LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 1.092 56 57 60 rvB 5055 4762 5.21% 0.675%
2 1.161 60 64 68 rBv3 3561 11340 12.40% 1.607%
3 1.220 68 70 73 rvv3 4073 9850 10.77% 1.396%
4 1.269 73 75 80 rvB4 5764 13282 14.52% 1.883%
5 1.683 115 117 121 rvVB2 1728 3708 4 .05% 0.526%
6 1.880 136 137 142 rVB 1234 2517 2.75% 0.357%
7 2.137 161 163 166 rBv 888 1458 1.59% 0.207%
8 2.285 172 178 179 rBvV2 1676 3882 4.24% 0.550%
9 2.462 193 196 197 rBv2 1128 1657 1.81% 0.235%
10 2.531 202 203 208 rBV 1024 2656 2.90% 0.376%
11 2.600 208 210 213 rVB2 1672 2317 2.53% 0.328%
12 2.797 225 230 231 rVB 988 2421 2.65% 0.343%
13 2.837 231 234 235 rBV2 1059 1459 1.60% 0.207%
14 3.014 249 252 254 rBV 681 1562 1.71% 0.221%
15 3.073 256 258 262 rVB2 868 1744 1.91% 0.247%
16 3.576 305 309 311 rVvB2 1369 2412 2.64% 0.342%
17 3.694 319 321 323 rBV2 806 1437 1.57% 0.204%
18 3.734 323 325 329 rVB 1252 2380 2.60% 0.337%
19 4.069 357 359 361 rBV2 870 1477 1.62% 0.209%
20 4.098 361 362 363 rvv 2379 1560 1.71% 0.221%
21 4.236 375 376 377 rBV 14564 10623 11.62% 1.506%
22 4.276 377 380 388 rVB3 9067 24551 26.85% 3.480%
23 4.759 426 429 430 rBvV2 1067 1789 1.96% 0.254%
24 4.916 443 445 447 rBV 1381 1885 2.06% 0.267%
25 5.015 447 455 466 rVB3 27369 91451 100.00% 12.962%
26 5.153 468 469 473 rvVB2 1344 1878 2.05% 0.266%
27 5.370 489 491 493 rBV 876 1468 1.61% 0.208%
28 5.744 522 529 535 rBV 22824 64873 70.94% 9.195%
29 5.823 535 537 540 rVB4 771 1502 1.64% 0.213%
30 5.922 543 547 548 rVB2 1412 1686 1.84% 0.239%
31 5.961 548 551 553 rBV 1199 2103 2.30% 0.298%
32 6.129 565 568 569 rVB2 999 1434 1.57% 0.203%
33 6.503 602 606 610 rVB2 1095 2649 2.90% 0.375%
34 6.641 619 620 625 rBV 705 1481 1.62% 0.210%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 6.858 638 642 644 rBV 1218 2890 3.16% 0.410%
36 6.986 651 655 656 rBv2 1011 1961 2.14% 0.278%
37 7.095 662 666 667 rBvV 1222 2530 2.77% 0.359%
38 7.184 672 675 678 rVB 1040 2018 2.21% 0.286%
39 7.262 681 683 686 rBvV 825 1688 1.85% 0.239%
40 7.627 716 720 721 rvV 1141 1900 2.08% 0.269%
41 7.696 721 727 735 rVV 24187 57637 63.03% 8.169%
42 7.814 735 739 741 rvv2 1097 1579 1.73% 0.224%
43 7.864 741 744 747 rVB2 1133 2212 2.42% 0.314%
44 8.140 770 772 778 rVB3 711 1975 2.16% 0.280%
45 8.347 789 793 794 rBV 1130 1688 1.85% 0.239%
46 8.721 828 831 832 rBV 787 1487 1.63% 0.211%
47 8.810 837 840 842 rBV 1063 2152 2.35% 0.305%
48 9.037 862 863 866 rBvV 978 1520 1.66% 0.215%
49 9.303 888 890 893 rVvB 1360 2128 2.33% 0.302%
50 9.431 900 903 905 rBV2 1029 1574 1.72% 0.223%
51 9.569 914 917 919 rVvB2 1087 1969 2.15% 0.279%
52 9.608 919 921 922 rBV 1981 2187 2.39% 0.310%
53 9.904 946 951 958 rVvB 27271 59939 65.54% 8.496%
54 10.072 965 968 969 rVvB 874 1407 1.54% 0.199%
55 10.446 1003 1006 1008 rVv2 1855 3948 4._.32% 0.560%
56 10.505 1010 1012 1015 rVB2 991 1486 1.62% 0.211%
57 10.722 1031 1034 1035 rBV2 1090 1517 1.66% 0.215%
58 11.225 1084 1085 1088 rVB2 1173 1750 1.91% 0.248%
59 11.284 1088 1091 1096 rBV2 1486 3343 3.66% 0.474%
60 11.373 1098 1100 1103 rBVZ2 1043 1732 1.89% 0.245%
61 11.501 1109 1113 1119 rVB 19809 34650 37.89% 4.911%
62 11.580 1119 1121 1123 rBV2 1380 2025 2.21% 0.287%
63 11.629 1123 1126 1130 rBV2 1318 4289 4.69% 0.608%
64 11.738 1134 1137 1139 rBV3 2978 6056 6.62% 0.858%
65 11.807 1143 1144 1149 rVB3 3113 4374 4.78% 0.620%
66 12.102 1172 1174 1178 rVV2 1379 1991 2.18% 0.282%
67 12.270 1187 1191 1194 rBV 1945 4395 4.81% 0.623%
68 12.309 1194 1195 1198 rVVv2 1629 1873 2.05% 0.265%
69 12.477 1211 1212 1215 rBV2 1203 2086 2.28% 0.296%
70 12.585 1220 1223 1224 rVV2 1305 1924 2.10% 0.273%
71 12.625 1224 1227 1235 rVB 28936 49724 54 _.37% 7.048%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 12.753 1237 1240 1241 rBV 1401 1634 1.79% 0.232%
73 12.802 1241 1245 1246 rBV3 1815 3149 3.44% 0.446%
74 12.930 1256 1258 1261 rVV2 1186 1667 1.82% 0.236%
75 13.078 1270 1273 1274 rBV 1120 1517 1.66% 0.215%
76 13.167 1280 1282 1284 rVB 1235 1481 1.62% 0.210%
77 13.256 1288 1291 1292 rBV 1256 1552 1.70% 0.220%
78 13.394 1303 1305 1310 rVB2 1984 4189 4._.58% 0.594%
79 13.473 1310 1313 1314 rBV 1555 3320 3.63% 0.471%
80 13.640 1328 1330 1331 rVB2 3072 3113 3.40% 0.441%
81 13.660 1331 1332 1334 rBV 2656 3088 3.38% 0.438%
82 13.729 1335 1339 1340 rBV 3684 5776 6.32% 0.819%
83 13.768 1340 1343 1348 rVB4 6689 13030 14.25% 1.847%
84 14.123 1377 1379 1381 rBV2 9224 8173 8.94% 1.158%
85 14.192 1384 1386 1387 rVB 1766 1575 1.72% 0.223%
86 14.291 1394 1396 1399 rVB2 1541 1592 1.74% 0.226%
87 14.360 1401 1403 1406 rBV2 1840 2594 2.84% 0.368%
88 14.409 1406 1408 1409 rBV 1828 2563 2.80% 0.363%
89 14.508 1415 1418 1423 rBV 34113 53930 58.97% 7.644%
90 14.606 1426 1428 1430 rVB 2553 2277 2.49% 0.323%
91 14.655 1431 1433 1437 rBV2 1391 3117 3.41% 0.442%
92 14.843 1450 1452 1453 rVB 2662 1817 1.99% 0.258%
93 14.872 1453 1455 1456 rBV2 2369 2418 2.64% 0.343%
94 14.961 1461 1464 1465 rVv2 1859 2773 3.03% 0.393%
95 15.040 1470 1472 1473 rVB2 1762 1577 1.72% 0.224%
96 15.099 1476 1478 1480 rVB 2514 2662 2.91% 0.377%
97 15.138 1480 1482 1483 rBV2 2964 3434 3.76% 0.487%
98 15.168 1483 1485 1486 rBV2 2037 1763 1.93% 0.250%
99 15.572 1524 1526 1529 rBV2 2177 3034 3.32% 0.430%
100 15.789 1546 1548 1549 rBV2 2768 3844 4._.20% 0.545%

Sum of corrected areas: 705517

82F073018S.M Fri Aug 03 17:47:30 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 Sample Multiplier: 1

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

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VF059805.D
35000
30000 501

25000

20000

15000

10000

5000 1.68 1.88

Time--> 100 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 TIC: VF059805.D

35000

30000 9.90

7.70

25000

20000

15000

10000

5000

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: VF059805.D

35000

12.62
30000

25000
11.50
20000

15000

14.12

10000

5000

T — T — T —T T — T — T — — —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\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 unknownl.27 Concentration Rank 3

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

1.27 7.26 ug/l 13282 Pentafluorobenzene 5.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-chlorothio-3-nitro- 190 C5H3CIN202S 068206-45-1 38
2 Pvridine. 2-amino-3.5-dinitro- 184 C5H4N404 003073-30-1 25
3 N-(.alpha.-Methyl-4-nitrobenzvli... 299 C15H13N304 1000223-36-2 16
4 1.5-Hexadivne 78 C6H6 000628-16-0 16
5 Methane, chloromethoxy- 80 C2H5CIO 000107-30-2 9

Abundance Scan 75 (1.269 min): VF059805.D (-73) (-) m/z 77.00 100.00%
7
45 94

5000

1.00 1.20 1.40 1.60
m/z 93.75  72.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53264: Pyridine, 2-chlorothio-3-nitro-
5P

76 112
91

5000
1.00 1.20 1.40 1.60

m/z 44_.95 66.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49008: Pyridine, 2-amino-3,5-dinitro-
30

184 1.00 1.20 1.40 1.60

m/z 36.90 57 .88%

5000

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

Abundance #143534: N-(.alpha.-Methyl-4-nitrobenzylidene)-O-(phenylca...
37 9 119 1.00 1.20 1.40 1.60
63 m/z 52.00 56.45%
5000
...‘.,‘H.Y.‘;‘...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 column bleedl11.74 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 6.09 ug/Il 6056 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 27
2 1-Hexanamine. N-nitro- 146 C6H14N202 098275-81-1 10
3 Dodecane. l1-chloro- 204 C12H25CI 000112-52-7 10
4 3-(1-Ethoxv)-ethvlidene-1.5.5-tr... 211 C11H17NO3 1000287-27-1 10
5 Selenomethionine, methyl ester 211 C6H13NO2Se 1000378-74-0 9
Abundance Scan 1137 (11.738 min): VF059805.D (-1134) (-) m/z 43.10 100.00%
48
56
7
71 g5 105 \ A/\ /\/\I\ /\M\
158 297 R BRI R B
| || m | | || 1140 11,60 11.80 12.00
R B N O O m/z 41.00 71.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12422: Octanal
a o
84
5000 29 69
11.40 11.60 11.80 12.00
m/z 44.00 66.32%
100
15
m/z--> 25 40 60 80 100 120 140 160 180 200 220
Abundance #21872: 1-Hexanamine, N-nitro-
0 43
55 1140 1160 11.80 1200
5000 75 m/z 56.00 52.82%
|
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64053: Dodecane, 1-chloro-
43 57 11.40 11.60 11.80 12.00
91 m/z 206.85 51.45%
5000 69
29 105
15 \‘ L ‘h 119 133 147 161 175 204
m/z--> 25 Jo éo ' 160 150 140 160 180 200 250 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 unknownl3.73 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.81 ug/Il 5776 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 22
2 Octane. 2.3.6.7-tetramethvl- 170 C12H26 052670-34-5 16
3 Decane. 2.3.5.8-tetramethvl- 198 C14H30 192823-15-7 14
4 tert-Nonvl mercaptan 160 C9H20S 025360-10-5 10
5 Oxalic acid, octyl propyl ester 244 C13H2404 1000309-26-1 10
Abundance Scan 1339 (13.729 min): VF059805.D (-1335) (-) m/z 40.90 100.00%
1 57 71
5000
85 236
127

|| | | | 13.40 13.60 13.80 14.00
e e m/z 71.00 95.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97086: Oxalic acid, isohexyl neopentyl ester
43 71

57
5000 85
13.40 13.60 13.80 14.00

m/z 57.10 86.70%

29
117130 145 160 188201 229

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

Abundance #38354: Octane, 2,3,6,7-tetramethyl-
43 71
57 13.40 13.60 13.80 14.00
5000 m/z 43.10 75.93%
85
21 ‘ 127
O =P G-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59901: Decane, 2,3,5,8-tetramethyl-
43 57 13.40 13.60 13.80 14.00
71 m/z 43.95 66.67%
5000
85
99
H j‘ w‘ D 113105 141 5169 108

m/z--> 60 80 100 120 140 160 180 200 220 240 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF080218\

Data File : VF059805.D

Aca On - 2 Aug 2018 17:21

Operator : VA/AP

sample - J4231-21 :

Misc - 5.01a/5mL/MSVOA F/SOIL AN S RO L QRN AT
ALS Vial : 88 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 _beta.-Alanine, N-methyl-, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.12 8.22 ug/l 8173 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Alanine. N-methvl-. ethvl... 131 C6H13NO2 002213-08-3 53
2 1-Octanamine. N-methvl- 143 C9H21N 002439-54-5 42
3 dI-3-Aminoisobutvric acid. N-met... 131 C6H13NO2 1000332-87-9 9
4 12-Methvlaminolauric acid 229 C13H27NO2 007408-81-3 9
5 1-Propanamine, N,2-dimethyl- 87 C5H13N 000625-43-4 9
Abundance Scan 1379 (14.123 min): VF059805.D (-1377) (-) m/z 44.05 100.00%
4
5000
77 108 131 203 229 13.80 14.00 14.20 14.40
et e e b ooy | m/z 39.95  12.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13910: .beta.-Alanine, N-methyl-, ethyl ester
4
5000 SRR R UL B
13.80 14.00 14.20 14.40
m/z 44.95 5.25%
529 | 58 84102 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20377: 1-Octanamine, N-methyl-
44
13.80 14.00 14.20 14.40
5000 m/z 77.25 4.98%
29
15 1 jL 58 86100 128143
m/z--> ﬁo 40 eb 80 100 120 150 160 180 200 220 240 260 280
Abundance #13921: dI-3-Aminoisobutyric acid, N-methyl-, methyl ester
4 13.80 14.00 14.20 14.40
m/z 65.90 4_60%
5000
28 | 70 84 100116131
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

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

Data File : VF059805.D

Acg On : 2 Aug 2018 17:21

Operator : VA/AP

Sample : J4231-21 :

Misc - 5.01g/5mL/MSVOA_F/SOIL e
ALS Vial : 88 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]
unknownl .27 1.27 7.3 ug/l 13282 1 5.01 91451 50.0
column bleedl11.74 11.74 6.1 ug/Il 6056 4 12.62 49724 50.0
unknownl13.73 13.73 5.8 ug/Il 5776 4 12.62 49724 50.0
-beta.-Alanine, N... 14.12 8.2 ug/Il 8173 4 12.62 49724 50.0
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