LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112519\

Data File : VX013585.D

Aca On - 25 Nov 2019 16:47

Operator : JC/SP

sample - K5968-04 -
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 11 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\82X103119W.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

1.064 26 29 42 rBV 1381155 1709251 49.11% 7.069%
1.265 59 62 67 rBvV 35083 48364 1.39% 0.200%
117 120 rBV9 40953 85368 2.45% 0.353%
5.490 746 755 768 rvVv 379708 1063179 30.54% 4_.397%
5.649 772 781 798 rVB 659571 1845551 53.02% 7.633%
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6.051 837 847 858 rBvV 440170 1123565 32.28% 4.647%
6.850 966 978 991 rBV 1072531 2488109 71.48% 10.291%
1283 1295 rBV 2288375 3480786 100.00% 14.397%
10.111 1507 1513 1523 rBV 2147555 2949055 84.72% 12.197%
11.135 1675 1681 1688 rBV 1807844 2344683 67.36% 9.698%
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11 12.074 1830 1835 1844 rBV 2475160 2997106 86.10% 12.396%
12 12.922 1958 1974 1987 rBV7 44032 220281 6.33% 0.911%
13 13.092 1987 2002 2006 rBvV2 311126 988071 28.39% 4_.087%
14 13.263 2023 2030 2041 rVB6 34160 120603 3.46% 0.499%
15 13.483 2054 2066 2067 rBv4 130919 308842 8.87% 1.277%

16 13.617 2083 2088 2096 rVB3 32233 88292 2.54% 0.365%
17 13.745 2101 2109 2119 rVV5 41763 151713 4_36% 0.627%
18 13.830 2119 2123 2125 rVV 97504 132897 3.82% 0.550%
19 13.873 2126 2130 2143 rVB3 89909 244972 7.04% 1.013%

20 14.293 2190 2199 2201 rBV 29557 69885 2.01% 0.289%
21 14.690 2259 2264 2270 rVB 99206 140203 4_.03% 0.580%
22 14.836 2284 2288 2296 rVB 73385 95781 2.75% 0.396%
23 15.269 2354 2359 2363 rBV 33441 45815 1.32% 0.189%
24 15.440 2381 2387 2390 rBV 27114 40049 1.15% 0.166%

25 15.543 2398 2404 2410 rBV 71668 113081 3.25% 0.468%

26 15.683 2421 2427 2430 rBV 91111 138855 3.99% 0.574%

27 15.720 2430 2433 2440 rVB3 52858 86681 2.49% 0.359%
28 15.915 2456 2465 2472 rVB3 29999 83035 2.39% 0.343%
29 16.165 2501 2506 2511 rBV3 38294 59781 1.72% 0.247%
30 16.275 2519 2524 2529 rVB5 19144 36532 1.05% 0.151%
31 16.409 2533 2546 2556 rBV2 160098 382763 11.00% 1.583%
32 16.622 2576 2581 2587 rBV6 25031 63137 1.81% 0.261%
33 16.683 2588 2591 2596 rVB5 32001 50155 1.44% 0.207%

34 16.775 2596 2606 2608 rBV3 194384 381541 10.96% 1.578%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112519\
Data File : VX013585.D

Aca On - 25 Nov 2019 16:47

Operator : JC/SP

sample - K5968-04 -
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 11 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\82X103119W.M
SW846 8260

Sum of corrected areas: 24177982
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112519\
VX013585.D

25 Nov 2019 16:47

JC/SP

K5968-04

5.0mL/MSVOA X/WATER

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W.M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

MH-117N-20191121
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112519\
Data File : VX013585.D

Aca On - 25 Nov 2019 16:47

Operator : JC/SP

sample - K5968-04 -
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 Fluorene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.09 16.48 ug/Il 988071 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorene 166 C13H10 000086-73-7 95
2 3-Trifluoromethvlbenzhvdrvl chlo... 270 C14H10CIF3 067240-79-3 56
3 Ethionamide 166 C8H10N2S 000536-33-4 53
4 Benzene. 1.1"-(diazomethvlenelbis- 194 C13H10N2 000883-40-9 40
5 Benzaldehyde, 2,4-dihydroxy-3,6-... 166 C9H1003 034883-14-2 39

Abundance Scan 2002 (13.092 min): VX013585.D (-1987) (-) m/z 166.05 100.00%

1

5000

=

12.80 13.00 13.20 13.40
m/z 165.10  90.14%

o 182196 222 247261276 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35228: Fluorene

-

5000
12.80 13.00 13.20 13.40

m/z 163.10 15.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
165
12.80 13.00 13.20 13.40
5000 m/z 82.40 13.87%

83 107
39 63 175139

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35540: Ethionamide
131 12.80 13.00 13.20 13.40
166 m/z 167.10 13.86%
5000
77 104
51
b Ll A
Ot e e ,,, R R S RARRRE R A RERRER RS ES

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13.20 13. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112519\
Data File : VX013585.D

Aca On - 25 Nov 2019 16:47

Operator : JC/SP

sample - K5968-04 -
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.48 5.15 ug/Il 308842 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 90
2 1.17-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 81
3 1.1°-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 64
4 Naphthalene. 1-Il1-(bromomethvl)v... 246 C13H11Br 1000217-20-6 52
5 Diphenylmethane 168 C13H12 000101-81-5 52

Abundance Scan 2066 (13.483 min): VX013585.D (-2054) (-) m/z 168.10 100.00%

168

5000

13.20 13.40 13.60 13.80
m/z 167.10  78.48%

ol 184 208 231 257 286

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36908: Naphthalene, 1-(2-propenyl)-
153168

5000 LN L L L L L L
13.20 13.40 13.60 13.80
m/z 153.10 55.51%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
168
13.20 13.40 13.60 13.80
5000 m/z 165.10 41.83%
153

39 63 8 115
o 98 138

mmmﬁmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36901: 1,1-Biphenyl, 3-methyl-
168

13.20 13.40 13.60 13.80
m/z 152.05  35.10%

5000

T
13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX112519\

Data File : VX013585.D

Aca On - 25 Nov 2019 16:47

Operator : JC/SP

sample - K5968-04 -
Misc - 5.0mL/MSVOA X/WATER R
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 Acenaphthene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.41 6.39 ug/Il 382763 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphthene 154 C12H10 000083-32-9 93
2 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 53
3 3-Fluoro-para-anisaldehvde 154 C8H7F02 000351-54-2 50
4 Biphenvl 154 C12H10 000092-52-4 38
5 1-Isoquinolinecarbonitrile 154 C10H6N2 001198-30-7 27
Abundance Scan 2546 (16.409 min): VX013585.D (-2533) (-) m/z 153.10 100.00%
143
5000
76

51 o8 127 081 16.00 16.20 16.40 16.60
ol 35 168 188 214 238 264 281208 /7 154 05 91 570

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27112: Acenaphthene
1%4
5000 | LI LN L L L BB B |
16.00 16.20 16.40 16.60
76 m/z 152.10 52.63%
o 27 51 102 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
153
16.00 16.20 16.40 16.60
5000 m/z 76.10 23.62%
76
o 27 51 101 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27565: 3-Fluoro-para-anisaldehyde
153 16.00 16.20 16.40 16.60
m/z 151.05 19.33%
5000

125
57 77 110
14 29 Ll \\‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112519\
Data File : VX013585.D

Aca On : 25 Nov 2019 16:47

Operator : JC/SP

Sample : K5968-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_.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 5 Dibenzofuran Concentration Rank 4

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

16.77 6.37 ug/l 381541 1,4-Dichlorobenzene-d4 12.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Ethvl 9H-pvrido(3.4-b)indole-3-c... 240 C14H12N202 074214-62-3 59
3 3.5-Dimethoxvbenzvl alcohol 168 C9H1203 000705-76-0 56
4 Naphthol2.l1-dlimidazole 168 C11H8N2 000233-53-4 53
5 1-Naphthalenecarbonitrile, 8-amino- 168 C11H8N2 038515-13-8 45

Abundance Scan 2605 (16.769 min): VX013585.D (-2596) (-) m/z 168.10 100.00%
168
5000 139 /\
R e R S RERREREERE
51 69 84 113 16.40 16.50 16.60 16.70
Obrrr Qi et e o e rhog 209225 251266 284 "7z 139.05  36.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36883: Dibenzofuran
168
5000 LI L L LB NI LR N |
139 16.40 16.50 16.60 16.70
m/z 169.10 14.49%
39 q3 84 113
OFrrrprrr e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
168
16.40 16.50 16.60 16.70
5000 m/z 84.10 7.87%
140
240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37301: 3,5-Dimethoxybenzy! alcohol R AR RS SR
168 16.40 16.50 16.60 16.70
m/z 69.30 5.29%
5000 139
s 3 65 1091%
o.npnﬂpmwmuhnmqﬂ”l.npﬂ..M..”.””,””“.”“”.“”w. A A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.50 16.60 16.70
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112519\

Data File : VX013585.D

Acq On : 25 Nov 2019 16:47

Operator : JC/SP

Sample - K5968-04 :
Misc - 5.0mL/MSVOA_X/WATER PR AT
ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X103119W_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]
Fluorene 13.09 16.5 ug/I1 988071 4 12.07 2997110 50.0
Naphthalene, 1-(2... 13.48 5.2 ug/Il 308842 4 12.07 2997110 50.0
Acenaphthene 16.41 6.4 ug/Il 382763 4 12.07 2997110 50.0
Dibenzofuran 16.77 6.4 ug/Il 381541 4 12.07 2997110 50.0
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