1724 2.48% 0.351%
47 8.530 808 811 812 rBV2 1177 1286 1.85% 0.262%
48 8.717 827 830 832 rBvV2 1219 2545 3.67% 0.518%
49 8.884 844 847 850 rBvV2 1850 2819 4._.06% 0.573%
50 9.042 859 863 864 rvv 1017 1658 2.39% 0.337%
51 9.082 864 867 869 rvv 739 1308 1.88% 0.266%
52 9.170 871 876 877 rBV 962 2181 3.14% 0.444%
53 9.308 889 890 893 rBv2 1429 1852 2.67% 0.377%
54 9.525 907 912 913 rBV2 1229 2682 3.86% 0.546%
55 9.574 916 917 920 rVB 1627 1482 2.13% 0.301%
56 9.742 933 934 941 rVB2 763 2171 3.13% 0.442%
57 9.831 941 943 944 rBV 1132 1332 1.92% 0.271%
58 9.910 947 951 956 rBV 17191 40752 58.70% 8.289%
59 10.126 970 973 974 rBV2 869 1353 1.95% 0.275%
60 10.274 987 988 991 rVB 1108 1580 2.28% 0.321%
61 10.363 994 997 999 rBV2 1740 3011 4._.34% 0.612%
62 10.471 1006 1008 1011 rVVv2 1092 1920 2.77% 0.391%
63 10.698 1030 1031 1034 rVB 1208 1403 2.02% 0.285%
64 10.856 1044 1047 1049 rVB2 1754 2099 3.02% 0.427%
65 10.895 1049 1051 1053 rBV 854 1298 1.87% 0.264%
66 10.964 1055 1058 1059 rBV 952 1368 1.97% 0.278%
67 11.004 1060 1062 1065 rVB 1026 1558 2.24% 0.317%
68 11.280 1088 1090 1091 rVB 1311 1421 2.05% 0.289%
69 11.329 1093 1095 1096 rVv2 1540 1696 2.44% 0.345%
70 11.368 1097 1099 1100 rVB 2198 2273 3.27% 0.462%
71 11.388 1100 1101 1103 rBV 1721 2329 3.35% 0.474%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample : J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 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\82F073018S.M
Title : SW846 8260
72 11.467 1106 1109 1110 rBVZ2 900 1472 2.12% 0.299%
73 11.506 1110 1113 1117 rVV 14244 25597 36.87% 5.206%
74 11.615 1122 1124 1125 rBV 1465 2300 3.31% 0.468%
75 11.635 1125 1126 1130 rVV 2162 2596 3.74% 0.528%
76 11.733 1135 1136 1140 rVVv2 2304 3316 4.78% 0.674%
77 11.802 1142 1143 1146 rVB 1251 1263 1.82% 0.257%
78 11.989 1159 1162 1164 rBV2 1492 2857 4.12% 0.581%
79 12.039 1164 1167 1168 rVV 16183 16440 23.68% 3.344%
80 12.137 1176 1177 1179 rVV2 858 1296 1.87% 0.264%
81 12.216 1183 1185 1188 rBV 1485 2659 3.83% 0.541%
82 12.630 1223 1227 1231 rBV 15577 26068 37.55% 5.302%
83 12.729 1235 1237 1238 rVB2 1435 1558 2.24% 0.317%
84 12.906 1253 1255 1258 rBV2 1279 1397 2.01% 0.284%
85 13.024 1265 1267 1271 rVB2 1426 2212 3.19% 0.450%
86 13.123 1275 1277 1279 rVB 1257 1599 2.30% 0.325%
87 13.172 1281 1282 1285 rVB 1470 1429 2.06% 0.291%
88 13.409 1304 1306 1309 rVB2 1428 2678 3.86% 0.545%
89 13.458 1309 1311 1312 rBV 1146 1492 2.15% 0.303%
90 13.734 1337 1339 1340 rBV2 1911 2487 3.58% 0.506%
91 13.862 1348 1352 1353 rBV2 1880 3419 4.92% 0.695%
92 13.971 1361 1363 1366 rBV2 1148 1898 2.73% 0.386%
93 14.375 1402 1404 1405 rVB2 1549 1424 2.05% 0.290%
94 14.424 1405 1409 1410 rBV 1574 2888 4.16% 0.587%
95 14.503 1415 1417 1420 rVV2 1637 2676 3.85% 0.544%
96 14.611 1426 1428 1430 rVB2 2150 2240 3.23% 0.456%
97 14.937 1458 1461 1462 rBV 1770 2587 3.73% 0.526%
98 15.144 1481 1482 1485 rBV2 1907 2180 3.14% 0.443%
99 15.193 1485 1487 1490 rVV3 2513 3589 5.17% 0.730%
100 15.824 1549 1551 1553 rBV2 3389 4168 6.00% 0.848%

Sum of corrected areas: 491650
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample = J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .M
SW846 8260

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

Abundance

20000

15000

10000

5000

TIC: VF059710.D

5.76

5.23; 4745 .95

045
Time--> 1.

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

Abundance

20000

15000

10000

5000

0

TIC: VF059710.D
7170

9.91

W

Time-->

I I I T T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

20000

15000

10000

5000

TIC: VF059710.D

12.04 12.63
11.51

15.82

115873

Time-->

T I T T T T T
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\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample = J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 unknownl11.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 6.36 ug/Il 3316 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptenal. (E)- 112 C7H120 018829-55-5 46
2 1.1°-(4-Methvl-1.3-phenvlene)bis... 460 C19H24N802S2 1000224-58-4 25
3 Phosphonic acid. (l-amino-2-meth... 153 C4H12NO3P 018108-24-2 9
4 1-Hexadecanesulfonic acid. 3.5-d... 479 C23H39CI2NO3S 040220-85-7 9
5 cis-2-Ethyl-2-hexen-1-ol 128 C8H160 1000139-52-4 9
Abundance Scan 1136 (11.733 min): VF059710.D (-1135) (-) m/z 43.10 100.00%
5000 85
104 156 193 233
11.40 11.60 11.80 12.00
m/z 40.90 93.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6486: 2-Heptenal, (E)-
27 56
5000
11.40 11.60 11.80 12.00
m/z 40.10 91.88%
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #229111: 1,1'-(4-Methyl-1,3-phenylene)bis[3-(5-isopropyl-1...

128

11.40 11.60 11.80 12.00
m/z 39.00 89.86%

5000
193 220 291 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 n M AA ﬂ M AN\\M
Abundance #26243: Phosphonic acid, (1-amino-2-methylpropyl)- R L R e RAREE
41 11.40 11.60 11.80 12.00
m/z 57.10 68.12%
82
5000
125
7
L, 108
mamassa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF073118\
Data File : VF059710.D

Aca On : 31 Jul 2018 15:38

Operator : VA/AP

Sample = J4140-06

Misc : 6.33a0/5mL/MSVOA F/SOIL

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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 unknownl2.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.04 31.53 ug/1 16440 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Actinobolin 300 C13H20N206 024397-89-5 39
2 n-HexvImethvlamine 115 C7H17N 035161-70-7 9
3 3-Methoxvamphetamine 165 C10H15NO 017862-85-0 9
4 2-Heptanol. 6-amino-2-methvl- 145 C8H19NO 000372-66-7 9
5 Benzenepropanamine, .alpha.-methyl- 149 C10H15N 022374-89-6 9

Abundance Scan 1167 (12.039 min): VF059710.D (-1164) (-) m/z 43.95 100.00%

44
5000

11. 80 12. 00 12. 20 12. 40
78 97 115 141 166 186 207 39.85 65.67%

A m/z

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144125: Actinobolin
44

5000 B EREs e a e e e
11. 80 12. 00 12. 20 12. 40

m/z 39.10 4._.92%

| 69 89 111 137154 177194 213 239256 282 300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7886: n-Hexylmethylamine
44
11.80 12.00 12.20 12.40
5000 m/z 40.80 3.77%
27 | 70 115
T R T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M A
Abundance #34315: 3-Methoxyamphetamine . . L . R . AR BE
44 11. 80 12. 00 12. 20 12. 40
m/z 42.20 3.54%
5000

65 91106121 150165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF073118\
Data File : VF059710.D

Acq On : 31 Jul 2018 15:38

Operator : VA/AP

Sample - J4140-06

Misc : 6.339/5mL/MSVOA_F/SOIL

ALS Vial : 91 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F073018S .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]
unknownl11.73 11.73 6.4 ug/Il 3316 4 12.63 26068 50.0
unknownl12 .04 12.04 31.5 ug/I1 16440 4 12.63 26068 50.0
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