LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018  9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
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\82F080418S.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 1.102 56 58 60 rvB 6840 7089 5.59% 1.138%
2 1.279 74 76 77 rvVB2 2090 2456 1.94% 0.394%
3 1.328 77 81 83 rBv2 2651 6449 5.08% 1.035%
4 1.604 105 109 113 rVB3 1775 4250 3.35% 0.682%
5 1.673 113 116 118 rvB2 2173 3434 2.71% 0.551%
6 1.821 129 131 134 rBvV2 1795 3071 2.42% 0.493%
7 1.861 134 135 138 rVB3 1190 1627 1.28% 0.261%
8 2.245 170 174 176 rVvv2 931 1787 1.41% 0.287%
9 2.294 176 179 181 rvVB2 2047 3006 2.37% 0.483%
10 2.324 181 182 188 rvB2 1193 3032 2.39% 0.487%
11 2.423 190 192 194 rvB2 1663 2205 1.74% 0.354%
12 2.482 196 198 202 rvB2 1553 3495 2.76% 0.561%
13 2.541 202 204 205 rBV 944 1464 1.15% 0.235%
14 2.649 212 215 218 rBV 839 1889 1.49% 0.303%
15 2.738 223 224 226 rBV 8743 6261 4.94% 1.005%
16 3.122 260 263 266 rvVv 1083 2311 1.82% 0.371%
17 3.211 268 272 274 rVWV 1265 2133 1.68% 0.342%
18 3.300 280 281 284 rBV 1288 1960 1.55% 0.315%
19 3.349 284 286 290 rvv2 907 1486 1.17% 0.239%
20 3.458 294 297 298 rBV2 1369 2004 1.58% 0.322%
21 3.507 298 302 305 rBV2 1204 2624 2.07% 0.421%
22 3.674 316 319 322 rVB2 917 1693 1.33% 0.272%
23 3.763 325 328 330 rBV 1626 2412 1.90% 0.387%
24 4.039 354 356 358 rVB2 1035 1524 1.20% 0.245%
25 4.295 377 382 392 rVB3 10561 30530 24.07% 4.902%
26 4.601 410 413 415 rBvV2 1106 1845 1.45% 0.296%
27 4.719 422 425 429 rBV2 1086 3059 2.41% 0.491%
28 4.867 439 440 442 rBV 1258 1753 1.38% 0.281%
29 5.045 451 458 465 rBV3 40336 126840 100.00% 20.366%
30 5.242 477 478 480 rBV 1665 1846 1.46% 0.296%
31 5.459 496 500 502 rBvV2 1178 2101 1.66% 0.337%
32 5.537 502 508 512 rVvv3 1924 6436 5.07% 1.033%
33 5.774 527 532 539 rvVv 31123 83562 65.88% 13.417%
34 5.882 542 543 545 rVB 2231 1686 1.33% 0.271%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018  9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
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\82F080418S .M

Title : SW846 8260

35 5.981 552 553 556 rvB 1235 1666 1.31% 0.268%
36 6.060 559 561 565 rBvV3 1219 2412 1.90% 0.387%
37 6.306 583 586 588 rBV3 873 1895 1.49% 0.304%
38 6.444 598 600 604 rBvV2 882 1734 1.37% 0.278%
39 6.543 607 610 613 rvB2 934 2034 1.60% 0.327%
40 6.612 613 617 620 rBv2 1381 2761 2.18% 0.443%
41 6.691 623 625 626 rBv2 1151 1477 1.16% 0.237%
42 6.779 632 634 635 rVB 3550 2513 1.98% 0.404%
43 7.055 657 662 665 rBv2 834 2239 1.77% 0.360%
44 7.174 673 674 678 rVvB2 1353 2165 1.71% 0.348%
45 7.381 693 695 699 rvB2 1051 1861 1.47% 0.299%
46 7.479 703 705 708 rBvV2 1217 2770 2.18% 0.445%
47 7.716 724 729 734 rBV3 24340 57009 44.95% 9.154%
48 7.883 744 746 749 rVB3 1438 2047 1.61% 0.329%
49 7.943 749 752 753 rBV2 1292 2385 1.88% 0.383%
50 8.179 774 776 778 rVB 1326 1677 1.32% 0.269%
51 8.248 778 783 784 rBvV2 999 2032 1.60% 0.326%
52 8.495 806 808 809 rBvV 1448 1529 1.21% 0.246%
53 8.554 813 814 818 rvVv 970 1787 1.41% 0.287%
54 8.721 829 831 834 rvB2 1092 2161 1.70% 0.347%
55 8.830 841 842 845 rvVB2 1046 1566 1.23% 0.251%
56 8.879 845 847 853 rBV3 1546 3670 2.89% 0.589%
57 9.116 870 871 875 rvV 1202 2367 1.87% 0.380%
58 9.175 875 877 879 rvV 1131 1879 1.48% 0.302%
59 9.224 879 882 885 rvv2 1374 2945 2.32% 0.473%
60 9.313 889 891 896 rBv2 1227 3342 2.63% 0.537%
61 9.441 901 904 906 rBvV2 1445 2724 2.15% 0.437%
62 9.539 911 914 917 rvv2 728 1578 1.24% 0.253%
63 9.579 917 918 921 rVB2 1355 1952 1.54% 0.313%
64 9.628 921 923 924 rBV2 1286 2157 1.70% 0.346%
65 9.677 926 928 930 rvv2 929 1502 1.18% 0.241%
66 9.707 930 931 934 rvv3 934 1797 1.42% 0.289%
67 9.756 934 936 940 rVB 1354 2513 1.98% 0.404%
68 9.865 946 947 948 rvV 1348 1484 1.17% 0.238%
69 9.924 948 953 958 rvv 19541 45778 36.09% 7 .350%
70 9.993 958 960 963 rVB 1708 2807 2.21% 0.451%
71 10.121 969 973 975 rBV3 1496 3364 2.65% 0.540%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018  9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
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\82F080418S .M
Title : SW846 8260
72 10.160 975 977 979 rBvV2 1194 1510 1.19% 0.242%
73 10.693 1030 1031 1035 rBVZ2 1583 3515 2.77% 0.564%
74 11.511 1111 1114 1119 rVVv2 11990 19822 15.63% 3.183%
75 11.748 1134 1138 1141 rBV2 2099 5545 4._.37% 0.890%
76 11.895 1151 1153 1155 rBV2 1000 1764 1.39% 0.283%
77 12.014 1162 1165 1166 rBV2 1439 1964 1.55% 0.315%
78 12.122 1173 1176 1177 rVB 1002 1638 1.29% 0.263%
79 12.309 1189 1195 1196 rBV2 1521 3990 3.15% 0.641%
80 12.546 1218 1219 1223 rVB2 1266 1638 1.29% 0.263%
81 12.635 1225 1228 1231 rBV3 12653 20976 16.54% 3.368%
82 12.842 1246 1249 1250 rBV2 1074 1646 1.30% 0.264%
83 12.921 1255 1257 1258 rVB2 1707 1775 1.40% 0.285%
84 12.970 1258 1262 1264 rBV 1594 3699 2.92% 0.594%
85 13.226 1286 1288 1289 rVVv2 1108 1464 1.15% 0.235%
86 13.404 1305 1306 1309 rBV 1855 1950 1.54% 0.313%
87 13.650 1329 1331 1333 rBV2 1253 2263 1.78% 0.363%
88 13.758 1335 1342 1348 rVB5 2367 10120 7.98% 1.625%
89 13.867 1351 1353 1357 rVB2 1242 2474 1.95% 0.397%
90 14.074 1370 1374 1376 rBV2 1287 2333 1.84% 0.375%
91 14.113 1376 1378 1379 rVB2 1862 1729 1.36% 0.278%
92 14.172 1381 1384 1387 rBV2 1174 2830 2.23% 0.454%
93 14.281 1394 1395 1397 rBV2 1765 2764 2.18% 0.444%
94 14.596 1425 1427 1428 rBV 2247 1594 1.26% 0.256%
95 14.754 1441 1443 1444 rBV 1715 2290 1.81% 0.368%
96 14.823 1448 1450 1453 rBV2 1425 3529 2.78% 0.567%
97 14.872 1453 1455 1457 rVB2 1612 1803 1.42% 0.290%
98 15.079 1474 1476 1477 rBV 2286 2364 1.86% 0.380%
99 15.316 1498 1500 1503 rBV2 2062 2468 1.95% 0.396%
100 15.405 1507 1509 1510 rBV 1748 2439 1.92% 0.392%

Sum of corrected areas: 622795
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VF059874.D
40000 5(04

5.77
30000

20000

10000
1.60671;
B85 3. BAREBA6136%/6  4.04 4.6@.724.87 5.24 5 g4
R L ki L R A AL AN A S A A S

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.0 5.60 5.80
Abundance TIC: VF059874.D

40000

30000

7.72

20000

10000

0 T T T T T T T T T U
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF059874.D

40000
30000
20000
11.51 12.63

10000

11.75, 4802121231 12,55 118@87 1323340 13

15
1318 8710080228 4094 71508 A

O I e e e o e e I L e e e e L S e e e e L e e e e e e e S

T T T T T T T U
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\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownll.75 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 13.22 ug/Il 5545 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Acetvl-3-methoxvamphetamine 207 C12H17NO2 072687-67-3 9
2 3-Butvnoic acid 84 C4H402 002345-51-9 9
3 Oxirane. 2-butvl-3-methvl-. cis- 114 C7H140 056052-93-8 9
4 1H-1.2.4-Triazole-3-carboxvlic a... 129 C3H3N303 1000327-51-1 9
5 1,2,4-Triazin-5(2H)-one, 3,4-dih... 129 C3H3N30S 000626-08-4 5

Abundance Scan 1138 (11.748 min): VF059874.D (-1134) (-) m/z 43.25 100.00%

3
57

===

11.40 11.60 11.80 12.00

1 | e m/z 41.00 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200

85 129
- 4T T Ly
‘ ‘ ‘ AI

Abundance #66816: N-Acetyl-3-methoxyamphetamine
44
5000
148 11.40 11.60 11.80 12.00
86 m/z 43.95 92.36%
. 65 |, 105 121133 | 164 207
N s T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1343: 3-Butynoic acid
9 84
e a
11.40 11.60 11.80 12.00
5000 m/z 57.10 77.43%
29 67
N 1l
1 |
B B 2 B R A

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #7604: Oxirane, 2-butyl-3-methyl-, cis-

43 11.40 11.60 11.80 12.00

m/z 85.00 61.46%
55
5000
71 85 A
99

m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 wunknownl2.31 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.31 9.51 ug/l 3990 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I2.5-Dioxo-1-(m-tolvD)-3-pvrroli... 279 C13H13N04S 1000223-78-4 12
2 Propanamide 73 C3H7NO 000079-05-0 4
3 Acetonitrile. hvdroxv- 57 C2H3NO 000107-16-4 4
4 Pterin-6-carboxvlic acid 207 C7H5N503 000948-60-7 4
5 Acetaldehyde 44 C2H40 000075-07-0 2
Abundance Scan 1195 (12.309 min): VF059874.D (-1189) (-) m/z 43.95 100.00%
4
5000
73 N
I | 173 2T8 12100 1220 1240 1260
1 O N M m/z 38.60 48.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126426: [2,5-Dioxo-1-(m-tolyl)-3-pyrrolidinylthio]acetic aci
4a
5000
12.00 12.20 12.40 12.60
m/z 39.80 40.72%
....,”..Uh. 204219234 261 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #727: Propanamide
44
12,00 12.20 12.40 12.60
5000 m/z 45.65 30.11%
29 73
”}ﬁ'“ﬁ“?ﬁ'”l”'ﬁ'”ﬁ'“'P'”l“” RS SRR BULAS SRRAYN SRS BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #193: Acetonitrile, hydroxy-
28 12.00 12.20 12.40 12.60
m/z 73.05 26.14%
5000 56
14 2 “N\ M M N\ AM,\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12:00 12,20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\
Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl2.97 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.97 8.82 ug/Il 3699 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-fluoro- 77 C2H4FNO 000640-19-7 4
2 N-Isopropvl-3-phenvlpropanamide 191 C12H17NO 056146-87-3 4
3 N-n-Butvlpropionamide 129 C7H15NO 002955-67-1 4
4 Propane 44 C3HS8 000074-98-6 4
5 Benzoxazol, 2,3-dihydro-2-thioxo... 260 C14H16N20S 339064-71-0 4
Abundance Scan 1262 (12.970 min): VF059874.D (-1258) (-) m/z 43.90 100.00%
4h
61 96
5000 77 129
191 e
12.60 12.80 13.00 13.20
A e e m/z 41.10 64.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #977: Acetamide, 2-fluoro-
4n
5000 77
12.60 12.80 13.00 13.20
33 m/z 37.90 57 .84%
6 | ) 60
miz--> 20 40 60 8 100 120 140 160 180
Abundance #53808: N-Isopropyl-3-phenylpropanamide A M A M A A
44
12,60 12,80 13.00 13.20
5000 91 m/z 61.15 54 _.25%
105 191
58
‘ 77
""w"'$ ””I”"M""I“"I"'W""I”"I"”I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12943: N—n—ButyIpropionamide LA LI L L B L B L
30 12.60 12.80 13.00 13.20
m/z 96.10 52.94%
5000 o7
b L
T }?l"l"‘l" A "l "%}ﬁl""'l NI SN NN 'A"" T
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080418\
Data File : VF059874.D

Aca On > 4 Aug 2018 9:47

Operator : VA/AP

Sample : J4318-09

Misc : 4.30a/5mL/MSVOA F/SOIL

ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl3.76 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.76 24.12 ug/1 10120 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecvlamine 227 C15H33N 002570-26-5 9
2 Piperazine. 2-methvl- 100 C5H12N2 000109-07-9 9
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 Benzaldehvde. 2-nitro-. diaminom... 207 C8HI9N502 102632-31-5 4
5 Propane 44 C3HS8 000074-98-6 4

Abundance Scan 1342 (13.758 min): VF059874.D (-1335) (-) m/z 43.95 100.00%
5000
13.40 13.60 13.80 14.00
m/z 41.00 47 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83655: Pentadecylamine
30
5000 A
13.40 13.60 13.80 14.00
. m/z 38.00 44 .56%
18 Hh > 69 86 100 114 128 142 156 170 184 198 212 227
m/z--> 20 40 60 éo 160 120 140 160 180 200 220
Abundance #3630: Piperazine, 2-methyl-
44
13.40 13.60 113.80 14.00
5000 57 m/z 56.90 40.72%
30
85
71 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74: Ethylene oxide
29 13.40 13.60 13.80 14.00
m/z 159.20 36.89%
15 a4
5000
..W,Nw”,w.”,..”,.”.,.”. e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl3.87 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.90 ug/Il 2474 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Methvlenedioxv-b-methv... 207 C10H9NO4 086029-47-2 5
N-(3-Methoxv-phenvl)-2-nitro-ben... 272 C14H12N204 058495-04-8 5
3 Imidazoll.2-alpvridin-2(3H)-one 134 C7H6N20 003999-06-2 5
4 11.2.3.401Tetrazololl.5-alpvridin... 134 C6H6N4 1000338-33-0 4
5 [1,2,3,4]Tetrazolo[1,5-a]pyridin... 134 C6H6N4 1000338-32-8 4
Abundance Scan 1353 (13.867 min): VF059874.D (-1351) (-) m/z 206.75 100.00%
a4 207
71
134
5000 272 292

13.60 13.80 14.00 14.20

e e e e e || M7z 43.95 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #66654: trans-2,3-Methylenedioxy-b-methyl-b-nitrostyrene
77 103 147 207
51
5000 13 60 13. 80 14. OO 14. 20
119 m/z 51.00 79.29%
| | | 1b3 I 1“1 179
e .”.q”.q”..”. N R B e s A u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120595: N-(3-Methoxy-phenyl)-2-nitro-benzamide
51
150
13.60 13.80 14.00 14.20
5000 m/z 51.80 78.28%
76
31 \‘ I 168183197211
A RRaR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15190: Imidazo[1,2-a]pyridin-2(3H)-one T e
44 79 13.60 13.80 14.00 14.20
m/z 57.10 75.25%
134
5000y 28
108
64
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080418\
Data File : VF059874.D

Aca On > 4 Aug 2018 9:47

Operator : VA/AP

Sample : J4318-09

Misc : 4.30a/5mL/MSVOA F/SOIL

ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl14.17 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .17 6.75 ug/l 2830 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Azepin-2-one. hexahvdro-1-met... 127 C7H13NO 002556-73-2 5
2 N.N-Dimethvlacetamide 87 C4H9NO 000127-19-5 5
3 Guanidine. N.N-dimethvl- 87 C3HO9N3 006145-42-2 5
4 Piperidine. 3.5-dimethvl- 113 C7H15N 035794-11-7 4
5 Piperidine, 3-isopropyl- 127 C8H17N 013603-18-4 4
Abundance Scan 1384 (14.172 min): VF059874.D (-1381) (-) m/z 43.95 100.00%
4
8000
6000
87 I
4000 77 127 147 13.80 14.00 14.20 14.40
e e e e e b e | M/Z 39.90 48.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11861: 2H-Azepin-2-one, hexahydro-1-methyl-
4
5000 AU AL BN B B
Ler 13.80 14.00 14.20 14.40
55 o m/z 87.20 45.15%
1.5 27. | . M 8 9.9 112 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #1882: N,N-Dimethylacetamide
44
a7 B N
13.80 14.00 14.20 14.40
5000 m/z 39.00 34.99%
72
15 30 56
A B R AR s s B B e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1859: Guanidine, N,N-dimethy!- B
44 13.80 14.00 14.20 14.40
m/z 76.65 32.73%
5000 g7
72
15 30 58
,“,l £ S M S AU SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl4.28 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.28 6.59 ug/Il 2764 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimefox 154 C4H12FN20P 000115-26-4 5
2 4.6-dimethvl-2-(propan-2-vI)-1.3... 191 C8H17NS2 104691-40-9 4
3 4.6-dimethvl-2-propvl-1.3.5-dith._.. 191 C8H17NS2 1000365-92-6 4
4 Ethvne. fluoro- 44 C2HF 002713-09-9 3
5 Benzaldehyde, 2-nitro-, diaminom... 207 C8H9N502 102632-31-5 3
Abundance Scan 1395 (14.281 min): VF059874.D (-1394) (-) m/z 44.00 100.00%
44
5000
73 14.00 14.20 14.40 14.60
e, M 191207 75 39.50  20.20%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #27152: Dimefox
44
5000 4100 1420 1440 1480
110 m/z 73.35 11.09%
| 58 88 154
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #53970: 4,6-dimethyl-2-(propan-2-yl)-1,3,5-dithiazinane
44
14.00 14.20 14.40 14.60
5000 m/z 41.30 10.45%
71
103
| "§F|' M" |'§8"|"" U U DAL SR |'%?1'|' T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #53967: 4,6-dimethyl-2-propyl-1,3,5-dithiazinane
44 14.00 14.20 14.40 14.60
m/z 190.90 8.62%
5000
71
103 191
— .FF,.”.,.QQ.,....,....,....,....,....,.... i
m/z--> 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Aca On - 4 Aug 2018 9:47

Operator : VA/AP

sample - J4318-09 :
Misc - 4.300/5mL/MSVOA F/SOIL clesse=elliizpiaios
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl14.82 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .82 8.41 ug/l 3529 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sarcosine. N-(cvclopentvlcarbonv... 213 C11H19NO3 1000321-33-5 4
2 1.1-Cvyclopropanedicarboxamide 128 C5H8N202 005813-85-4 4
3 1-Dodecanamine 185 C12H27N 000124-22-1 4
4 Acetaldehvde 44 C2H40 000075-07-0 3
5 1-Tetradecanamine 213 C14H3IN 002016-42-4 3
Abundance Scan 1450 (14.823 min): VF059874.D (-1448) (-) m/z 43.90 100.00%
44
5000
&7 L SASRULN BUSMA U SUN
| 56 177 zhl 14.60 14.80 15.00 15.20
B e B e o I . e e m/z 39.90 52.21%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #71799: Sarcosine, N-(cyclopentylcarbonyl)-, ethyl ester
44
69
5000 L AU DU U SUN
97 14.60 14.80 15.00 15.20
‘ us M0 4 213 m/z 66.90 32.95%
...,.%?.q'-.ﬁ?,.b..??:.:'.. .”,J...!.... IR
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12047: 1,1-Cyclopropanedicarboxamide
39
14.60 14.80 15.00 15.20
5000 m/z 44.85 25.11%
84
53 68 111
IIIIIII\IH‘ ||‘Hl“||“M“||||“||9‘|5|||‘h‘||||‘|||||||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #49539: 1-Dodecanamine
30 14.60 14.80 15.00 15.20
m/z 56.90 23.11%
5000
44
18
Y \ﬁ? 70 96 100 114 128 142 156 170 185 AA AAA A
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 150 2(')0 ' 14.|60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080418\
Data File : VF059874.D

Aca On > 4 Aug 2018 9:47

Operator : VA/AP

Sample : J4318-09

Misc : 4.30a/5mL/MSVOA F/SOIL

ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9 unknownl5.32 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.32 5.88 ug/Il 2468 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanol 72 C4H80 002919-23-5 9
2 Propane 44 C3H8 000074-98-6 4
3 1-Octadecanamine. N-methvl- 283 C19H41N 002439-55-6 4
4 Propanamide 73 C3H7NO 000079-05-0 4
5 Propanamide, N-(1-cyclohexylethyl)- 183 C11H21NO 1000142-14-3 4

Abundance Scan 1500 (15.316 min): VF059874.D (-1498) (-) m/z 43.95 100.00%
4
5000
208 B e o S
281 15.00 15.20 15.40 15.60
m/z 207 .85 22 .09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #655: Cyclobutanol
4
5000
15.00 15.20 15.40 15.60
. m/z 37.90 16.18%
70
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79: Propane
20
15.00 15.20 15?40 15.60
5000 m/z 57.00 14.19%
44
W'}ﬁJ'JH”'P”'P'”P'”I””I”'W”'W”'W“'W”'W'“W'”'P”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130251: 1-Octadecanamine, N-methyl- et e
44 15.00 15.20 15.40 15.60
m/z 208.95 13.65%
5000
1429 || | 70 85100 128 156 184 212240 268283 A
m/z--> 0 ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

82F080418S.M Mon

Aug 06 14:36:25 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080418\
Data File : VF059874.D

Aca On > 4 Aug 2018 9:47

Operator : VA/AP

Sample : J4318-09

Misc : 4.30a/5mL/MSVOA F/SOIL

ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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 unknownl15.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.40 5.81 ug/Il 2439 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-nitro-. diaminom... 207 C8H9N502 102632-31-5 7
2 2H-Azepin-2-one. hexahvdro-7-met... 127 C7H13NO 001985-48-4 4
3 Propanamide 73 C3H7NO 000079-05-0 4
4 Chlorozotocin 313 C9H16CIN307 054749-90-5 4
5 Carbamic acid 2,3-dibromopropyl ... 259 C4H7Br2NO2 055190-46-0 4
Abundance Scan 1509 (15.405 min): VF059874.D (-1507) (-) m/z 43.95 100.00%
a
5000
62 211 rrrryrrrryrrrrpr T TTTTT
9% 15.00 15.20 15.40 15.60 15.80
e e e e m/z 62.55  30.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67108: Benzaldehyde, 2-nitro-, diaminomethylidenhydrazone
a
5000 U AR SRR LR B
15.00 15.20 15.40 15.60 15.80
63 77 o 119 207 m/z 211.05 22 .99%
L 104 | 135148161 177190
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11860: 2H-Azepin-2-one, hexahydro-7-methyl-
aa
15.00 15.20 15.40 15.60 15.80
5000 m/z 207 .95 22 .40%
o8 ?e o 85 112 127
,,}ﬁl,\,“,,\i\h_,yllw,h,,ll\,,lg?,,,, ,\;,, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #727: Propanamide
aa 15.00 15.20 15.40 15.60 15.80
m/z 73.05 21.67%
5000
29 73
57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60 15.80

82F080418S.M Mon Aug 06 14:36:26 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF080418\

Data File : VF059874.D

Acg On : 4 Aug 2018 9:47

Operator : VA/AP

Sample - J4318-09 :
Misc - 4.30g/5mL/MSVOA_F/SOIL =
ALS Vial : 100 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F080418S .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]
unknownll.75 11.75 13.2 ug/I1 5545 4 12.63 20976 50.0
unknownl12 .31 12.31 9.5 ug/Il 3990 4 12.63 20976 50.0
unknownl12 .97 12.97 8.8 ug/Il 3699 4 12.63 20976 50.0
unknownl13.76 13.76 241 ug/I1 10120 4 12.63 20976 50.0
unknownl13.87 13.87 5.9 ug/Il 2474 4 12.63 20976 50.0
unknownl14 .17 14.17 6.8 ug”/Il 2830 4 12.63 20976 50.0
unknownl14 .28 14.28 6.6 ug/Il 2764 4 12.63 20976 50.0
unknownl14 .82 14.82 8.4 ug/Il 3529 4 12.63 20976 50.0
unknown15.32 15.32 5.9 ug/Il 2468 4 12.63 20976 50.0
unknown15.40 15.40 5.8 ug/Il 2439 4 12.63 20976 50.0
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