LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
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\82X091118W.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 5.659 727 739 755 rVB 176445 493753 1.34% 0.537%
2 6.141 811 818 831 rVB 488064 1243656 3.37% 1.352%
3 6.860 925 936 948 rBV 299776 682488 1.85% 0.742%
4 8.720 1233 1241 1246 rBV 634934 1020109 2.76% 1.109%
5 8.787 1246 1252 1265 rVB 1705659 2568062 6.96% 2.791%
6 10.116 1464 1470 1479 rBV 577685 778794 2.11% 0.846%
7 10.250 1487 1492 1502 rBV 958531 1287140 3.49% 1.399%
8 10.360 1502 1510 1516 rBV 1882548 2500672 6.77% 2.718%
9 10.701 1561 1566 1580 rVB 689085 892670 2.42% 0.970%
10 11.140 1632 1638 1649 rBvV 609444 772143 2.09% 0.839%

11 11.433 1681 1686 1693 rBV 256670 434033 1.18% 0.472%
12 11.506 1693 1698 1710 rVB 402701 617939 1.67% 0.672%
13 11.811 1742 1748 1752 rVB 936348 1115455 3.02% 1.212%
14 11.865 1752 1757 1760 rBV 418877 521003 1.41% 0.566%
15 12.018 1775 1782 1787 rBV 687731 908744 2.46% 0.988%

16 12.079 1787 1792 1798 rVB 810722 997730 2.70% 1.084%
17 12.469 1847 1856 1862 rBV 4986725 6361978 17.23% 6.914%
18 13.024 1942 1947 1951 rBV 850642 1181403 3.20% 1.284%
19 13.402 2004 2009 2013 rVvVv 913218 1083043 2.93% 1.177%
20 13.481 2017 2022 2028 rVB 945142 1227474 3.32% 1.334%

21 13.841 2072 2081 2086 rBV 27218382 36923229 100.00% 40.128%
22 13.932 2092 2096 2102 rVB 840648 1168715 3.17% 1.270%
23 14.700 2217 2222 2232 rVB 8107200 9905101 26.83% 10.765%
24 14.840 2239 2245 2257 rVB 4046604 5165286 13.99% 5.614%
25 15.273 2306 2316 2321 rBV 986543 1338845 3.63% 1.455%

26 15.548 2355 2361 2372 rBV 1246762 2136743 5.79% 2.322%
27 15.688 2372 2384 2388 rVV 1409574 2384868 6.46% 2.592%
28 15.724 2388 2390 2397 rVB 850165 1185230 3.21% 1.288%
29 15.920 2412 2422 2433 rVB 453705 1113898 3.02% 1.211%
30 16.072 2441 2447 2456 rVB 233404 407002 1.10% 0.442%

31 16.176 2456 2464 2476 rBV2 1436695 2497045 6.76% 2.714%
32 16.419 2494 2504 2514 rBV2 535278 1100451 2.98% 1.196%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\
Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
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\82X091118W.M
SW846 8260

Sum of corrected areas: 92014702
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_M
SW846 8260

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

Abundance TIC: VX004654.D

2.5e+07

2e+07

1.5e+07

1e+07

5000000

566 6.14

Time--> 120 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 TIC: VX004654.D

2.5e+07
2e+07
1.5e+07
1le+07

5000000

8.79 %
6.86 8.7@ 10@3 10.70 1114 171451
O L T e A T —— ]
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10. 00 10 50 11.00
Abundance TIC: VX004654.D
1384

2.5e+07
2e+07
1.5e+07

1e+07
14.70

12.47

5000000 14.84

1%, 3 13.02 13]4’048 3.93 ‘A 15.27 15.58p 16.18
| 1;\%1'%\5/\@ | /\ 502 [ 3.9 + /\%. 9?15.926,07\ 16.42

Time--> 12.00 12.50 1300 1350 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.47 318.82 ug/Il 6361980 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
5 2-Methylphenylacetylene 116 C9HS8 000766-47-2 83
Abundance Scan 1856 (12.469 min): VX004654.D (-1847) (-) m/z 115.05 100.00%
115
5000
63 89 L5010 a0 1960 1590
39 50 74 12.20 12.40 12.60 12.80
bl 1001125 140 186 207 | Thz7116.10 95.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8406: Indene
116
5000 SRR BN BN SUNE
12.20 12.40 12.60 12.80
- m/z 89.00 11.97%
27 3950 P74 °
m/z--> 25 Jo eb 86 160 150 110 1éo 1éo 260
Abundance
115
12.20 12.40 12,60 12.80
5000 m/z 63.00 11.44%
27 39 51 63 74 89,
m/z--> 25 Jo eb 86 160 150 110 1éo 1é0 260 /\
Abundance #8415: 3-Methylphenylacetylene R E R RARE
115 12.20 12.40 12.60 12.80
m/z 117.10 9.09%
5000
63 89
15 27 3950 "° 74 "7 g
m/z--> 25 Jo eb 86 160 150 110 1éo 1éo 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 3-Phenyl-2-propyn-1-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.02 59.20 ug/1 1181400 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 93
2 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 93
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
4 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 86
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 83
Abundance Scan 1946 (13.018 min): VX004654.D (-1942) (-) m/z 131.00 100.00%
131
5000
51 " 104 119
39 63 91 12.80 13.00 13.20 13.40
o.w””,””,””m.”mh.NAW.JL”.¢””,M”“.JPH.HHﬁQHE?%W m/z 132.00 83.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131
103
5000
77 12.80 13.00 13.20 13.40
51 115 m/z 77.00 23.21%
'W"“I'“%?'“?3“"m"w?€“l'm'I'“§$“"P”'W"“I'“'\M"P"W"“I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132
12.80 13.00 13.20 13.40
5000 m/z 119.10 22.17%
51 27
103
39 63
21 89 117
WWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14527: Benzofuran, 2-methyl-
131 12.80 13.00 13.20 13.40
m/z 51.00 21.82%
5000
51 77 103
15 27 39 | 6 | 89 | 13 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 2-Methylindene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.48 61.51 ug/1 1227470 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 97
2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 97
3 Cvcloproplalindene. l1l.la.6.6a-te... 130 C10H10 015677-15-3 95
4 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 95
5 1H-Indene, 1l-methyl- 130 C10H10 000767-59-9 94
Abundance Scan 2022 (13.481 min): VX004654.D (-2017) (-) m/z 130.10 100.00%
115 13
5000
51 64 A oA raln aalan anlo
39 77 g9 102 13.20 13.40 13.60 13.80
0 47 o2 L8 m/z 115.00 94.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #13084: 2-Methylindene
130
115
5000
13.20 13.40 13.60 13.80
51 o4 m/z 129.10 79 .50%
28 3\9 | I 7\7 89 1(\)2 C
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
115 130 .
13.20 13.40 13.60 13.80
5000 m/z 128.10 38.75%
7 30 O8 % 77 g9 10
WTWWWWWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #13120: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro- L e b R
129 13.20 13.40 13.60 13.80
115 m/z 127.10 18.61%
5000
51 64 77 102
.,...2.8,...:??...4‘....,a‘l‘..,.:‘:‘a,...8.‘9....,l...,..l.,..l. ‘....,....,....,....,....,.... A RRARE mamas TR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.70 496.38 ug/Il 9905100 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2222 (14.700 min): VX004654.D (-2217) (-) m/z 142.10 100.00%
142
5000
115
57 71 g9 14.40 14.60 14.80 15.00
Ob e st et e A58 176103207 281 | 777141 05 87.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 14.40 14.60 14.80 1500
m/z 115.05 30.31%
3 63 89 I
miz> 30 4 6 85 100 130 140 140 180 200 250 240 2% 230
Abundance
142
14.40 14.60 14.80 1500
5000 m/z 143.10 11.64%
115
39 58 71 89
Twmﬁmmwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e
141 14.40 14.60 14.80 15.00
m/z 139.05 11.06%
5000 115
39 63 g
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.84 258.85 ug/Il 5165290 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 49
Abundance Scan 2245 (14.840 min): VX004654.D (-2239) (-) m/z 142.10 100.00%
142
5000
115
63 g9 14.60 14.80 15.00 15.20
Ot gl et e 00474 193207 269 | 7z 141.05  90.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LB B S BRI SURR
115 14.60 14.80 15.00 15.20
m/z 115.00 32.33%
3 % 8 I
miz-> 20 40 80 8 100 130 140 160 180 200 250 240 240 280
Abundance
142
1460 14.:80 15.00 15.20
5000 m/z 143.10 11.69%
115
39 58 71 89
Twmﬁwwmwmwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A ARsEEEEE LSy D
141 14.60 14.80 15.00 15.20
m/z 139.05 11.32%
5000 115
39 63 g
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "' 1460 1480 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\
Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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 6 Biphenyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.27 67.09 ug/l 1338850 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 95
2 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 87
3 3-Ouinolinecarbonitrile 154 C10H6N2 034846-64-5 47
4 Acenaphthene 154 C12H10 000083-32-9 47
5 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 45

Abundance Scan 2315 (15.267 min): VX004654.D (-2306) (-) m/z 154.10 100.00%

154

5000

15.00 15.20 15.40 15.60

253267 283

0 m/z 153.05 40.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27107: Biphenyl
154
5000
15.00 15.20 15.40 15.60
m/z 152.10 27 .95%
76
51 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
154
15.00 15.20 15.40 15.60
5000 m/z 75.95 16.05%
76
Tmmwwwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27006: 3-Quinolinecarbonitrile
154 15.00 15.20 15.40 15.60
m/z 155.10 13.31%
5000
127
‘ 7‘6 100 |
R 1 L il |
I e o e R e R R REREEEEE SRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091818\
Data File : VX004654.D

Aca On : 18 Sep 2018 13:35

Operator : JC/MD

Sample : J4898-01 10X

Misc : 5.26a/5mL/100uL/5_.0mL/MSVOA_X/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 7 Naphthalene, 2,6-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.55 107.08 ug/Il 2136740 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2361 (15.548 min): VX004654.D (-2355) (-) m/z 156.05 100.00%
186
141
5000
15.20 15.40 15.60 15.80
o 172188 207 269283 m/z 141.05 66 . 91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
15.20 15.40 15.60 15.80
m/z 155.05 35.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141 15.20 15.40 15.60 15.80
5000 m/z 115.05 13.13%
15 39 6377 ¢ e
WWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28493: Naphthalene, 1,7-dimethyl-
156 15.20 15.40 15.60 15.80
141 m/z 157.10 13.02%
5000
& I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 Naphthalene, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 119.52 ug/I 2384870 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2384 (15.688 min): VX004654.D (-2372) (-) m/z 156.10 100.00%

6

5000

15.40 15.60 15.80 16.00

0 a2 A o 28728l Tm/z 141.05  83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28484: Naphthalene, 2,3-dimethyl-
156
141
5000
15.40 15.60 15.80 16.00
m/z 155.10 28.74%
76 115
I O | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
15.40 15.60 15.80 16.00
5000 m/z 115.00 17.03%
77 115
39 63 101
Twmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28497: Naphthalene, 1,4-dimethyl-
141 156 15.40 15.60 15.80 16.00
m/z 128.05 13.97%
5000
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 9 Naphthalene, 2,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.72 59.40 ug/1 1185230 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 2389 (15.718 min): VX004654.D (-2388) (-) m/z 156.10 100.00%

146
141

5000

15.40 15.60 15.80 16.00

172188 207 265 282

0 m/z 141.10 69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28481: Naphthalene, 2,7-dimethyl-
156
5000 .
15.40 15.60 15.80 16.00
m/z 155.10 43.36%
63 '/ 115
LT M L |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
15.40 15.60 15.80 16.00
5000 m/z 115.00 17.15%
77 115
15 3 O 98

Wmﬁmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28500: Naphthalene, 1,6-dimethyl-

15.40 15.60 15.80 16.00
m/z 153.10 16.39%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX091818\

Data File : VX004654.D

Aca On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X -
Misc - 5.260/5mL/100uL/5.0mL/MSVOA_X/MEOH e
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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 10 Biphenylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.18 125.14 ug/Il 2497050 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 93
2 Acenaphthylene 152 C12H8 000208-96-8 91
3 Benzaldehvde. 2-hvdroxv-3-methoxv- 152 C8H803 000148-53-8 59
4 5.6-Dihvdro-4-methvlthieno(2.3-d... 152 C7H8N2S 092204-06-3 53
5 1-acenaphthenol, trifluoroacetat... 266 C14H9F302 1000376-45-2 38
Abundance Scan 2465 (16.182 min): VX004654.D (-2456) (-) m/z 152.05 100.00%
152
5000
VN NEDRS IS A S/ W
6 15.80 16.00 16.20 16.40
0 98 112126 188 206 267282 n/z 151.10  19.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25457: Biphenylene
152
5000 B e
15,80 16.00 16.20 16.40
76 m/z 153.05 14.12%
27 50 | 98190126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
15.80 16.00 16.20 16.40
5000 m/z 150.10 13.57%
14 39 62 e 98 112126
Wmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25886: Benzaldehyde, 2-hydroxy-3-methoxy- e .A. R
152 15.80 16.00 16.20 16.40
m/z 168.05 10.62%
5000 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,80 16.00 16.20 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091818\
Data File : VX004654.D

Acq On - 18 Sep 2018 13:35

Operator : JC/MD

Sample - J4898-01 10X :
Misc - 5.26g/5mL/100uL/5.0mL/MSVOA_X/MEOH ROHLOIAAIEo PR
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W_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]
Indene 12 .47 318.8 ug/l 6361980 4 12.08 997730 50.0
3-Phenyl-2-propyn... 13.02 59.2 ug/1 1181400 4 12.08 997730 50.0
2-Methylindene 13.48 61.5 ug/1 1227470 4 12.08 997730 50.0
Naphthalene, 1-me... 14.70 496.4 ug/l 9905100 4 12.08 997730 50.0
Naphthalene, 2-me... 14.84 258.9 ug/l 5165290 4 12.08 997730 50.0
Biphenyl 15.27 67.1 ug/l 1338850 4 12.08 997730 50.0
Naphthalene, 2,6-... 15.55 107.1 ug/l 2136740 4 12.08 997730 50.0
Naphthalene, 2,3-... 15.69 119.5 ug/l 2384870 4 12.08 997730 50.0
Naphthalene, 2,7-... 15.72 59.4 ug/1 1185230 4 12.08 997730 50.0

4

Biphenylene 16.18 125.1 ug/1 2497050 12.08 997730 50.0
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