LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X062920W .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 4.568 561 571 580 rBV2 16041 47251 2.90% 0.369%
2 5.471 706 719 731 rBV 165789 483564 29.73% 3.780%
3 5.629 734 745 759 rvwV 283001 782110 48.08% 6.114%
4 6.031 799 811 823 rBV 175462 454848 27 .96% 3.556%
5 6.830 933 942 955 rBV 429755 1020887 62.76% 7.980%
6 7.190 992 1001 1012 rVB2 27171 62087 3.82% 0.485%
7 8.696 1239 1248 1259 rBV 914363 1424502 87.57% 11.135%
8 10.098 1472 1478 1487 rBV 992534 1351758 83.10% 10.567%
9 11.122 1640 1646 1654 rBV 958160 1171935 72.04% 9.161%
10 11.402 1686 1692 1696 rBvV 43150 58015 3.57% 0.454%
11 11.457 1696 1701 1704 rVvVv 24452 37521 2.31% 0.293%
12 11.494 1704 1707 1713 rVB2 26888 34790 2.14% 0.272%

13 11.762 1723 1751 1752 rBV2 26631 129274 7.95% 1.011%
14 12.061 1795 1800 1809 rVB 1322979 1612651 99.13% 12.606%
15 12.738 1887 1911 1925 rBV6 254282 1626739 100.00% 12.716%

16 13.097 1949 1970 1989 rBV 334598 788491 48.47% 6.164%
17 13.420 2010 2023 2040 rVB7 74053 303337 18.65% 2.371%
18 13.628 2047 2057 2059 rBV9 12305 24548 1.51% 0.192%
19 13.768 2067 2080 2094 rVB7 63072 269340 16.56% 2.105%
20 13.957 2094 2111 2121 rBV7 50492 262262 16.12% 2.050%

21 14.073 2122 2130 2139 rVV7 29156 104203 6.41% 0.815%

22 14.249 2153 2159 2163 rBv4 26147 47005 2.89% 0.367%
23 14.579 2202 2213 2217 rBV3 73057 175419 10.78% 1.371%
24 14.634 2218 2222 2225 rVV5 13861 27827 1.71% 0.218%
25 14.719 2231 2236 2245 rVB5 31777 90860 5.59% 0.710%
26 14.938 2265 2272 2278 rVB7 13148 32276 1.98% 0.252%
27 15.048 2280 2290 2291 rBV9 16333 34348 2.11% 0.269%
28 15.255 2319 2324 2329 rBV3 9891 18834 1.16% 0.147%
29 15.639 2376 2387 2394 rVB4 14819 32646 2.01% 0.255%
30 15.981 2434 2443 2447 rBvV4 6537 18151 1.12% 0.142%
31 16.072 2454 2458 2465 rVB4 13685 26993 1.66% 0.211%
32 16.469 2515 2523 2527 rBV 43669 84010 5.16% 0.657%
33 16.542 2527 2535 2539 rBV2 44263 75967 4.67% 0.594%
34 16.590 2539 2543 2546 rBV 44460 78021 4._80% 0.610%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

Sum of corrected areas: 12792470
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
VX017169.D

06 Jul 2020 15:40

JC/SP

L3159-01

5.0mL/MSVOA X/WATER

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX017169.D

4.57

5.63
6.03

0
Time-->

1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VX017169.D

10.10
8.70

6.83

L

11.12

(!
Time-->

9.00

Abundance

1200000

1000000

800000

600000

400000

200000
11.

TIC: VX017169.D

13.10
12.74

13.42 14
76 3&37h3360ﬁ425 07214 98.0515.06 1564

1614559

15807 AAMN

Time-->

T
12.00 12.50 13.00 13.50 14 OO 14.50 15.00 15.50

i T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 Adamantane, 1,3-dichloro Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.74 50.44 ug/1 1626740 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dichloro 204 C10H14CIl2 016104-50-0 87
2 3-Furoic acid. benzvldimethvisil... 260 C14H1603Si 1000375-49-5 47
3 Purine. 2-amino-6-chloro- 169 C5H4CIN5S 010310-21-1 45
4 8-Chloro-1.2.4-triazolo(4.3-bYpv... 169 C5H4CIN5 089284-31-1 43
5 Chlorzoxazone 169 C7H4CINO2 000095-25-0 43
Abundance Scan 1911 (12.738 min): VX017169.D (-1887) (-) m/z 169.05 100.00%
169
5000
12.40 12.60 12.80 13.00
o 189205 227 281 m/z 91.00 55.31%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63686: Adamantane, 1,3-dichloro
169
5000
12.40 12.60 12.80 13.00
113 133 m/z 95.10 35.71%
I 0 O S - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
15 169
12.40 12.60 12.80 13.00
5000 95 m/z 127.00 34.00%
39 65
o 79 111 145 183 199 245
mmmﬁwﬁmmm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37618: Purine, 2-amino-6-chloro-
169 12.40 12.60 12.80 13.00
134 m/z 171.10 33.89%
5000
53 107
92
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 Benzene, 1,2-dichloro-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.10 24.45 ug/1 788491 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-3-methvl- 160 C7H6CI2 032768-54-0 98
2 Benzene. 1.4-dichloro-2-methvl- 160 C7H6CI2 019398-61-9 96
3 Benzene. 1.2-dichloro-4-methvl- 160 C7H6CI2 000095-75-0 96
4 Benzene. 1.3-dichloro-5-methvl- 160 C7H6CI2 025186-47-4 96
5 Benzene, 1,3-dichloro-2-methyl- 160 C7H6CI2 000118-69-4 96
Abundance Scan 1970 (13.097 min): VX017169.D (-1949) (-) m/z 125.00 100.00%
15
5000 85 160
12.80 13.00 13.20 13.40
0 177191205 m/z 160.00 42.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31188: Benzene, 1,2-dichloro-3-methyl-
125
5000 A SRR AR AR DR
89 160 12|80 13'00 13. 20 13'40
63 ‘ m/z 89.10 36.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
125
160 12180 13.00 13.20 1340
5000 m/z 127.00 33.45%
89
63
0"'|?7"ff"|"zq'"'l}gg'w"'l"""" RS RSN SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31195: Benzene, 1,2-dichloro-4-methyl-
125 12.80 13.00 13.20 13.40
m/z 162.00 27 .33%
5000
160
89
2%, T a00 s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 Benzene, 1,3-dichloro-2-met... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.42 9.40 ug/Il 303337 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dichloro-2-methvl- 160 C7H6CI2 000118-69-4 81
2 Benzene. 1.2-dichloro-3-methvl- 160 C7H6CI2 032768-54-0 80
3 Benzene. 1.4-dichloro-2-methvl- 160 C7H6CI2 019398-61-9 42
4 Benzene. 2.4-dichloro-1-methvl- 160 C7H6CI2 000095-73-8 42
5 Acetamide, N-(4-chlorophenyl)- 169 C8HS8CINO 000539-03-7 38

Abundance Scan 2023 (13.420 min): VX017169.D (-2010) (-) m/z 125.00 100.00%

5000

1

13.20 13.40 13.60 13.80
o’ m/z 127.00  82.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31192: Benzene, 1,3-dichloro-2-methyl-
5000

13.20 13.40 13.60 13.80
m/z 93.00 72.87%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
125 N«//\W

13.20 13. 40 13.60 13.80

5000 89 m/z 129.00 61.49%
160
63
39
0 15 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31191: Benzene, 1,4-dichloro-2-methyl-
125 13.20 13.40 13.60 13.80
0
160 m/z 91.00 55.76%
5000
89
0...,?7”,....“...,.”.,%Q?W....,”..,..”,........ S — L < L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 unknownl3.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.77 8.35 ug/Il 269340 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Furoic acid. dimethvl(3.3.3-tr... 266 C10H13F303Si 1000375-49-7 27
2 3-Hvdroxv-tricvclol4.3.1.1(¢(3.8)1... 210 C12H1803 1000296-62-7 18
3 1H-Tetrazole. 5-(ethvlamino)-1-p... 189 C9H11N5 024433-72-5 14
4 2-Furancarboxvlic acid. phenvl e... 188 C11H803 002948-14-3 11
5 2-Furoic acid, 2-methyloct-5-yn-... 234 C14H1803 1000299-23-7 10
Abundance Scan 2080 (13.768 min): VX017169.D (-2067) (-) m/z 91.00 100.00%
g1
5000 77
a1 169
& I Hl)slril 133 155 | 18929 ¢ 260 13.40 13.60 13.80 14.00
0 1 e m/z 95.05  70.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114970: 3-Furoic acid, dimethyl(3,3,3-trifluoropropylsil...
95
125
5000 169
13.40 13.60 13.80 14.00
39 m/z 77.00 39.23%
ol15 | 5 77| 111 | 143 | 189202217 251266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
95
13.40 13.60 13.80 14.00
5000 41 55 m/z 169.05 29.77%
79 138 192
o 108155 151164 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52643: 1H-Tetrazole, 5-(ethylamino)-1-phenyl- L o
77 91 13.40 13.60 13.80 14.00
m/z 41.00 24 .54%
5000 51 133
29 118 | 146 189
0 e e e e e \”” ”““ Rl R AR EEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 unknownl3.96 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 8.13 ug/Il 262262 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Chloroaniline 127 C6H6CIN 000106-47-8 41
2 Pvridine. 2-chloro-3-methvl- 127 C6H6CIN 018368-76-8 41
3 4-Chloro-2-picoline 127 C6H6CIN 003678-63-5 38
4 Tricvclol2.2.1.0(2.6)1heptane. 3... 206 C7H8BrcClI 1000337-07-8 38
5 Pyridine, 2-chloro-5-methyl- 127 C6H6CIN 018368-64-4 35
Abundance Scan 2112 (13.963 min): VX017169.D (-2094) (-) m/z 127.05 100.00%
91 127
141
5000
13.60 13.80 14.00 14.20
0 m/z 90.90 88.20%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11741: p-Chloroaniline
127
5000 65 R PR UL UL S B
13.60 13.80 14.00 14.20
3952 92 m/z 141.10 77.88%
o 8
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91 127
13.60 13.80 14.00 14.20
5000 65 m/z 189.10 58.25%
39
o 52
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11749: 4-Chloro-2-picoline
127 13.60 13.80 14.00 14.20
m/z 105.00 53.15%
5000 65 92
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070620\
Data File : VX017169.D

Aca On : 06 Jul 2020 15:40

Operator : JC/SP

Sample : L3159-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 6 Benzene, 1,2,4-trichloro-3-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.58 5.44 ug/l 175419 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trichloro-3-methvl- 194 C7H5CI3 002077-46-5 99
2 Benzene. 1.2.3-trichloro-4-methvl- 194 C7H5CI3 007359-72-0 98
3 2.4.5-Trichlorotoluene 194 C7H5CI3 006639-30-1 98
4 Benzene. 1.2-dichloro-3-(chlorom... 194 C7H5CI3 003290-01-5 95
5 Benzene, 2,4-dichloro-1-(chlorom... 194 C7H5CI3 000094-99-5 93
Abundance Scan 2213 (14.579 min): VX017169.D (-2202) (-) m/z 90.95 100.00%
%" 159
5000
123
61 77
39 105 o08 227 14.20 14.40 14.60 14.80
0 m/z 159.00 81.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #56709: Benzene, 1,2,4-trichloro-3-methyl-
159
5000 194 |J\ UL AR SR UL B
123 14.20 14.40 14.60 14.80
61 _, m/z 161.10 54 _.89Y%
0 e ||2|7| |3u|9| - iml ‘H \8\\\\ 9( fl'f)lgl : l‘ .1.3.5| — .‘H.]-.?.lu — I\\I\‘I  AREREEE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
159
14.20 14.40 14.60 14.80
m/z 196.00 33.52Y%
5000 61 123 194 1
43 73 g9
o4 26 109 | 135
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #56703: 2,4,5-Trichlorotoluene R R
159 14.20 14.40 14.60 14.80
m/z 194.00 31.42%
196
5000
123
3 g7
0 |....|....|....im..a“‘.wk”‘.‘.l”lg.‘.‘.. l‘:lu3|5|||||‘m‘||||||||“|“‘i|||||||||
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070620\
Data File : VX017169.D

Acq On : 06 Jul 2020 15:40

Operator : JC/SP

Sample - L3159-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
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]
Adamantane, 1,3-d... 12.74 50.4 ug/1 1626740 4 12.06 1612650 50.0
Benzene, 1,2-dich... 13.10 24_4 ug/I1 788491 4 12.06 1612650 50.0
Benzene, 1,3-dich... 13.42 9.4 ug/Il 303337 4 12.06 1612650 50.0
unknownl13.77 13.77 8.3 ug/Il 269340 4 12.06 1612650 50.0
unknownl13.96 13.96 8.1 ug/Il 262262 4 12.06 1612650 50.0
Benzene, 1,2,4-tr... 14.58 5.4 ug/Il 175419 4 12.06 1612650 50.0
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