LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e 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 X\METHOD\82F050619S.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 1.132 57 61 64 rBv4 4931 15372 3.97% 0.847%
2 1.181 64 66 67 rBv2 4074 4377 1.13% 0.241%
3 1.270 74 75 77 rBv2 3418 4914 1.27% 0.271%
4 1.349 80 83 84 rBvV3 3516 4953 1.28% 0.273%
5 1.703 116 119 120 rBvV3 3359 6762 1.75% 0.373%
6 1.733 120 122 124 rBV 14641 11778 3.04% 0.649%
7 1.832 131 132 136 rBv4 3371 6989 1.81% 0.385%
8 2.167 164 166 168 rBv2 2971 4290 1.11% 0.236%
9 2.206 168 170 173 rVB4 3795 5995 1.55% 0.330%
10 2.305 174 180 183 rBvV6 8234 26393 6.82% 1.454%
11 2.433 190 193 194 rBvV2 4131 6812 1.76% 0.375%
12 2.975 246 248 251 rVB4 3638 4546 1.17% 0.250%
13 3.764 325 328 330 rBV4 2004 3948 1.02% 0.218%
14 4.325 379 385 394 rVvVv 84616 256944 66.38% 14.156%
15 4.424 394 395 399 rVB3 2247 4023 1.04% 0.222%
16 5.065 453 460 469 rBv2 108740 387109 100.00% 21.327%
17 5.331 484 487 490 rVB5 2941 7339 1.90% 0.404%
18 5.439 496 498 500 rvv 4925 5336 1.38% 0.294%
19 5.794 524 534 542 rBV 99088 268173 69.28% 14.775%
20 6.011 552 556 559 rVB5 2012 4190 1.08% 0.231%
21 6.248 578 580 586 rBV 8185 10891 2.81% 0.600%
22 6.533 606 609 612 rVB6 2639 6324 1.63% 0.348%
23 6.790 633 635 638 rBv4 2868 4978 1.29% 0.274%
24 7.726 724 730 741 rVvwV 73069 173260 44.76% 9.546%
25 8.140 770 772 776 rVV3 2298 3902 1.01% 0.215%
26 8.357 789 794 795 rBV3 5616 10111 2.61% 0.557%
27 8.909 849 850 856 rvv3 2690 7489 1.93% 0.413%
28 9.126 871 872 875 rVvVv3 2248 3967 1.02% 0.219%
29 9.924 949 953 960 rBV 77783 175690 45.39% 9.679%%
30 10.053 962 966 971 rBV3 8042 18876 4.88% 1.040%
31 10.900 1048 1052 1060 rVB3 8999 22822 5.90% 1.257%
32 11.216 1080 1084 1089 rVvVv7 3869 10305 2.66% 0.568%
33 11.324 1093 1095 1097 rBV2 2479 4162 1.08% 0.229%
34 11.393 1099 1102 1104 rBV3 2618 4319 1.12% 0.238%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e 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_X\METHOD\82F050619S.M

Title : SW846 8260

35 11.511 1110 1114 1119 rVvVv 49948 93061 24.04% 5.127%
36 11.640 1122 1127 1130 rVVv4 7336 16805 4_.34% 0.926%
37 11.679 1130 1131 1136 rVV6 3191 5545 1.43% 0.305%
38 11.896 1150 1153 1154 rBV 2359 4179 1.08% 0.230%
39 11.975 1154 1161 1164 rBVS8 1265 4775 1.23% 0.263%
40 12.270 1189 1191 1194 rVB4 2485 4349 1.12% 0.240%
41 12.369 1198 1201 1204 rVv4 2757 6620 1.71% 0.365%
42 12.517 1215 1216 1221 rVB4 3203 5565 1.44% 0.307%
43 12.625 1223 1227 1230 rBVY 58956 94546 24.42% 5.209%
44 12.901 1253 1255 1257 rBV2 2820 5614 1.45% 0.309%
45 13.335 1296 1299 1302 rVB3 6731 11805 3.05% 0.650%
46 13.434 1307 1309 1312 rVB3 2988 4298 1.11% 0.237%
47 13.591 1323 1325 1329 rVB4 2126 4307 1.11% 0.237%
48 13.769 1339 1343 1346 rBV4 2232 5190 1.34% 0.286%
49 14.242 1387 1391 1394 rBV3 3049 5370 1.39% 0.296%
50 14.508 1414 1418 1422 rBV3 7116 14329 3.70% 0.789%
51 14.587 1424 1426 1428 rVB3 3536 4275 1.10% 0.236%
52 14.646 1428 1432 1437 rBV4 4541 10484 2.71% 0.578%
53 14.794 1444 1447 1451 rBV5 2434 5276 1.36% 0.291%
54 15.287 1494 1497 1500 rBvV4 1687 4385 1.13% 0.242%
55 15.385 1503 1507 1510 rBvV4 2631 6979 1.80% 0.384%

Sum of corrected areas: 1815096
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\
Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e O
ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
SW846 8260

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

Abundance TIC: VF062505.D
5/06 579
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .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 Acetamide, N,N-bis(2,4-dime... Concentration Rank 3

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

13.34 6.24 ug/l 11805 1,4-Dichlorobenzene-d4 12.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N.N-bis(2.4-dimethvlp... 267 C18H21NO 052812-80-3 50
2 1H-Purine-2.6-dione. 3.9-dihvdro... 267 C11H17N503 1000337-44-4 43
3 2-Diethvlamino-7.7-dimethvl-5.6.... 267 C13H21N30S 1000317-34-5 38
4 Benzonitrile. 2-(2-hvdroxvy-5-nit... 267 C14H9N303 303768-30-1 38
5 Ethyl 4-chloro-3-trifluoromethyl... 267 C1O0H9CIF3NO2 018585-06-3 37
Abundance Scan 1300 (13.345 min): VF062505.D (-1296) (-) m/z 266.95 100.00%

266.9
73.0
5000
V|
N O s e 1550 1350 1340 1360
O e e e i L Tmzz 72,95 71.38%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116597: Acetamide, N,N-bis(2,4-dimethylphenyl)-
146.0 267.0
5000 208.0

13.00 13.20 13.40 13.60
m/z 268.85  22.50%

43.0
9 1050 L_r
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116111: 1H-Purine-2,6-dione, 3,9-dihydro-8-[(2-hydroxyeth...
267.0
236.0 R e
13.00 13.20 13.40 13.60
5000 m/z 132.85 19.48%
208.0
122.0
42.0 qo 96.0 1510 1790 1| |
O e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116240: 2-Diethylamino-7,7-dimethyl-5,6,7,8-tetrahydro-th...
224.0 267.0 13.00 13.20 13.40 13.60
m/z 267 .95 18.79%
5000
170.0
70.0 99.0 1410 ‘ 197.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 13. OO 13 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\
Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e O
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : 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 unknownl4.51 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.51 7.58 ug/l 14329 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-2-fluorobenzoic acid. t... 356 C20H30CIFO2 1000338-89-0 43
2 1H-1.2.3-Triazole. 4-(4-methoxvp... 175 C9HON30O 005301-97-3 43
3 Benzene. 1.3-bis(1l.l1-dimethvleth... 190 C14H22 001014-60-4 38
4 3-Chloro-2-fluorobenzoic acid. t... 370 C21H32CIF02 1000338-89-1 37
5 Isoquinolin-6,7-diol, 1-methyl- 175 C10H9NO2 123438-49-3 32
Abundance Scan 1418 (14.508 min): VF062505.D (-1414) (-) m/z 175.10 100.00%
176.1
5000
44.0 128.0
" 77| 0 1031 \ 154 | | 2068 e | 1420 a0 1060 1060
0.,....,...." |||||||| | ',I!.'.'.,.I.l.'.l.'.l..l... R m/z 44.00 39.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #187865: 3-Chloro-2-fluorobenzoic acid, tridecyl ester
176.0
5000 L B BN I SRR

14.20 14.40 14.60 14.80
m/z 128.00  32.42%

212.0232.0

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #42182: 1H-1,2,3-Triazole, 4-(4-methoxyphenyl)-
175.0
e
14.20 14.40 14.60 14.80
5000 m/z 38.90 22.98%
132.0
51.0 77‘-0 1050 | ‘
)
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #53169: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0 14.20 14.40 14.60 14.80
m/z 57.10 22 .82%
57.0
5000
29.0
20 ‘ J o %0 1190 1470 |
oL el e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF051219\

Data File : VF062505.D

Aca On - 12 May 2019 16:12

Operator : FY/SY

sample - K2734-07 -
Misc - 4.87a/5mL/MSVOA F/SOIL O EL e O
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S_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 unknownl4.65 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.65 5.54 ug/Il 10484 1,4-Dichlorobenzene-d4 12.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol5.1.0.0(2.4).0(3.5)T1o... 306 C11H16BrCIOSTI 1000143-00-5 14
2 1-Methvl-7-(2-(trimethvilsilvloxy... 296 C12H20N403Si 1000099-11-3 10
3 Tetracvclol5.1.0.0(2.4).0(3.5)lo... 350 C11H16Br20Si 110472-26-9 10
4 1.3-Cyclopentadiene. 5.5-dimethv... 180 C11H20Si 1000163-64-8 9
5 1,3-Cyclopentadiene, 5,5-dimethy... 180 C11H20Si 1000163-65-0 9

Abundance Scan 1432 (14.646 min): VF062505.D (-1428) (-) m/z 73.05 100.00%
73.0
5000
41.0 105.0 1471 1799,17 5 5009 280.9 14.40 14.60 14.80 15.00
(o} m/z 74.95 14.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149003: Tetracyclo[5.1.0.0(2,4).0(3,5)]octane, 8-bromo-8-...
73.0
5000 -Tﬂ*ﬂ-
14.40 14.60 14.80 15.00
450 m/z 41.00 13.44%
o 03.0 137.0 185.0 243.0 571 0 308.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #140546: 1-Methyl-7-(2-(trimethylsilyloxypropyl)xanthine
73.0
T
14.40 14.60 14.80 15.00
5000 117.0 m/z 179.95 13.34%
45.0
0 | IM\ e 1 166 0 223 0 25‘2 © 28% °
r e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 A
Abundance #183554: Tetracyclo[5.1.0.0(2,4).0(3,5)]octane, 8,8-dibrom... L B
73.0 14.40 14.60 14.80 15.00
m/z 104.95 12.68%
5000
45.0
o 1080 1370 1920 5574 56 (287.0 352.0 A
T T T e T T T e e e e - e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF051219\

Data File : VF062505.D

Acq On : 12 May 2019 16:12

Operator : FY/SY

Sample - K2734-07 :
Misc - 4.87g/5mL/NMSVOA_F/SOIL BRI OO
ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S_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]

Acetamide, N,N-bi... 13.34 6.2 ug/Il 11805 4 12.63 94546 50.0
unknownl14 .51 14 .51 7.6 ug/l 14329 4 12.63 94546 50.0
unknownl14 .65 14 .65 5.5 ug/I 10484 4 12.63 94546 50.0
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