LSC Area Percent Report

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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 3965199 13214416 100.00% 65.120%
6.580 1532 1552 1577 rVB2 114796 356983 2.70% 1.759%
rBv2 69343 167537 1.27% 0.826%
7.619 1862 1875 1892 rvv2 286092 765366 5.79% 3.772%
7.988 1975 1990 2012 rvv2 98950 236604 1.79% 1.166%
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8.181 2040 2050 2065 rvv4 71152 225448 1.71% 1.111%
8.551 2148 2165 2194 rBV 215233 440183 3.33% 2.169%
9.046 2296 2319 2333 rBvV 151612 365839 2.77% 1.803%
rBv 71775 150604 1.14% 0.742%
10.059 2621 2634 2660 rBVY 354420 663536 5.02% 3.270%
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11 11.403 3031 3052 3067 rBV2 516666 1397284 10.57% 6.886%
12 12.377 3343 3355 3367 rBV 258707 427571 3.24% 2.107%
13 12.564 3398 3413 3424 rVB 71476 148931 1.13% 0.734%
14 13.319 3636 3648 3663 rVB 323323 558302 4.22% 2.751%
15 13.419 3663 3679 3691 rBV 97634 164751 1.25% 0.812%

16 13.866 3806 3818 3826 rBV 104134 163501 1.24% 0.806%
17 13.969 3841 3850 3860 rvv3 265831 456523 3.45% 2.250%

18 14.184 3901 3917 3935 rVB4 74177 182598 1.38% 0.900%
19 14.567 4023 4036 4049 rBV3 103682 206460 1.56% 1.017%

Sum of corrected areas: 20292437
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LSC Report - Integrated Chromatogram

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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

Abundance TIC: VN061361.D
1164
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Abundance TIC: VN061361.D

3500000
3000000
2500000
2000000
1500000
1000000

500000

762 855 10.06
1A T8 R e 92 ]\ 18

T T - ——— T ! —
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Abundance TIC: VN061361.D
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Library Search Compound Report

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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 Cyclopentane, methyl- Concentration Rank 4

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

6.58 23.32 ug/1 356983 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 80
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 59

Abundance Scan 1552 (6.580 min): VN061361.D (-1532) (-) m/z 56.00 100.00%
56
41
5000 69
84 6.20 6.40 6.60 6.80 7.00
34 4 5053| 6265 77 81
mq””““qmq””““qm4lﬂ“”qhn,m“”thpuwuunpuwuq m/z 41.00 56.12%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl- J\
56
41
5000 69 T T T
620 640 6.60 6.80 7.00
o8 m/z 69.00 40.69%
84
..”,“.ﬁé.“,”.q:H!“..q.ﬁ4ll!q.“?ﬁﬁ?!:.q.”§E:L,H.W7Z.P.J,”.q.”.
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 620 6.40 6.60 6.80 7.00
5000 m/z 39.00 28.73%
69 84
29
502 6265
RRARA KAL) ARRNRRARA KAL) RUARNRALA) KALE) ARRARRARE ALL) RARRA RAARE RAALY LARRI RRARA LALLY RAM B
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane R e
56 620 640 6.60 6.80 7.00
84 m/z 55.00 26.55%
5000 a1
69
27
15 |80 38 L4 5053‘\ 65 | 747781
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 6% 70 75 80 8% 0 620 640 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W .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 3 1-Butanol, 2-methyl- Concentration Rank 3

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

8.18 25.61 ug/1 225448 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2-methvl- 88 C5H120 000137-32-6 59
2 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 53
3 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 50
4 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 45
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 40

Abundance Scan 2050 (8.181 min): VN061361.D (-2040) (-) 57.00 100.00%
57
41
5000
70
83 g9 7.80 8.00 8.20 8.40 8.60
AR Ea L L aaRa s o RBARAE m/z 56.00 60.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2117: 1-Butanol, 2-methyl-
41 57
29
5000 70 ||||||||||||||||||||
7.80 8.00 8.20 8.40 8.60
m/z 41.00 52.73%
15 1| |]l,a0 ‘ .. 87
.“P”.P”q.”w.”w”.qnn,nup.upu.vnq.”q”.qnnlnup
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56
a1 w"'w"'w"'w"'w'
7.80 8.00 8.20 8.40 8.60
5000 m/z 70.00 30.61%
29
70
15 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19513: 2H-Pyran-2,6(3H)-dione, dihydro-4,4-dimethy!- . . R A . AT
56 780 800 820 840 860
m/z 55.00 29.87%
5000 41 70 /\/\/\
15 \‘ " ‘ 83 98 114 127 143
TR e R e e e e T T A, ”..“.....”,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60

82N042720W.M Mon May 11
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Library Search Compound Report

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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 Pentane, 2,3,3-trimethyl- Concentration Rank 6

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

9.62 17.11 ug/Il 150604 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 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 2497 (9.619 min): VN061361.D (-2484) (-) m/z 43.00 100.00%
43
71
5000 57
85
| % "'546"566"586'1606'
B R S R R e R R e e I m/z 71.10 57.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 B R ARSE RS R A
57 9.40 9.60 9.80 10.00
27 ‘ 85 m/z 70.00 50.58%
...,2....,.1.?.,...|.|,....I,‘==.?9..|..,94..-,..7.8,..|..,...9.?....,1.1.3..,..
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.00 44 _19%
15 50 8 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 9.40 9.60 9.80 10.00

m/z 41.00 41 _.97%

71
5000
55
15 \\ \M‘ ‘\ 63 83 114
SRS N N NS | NE— - | MU - - N A

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

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

Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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, 1l-methyl-3-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.42 14.75 ug/Il 164751 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3679 (13.419 min): VN061361.D (-3663) (-) m/z 119.00 100.00%
119
5000
91 134
39 51 65 77 | 103 | 207 13.20 13.40 13.60 13.80
el e L OF 0 Tm/z 91.00 27.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
91 13.20 13.40 13.60 13.80
65 77 134 m/z 134.00 26.72%
39 51
||1|5||2'|7||||I||'I||'|Ii||||"|||'='|]|-OI:'3||I|| |||'|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.20 13.40 13.60 13.80
5000 m/z 117.00 14 .44%
91
134
15 27 39 51 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: 0-Cymene R B e R R
119 13.20 13.40 13.60 13.80
m/z 39.00 10.14%
5000
o1 134
27 BT T |
I I L |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50820\
Data File : VN061361.D

Aca On : 8 May 2020 14:59

Operator : JC/MD

Sample : L2544-12

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 13 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, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.87 14.64 ug/Il 163501 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3819 (13.869 min): VN061361.D (-3806) (-) m/z 118.95 100.00%
119
5000
. 134
39 51 65 77 105 13.60 13.80 14.00 14.20
...,....',-..'.~.,-.'...'-',..|..,':|..'.'I...-.,.1‘.‘5.‘.,....,....,230.7.. m/z 134.10 27.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
o1 m/z 91.00 17.94%
39 51 65 '/ | 105
'}?I??”I”'h'ﬂh'JW'"WI"UI'”“I"'W""I'”'I'"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 104 .95 12.76%
o1 134
27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 13.60 13.80 14.00 14.20
m/z 77.00 10.77%
5000
g1 134 /\/\
41
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\VNO50820\
Data File : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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 7 3-Phenylbut-1-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.97 40.89 ug/1 456523 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 86
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 70
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
Abundance Scan 3850 (13.969 min): VN061361.D (-3841) (-) m/z 117.00 100.00%
147
5000
91 132
39 51 65 17 105 || 148 13.60 13.80 14.00 14.20
ekttt el e o Al 248 m/z 119.00  70.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14033: 3-Phenylbut-1-ene
147
5000
13.60 13.80 14.00 14.20
o1 132 m/z 115.00 35.46%
2|7 39 51 6|5 7|7 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 13.60 13.80 14.00 14.20
5000 o1 m/z 91.00 25.74%
27 3% 51 65 g 104
mmmmﬂmmmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 13.60 13.80 14.00 14.20
m/z 132.00 22 .49%
5000 132
91
5z ® e 7T g ||
mz-> 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 : VN061361.D

Aca On - 8 May 2020 14:59

Operator : JC/MD

sample - L2544-12 -
Misc - 5.00mL/MSVOA N/WATER SR8 0
ALS Vial : 13 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 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 18.49 ug/I 206460 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 2.4-Dimethvistvrene 132 C10H12 002234-20-0 95
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 76
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
Abundance Scan 4037 (14.570 min): VN061361.D (-4023) (-) m/z 117.00 100.00%
117
5000
132
91
39 51 65 77 103 007 14.20 14.40 14.60 14.80
R N o m/z 132.00 34.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80
0
,7 39 51 65 77 m/z 114.95 30.17%

15 Al

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80
5000 m/z 119.00 24 .94%
91
39
27 51 63 77
15 105
L e i e R E e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117 14.20 14.40 14.60 14.80
m/z 131.00 18.98%
91 132
5000
65
39 51 ‘ .
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\VNO50820\
Data File : VNO61361.D

Acg On - 8 May 2020 14:59

Operator : JC/MD

Sample - L2544-12 :
Misg - 5.00mL/MSVOA_N/WATER S S AL
ALS Vial : 13 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]
Cyclopentane, met... 6.58 23.3 ug/l 356983 1 7.63 765366 50.0
1-Butanol, 2-methyl- 8.18 25.6 ug/I1 225448 2 8.55 440183 50.0
Pentane, 2,3,3-tr... 9.62 17.1 ug/I1 150604 2 8.55 440183 50.0
Benzene, l-methyl... 13.42 14.8 ug/I1 164751 4 13.32 558302 50.0
Benzene, 4-ethyl-_.. 13.87 14.6 ug/I1 163501 4 13.32 558302 50.0
3-Phenylbut-1-ene 13.97 40.9 ug/1 456523 4 13.32 558302 50.0
Benzene, 2-etheny... 14.57 18.5 ug/I1 206460 4 13.32 558302 50.0
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