LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50820\

Data File : VN061356.D

Aca On - 8 May 2020 13:03

Operator : JC/MD

sample - L2544-04 -
Misc - 5.00mL/MSVOA N/WATER S HE
ALS Vial : 8 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 N\METHODS\82N042720W_.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

1.638 3 15 68 rBV 4022630 13497223 100.00% 61.120%
7.548 1836 1853 1864 rBV2 71445 176172 1.31% 0.798%
1892 rVB 134657 315918 2.34% 1.431%
7.995 1974 1992 2011 rBv4 137326 360091 2.67% 1.631%
8.551 2148 2165 2195 rBV 221701 451631 3.35% 2.045%
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10.059 2621 2634 2651 rBV 346702 626202 4.64% 2.836%
11.406 3032 3053 3070 rBV2 1413197 2965857 21.97% 13.430%
rBv 255328 434078 3.22% 1.966%
13.136 3579 3591 3603 rBV3 72139 174577 1.29% 0.791%
13.320 3635 3648 3663 rBVY 318786 556311 4.12% 2.519%
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11 13.419 3666 3679 3690 rBvV 204559 329494 2.44% 1.492%
12 13.487 3690 3700 3707 rBV 156854 253441 1.88% 1.148%
13 13.631 3734 3745 3759 rvVvB2 89391 185144 1.37% 0.838%
14 13.921 3825 3835 3841 rBV 178631 281261 2.08% 1.274%
15 13.969 3841 3850 3861 rVB2 759477 1237746 9.17% 5.605%

16 14.107 3881 3893 3901 rBV 148155 238061 1.76% 1.078%

Sum of corrected areas: 22083207
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50820\
VN061356.D
8 May 2020 13:03
JC/MD
L2544-04
5.00mL/MSVOA N/WATER
8 Sample Multiplier: 1

SS038MW013-200504

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

1164

3000000

2000000

1000000

TIC: VN061356.D

0
Time--> 1.

60 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40
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4000000

3000000

2000000

1000000

TIC: VN061356.D

11.41

0
Time-->

T T —T 7 T
9.00 9.50 10.50 11.00 11.50

Abundance
4000000

3000000

2000000

1000000

TIC: VN061356.D

13.97

12.38

A 1314/\ 9?4?363 13. 1‘}&

Time-->

T
12.00

T I T T I T
12.50 13 00 13 50 14 00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50820\
Data File : VN061356.D

Aca On : 8 May 2020 13:03

Operator : JC/MD

Sample : L2544-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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, 1,4-diethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.49 22.78 ug/1 253441 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
5 o-Cymene 134 C10H14 000527-84-4 81

Abundance Scan 3701 (13.490 min): VN061356.D (-3690) (-) m/z 105.00 100.00%
105 119
5000 134
91
77
39 51 65 | 007 13.20 13.40 13.60 13.80
b e | m/z 119.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
01 13.20 13.40 13.60 13.80
77 m/z 134.05 43.03%
27 4151 65
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 27 .86%
91
27 39 51 g5 '/
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19 13.20 13.40 13.60 13.80
m/z 77.00 19.21%
5000 01 134
77
39 51
s e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

82N042720W.M Mon May 11 06:59:56 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50820\

Data File : VN061356.D

Aca On - 8 May 2020 13:03

Operator : JC/MD

sample - L2544-04 -
Misc - 5.00mL/MSVOA N/WATER S HE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 Benzene, l-methyl-2-(2-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 25.28 ug/1 281261 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 94
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 94
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 94
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 3835 (13.921 min): VN061356.D (-3825) (-) m/z 117.00 100.00%
117
5000 132 fj\
91 STANENSIL L Ah W S
39 51 63 77 103 | 1360 1380 14.00 14.20
b 220 m/z 132.00 44.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
%00 o | e T80 i 1
m/z 115.00 36.47%

77
39 51 65
27 o ..|‘
II.IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117

13.60 13.80 14.00 14.20

5000 132 m/z 91.00 20.73%
91
o7 39 51 65 77 405
L L e e BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117 13.60 13.80 14.00 14.20
m/z 131.00 15.42%
132
5000 91
39 51 65
L S
m/z--> 20 40 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50820\
Data File : VN061356.D

Aca On : 8 May 2020 13:03

Operator : JC/MD

Sample : L2544-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 Benzene, (1-methyl-1-propen... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.97 111.25 ug/Il 1237750 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 70
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
5 Indan, 1-methyl- 132 C10H12 000767-58-8 64

Abundance Scan 3850 (13.969 min): VN061356.D (-3841) (-) m/z 117.00 100.00%
117
5000
o1 132 SN L} S
39 51 65 77 103 ‘ 148 13.60 13.80 14.00 14.20
e e el e 2481 Tm/z 119.00  46.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000
13.60 13.80 14.00 14.20
a m/z 115.00 34.69%
p2 67 |wll |
I i 1 s Ay s I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
ur -,
13.60 13.80 14.00 14.20
5000 o1 m/z 132.00 25.01%
15 27 39 51 6 77 105
wwwmmwmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- R R o S
117 13.60 13.80 14.00 14.20
m/z 91.00 21.53%
5000 132
51 77 ot
.w.%?.P.%?,”.%?.”.iﬂ.u,??”,..ﬂzp..np...fﬂ%.,”ll,”.:ﬂm..,.”.,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50820\

Data File : VN061356.D

Aca On - 8 May 2020 13:03

Operator : JC/MD

sample - L2544-04 -
Misc - 5.00mL/MSVOA N/WATER S HE
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.11 21.40 ug/1 238061 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 97
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 90
Abundance Scan 3894 (14.111 min): VN061356.D (-3881) (-) m/z 130.95 100.00%
131
5000
91 115 146
39 51 64 77 | 103 | 4 | 007 13.80 14.00 14.20 14.40
SRy P AR - N | I NS ——oT A m/z 91.00 19.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 13.80 14.00 14.20 14.40
115 146 m/z 146.10 14.81%
27 39 St 6 7 | 103 mn
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13.80 14.00 14.20 14.40
5000 m/z 115.00 14 .75%
146
91
27 39 51 g4 77 103 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 13.80 14.00 14.20 14.40

m/z 132.00 11.54%

146
5000
1 115
51 65 77 | 105 |
B o i o o o e LA e o O O LALALI B

m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ N\DATA\VNO50820\
Data File : VNO61356.D

Acg On - 8 May 2020 13:03

Operator : JC/MD

Sample - L2544-04 :
Misg - 5.00mL/MSVOA_N/WATER S AT,
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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]
Benzene, 1,4-diet... 13.49 22.8 ug/I1 253441 4 13.32 556311 50.0
Benzene, l-methyl... 13.92 25.3 ug/I1 281261 4 13.32 556311 50.0
Benzene, (1-methy... 13.97 111.3 ug/l 1237750 4 13.32 556311 50.0
1H-Indene, 2,3-di... 14.11 21.4 ug/I1 238061 4 13.32 556311 50.0
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