LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 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\82F121918S.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 1.077 43 45 46 rBV2 2873 4552 9.36% 1.075%
2 3.060 244 246 249 rVB 9200 8953 18.41% 2.114%
3 3.306 270 271 273 rBV2 1373 1317 2.71% 0.311%
4 3.336 273 274 277 rVV2 1300 1460 3.00% 0.345%
5 3.425 280 283 284 rBV 1416 2497 5.13% 0.590%
6 3.454 284 286 289 rBV 657 1593 3.28% 0.376%
7 3.839 324 325 327 rVvv2 938 1453 2.99% 0.343%
8 3.898 329 331 334 rvv2 1120 1832 3.77% 0.433%
9 3.967 337 338 341 rvv2 1407 1576 3.24% 0.372%
10 4.007 341 342 344 rVV 1666 1375 2.83% 0.325%
11 4.096 344 351 357 rVvv3 5732 16953 34.85% 4._.003%
12 4.234 361 365 366 rBV2 935 1454 2.99% 0.343%
13 4.283 369 370 374 rBV2 1099 1642 3.38% 0.388%
14 4.411 382 383 385 rBV2 855 1314 2.70% 0.310%
15 4.480 387 390 392 rBV 695 1572 3.23% 0.371%
16 4.520 392 394 399 rvVv 741 1335 2.74% 0.315%
17 4.697 409 412 414 rvVB2 1020 1840 3.78% 0.435%
18 4.747 414 417 418 rBV 900 1282 2.64% 0.303%
19 4.845 420 427 436 rBv4 14967 48640 100.00% 11.486%
20 4.983 440 441 443 rBV 18728 12945 26.61% 3.057%
21 5.052 446 448 450 rvVv 14968 13645 28.05% 3.222%
22 5.122 453 455 459 rvVB 920 1297 2.67% 0.306%
23 5.171 459 460 462 rBvV2 1261 1472 3.03% 0.348%
24 5.329 473 476 479 rBvV2 735 1428 2.94% 0.337%
25 5.467 488 490 493 rBvV2 758 1282 2.64% 0.303%
26 5.575 496 501 506 rvv 16007 43445 89.32% 10.260%
27 5.644 506 508 512 rVB 1105 1683 3.46% 0.397%
28 5.713 512 515 516 rVB 1287 1945 4 _.00% 0.459%
29 5.733 516 517 521 rBV3 1088 2210 4 .54% 0.522%
30 5.901 531 534 538 rBV2 1018 2534 5.21% 0.598%
31 6.059 548 550 553 rVB2 1530 2050 4.21% 0.484%
32 6.118 555 556 559 rBV2 837 1373 2.82% 0.324%
33 6.315 574 576 579 rVB2 1270 1948 4 _.00% 0.460%
34 6.414 583 586 589 rBV2 1218 2821 5.80% 0.666%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 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\82F121918S.M

Title : SW846 8260

35 6.512 595 596 598 rBvV 1274 1450 2.98% 0.342%
36 6.690 611 614 615 rBvV2 1030 1316 2.71% 0.311%
37 6.808 625 626 631 rvB2 1146 1804 3.71% 0.426%
38 6.887 631 634 637 rBvV 1018 1901 3.91% 0.449%
39 7.232 667 669 674 rvB2 696 1636 3.36% 0.386%
40 7.459 689 692 693 rBv2 1059 1701 3.50% 0.402%
41 7.538 696 700 706 rBV 17248 43074 88.56% 10.172%
42 8.101 756 757 760 rvB2 1342 1576 3.24% 0.372%
43 8.179 760 765 767 rBvV2 1173 3983 8.19% 0.941%
44 8.387 782 786 789 rBvV2 961 2544 5.23% 0.601%
45 8.446 790 792 793 rvV 1306 1238 2.55% 0.292%
46 8.485 793 796 797 rVvV 720 1253 2.58% 0.296%
47 8.535 799 801 804 rvv3 735 1306 2.69% 0.308%
48 8.594 804 807 808 rvv3 928 1432 2.94% 0.338%
49 8.643 810 812 814 rVvB2 1408 1673 3.44% 0.395%
50 8.702 817 818 822 rVvB2 925 1626 3.34% 0.384%
51 8.850 829 833 835 rBv2 1061 2375 4._.88% 0.561%
52 9.008 847 849 852 rBvV2 1432 2331 4._.79% 0.550%
53 9.057 852 854 855 rBvV 1298 1756 3.61% 0.415%
54 9.146 859 863 864 rBv2 685 1261 2.59% 0.298%
55 9.225 869 871 874 rvB2 886 1580 3.25% 0.373%
56 9.452 893 894 897 rBvV2 775 1376 2.83% 0.325%
57 9.491 897 898 901 rvB2 1228 1517 3.12% 0.358%
58 9.600 907 909 911 rBV2 956 1515 3.11% 0.358%
59 9.758 921 925 930 rvv2 14334 31502 64.77% 7.439%
60 10.054 953 955 958 rBV2 1094 2232 4_59% 0.527%
61 10.221 970 972 973 rBV 1019 1353 2.78% 0.320%
62 10.419 989 992 995 rBV 1020 1717 3.53% 0.405%
63 10.517 1001 1002 1005 rBVZ2 592 1308 2.69% 0.309%
64 10.675 1015 1018 1019 rBV 1320 2047 4.21% 0.483%
65 10.892 1037 1040 1041 rBV 1071 1733 3.56% 0.409%
66 11.168 1065 1068 1070 rBV 1603 3020 6.21% 0.713%
67 11.306 1079 1082 1084 rBV2 1263 2090 4 _30% 0.494%
68 11.405 1088 1092 1096 rVB 8685 16277 33.46% 3.844%
69 11.819 1132 1134 1136 rVB2 1186 1657 3.41% 0.391%
70 11.869 1136 1139 1141 rBV3 725 1535 3.16% 0.362%
71 12.135 1160 1166 1169 rBV2 1242 4588 9.43% 1.083%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 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\82F121918S.M
Title : SW846 8260
72 12.253 1175 1178 1179 rVV2 1221 1907 3.92% 0.450%
73 12.332 1185 1186 1188 rVVv2 1847 1608 3.31% 0.380%
74 12.431 1195 1196 1200 rVB2 994 1601 3.29% 0.378%
75 12.500 1200 1203 1204 rBVZ2 1160 1736 3.57% 0.410%
76 12.539 1204 1207 1211 rVV3 11709 19946 41.01% 4_.710%
77 12.589 1211 1212 1216 rVB2 1158 1914 3.94% 0.452%
78 12.786 1230 1232 1236 rVB2 1170 2289 4.71% 0.541%
79 12.845 1236 1238 1239 rBV 948 1492 3.07% 0.352%
80 12.934 1244 1247 1249 rVB2 968 1574 3.24% 0.372%
81 12.964 1249 1250 1252 rBV2 1359 1337 2.75% 0.316%
82 13.161 1268 1270 1271 rBV 1183 1289 2.65% 0.304%
83 13.190 1271 1273 1274 rBV 1302 1690 3.47% 0.399%
84 13.279 1281 1282 1284 rBV 1767 1851 3.81% 0.437%
85 13.378 1291 1292 1295 rBV 1117 1909 3.92% 0.451%
86 13.427 1295 1297 1298 rVV 1409 1639 3.37% 0.387%
87 13.486 1302 1303 1307 rBV2 1234 2094 4_.31% 0.494%
88 13.654 1317 1320 1322 rBV3 1873 3631 7.47% 0.857%
89 13.703 1324 1325 1327 rBV 1481 1714 3.52% 0.405%
90 13.782 1331 1333 1334 rBV2 1147 1446 2.97% 0.341%
91 13.832 1337 1338 1339 rBV 1319 1325 2.72% 0.313%
92 14.039 1357 1359 1363 rVB2 1541 2338 4._.81% 0.552%
93 14.118 1365 1367 1369 rBV 876 1511 3.11% 0.357%
94 14.147 1369 1370 1372 rBV 1288 1496 3.08% 0.353%
95 14.187 1372 1374 1376 rVV 1681 2269 4.66% 0.536%
96 14.226 1376 1378 1381 rVB3 1688 2475 5.09% 0.584%
97 14.453 1399 1401 1406 rBv4 1725 2631 5.41% 0.621%
98 14.759 1430 1432 1434 rVB 1607 1547 3.18% 0.365%
99 14.996 1453 1456 1457 rBV3 1511 2270 4.67% 0.536%
100 15.864 1541 1544 1545 rBV2 2269 3929 8.08% 0.928%

Sum of corrected areas: 423459
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\
Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F121918S .M

SW846 8260

TIC Library
TIC Integration Parameters:

C:\DATABASENNIST11.L

LSCINT.P

Abundance
20000

15000

10000

5000

TIC: VF061191.D
98

5.58

4.85
3.06

4.10
1.8

3@3%9' 4938, 452 4745

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

00, 6845 6668180 723 7.

TIC: VF061191.D
7.54

9.76

O L e e e B e e e L e e e T e L S e o e e T H e e L e e e e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF061191.D
20000
15000 12.54
11.41
10000
15.86
14.76 15.00
5000
O T A s e e e e IR e e e e IR s e e o e ) I s e e e B T I e s e
Time--> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
82F121918S.M Thu Dec 27 17:27:37 2018 Page: 4




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F121918S .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 unknown3.06 Concentration Rank 5

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

3.06 9.20 ug/l 8953 Pentafluorobenzene 4.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amidephrine 244 C10H16N203S 003354-67-4 39

S-TTri-t-butoxyvsilvl1-2-mercapto... 323 C14H33N03SSi 1000252-63-8 9
3 2.3-Dimethoxvamphetamine 195 C11H17NO2 015402-81-0 9
4 1-T.alpha.-(1-AdamantvDbenzvlid... 313 C18H23N3S 1000222-83-3 9
5 Methanesulfonamide, N,N-dimethyl- 123 C3H9NO2S 000918-05-8 9
Abundance Scan 246 (3.060 min): VF061191.D (-244) (-) m/z 44.10 100.00%
4
5000
67 91 2.80 3.00 3.20 3.40
Ot Ml o v oo e e e || M7z 42.10  16.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96771: Amidephrine
4
5000
2.80 3.00 3.20 3.40
147 m/z 40.00 11.52%
o 65 g2 120 199 226
m/z--> 20 60 éo 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #163194: S-[Tri-t-butoxysilyl]-2-mercaptoethylamine
44
280 3.00 320 3.40
5000 m/z 91.15 7.39%
77
109
ol L 29 L 9 | | 137153 249 277293 323
m/z--> 20 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57106: 2,3-Dimethoxyamphetamine =
44 2.80 3.00 3.20 3.40
m/z 67.20 5.56%
5000
152
65 91406121136 176 195
0"'I IIII""I'"'I""I""I""IIIII IR A S D D D B

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F121918S .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 unknownl4.23 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.23 6.20 ug/Il 2475 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(dimethvlamino)... 157 C8H15N02 049582-71-0 25
2 Acetaldehvde 44 C2H40 000075-07-0 4
3 Ethvlene oxide 44 C2H40 000075-21-8 4
4 Propane 44 C3HS8 000074-98-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 1378 (14.226 min): VF061191.D (-1376) (-) m/z 44.05 100.00%
5000
207
281 U SN BURRL IR B
73 14.00 14.20 14.40 14.60
0 m/z 46.15 34 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29451: 3-Buten-2-one, 4-(dimethylamino)-4-ethoxy-

5000
14.00 14.20 14.40 14.60

m/z 206.90 30.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71: Acetaldehyde
29 g4
14.00 14.20 14.40 14.60
5000 15 m/z 45.10 23.76%
OHM,MHA.”“”.“HW.”w”.q””,””..”.”..“..”w“.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75: Ethylene oxide
29 14.00 14.20 14.40 14.60
a4 m/z 49.95 20.89%
15
5000
0.Jhpﬂnp.”,”.w.”w.”.“.”“.”,”..”...”..”...”,””,” | -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF122618\
Data File : VF061191.D

Aca On - 26 Dec 2018 16:35

Operator : VA/AP

sample - J6447-11 -
Misc - 5.520/5mL/MSVOA-F/SOIL OO B O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F121918S .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 9 unknownl4.45 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.45 6.60 ug/Il 2631 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Trifluoroacetoxvtridecane 296 C15H27F302 116465-18-0 10
2 2-Nonenoic acid 156 C9H1602 003760-11-0 9
3 Butanal. 3-hvdroxv- 88 C4H802 000107-89-1 9
4 Heptane. 1-(ethenvlthio)- 158 C9H18S 021961-05-7 9
5 1-Fluorooctane 132 C8H17F 000463-11-6 9
Abundance Scan 1401 (14.453 min): VF061191.D (-1399) (-) m/z 44.10 100.00%
5000 55
70 96 2 R SURIULE B BN B
128 14.20 14.40 14.60 14.80
b gl A e e e e e || Mz 40.00 70.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140818: 2-Trifluoroacetoxytridecane
55
69
5000 LIS S LI UL B

14.20 14.40 14.60 14.80
m/z 43.20 52.98%

1 125 141 154

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28955: 2-Nonenoic acid
43
29
55 3 14.20 14.40 14.60 14.80
5000 ’ m/z 55.10 40.84%
138
o i Al W \w“ u‘w.l‘?? N
m/z--> 20 40 100 120 140 160 180 200
Abundance #2033. Butanal, 3-hydroxy-
29 a4 14.20 14.40 14.60 14.80
m/z 41.00 38.19%
5000{ 1g
\‘\ il \H 87
0..m1ﬂ.”,..”,..”,..”,..”,..”,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF122618\

Data File : VF061191.D

Acq On : 26 Dec 2018 16:35

Operator : VA/AP

Sample : J6447-11 :
Misc - 5.52g/5mL/MSVOA-F/SOIL s
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F121918S.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]
unknown3 .06 3.06 9.2 ug/Il 8953 1 4.85 48640 50.0
unknownl14 .23 14.23 6.2 ug/Il 2475 4 12.54 19946 50.0
unknownl14 .45 14 .45 6.6 ug/Il 2631 4 12.54 19946 50.0
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