LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80619\

Data File : VD063398.D

Aca On - 6 Aug 2019 14:51

Operator : JC/SY

sample - K4165-01 -
Misc - 4.99a/5m1/MSVOA D/SOIL S Eas il
ALS Vial : 7 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 D\METHOD\82D072919S.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 1.730 27 31 32 rBv 10984 17352 2.98% 0.781%
2 1.750 32 33 35 rvv2 10532 16461 2.82% 0.741%
3 1.799 37 38 40 rVvv2 11535 15810 2.71% 0.711%
4 1.829 40 41 43 rVvv2 9665 14527 2.49% 0.654%
5 1.898 45 48 49 rVvvV3 10876 21647 3.71% 0.974%
6 1.927 49 51 52 rvw 10719 14666 2.52% 0.660%
7 1.957 52 54 55 rvv 10453 14364 2.46% 0.646%
8 1.996 55 58 59 rvv2 10872 19277 3.31% 0.867%
9 2.055 63 64 66 rvv2z 11011 14360 2.46% 0.646%
10 2.114 66 70 72 rvv3 11547 29158 5.00% 1.312%
11 2.173 75 76 78 rvv2 8708 12781 2.19% 0.575%
12 2.213 78 80 82 rvv2 10626 16096 2.76% 0.724%
13 2.282 84 87 89 rvv3 8577 13798 2.37% 0.621%
14 2.321 89 91 93 rBv3 5185 8718 1.50% 0.392%
15 2.587 116 118 120 rvB2 9206 10700 1.84% 0.481%
16 2.626 120 122 123 rBvY 7654 11836 2.03% 0.532%
17 2.784 136 138 140 rvv3 4822 6580 1.13% 0.296%
18 2.853 143 145 147 rVv2 6439 9426 1.62% 0.424%
19 2.922 149 152 153 rvv4 6921 13651 2.34% 0.614%
20 2.941 153 154 160 rvve 11123 32113 5.51% 1.445%
21 3.050 162 165 167 rvv3 10768 24103 4.13% 1.084%
22 3.089 167 169 170 rvv2 11825 17610 3.02% 0.792%
23 3.138 173 174 177 rVB2 13913 13919 2.39% 0.626%
24 3.808 237 242 246 rBV3 3011 8836 1.52% 0.398%
25 6.170 480 482 488 rVB 5181 10069 1.73% 0.453%

26 6.456 504 511 522 rBV 178745 582930 100.00% 26.225%
27 6.849 547 551 553 rvv 2785 5963 1.02% 0.268%
28 6.918 553 558 566 rvv2 42345 120502 20.67% 5.421%
29 7.046 566 571 577 rVB2 47954 134564 23.08% 6.054%
30 7.450 607 612 620 rVvB2 41518 108547 18.62% 4 _.883%

31 8.218 685 690 696 rBv2 72826 182079 31.24% 8.191%
32 10.413 908 913 922 rVB2 75880 175643 30.13% 7.902%
33 11.211 989 994 996 rBV 2497 7446 1.28% 0.335%
34 12.362 1108 1111 1119 rVV 114382 197042 33.80% 8.864%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80619\
Data File : VD063398.D

Aca On - 6 Aug 2019 14:51

Operator : JC/SY

sample - K4165-01 -
Misc - 4.99a/5m1/MSVOA D/SOIL S Eas il
ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA D\METHOD\82D072919S.M

Title - SW846 8260

35 13.071 1178 1183 1185 rBV2 2361 5971 1.02% 0.269%

36 13.554 1229 1232 1237 rVB 94665 134446 23.06% 6.048%

37 13.760 1252 1253 1258 rVB2 2854 5923 1.02% 0.266%

38 13.947 1269 1272 1275 rVB 4224 8441 1.45% 0.380%

39 14.518 1327 1330 1334 rVB 123389 150652 25.84% 6.778%

40 15.818 1457 1462 1465 rBV 2597 6192 1.06% 0.279%

41 16.123 1490 1493 1496 rBvV2 7001 8624 1.48% 0.388%
Sum of corrected areas: 2222823
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO080619\
VD063398.D
6 Aug 2019 14:51
JC/SY
K4165-01
4.99a/5ml/MSVOA D/SOIL
7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S.M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CP-MW3-S-8-12-SOIL
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80619\

Data File : VD063398.D

Aca On - 6 Aug 2019 14:51

Operator : JC/SY

sample - K4165-01 -
Misc - 4.99a/5mI/MSVOA D/SOIL S Eas il
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 unknownl1.80 Concentration Rank 10

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

1.80 5.87 ug/l 15810 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octen-3-vne 108 C8H12 017679-92-4 27
2 cis-7-Ethoxvcarbonvl-bicvclo(4.3... 192 C12H1602 1000143-23-3 16
3 3-Penten-1-vne. (B)- 66 C5H6 002004-69-5 12
4 3-Penten-1-vne 66 C5H6 002206-23-7 12
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 12

Abundance Scan 38 (1.799 min): VD063398.D (-37) (-) m/z 44.85 100.00%
45
79 177
66
5000 01 260

1.60 1.80 2.00 2.20

) SSBISNNNN ' N e M N m/z 39.85 89.85Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5401: 1-Octen-3-yne
9 93 108
66
39
5000 U SR I R

1.60 1.80 2.00 2.20
m/z 49.80 81.44%

2

2 /.

0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
29 79
66 146 160 1.80 2.00 2.20
5000 119 m/z 177.30 70.97%
192
93
51
106 163
Ol e e e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #376: 3-Penten-1-yne, (E)- T
6 1.60 180 2.00 220
39 m/z 78.75 68.92%
5000
0 12 2 2
- AL LI L L L L LI LI LB BLNLEL LN BN BB BB B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.60 180 2.00 220
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80619\

Data File : VD063398.D

Aca On - 6 Aug 2019 14:51

Operator : JC/SY

sample - K4165-01 -
Misc - 4.99a/5mI/MSVOA D/SOIL S Eas il
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 unknownl1.90 Concentration Rank 4

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

1.90 8.04 ug/l 21647 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4(1H.3H)-Pvrimidinedione. 6-ch... 191 C4H2CIN304 006630-30-4 37
2 1.2-Difluoroethane 66 C2H4F2 000624-72-6 4
3 Propanamide. 3.3"-thiobis- 176 C6H12N202S 005459-10-9 4
4 1.2-Hydrazinedicarboxvlic acid. ... 176 C6H12N204 004114-28-7 4
5 Semicarbazide, 1-(1-[5-methyl-1-_.__. 265 C8H11N902 1000301-09-4 4

Abundance Scan 48 (1.898 min): VD063398.D (-45) (-) m/z 43.95 100.00%

K

5000
66 il 249
o 12 282 e
| H ‘ | ‘ ‘ ‘ 1.60 1.80 2.00 2.20
O A AR LR RRASS SRS LA SARSS SARAS SRR SRS RARRE SRR LRSS B m/z 42.85 49.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53881: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
0 44
70

5000
1.60 1.80 2.00 2.20
m/z 53.85 44 _28%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
33
1.60 1.80 2.00 2.20
5000 m/z 35.85 43.52%
47 66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42697: Propanamide, 3,3'-thiobis-
78 1.60 1.80 2.00 2.20

m/z 37.80 39.25%

5000

104
131 176
5 87

‘ 144158
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 160 1.80 2.00 2.20

3
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO80619\

Data File : VD063398.D

Aca On - 6 Aug 2019 14:51

Operator : JC/SY

sample - K4165-01 -
Misc - 4.99a/5mI/MSVOA D/SOIL S Eas il
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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 unknown2.94 Concentration Rank 1

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

2.94 11.93 ug/Il 32113 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanesulfinic acid. methvl ester 108 C3H802S 031401-21-5 32
2 9.10-Diazatetracvclol6.2.0(2.7).... 148 C8H8N20 034098-80-1 25
3 2.4-Heptadien-6-vn-1-ol. (E.E)- 108 C7H80 017098-71-4 12
4 2.Beta-dinitrostvrene 194 C8H6N204 003156-39-6 10
5 Norcaranoic acid, methyl ester, ... 154 C9H1402 1000149-95-2 9

Abundance Scan 154 (2.941 min): VD063398.D (-153) (-) m/z 43.95 100.00%
4 65 80 94
207 250
5000 108 193
‘ | ‘ 2.60 2.80 3.00 3.20
0 SN 1 1 D N (NN m/z 65.15  95.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5240: Ethanesulfinic acid, methyl ester
29 65 80
50
5000
108 2.60 2.80 3.00 3.20
‘ m/z 79.85 91.02%
0I"”I'”'I”'L"”I'L'P"W'”'I”""” [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
39 52
65 80 260 2.80 3.00 3.20
5000 m/z 40.00 88.38%
92 119
. 27 104 o 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5389: 2,4-Heptadien-6-yn-1-ol, (E,E)-
80 2.60 2.80 3.00 3.20
m/z 93.80 86.11%
108
5000
51
m/z--> 20 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080619\

Data File : VD063398.D

Acg On : 6 Aug 2019 14:51

Operator : JC/SY

Sample - K4165-01 :
Misc - 4.99g/5m1/MSVOA_D/SOIL Sfuleessasioll
ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072919S_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]
unknownl1 .80 1.80 5.9 ug/Il 15810 1 7.06 134564 50.0
unknownl1 .90 1.90 8.0 ug/Il 21647 1 7.06 134564 50.0
unknown?2 .94 2.94 11.9 ug/I1 32113 1 7.06 134564 50.0

82D072919S.M Wed Aug 07 12:06:26 2019 Page: 7



