LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 6 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\82X071618W.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

1.075 76 80 94 rBV 1009374 1321460 46.40% 9.360%

1

2 1.489 144 148 153 rVB 24534 28938 1.02% 0.205%
3 2.447 298 305 323 rBV 1702218 2848280 100.00% 20.174%
4 2.623 329 334 343 rVB 40983 75152 2.64% 0.532%
5 4.715 670 677 687 rVvB2 13409 39049 1.37% 0.277%

5.507 793 807 821 rBv2 180883 508976 17.87% 3.605%
5.666 822 833 848 rvv 266348 750752 26.36% 5.317%
6.074 886 900 919 rBv2 181720 477557 16.77% 3.382%
6.867 1020 1030 1045 rBvV 359677 836409 29.37% 5.924%
8.720 1327 1334 1342 rBV 986315 1520018 53.37% 10.766%

=
QO ~NO®

11 10.116 1555 1563 1576 rBV 745185 1007357 35.37% 7.135%
12 11.140 1726 1731 1739 rBV 826154 1019074 35.78% 7.218%
13 12.079 1880 1885 1893 rVB 993615 1248970 43.85% 8.846%
14 12.299 1918 1921 1926 rVB 42437 55292 1.94% 0.392%
15 12.475 1942 1950 1954 rBV 55094 77850 2.73% 0.551%

16 13.841 2168 2174 2180 rVV 860584 1091173 38.31% 7.728%
17 13.932 2184 2189 2194 rVB 44273 56954 2.00% 0.403%
18 14.701 2310 2315 2325 rVB 358802 460965 16.18% 3.265%
19 14.841 2333 2338 2344 rBvV 214062 278102 9.76% 1.970%
20 15.280 2405 2410 2414 rVB 61396 84830 2.98% 0.601%

21 15.694 2472 2478 2481 rBV2 22399 43049 1.51% 0.305%
22 16.420 2591 2597 2605 rVB 161458 288615 10.13% 2.044%

Sum of corrected areas: 14118822
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On : 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W.M
SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX003418.D
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500000
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Abundance TIC: VX003418.D
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Abundance TIC: VX003418.D

1500000

1000000 12.08

13.84

500000
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12.30.2.48 3.93 15.28 15.69
AN

Time--> 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W_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 Isopropyl Alcohol Concentration Rank 5

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

2.62 5.01 ug/Il 75152 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 43
3 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
4 2-Methvl-4-methoxv-1-butanol 118 C6H1402 071052-94-3 9
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9

Abundance Scan 333 (2.617 min): VX003418.D (-329) (-) 45.05 100.00%

45
5000

39 59 2.20 2.40 2.60 2.80 3.00
...,....,....,....,....','.'|::.,5.2...',.??.,....79,....,.... m/z 43.00 20.48%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #295: Isopropy! Alcohol
45

5000 e e
220 2.40 2.60 2.80 3.00

m/z 41.00 7.14%

27
S e N N R .
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45

220 240 2.60 2.80 3.00

5000 m/z 39.00 6.48%
73
27
15
2 33 39 53 59 88
Ao B O R Mmoo

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2069: Formic acid, 1-methylethyl ester R L R EREEE E
45 220 240 260 2.80 3.00

m/z 42.05 4.74%

5000
27 o 73
‘ L 9 67 88

m/z--> 0 10 20 30 40 50 60 70 80 90 2. 20 2. 40 2. 60 2.80 3.00

82X071618W.M Wed Jul 18 13:08:44 2018 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W_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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.70 18.45 ug/I 460965 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 Bicvclol4.4.1Tundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
Abundance Scan 2315 (14.701 min): VX003418.D (-2310) (-) m/z 142.10 100.00%
142
5000
115
57 71 89 14.40 14.60 14.80 15.00
Ob e setebei b 2O M 160177203 282 | “n777141.05  93.42%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000 LA UL RN B
115 14.40 14.60 14.80 15.00
m/z 115.00 32.15%
3 9 8 |
miz> 2 40 60 8 100 130 140 160 180 200 230 240 2% 230
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 139.00 11.91%
115
39 63 89
Tmmmwmwwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene A R ERE s
141 14.40 14.60 14.80 15.00
115 m/z 143.05 11.49%
5000
Gf 89
Ly uy u
mz-> 20 40 60 85 160 120 150 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.84 11.13 ug/Il 278102 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 2338 (14.841 min): VX003418.D (-2333) (-) m/z 142.10 100.00%
142
5000
115
39 63 g9 14.60 14.80 15.00 15.20
Obprrr i e o 222 W96 174 193 221 282 | Tnz7141.05  89.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 U UL SRR B U
115 14.60 14.80 15.00 15.20

m/z 115.00 31.76%

37 51 71 89 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 139.00 11.61%
115
39 63 89
Tmmmwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene e SRREREEE
141 14.60 14.80 15.00 15.20
m/z 143.10 11.46%
5000 115
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071718\
Data File : VX003418.D

Aca On 17 Jul 2018 10:58

Operator : JC/MD

Sample : J3954-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W_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 Acenaphthene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.42 11.55 ug/Il 288615 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphthene 154 C12H10 000083-32-9 94
2 3-Fluoro-para-anisaldehvde 154 C8H7F02 000351-54-2 50
3 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 43
4 1.4-Ethenonaphthalene. 1.4-dihvdro- 154 C12H10 007322-47-6 42
5 Biphenyl 154 C12H10 000092-52-4 38

Abundance Scan 2597 (16.420 min): VX003418.D (-2591) (-) m/z 153.10 100.00%

153
5000

16. OO 16. 20 16. 40 16. 60
177192 220 253269283 m/z 154 .05 88 . 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A

Abundance #27112: Acenaphthene

5000

16. OO 16. 20 16. 40 16. 60

m/z 152.10 55.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
153
"""""'w"'w
16.00 16.20 16.40 16.60
5000 m/z 76.00 21.49%
95 125
57 110
15 29 43 I 139
mmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27113: Naphthalene, 2-ethenyl- L  EEmmmany

16. OO 16. 20 16. 40 16. 60

m/z 151.00 19.81%

)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. OO 16. 20 16. 40 16. 60

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071718\
Data File : VX003418.D

Acq On 17 Jul 2018 10:58

Operator : JC/MD

Sample - J3954-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 6 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071618W_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]
Isopropyl Alcohol 2.62 5.0 ug/Il 75152 1 5.67 750752 50.0
Naphthalene, 2-me... 14.70 18.4 ug/I1 460965 4 12.08 1248970 50.0
Naphthalene, 1-me... 14.84 11.1 ug/Il 278102 4 12.08 1248970 50.0
Acenaphthene 16.42 11.6 ug/Il 288615 4 12.08 1248970 50.0
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