LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU063018\

Data File : VU025102.D

Aca On - 30 Jun 2018 20:50

Operator : MD/SY

sample - J3759-15 :
Misc - 5.0mL/MSVOA U/WATER RN RS
ALS Vial : 25 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 U\METHOD\82U061318W.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

1.088 137 155 179 rBV 1290589 1449312 2.65% 1.321%
1.397 244 251 290 rBV2 37459121 54607219 100.00% 49.784%
rBV 9441150 22811339 41.77% 20.796%
4.992 1353 1369 1390 rVB3 399106 979874 1.79% 0.893%
5.394 1480 1494 1515 rVB 981715 2078575 3.81% 1.895%
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5.889 1632 1648 1680 rBV 382961 762463 1.40% 0.695%
7.567 2149 2170 2182 rBV 701475 1234660 2.26% 1.126%
7.641 2182 2193 2211 rVB 732543 1250842 2.29% 1.140%
9.124 2632 2654 2687 rBV 11921917 20437573 37.43% 18.632%
10.310 3011 3023 3040 rBV 562764 903136 1.65% 0.823%

=
QO ~NO®

11 11.487 3378 3389 3407 rBV2 686325 1667777 3.05% 1.520%
12 11.882 3498 3512 3534 rVB 541262 906186 1.66% 0.826%
13 12.358 3649 3660 3682 rBV3 259220 599634 1.10% 0.547%

Sum of corrected areas: 109688590
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU063018\

Data File : VU025102.D

Aca On : 30 Jun 2018 20:50

Operator : MD/SY

Sample : J3759-15 0
Misc - 5_0mL/MSVOA U/WATER RN RS
ALS Vial :© 25 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U061318W.M
Quant Title : SW846 8260

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

Abundance TIC: VU025102.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU063018\

Data File : VU025102.D

Aca On - 30 Jun 2018 20:50

Operator : MD/SY

sample - J3759-15 :
Misc - 5.0mL/MSVOA U/WATER RN RS
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 unknownl1.40 Concentration Rank 1

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

1.40 2786.44 ug/1 54607200 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethene. chloro- 62 C2H3CI 000075-01-4 23
2 Dimethvl sulfide 62 C2H6S 000075-18-3 9
3 Ethanethiol 62 C2H6S 000075-08-1 7
4 Phosphine. ethvl- 62 C2H7P 000593-68-0 7
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7

Abundance Scan 252 (1.400 min): VU025102.D (-244) (-) m/z 64.00 100.00%
a4
5000
47 5 150 140 160 180
37 5‘ 1.00 1.20 1.40 1.60 1.80
o...,.”.,..”,..w.ﬂ?.hq??uﬁ|'”,7?72??§§...., m/z 62.05 99.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #324: Ethene, chloro-
62
27
5000 RIS S R S
1.00 1.20 1.40 1.60 1.80
m/z 61.00 29.79%
13 ‘ 35 47 i
miz--> 10 20 30 40 50 60 70 8 90
Abundance
47 62
1.00 120 1.40 1.60 180
5000 m/z 59.95 20.15%
35
27
15 41 57
miz--> 0 20 30 40 50 6 70 80 90
Abundance #333: Ethanethiol e P
29 62 1.00 1.20 1.40 1.60 1.80
47 m/z 62.95 17.09%
5000
34
"'P"'I"”'I”J'AP'M'W"?mm‘l"l”"l""l""l RIS S U S
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063018\
Data File : VU025102.D

Aca On : 30 Jun 2018 20:50

Operator : MD/SY

Sample : J3759-15

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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, l-ethenyl-3-ethyl- Concentration Rank 3

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

12.36 17.98 ug/Il 599634 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 90
3 Benzene. (2-methylcvclopropvl)- 132 C10H12 1000327-39-0 87
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3661 (12.361 min): VU025102.D (-3649) (-) m/z 117.05 100.00%

117
5000
132
91 AU AR NS B

39 51 65 77 103 ‘ 12.00 12.20 12.40 12.60

R e e L B L Rl RS m/z 115.10 35.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance

#14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.00 12.20 12.40 12.60

m/z 132.10 29.11%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
B B o e e e e
12.00 12.20 12.40 12.60
5000 m/z 90.95 16.99%
132
91
27 39 51965 77 103 125
“Tmmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14065: Benzene, (2-methylcyclopropyl)-
1 12.00 12.20 12.40 12.60
m/z 119.10 16.52%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU063018\

Data File : VU025102.D

Acq On : 30 Jun 2018 20:50

Operator : MD/SY

Sample - J3759-15 :
Misc - 5.0mL/MSVOA_U/WATER A lerls
ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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]
unknownl1 .40 1.40 2786.4 ug/l 54607200 1 4.99 979874 50.0
Benzene, l-etheny... 12.36 18.0 ug/I1 599634 4 11.49 1667780 50.0
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