LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50720\

Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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 70 rBY 4030830 13230669 100.00% 62.036%
7.548 1836 1853 1865 rBV 68497 170486 1.29% 0.799%
1892 rVB 120667 280587 2.12% 1.316%
7.988 1973 1990 2016 rBV2 91688 214936 1.62% 1.008%
8.172 2018 2047 2066 rvv2 47905 132862 1.00% 0.623%
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8.548 2149 2164 2182 rBV 208619 426281 3.22% 1.999%
9.622 2483 2498 2512 rBV 126944 258740 1.96% 1.213%
10.059 2621 2634 2662 rVB 337025 620864 4.69% 2.911%
11.406 3031 3053 3068 rBV2 1991724 3914388 29.59% 18.354%
12.377 3343 3355 3367 rBVY 247105 409897 3.10% 1.922%

=
QO ~NO®

11 13.319 3635 3648 3664 rVB 305300 517475 3.91% 2.426%
12 13.419 3664 3679 3691 rBvV 130281 215155 1.63% 1.009%
13 13.969 3841 3850 3861 rvB2 393166 627050 4.74% 2.940%
14 14.107 3882 3893 3901 rBV 85384 138385 1.05% 0.649%
15 14.570 4023 4037 4047 rBV3 90578 169740 1.28% 0.796%

Sum of corrected areas: 21327515
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50720\

Data File : VN061344.D

Aca On : 7 May 2020 19:12

Operator : JC/MD

Sample : L2544-01 :
Misc - 5.00mL/MSVOA N/WATER ST 02
ALS Vial :© 23 Sample Multiplier: 1

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

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

Abundance TIC: VN061344.D
40000001 |64

3000000

2000000

1000000

AT

Time--> 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20 6.40

Abundance TIC: VN061344.D
4000000

3000000

2000000 1141

1000000

63 - 9.62
I R . S NS AN

T I I I T T T
Time--> 7.00 7.50 8. OO 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN061344.D
4000000

3000000
2000000

1000000

13.3 13.97
ﬁ3342 !!1411 14.57

e e L L T

T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

12.38
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50720\

Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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 2 Hexane, 2,2-dimethyl- Concentration Rank 5

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

8.17 15.58 ug/Il 132862 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56

Abundance Scan 2046 (8.169 min): VN061344.D (-2018) (-) m/z 57.00 100.00%
57
5000 /\
41
I o s 9 780 8.00 820 8.40 '8' 60
O e e e e e e e e m/z 56.00 36.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000 -|- T T T T T ----u-
41 780 8.00 8.0 8.40 8.60
m/z 41.00 35.65%
o 4 15 || ]| 80, 7179 %9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
780 8.00 820 8.40 8.60
5000 m/z 43.00 19.98%
41
29
o2 15 50 60 83 0 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12720: Hexane, 2,2,4-trimethyl- . A AR ERRE
57 780 8.00 8.0 8.40 8.60
m/z 39.00 13.88%
5000
41
29 -
0 1 “\48 Jo | 83 o5 118 128
A A IR SRR RIS LR UL IR RN R RS RS BN LRSS S

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50720\
Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

9.62 30.35 ug/1 258740 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 2497 (9.619 min): VN061344.D (-2483) (-) m/z 43.00 100.00%
43
71
5000 57
85
| % "'546"566"é86'1606'
O B e L e R R e e m/z 71.00 56.82%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl- A
43
5000 71 ----u----u---- AR
57 940 9.60 9.80 10.00
27 85 m/z 70.00 48.97%
o2 15 | \“ ] AT
LSRN RN RS SRS RS RRARS RAARSA RERRS RERRN REARS RAAS SULANRARAS SARKS SARL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.00 41 .67%
0 15 85 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 /\
Abundance #12706: Hexane, 2,3,4—trimethy|— LI L L L B NS B
43 9.40 9.60 9.80 10.00

m/z 41.00 40.19%

5000
29
“ L, \‘ M d 99 113 128
0 ”w.”w.”w”.w””,””,””“.”“.”“”.“”.“”w.”w”.w”.

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50720\
Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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, (2-methyl-1-propen... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.97 60.59 ug/1 627050 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 74
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 70
3 Indan. 1-methvl- 132 C10H12 000767-58-8 70
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 70
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 68

Abundance Scan 3850 (13.969 min): VN061344.D (-3841) (-) m/z 117.00 100.00%
147
5000
91 132 BRSNS
39 51 g5 77 103 13.60 13.80 14.00 14.20
o! el 148 297 m/z 119.00 36.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117
132
5000
91 13.60 13.80 14.00 14.20
m/z 115.00 34.67%
39 51 65 77
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 132.00 26.03%
91
39 51 65 77 103
O e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl- R EEE Em o A
117 13.60 13.80 14.00 14.20
m/z 91.00 20.63%
5000
132
1
27 39 51 6‘5 77 103
T T o e o N S o e
m/z--> 20 40 60 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\HPCHEMI\MSVOA N\DATA\VNO50720\

Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.11 13.37 ug/Il 138385 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 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 87
Abundance Scan 3894 (14.110 min): VN061344.D (-3882) (-) m/z 131.00 100.00%
31
5000
a1 115
39 51 65 77 | 103 | | 1‘|‘6 207 13.80 14.00 14.20 14.40
Ob et rree e i Al e m/z 90.95 18.50%
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
146 m/z 115.00 16.10%
AN A
s 3 e 8 i 2o 1o s 1% e
Abundance
131
13.80 14.00 14.20 14.40
5000 m/z 146.00 14 _.26%
146
27 39 51 g4 77 9 gtP°
Ol e T e T e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 13.80 14.00 14.20 14.40
m/z 129.00 11.86%
5000
146
91
7S e T |t
0:|||||||‘|‘|‘||||||||||||‘|||||||||||||||||||
m/z--> 20 40 60 8 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO50720\

Data File : VN061344.D

Aca On - 7 May 2020 19:12

Operator : JC/MD

sample - L2544-01 -
Misc - 5.00mL/MSVOA N/WATER S el e
ALS Vial : 23 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .57 16.40 ug/Il 169740 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
4 Indan., 1-methvl- 132 C10H12 000767-58-8 81
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81

Abundance Scan 4037 (14.570 min): VN061344.D (-4023) (-) m/z 116.95 100.00%

117

5000
132

39 51 65 77 207 14.20 14.40 14.60 14.80
o e || m/z 132.00 35.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 14.20 14.40 14.60 14.80
0
% 51 & 77 m/z 115.00 30-56%
27 | 5‘
o ..1.5,.‘...‘,..‘l‘.‘,“”..“a“‘,..‘:.,“a‘...‘, R = SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 119.00 19.13%
91
15 27 39 51 65 77 103
TR o L I i e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 14.20 14.40 14.60 14.80
m/z 131.00 17.92%
5000 132

91
39 51 63 77 ‘
15 27 103 I ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ N\DATA\VNO50720\

Data File : VNO61344.D

Acg On - 7 May 2020 19:12

Operator : JC/MD

Sample - L2544-01 :
Misg - 5.00mL/MSVOA_N/WATER SIS AT,
ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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]
Hexane, 2,2-dimet... 8.17 15.6 ug/I1 132862 2 8.55 426281 50.0
Pentane, 2,3,3-tr... 9.62 30.4 ug/I1 258740 2 8.55 426281 50.0
Benzene, (2-methy... 13.97 60.6 ug/I 627050 4 13.32 517475 50.0
1H-Indene, 2,3-di... 14.11 13.4 ug/I1 138385 4 13.32 517475 50.0
Benzene, 2-etheny... 14.57 16.4 ug/I1 169740 4 13.32 517475 50.0
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