LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 1.042 50 52 54 rvB2 2201 3208 2.05% 0.480%
2 1.101 54 58 60 rBv2 7181 12890 8.23% 1.930%
3 1.190 60 67 68 rBv5 3962 12480 7.97% 1.869%
4 1.634 110 112 115 rvB2 2088 3665 2.34% 0.549%
5 1.673 115 116 117 rBvV 1899 1914 1.22% 0.287%
6 1.752 120 124 125 rvB2 1253 2473 1.58% 0.370%
7 1.772 125 126 128 rBvV2 1219 1773 1.13% 0.265%
8 1.831 130 132 137 rVvv4 1859 3998 2.55% 0.599%
9 1.900 137 139 140 rVvv 1535 1896 1.21% 0.284%
10 1.929 140 142 146 rVvv3 1762 3156 2.02% 0.473%
11 2.156 162 165 166 rvB2 1908 2564 1.64% 0.384%
12 2.186 166 168 171 rBvV 2033 3855 2.46% 0.577%
13 2.245 173 174 175 rBV 1689 1730 1.11% 0.259%
14 2.274 175 177 179 rVvv2 1831 2485 1.59% 0.372%
15 2.314 179 181 185 rVB3 1464 3026 1.93% 0.453%
16 2.481 196 198 201 rvB2 2004 3913 2.50% 0.586%
17 2.550 203 205 206 rvVv 1297 2026 1.29% 0.303%
18 2.580 206 208 211 rvVv 2127 3428 2.19% 0.513%
19 2.659 213 216 218 rVV 1272 2973 1.90% 0.445%
20 2.748 221 225 228 rVVv2 1124 3827 2.44% 0.573%
21 2.797 228 230 235 rvv2 1857 3937 2.52% 0.589%
22 2.994 246 250 251 rVvv3 1493 2211 1.41% 0.331%
23 3.033 251 254 255 rvwV 1083 1966 1.26% 0.294%
24 3.083 258 259 264 rvv2 1299 2136 1.36% 0.320%
25 3.181 266 269 273 rVB2 1081 2133 1.36% 0.319%
26 3.300 279 281 284 rVvV 1388 2502 1.60% 0.375%
27 3.398 288 291 294 rVB 1723 3608 2.30% 0.540%
28 3.497 298 301 302 rVvB2 1441 1654 1.06% 0.248%
29 3.615 310 313 316 rVB2 1475 3187 2.04% 0.477%
30 3.674 316 319 320 rBV 1215 1750 1.12% 0.262%
31 3.704 320 322 324 rBV2 1441 1691 1.08% 0.253%
32 3.822 332 334 338 rvv 1133 2298 1.47% 0.344%
33 4.078 357 360 362 rBV2 1622 2691 1.72% 0.403%
34 4.128 364 365 368 rBV2 1579 2464 1.57% 0.369%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 4.285 374 381 385 rBV3 6305 17455 11.15% 2.614%
36 4.344 385 387 389 rvB2 1652 1935 1.24% 0.290%
37 4.482 397 401 403 rBvV2 1658 4230 2.70% 0.633%
38 4.768 428 430 433 rBvV2 1033 2236 1.43% 0.335%
39 5.034 449 457 466 rBV3 48912 156531 100.00% 23.438%
40 5.212 473 475 479 rBV3 1238 2661 1.70% 0.398%
41 5.370 488 491 492 rBvV 1480 1936 1.24% 0.290%
42 5.439 494 498 499 rVv3 1223 2166 1.38% 0.324%
43 5.596 509 514 519 rvB2 1425 2941 1.88% 0.440%
44 5.754 525 530 537 rBvV 28958 78150 49.93% 11.702%
45 5.862 539 541 544 rBV 974 1652 1.06% 0.247%
46 5.981 552 553 555 rBvV 1670 1741 1.11% 0.261%
47 6.060 558 561 564 rBvV2 671 1673 1.07% 0.251%
48 6.405 591 596 597 rBvV2 784 1751 1.12% 0.262%
49 6.513 603 607 608 rvB2 1712 2209 1.41% 0.331%
50 6.789 632 635 636 rBv2 1693 2124 1.36% 0.318%
51 6.976 653 654 658 rvB 1194 1907 1.22% 0.286%
52 7.144 668 671 673 rBv2 1302 2571 1.64% 0.385%
53 7.706 723 728 734 rBV 25268 63138 40.34% 9.454%
54 8.051 761 763 766 rBV3 1149 1711 1.09% 0.256%
55 8.268 782 785 786 rBV 1197 2093 1.34% 0.313%
56 8.337 788 792 795 rvv3 1505 4619 2.95% 0.692%
57 8.425 798 801 803 rvv 9368 9867 6.30% 1.477%
58 8.859 842 845 848 rvv2 1002 2669 1.71% 0.400%
59 9.027 860 862 866 rBv4 1200 2525 1.61% 0.378%
60 9.293 887 889 893 rvB4 1022 1843 1.18% 0.276%
61 9.460 904 906 908 rVvB 1550 1676 1.07% 0.251%
62 9.510 908 911 914 rVvB2 1728 2941 1.88% 0.440%
63 9.638 921 924 927 rBV2 1677 3388 2.16% 0.507%
64 9.914 947 952 959 rvB2 17263 40965 26.17% 6.134%
65 10.022 962 963 966 rvv2 1227 1698 1.08% 0.254%
66 10.111 970 972 974 rVB 1355 1758 1.12% 0.263%
67 10.564 1016 1018 1021 rVB2 1285 2150 1.37% 0.322%
68 10.614 1021 1023 1027 rBV2 1026 2082 1.33% 0.312%
69 10.722 1030 1034 1036 rVB2 1377 2602 1.66% 0.390%
70 10.752 1036 1037 1039 rBV 1361 1910 1.22% 0.286%
71 11.156 1074 1078 1079 rBVZ2 1078 2280 1.46% 0.341%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 11.323 1092 1095 1098 rVB3 1390 2452 1.57% 0.367%
73 11.392 1100 1102 1104 rBVZ2 1662 2977 1.90% 0.446%
74 11.501 1110 1113 1115 rBV2 10582 15243 9.74% 2.282%
75 11.737 1134 1137 1139 rVB3 2964 4204 2.69% 0.629%
76 11.856 1147 1149 1152 rVB2 1239 2242 1.43% 0.336%
77 11.905 1152 1154 1155 rBV2 1201 1889 1.21% 0.283%
78 12.092 1172 1173 1175 rBV2 1662 1937 1.24% 0.290%
79 12.132 1175 1177 1179 rBV2 1880 3090 1.97% 0.463%
80 12.368 1199 1201 1202 rVB 2268 2274 1.45% 0.340%
81 12.408 1202 1205 1206 rBV3 1541 2963 1.89% 0.444%
82 12.516 1215 1216 1218 rBV 1302 1823 1.16% 0.273%
83 12.625 1224 1227 1231 rVB2 8489 13656 8.72% 2.045%
84 12.674 1231 1232 1235 rBV2 1391 2138 1.37% 0.320%
85 12.802 1243 1245 1246 rVB 1657 1918 1.23% 0.287%
86 12.920 1256 1257 1260 rVB2 2136 2022 1.29% 0.303%
87 13.186 1282 1284 1285 rBV2 1633 2291 1.46% 0.343%
88 13.344 1299 1300 1303 rBV2 2054 3231 2.06% 0.484%
89 13.443 1308 1310 1312 rBV2 1922 2100 1.34% 0.314%
90 13.522 1316 1318 1319 rVB2 2132 1997 1.28% 0.299%
91 13.679 1331 1334 1335 rBV3 1916 2598 1.66% 0.389%
92 14.212 1384 1388 1390 rBvV4 2828 5994 3.83% 0.897%
93 14.251 1390 1392 1394 rBV3 1775 2806 1.79% 0.420%
94 14.389 1403 1406 1408 rBV3 3328 5614 3.59% 0.841%
95 14.724 1438 1440 1443 rBvV4 2761 5363 3.43% 0.803%
96 14.892 1455 1457 1461 rBv4 2850 5268 3.37% 0.789%
97 15.168 1483 1485 1487 rBV2 4285 5087 3.25% 0.762%
98 15.582 1525 1527 1528 rVB 3654 3576 2.28% 0.535%
99 15.661 1533 1535 1537 rVV 3505 4119 2.63% 0.617%
100 15.769 1544 1546 1549 rBV3 3602 7694 4.92% 1.152%

Sum of corrected areas: 667858
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 TIC: VF059835.D

40000

5.75
30000

20000

10000

3306780 237088 18.30.48.58.6%73.82 4483

SN 0t St A A

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80

5.215.87445.60

Abundance TIC: VF059835.D

40000

30000 771

20000

10000

9.29996D.64

8.86 9.03

6.48.51 6.79 5 937.14

O L e e e e T LA e e e e e e e LA B e e e e L e e e B e e e e LA a e |
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF059835.D

40000
30000
20000
11.50 15.17
12.62 4.89 1515866.77
10000 4.39 14.7%
11.74 3892 131435274 13.66 4prs
11.164 ]_13 39 .l 9012%@3 12 2.57 R.62. \ 13.1 V

O L B e T B e e e e e e LA s e e o L S e e L A s e e e T

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\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 unknown8.43 Concentration Rank 10

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

8.43 12.04 ug/Il 9867 Chlorobenzene-d5 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-DodecvImethvlamine 199 C13H29N 1000342-26-1 9
2 2-Methoxv-N-methvlethvlamine 89 C4H11NO 038256-93-8 9
3 2-Pentanamine. 4-methvl- 101 C6H15N 000108-09-8 9
4 2-Hexanamine. 5-methyl- 115 C7H17N 028292-43-5 9
5 Acetamide, 2,2,2-trifluoro- 113 C2H2F3NO 000354-38-1 9

Abundance Scan 801 (8.425 min): VF059835.D (-798) (-) m/z 43.95 100.00%
i’}
5000
89 199 284 8.00 820 840 8.60 8.80
e e 188 et M/Z 39.85  53.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60556: N-Dodecylmethylamine
i’}
5000 SRR SRR SRR B
8.00 8.20 840 8.60 8.80
m/z 41.00 10.45%
15 29 | 70 86100114128142156170184199
m/z--> 25 4b eb éo 160 120 140 160 180 200 220 240 2éo 2éo
Abundance #2216: 2-Methoxy-N-methylethylamine
i’}
8.00 8.20 840 8.60 8.80
5000 m/z 43.10 7.40%

1228 | 5973 8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4157: 2-Pentanamine, 4-methyl-
44 8.00 8.20 8.40 8.60 8.80
m/z 89.55 7.22%
5000

15 30 58 86 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 2 unknownll.74 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.74 15.39 ug/I 4204 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvric acid. 4-(4-chloro-5-meth... 247 C8H10CIN304 1000304-30-9 12
2 Isonipecotic acid. 1-methvl-4-ph... 219 C13H17NO2 003627-48-3 10
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 10
4 2-Bromononane 206 C9H19Br 002216-35-5 10
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 10

Abundance Scan 1137 (11.737 min): VF059835.D (-1134) (-) m/z 43.00 100.00%

71

5000

11.40 11.60 11.80 12.00
m/z 41.20  90.14%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99947: Butyric acid, 4-(4-chloro-5-methyl-3-nitropyrazol-...
1

5000
11.40 11.60 11.80 12.00

m/z 71.10 68 .46%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76502: Isonipecotic acid, 1-methyl-4-phenyl-
71
11.40 11.60 11.80 12.00
s000{ ,, 19 m/z 207.75  49.28%
% 115 141 174
S N Y Y Mt sl - - S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105895: Heptadecane, 2-methyl- -
43 5 11.40 11.60 11.80 12.00
m/z 45.15 44 _.09%
5000 1
85
99
113 211
Ly L]
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 unknownl4.21 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.21 21.95 ug/1 5994 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid 2.3-dibromopropvl ... 259 C4H7Br2N02 055190-46-0 17
2 1H-4-Azacvcloproplcdlindene. oct... 137 C9H15N 016967-50-3 12
3 3-Azabicvclol3.3.11nonan-9.alpha... 169 C10H19NO 014948-72-2 9
4 Pteridine-8-oxide. 6-aldoximino-... 222 C7H6N603 023663-23-2 9
5 1,1-Dichloro-2-methyl-3-(4,4-dif... 232 C10H10CI1202 132607-16-0 9
Abundance Scan 1388 (14.212 min): VF059835.D (-1384) (-) m/z 43.90 100.00%
5000
13.80 14.00 14.20 14.40 14.60
m/z 40.00 37 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #110095: Carbamic acid 2,3-dibromopropy! ester
4
57
5000 AR SR B B B
31 13.80 14.00 14.20 14.40 14.60
100 119 137 m/z 155.00 37.27%
16 86 150 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16827: 1H-4-Azacycloprop[cd]indene, octahydro-4-methyl-
44
13.80 14.00 14.20 14.40 14.60
5000 5 79 m/z 43.15 36.98%
94 137
""I?E"h‘ "'|"M'“"”J'|%Q§'lg?"Jl""l" IBE SRS BREEY SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37515: 3-Azabicyclo[3.3.1]nonan-9.alpha.-ol, 3,9-dimethy!-
44 13.80 14.00 14.20 14.40 14.60
m/z 69.00 26 .03%
5000 .
108 136 169
'”'I”"I'JL'”AI'”'I”M""“F?R 'L'l“"w"w"“l
m/z--> 20 60 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 4 unknownl14.39 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .39 20.56 ug/1 5614 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanamine. N-methvIl-N-nitroso- 172 C9H20N20 034423-54-6 9
2 3.11-Diazatricvclol7.3.1.0¢(3.8)1... 258 C15H18N202 1000276-73-9 9
3 BisltrifluoromethvlThvdroxv-2-(a... 243 C5H7F6NOS 021918-92-3 9
4 8-Azabicvclol4.3.11decan-10-one.... 167 C10H17NO 004146-36-5 9
5 2-(2-Benzylphenoxy)ethylamine 227 C15H17NO 1000303-73-3 7
Abundance Scan 1406 (14.389 min): VF059835.D (-1403) (-) m/z 43.95 100.00%
i’}
5000
73 e
59 ||| 112 138 155 179 196210 227 281 14.00 14.20 14.40 14.60 14.80
,....',l...Ill..l..l.'.9.5|..'!'.Il..l.l.",...l.l....',...!,.'.'..,.'...,....,....,l.. m/z 73.15 25 _66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #40418: 1-Octanamine, N-methyl-N-nitroso-
4a
5000
14.00 14.20 14.40 14.60 14.80

m/z 72.75 17 .35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109109: 3,11-Diazatricyclo[7.3.1.0(3.8)]trideca-5,7-dien-...
44

112
14.00 14.20 14.40 14.60 14.80

m/z 77.35 15.75%

5000
146

160 240

184199 225 258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96672: Bisltrifluoromethyl]hydroxy-2-(aminoethylthio)meth...
44 14.00 14.20 14.40 14.60 14.80
m/z 68.80 14_47%
5000 77

129 147

196
178 7210004 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 5 unknownl14.72 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.72 19.64 ug/I 5363 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(dimethvlamino)phosphinic chl... 170 C4H12CIN20P 001605-65-8 12
2 l1-Tetradecanamine 213 C14H31N 002016-42-4 10
3 1.3.4-0xadiazol-2-amine. 5-(1-ph... 229 C9H7N70 339244-78-9 10
4 Benzaldehvde. 2.4.5-trimethoxv- 196 C10H1204 004460-86-0 9
5 Bis[trifluoromethyl]lhydroxy-2-(a... 243 C5H7F6NOS 021918-92-3 9
Abundance Scan 1440 (14.724 min): VF059835.D (-1438) (-) m/z 43.95 100.00%
4a
5000 95
148 207
e T | e wao s
B | 1 O [ e e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38418: Bis(dimethylamino)phosphinic chloride
4a
5000 92 126 14.40 14.60 14.80 15.00
170 m/z 206.95 33.29%
15 28 58 76 110 38 153
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #71998: 1-Tetradecanamine
30
14.40 14.60 14.80 15.00
5000 44 m/z 67.00 25.00%
57
18
wmh“&w@mmmmmmmm
m/z--> 25 Jo ' éo 160 150 1&0 1éo 1éo 260 250
Abundance #85434: 1,3,4 Oxadiazol-2-amine, 5-(1-phenyl-5-tetrazolyl)- T T LI I l T
44 77 Mmmmmmmm
m/z 148.25 24 .31%
5000 o1
‘ H 103 118 201
S T N .St Y~ A (1 A
m/z--> 200 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 6 unknownl14.89 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 19.29 ug/I 5268 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-isoxazolol5.4-blpvr... 177 C8H7N302 1000362-63-0 22
2 Ethanone. 2-azido-1-(4-methvl-3-._. 182 C5H6N602 1000270-71-4 22
3 1H-1.2.3.4-Tetrazole. 5-(1H-pvra... 136 C4H4NG6 1000351-28-9 12
4 3-Formvlhept-3-enedinitrile 148 C8H8N20 1000192-13-5 10
5 2-Cyclobutene-1-carboxamide 97 C5H7NO 053778-54-4 10
Abundance Scan 1457 (14.892 min): VF059835.D (-1455) (-) m/z 43.00 100.00%

73

152
o1 286

5000 111 133

14.60 14.80 15.00 15.20
m/z 38.10 91.22%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43477: Acetamide, N-isoxazolo[5,4-b]pyridin-3-yl-
43
5000
78 136 177 14.60 14.80 15.00 15.20
m/z 73.05 77.10%
64 92 162
108121

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47404: Ethanone, 2-azido-1-(4-methyl-3-furazanyl)-, oxime
Hn
T 67
4 85

14.60 14.80 15.00 15.20
m/z 53.10 70.61%

5000
L 139154 182

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 MA [W M\ AHAAM AAAAAA

Abundance #15943: 1H-1,2,3,4-Tetrazole, 5-(1H-pyrazol-1-yl)- e R

3 14.60 14.80 15.00 15.20
m/z 151.95 62.60%

68

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 7 unknownl15.17 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.17 18.63 ug/Il 5087 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Azabicvclol3.2.21Tnonane. 3-nit... 154 C8H14N20 001522-09-4 23
2 1-T.alpha.-(1-Adamantvbenzvlid... 313 C18H23N3S 1000222-83-3 9
3 1.3-Propanediamine. N-methvl- 88 C4H12N2 006291-84-5 9
4 3.3"-Iminobispropvlamine 131 C6H17N3 000056-18-8 9
5 3-Azahexan-1-ol, 6-cyclohexyl- 185 C11H23NO 1000251-64-6 9

Abundance Scan 1485 (15.168 min): VF059835.D (-1483) (-) m/z 43.95 100.00%

5000

14.80 15.00 15.20 15.40
m/z 41.10 38.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27507: 3-Azabicyclo[3.2.2]nonane, 3-nitroso-

5000

14.80 15.00 15.20 15.40
m/z 77.95  27.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #155568: 1-[.alpha.-(1-Adamantyl)benzylidene]thiosemicarbazid
44
14.80 15.00 15.20 15.40
5000 m/z 233.00 25.62%

77
65 ‘ o1 1?3115 135 12

m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #1983: 1,3-Propanediamine, N-methyl-

44 14.80 15.00 15.20 15.40

m/z 39.90 23.32%
30
5000 71
56
18

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 8 unknownl5.58 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.58 13.09 ug/Il 3576 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptanol2.3.4-1.ilisod... 341 C20H23N04 1000127-82-2 10
2 Propanenitrile. 3-amino-2.3-di(h... 128 C3H4N402 206363-14-6 9
3 Acetamide. 2-T(cvano)(phenvl)met... 203 C10H9N302 1000317-12-4 9
4 Acetamide. 2-Fluoro- 77 C2H4FNO 000640-19-7 7
5 N,N-Dimethylethanesulfonamide 137 C4H11NO2S 006338-68-7 5
Abundance Scan 1527 (15.582 min): VF059835.D (-1525) (-) m/z 43.95 100.00%
5000
96 123 142 168192 LI L B
15.20 15.40 15.60 15.80 16.00
m/z 210.85 44 53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177694: Benzocycloheptano[2,3,4-1,jlisoquinoline, 4,5,6,6...
4
5000 LRSI BRI SRS BN B
15.20 15.40 15.60 15.80 16.00
” 115433 m/z 77.05 44 _13%
o 195171 194 230256273 297 324341
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #11971: Propanenitrile, 3-amino-2,3-di(hydroxymino)-
4
15.20 15.40 15.60 15.80 16.00
5000 m/z 42.90 32.40%
60
110128
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #63171: Acetamide, 2-[(cyano)(phenyl)methyleneaminooxy]-
44 15.20 15.40 15.60 15.80 16.00
m/z 207 .85 30.27%
77
5000 103
. MG} 2o . 203
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path :

Data File : VF059835.D

Aca On - 3 Aug 2018 12:52
Operator : VA/AP

Sample - J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\

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

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

Concentration Rank 8

Peak Number 9 unknownl5.66

R.T. EstConc Area Relative to ISTD R.T.
15.66 15.08 ug/Il 4119 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pterin-6-carboxvlic acid 207 C7H5N503 000948-60-7 28
2 Methvlenedioxvamphetamine acetate 221 C12H15N03 036209-71-9 9
3 (-)-Norephedrine 151 C9H13NO 000492-41-1 9
4 Metaraminol 167 C9H13NO2 000054-49-9 9
5 Pteridine-8-oxide, 6-aldoximino-... 222 C7H6N603 023663-23-2 9

Abundance Scan 1535 (15.661 min): VF059835.D (-1533) (-) m/z 43.95 100.00%
4
5000
ﬁ7 105119 136 162 197212 234 281 " 1540 15.60 15.80 16.00
...,....','I."..,.'.'.l.ll....'l|.|.'.|'.'.'.!',..!.,'....,....',I..l.. L ....,....,l.. m/z 39.70 25_16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67060: Pterin-6-carboxylic acid
5000 LI IS BULILL SUREUL B
1540 15.60 15.80 16.00
69 163 m/z 66.90 13.20%

01105122 149

177191 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78097: Methylenedioxyamphetamine acetate
4 162
15.40 15.60 15.80 16.00
5000 m/z 78.75 12.58%
135
i
1428 || 63 | 01105151 ‘ | 178 203 221
A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #24938: (-)-Norephedrine L R o o
44 15.40 15.60 15.80 16.00
m/z 72.95 11.27%
5000
i
18 163 ‘\ 91105119134148
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080218\
Data File : VF059835.D

Aca On : 3 Aug 2018 12:52

Operator : VA/AP

Sample = J4285-09

Misc : 6.01a/5mL/MSVOA F/SOIL

ALS Vial : 100 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 10 unknownl5.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.77 28.17 ug/1 7694 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-bromo- 184 C7H5BrO 001122-91-4 14
2 Benzofuran-2-one. 2.3-dihvdro-3.... 207 C10H9NO4 1000129-53-4 10
3 1.2.5-Oxadiazol-3-amine. 4-(4-me... 207 C9HON303 1000351-72-7 9
4 1.3.5-Triazine. 2-chloro-4.6-bis... 207 C5H6CIN3S2 004407-40-3 9
5 2-Amino-7,7-dimethyl-5,6,7,8-tet... 211 C9H13N30S 123973-48-8 9
Abundance Scan 1546 (15.769 min): VF059835.D (-1544) (-) m/z 43.95 100.00%
4 207
5000 3 149 167182 281
||| H ‘||‘ 233 | 1540 15.60 15.80 16.00
e ERamsnasEEzE m/z 41.20 86.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49089: Benzaldehyde, 4-bromo-
50
75 185
5000 LD BURELSA SO SO
29 155 15.40 15.60 15.80 16.00
m/z 206.90 81.78%
12, | 104 129
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66655: Benzofuran-2-one, 2,3-dihydro-3,3-dimethyl-4-nitro-
43 77 207

15.40 15.60 15.80 16.00
m/z 208.05  68.79%

5000

_r'-r'_r'_'-r'_mTrmT'_'_'-'-r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67153: 1,2,5-Oxadiazol-3-amine, 4-(4-methoxyphenoxy)-
207 15.40 15.60 15.80 16.00
m/z 94.25 61.28%
124
5000

149
177192

—n-rv—rv-v-rrrrq—rv—rq-rrn-r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF080218\
Data File : VF059835.D

Acq On : 3 Aug 2018 12:52

Operator : VA/AP

Sample - J4285-09

Misc : 6.01g/5mL/MSVOA_F/SOIL

ALS Vial : 100 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown8 .43 8.43 12.0 ug/I1 9867 3 9.91 40965 50.0
unknownll.74 11.74 15.4 ug/I1 4204 4 12.62 13656 50.0
unknownl14 .21 14.21 21.9 ug/I1 5994 4 12.62 13656 50.0
unknown14 .39 14.39 20.6 ug/I1 5614 4 12.62 13656 50.0
unknownl14 .72 14.72 19.6 ug/I1 5363 4 12.62 13656 50.0
unknownl14 .89 14.89 19.3 ug/I1 5268 4 12.62 13656 50.0
unknown15.17 15.17 18.6 ug/I1 5087 4 12.62 13656 50.0
unknownl15.58 15.58 13.1 ug/I1 3576 4 12.62 13656 50.0
unknownl15.66 15.66 15.1 ug/I1 4119 4 12.62 13656 50.0

4

unknownl15.77 15.77 28.2 ug/I1 7694
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