LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc : 4.77a0/5ml/MSVOA D/SOIL

ALS Vial : 12 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\82D061919S.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 1.764 32 34 35 rvB 4675 3047 1.07% 0.156%
2 1.813 38 39 40 rBV 3819 3424 1.21% 0.175%
3 1.853 40 43 45 rVB3 6554 10680 3.76% 0.547%
4 1.882 45 46 49 rVB2 5776 5513 1.94% 0.282%
5 1.971 53 55 56 rvB2 3643 3247 1.14% 0.166%
6 2.030 60 61 64 rvB2 3922 5390 1.90% 0.276%
7 2.079 64 66 67 rBv2 6303 9383 3.30% 0.480%
8 2.109 67 69 70 rvv 4635 5346 1.88% 0.274%
9 2.158 73 74 76 rvB 2875 3213 1.13% 0.164%
10 2.365 89 95 97 rBvV5 13530 29052 10.23% 1.487%
11 2.404 97 99 100 rvv2 5068 4413 1.55% 0.226%
12 2.443 100 103 104 rvv 3072 4561 1.61% 0.233%
13 2.522 110 111 113 rvB2 3130 3409 1.20% 0.174%
14 2.552 113 114 115 rBvV 4682 3403 1.20% 0.174%
15 2.650 119 124 128 rVvv3 11189 33776 11.89% 1.729%
16 2.758 133 135 137 rBvY 5172 5739 2.02% 0.294%
17 2.877 145 147 148 rBvV2 3405 5424 1.91% 0.278%
18 2.936 152 153 156 rvVB 3779 4753 1.67% 0.243%
19 2.985 156 158 161 rBvV3 3605 5726 2.02% 0.293%
20 3.093 167 169 172 rVvv2 4109 7192 2.53% 0.368%
21 3.132 172 173 177 rVB2 6840 10193 3.59% 0.522%
22 3.231 177 183 189 rVB 18487 51877 18.26% 2.655%
23 3.467 204 207 208 rBV 2621 3805 1.34% 0.195%
24 3.487 208 209 213 rVVv 2382 3135 1.10% 0.160%
25 3.851 237 246 252 rVB5 14078 54358 19.14% 2.782%
26 4.078 267 269 274 rVB 1841 4253 1.50% 0.218%
27 4.215 278 283 292 rBV3 8424 29139 10.26% 1.491%
28 4.560 317 318 323 rVB 1619 2892 1.02% 0.148%
29 4.629 323 325 328 rBV 1600 3219 1.13% 0.165%
30 4.708 328 333 339 rVB3 10067 29790 10.49% 1.525%
31 5.111 370 374 376 rBV3 1401 3082 1.09% 0.158%
32 5.712 430 435 440 rBvV2 2436 5937 2.09% 0.304%
33 5.810 440 445 448 rBV 4426 10642 3.75% 0.545%
34 6.165 476 481 488 rBV2 12842 41042 14.45% 2.101%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc : 4.77a0/5ml/MSVOA D/SOIL

ALS Vial : 12 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S .M
SW846 8260

35 6.932 552 559 567 rBvV3 38732 124341 43.77% 6.364%

36 7.051 567 571 583 rVB3 46429 135150 47.58% 6.917%

37 7.277 590 594 599 rBV3 5744 15763 5.55% 0.807%
38 7.375 601 604 606 rBv 1779 3940 1.39% 0.202%
39 7.464 606 613 620 rVvB 42324 113398 39.92% 5.804%
40 7.710 633 638 643 rVB 2596 7069 2.49% 0.362%
41 7.966 663 664 667 rBvY 1848 3162 1.11% 0.162%
42 8.025 667 670 673 rvVB 4275 6839 2.41% 0.350%
43 8.222 684 690 696 rBV2 68249 176288 62.06% 9.022%
44 8.872 751 756 759 rBV2 1752 4366 1.54% 0.223%
45 8.990 765 768 772 rVB 1610 3642 1.28% 0.186%
46 10.417 908 913 919 rBvVY 73172 170569 60.05% 8.730%
47 10.516 921 923 925 rVB2 2735 3911 1.38% 0.200%
48 11.244 990 997 1003 rVB3 14196 49446 17 .41% 2.531%
49 12.366 1108 1111 1117 rVB 142698 227289 80.02% 11.633%
50 12.681 1139 1143 1146 rVB 2724 5948 2.09% 0.304%
51 13.558 1228 1232 1237 rBB 132350 177203 62.38% 9.069%
52 13.705 1244 1247 1253 rBV2 5800 9943 3.50% 0.509%
53 14.237 1298 1301 1305 rBvV 3099 6199 2.18% 0.317%
54 14.522 1326 1330 1334 rVB 202883 284054 100.00% 14.538%
55 15.113 1388 1390 1393 rBV2 3487 5326 1.87% 0.273%
56 16.127 1490 1493 1496 rBvVY 4784 6165 2.17% 0.316%
57 16.600 1537 1541 1543 rBvV 1658 3821 1.35% 0.196%
Sum of corrected areas: 1953887
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc > 4.770/5ml/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD062841.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc > 4.770/5ml/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_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 unknown2.36 Concentration Rank 7

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

2.36 10.75 ug/Il 29052 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenenitrile 67 C4H5N 000109-75-1 10
2 Morpholine., 2.6-dimethvl-. cis- 115 C6H13NO 006485-55-8 9
3 Morpholine. 2.6-dimethvl- 115 C6H13NO 000141-91-3 9
4 Cvclopropanecarbonitrile 67 C4H5N 005500-21-0 9
5 Aluminum, tripropyl- 156 C9H21Al 000102-67-0 9

Abundance Scan 95 (2.365 min): VD062841.D (-89) (-) m/z 42.95 100.00%
43
5000
2.00 220 2.40 2.60
o} m/z 56.95 76 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #388: 3-Butenenitrile
4
5000
67 2.00 220 2.40 2.60
) m/z 40.95 72.63%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
30
2.00 220 2.40 2.60
5000 e m/z 42.00 39.44%
115
o 5 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7829: Morpholine, 2,6-dimethyl-
30 2.00 220 240 2.60
m/z 38.90 26 .47%
71
5000 56
115
0 15 Il 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.00 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc > 4.770/5ml/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_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 unknown3.85 Concentration Rank 1

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

3.85 20.11 ug/1 54358 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 25
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 22
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 9
4 Butvrolactone 86 C4H602 000096-48-0 9
5 Ethane-1,2-diimine, N,N"-diamino- 86 C2H6N4 1000197-11-5 9

Abundance Scan 246 (3.851 min): VD062841.D (-237) (-) m/z 43.05 100.00%
48
5000 -
86
56 3.60 3.80 4.00 4.20
(o} m/z 40.95 61.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24063: Pentane, 2-bromo-
43
27
5000
71 3.60 3.80 4.00 4.20
m/z 41.95 56 .55%
0 A \\ | 81 93 107 121 150
) R R RS AR LA A RN SRS AR AR LA LR LA SARA LARAS LAY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
3.60 3.80 4.00 4.20
5000 m/z 39.00 42 .33%
27 71
1 15 57 86
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1485: 1-Pentene, 4-methyl-
43 3.60 3.80 4.00 4.20
m/z 71.10 36.32%
5000 56
27
69 g4
0'”P”W””P”W””P“W”LP”W””PLW””'”'””'”W““P”W””I RS UL L R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc > 4.770/5ml/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_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 unknown4.71 Concentration Rank 4

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

4.71 11.02 ug/Il 29790 Pentafluorobenzene 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 43
2 3-Buten-1-ol. 3-methvl- 86 C5H100 000763-32-6 38
3 n-Hexane 86 C6H14 000110-54-3 17
4 Propene 42 C3H6 000115-07-1 9
5 1,1-Dimethylethylamine, N-methox... 147 C6H13NO3 1000284-26-1 9

Abundance Scan 333 (4.708 min): VD062841.D (-328) (-) m/z 40.85 100.00%
57
5000
6 a0 4k0 4b0 5o
0 m/z 57.05 53.84Y%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1659: 3-Butenoic acid
3
5000 HRRE A S SN UL
4.40 4.60 4.80 5.00
58 86 m/z 39.10 50.21%
29 ‘H 68
0'HVHWH“V“M“AJ“WW“VHM““P“W““V“W““V“W““P“W“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
41
56
4.40 4.60 4.80 5.00
68
5000 31 m/z 55.95 42.95%
86
o 15
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1822: n-Hexane e e e
57 4.40 4.60 4.80 5.00
43 m/z 41.95 35.56%
29
5000
15 86
2 ‘ | ‘\ . N 7\1 A
s s R R B ) RN AR KA RN SRS ARAN LARAS AR RARAN B IR RS SRR RN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062419\
Data File : VD062841.D

Aca On : 24 Jun 2019 15:37

Operator : VA/AP

Sample = K3499-02

Misc > 4.770/5ml/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_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 unknownll.24 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.24 10.88 ug/Il 49446 Chlorobenzene-d5 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlacridine 207 C15H13N 055751-83-2 38
2 4-Bromo-3-chloroaniline 205 C6H5BrCIN 021402-26-6 37
3 1H-Pvrrole-2.5-dione. 1-(4-chlor... 207 C10H6CINO2 001631-29-4 37
4 cis-4-Ethoxv-b-methvl-b-nitrostv... 207 C11H13NO3 1000120-36-6 9
5 Quinoline, 4-chloro-6-methoxy-2-... 207 C11H10CINO 050593-73-2 9
Abundance Scan 997 (11.244 min): VD062841.D (-990) (-) m/z 206.95 100.00%
247
5000
9% 133 191
47 59 | || 163 11.00 11.20 11.40 11.60
Oyt e e AL sz 207.85 26.92%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66996: 2-Ethylacridine
100 207
5000 UL S SO BURULA B
11.00 11.20 11.40 11.60
m/z 208.85 23.85%
. 62 76  9° 114104 140151 166178 |
m/z--> 40 60 80 100 120 150 160 180 200 '
Abundance
207
11,00 11.20 11.40 11.60
5000 m/z 132.80 21.62%
90 126
63
45 73 101
e e L S U B WL IR S B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #66610: 1H-Pyrrole-2,5-dione, 1-(4-chlorophenyl)- e e
207 11.00 11.20 11.40 11.60
m/z 190.80 21.40%
54
5000
137
90 163
4 75 125 151
0|||4|.1||m=‘||ﬁluw‘|i‘ﬁ‘i“||0|0|]|-‘l ‘H\ U: “:::luuuululuul N
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD062419\

VD062841.D

24 Jun 2019 15:37

VA/AP

K3499-02
4.779/5m1/MSVOA_D/SOIL

12 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

unknown2 .36
unknown3.85
unknown4.71
unknownll.24

name RT EstConc Units Response
2.36 10.8 ug/Il 29052
3.85 20.1 ug/1 54358
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Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061919S_M

|--Internal Standard---|
| # RT Resp Conc]

1 7.06 135150 50.0
1 7.06 135150 50.0
1 7.06 135150 50.0
3 12.37 227289 50.0
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