LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

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\82N110619W_.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 1.998 60 70 79 rvB2 18606 28423 1.36% 0.179%
2 2.166 107 122 132 rBvY 61918 103547 4_.96% 0.650%
3 2.786 305 315 328 rVB 29804 56608 2.71% 0.356%
4 3.539 537 549 563 rVB3 9460 21168 1.01% 0.133%
5 3.789 608 627 644 rBV2 14497 39840 1.91% 0.250%
6 4.031 685 702 722 rBV2 40285 117055 5.61% 0.735%
7 4.400 802 817 833 rvB4 8073 23354 1.12% 0.147%
8 5.011 981 1007 1031 rBV4 36508 137720 6.60% 0.865%
9 5.921 1268 1290 1316 rVB3 27190 94001 4 _.50% 0.590%
10 7.564 1783 1801 1813 rBV2 266529 670374 32.10% 4.211%

11 7.641 1813 1825 1847 rVB 502488 1181162 56.57% 7.419%
12 8.005 1920 1938 1963 rBvV 317431 750969 35.96% 4.717%
13 8.210 1981 2002 2025 rVB3 91950 247166 11.84% 1.552%
14 8.564 2094 2112 2136 rBV 708313 1507386 72.19% 9.468%
15 9.503 2391 2404 2423 rVB2 31517 65771 3.15% 0.413%

16 9.638 2427 2446 2462 rBV2 43733 102281 4_90% 0.642%
17 10.079 2569 2583 2596 rBV 1131832 2088136 100.00% 13.115%
18 10.143 2596 2603 2619 rVB 54612 102707 4.92% 0.645%
19 10.278 2629 2645 2666 rBV2 33798 138840 6.65% 0.872%
20 11.403 2980 2995 3014 rBV 959843 1706033 81.70% 10.715%

21 11.943 3145 3163 3180 rBV 596686 1021162 48.90% 6.414%
22 12.400 3292 3305 3325 rBV 738901 1254844 60.09% 7.881%
23 12.686 3385 3394 3400 rBV2 55435 86403 4.14% 0.543%
24 12.734 3400 3409 3426 rVB 238507 388368 18.60% 2.439%
25 12.892 3445 3458 3474 rBV 271944 456866 21.88% 2.870%

26 13.236 3558 3565 3574 rVB2 26025 39276 1.88% 0.247%
27 13.345 3587 3599 3606 rBV 785841 1449526 69.42% 9.104%
28 13.512 3642 3651 3655 rBV2 58725 87281 4.18% 0.548%

29 13.545 3656 3661 3666 rVv2 92209 138631 6.64% 0.871%
30 13.583 3666 3673 3686 rVvB2 175348 286619 13.73% 1.800%

31 13.676 3695 3702 3712 rVB2 22781 33175 1.59% 0.208%
32 13.741 3713 3722 3733 rVB 51577 85289 4.08% 0.536%
33 13.892 3759 3769 3780 rBV 122103 191955 9.19% 1.206%
34 13.998 3793 3802 3812 rVB3 77410 126402 6.05% 0.794%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

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\82N110619W.M
Title : SW846 8260
35 14.130 3834 3843 3853 rBV2 57140 90138 4._.32% 0.566%

36 14.213 3860 3869 3874 rBV 80403 120688 5.78% 0.758%
37 14.252 3874 3881 3889 rVB 129299 186666 8.94% 1.172%

38 14.300 3890 3896 3902 rBV2 39617 53663 2.57% 0.337%
39 14.593 3975 3987 3999 rBV5 151082 331329 15.87% 2.081%
40 14.657 3999 4007 4018 rvv4 41146 78898 3.78% 0.496%
41 14.860 4063 4070 4075 rBV5 51981 88748 4._.25% 0.557%

42 14.959 4093 4101 4113 rVB2 73552 142949 6.85% 0.898%

Sum of corrected areas: 15921417
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc - 5.00mL/MSVOA N/WATER

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

TIC Library :
TIC Integration Parameters:

C:\DATABASE\NIST11.L

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

8.21 8.20 ug/Il 247166 1,4-Difluorobenzene 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 47
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 33
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32

Abundance Scan 2002 (8.210 min): VN059211.D (-1981) (-) m/z 73.10 100.00%
7B
5000 43 /\
& IR SRR RS SRS
7 7.80 8.00 8.20 8.40 8.60
0 ...,....hL'.%:L,..-' b R e reeiee | m/z 43.10  36.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 7.80 8.00 8.20 8.40 8.60
87 m/z 55.00 29.94%
29 ‘ Fg
0'”P4”P”'P'W'”W”'W””I””P'”P”"”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
55 7.80 8.00 8.20 8.40 8.60
5000 m/z 87.10 26 .43%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone T B e
7B 7.80 8.00 8.20 8.40 8.60
43 m/z 41.00 14 .58%
5000
L 5| g0 g
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.89 15.76 ug/Il 456866 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3457 (3)2.889 min): VN059211.D (-3445) (-) m/z 105.00 100.00%
105
5000
120
77 91 Lo o halnn 100
39 43 12.60 12.80 13.00 13.20
Obrrr et e 2 e 20028L 7z 120.10 30.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 LR BURUS SNN SRR SUNE
120 12.60 12.80 13.00 13.20
m/z 76.95 13.25%
obls . % . 88 | i
miz-> 20 4 60 80 100 120 140 180 180 250 250 240 260 280
Abundance
105
120 12.60 12.80 13.00 13.20
5000 m/z 91.10 11.91%
15 3 63 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-

12.60 12.80 13.00 13.20
m/z 79.00 9.06%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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 p-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.62 ug/Il 191955 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
Abundance Scan 3768 (13.889 min): VN059211.D (-3759) (-) m/z 119.05 100.00%
119
5000
134
91
39 g3 /7 | 105 13.60 13.80 14.00 14.20
Obrrr et M b 263177 193207 232 251 268282 m/z 134.10 27.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene
119
5000
13.60 13.80 14.00 14.20
91 134 m/z 91.00 16.18%
o 2741 6377 | 105
m/z--> 25 40 65 80 160 120 140 160 180 200 220 240 260 280
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.10 10.73%

134
91

2741 6377 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.60 13.80 14.00 14.20
m/z 116.95 9.55%
5000
134
91
ol 2 41 63 77 | 105 | ‘
”w.”w.”w.”q”.q”.q”.w”..”..”..”..”..”.w”.q”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 6.44 ug/l 186666 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 91
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
Abundance Scan 3880 (14.249 min): VN059211.D (-3874) (-) m/z 119.00 100.00%
119
5000 134
ot 14.00 14.20 14.40 14.60
39 63 105 . : . :
0 ...,....',..'..,.J...l,..|..,...'.' ol e (391207 282249 282 | Tn/z 134.10  44.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000

14.00 14.20 14.40 14.60
m/z 91.00 17.87%

91
27 41 63 17 105

O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
L S  EBRmasmae
14.00 14.20 14.40 14.60
5000 134 m/z 120.10 9.62%
a9 91
oL15 63 7 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 14.00 14.20 14.40 14.60
m/z 76.95 8.74%
5000
134
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111319\
Data File : VN059211.D

Aca On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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 2,4-Dimethylstyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.59 11.43 ug/Il 331329 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvistvrene 132 C10H12 002234-20-0 89
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 89
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 64
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64
Abundance Scan 3986 (14.590 min): VN059211.D (-3975) (-) m/z 116.95 100.00%
117
5000
91 132
39 637 148 14.20 14.40 14.60 14.80 15.00
ol 162 191207 232 249 267281 m/z 119.05 3986
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14041: 2,4-Dimethylstyrene
117
132
5000
39 91 14.20 14.40 14.60 14.80 15.00
63 77 m/z 115.00 37.20%
15
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 14.20 14.40 14,60 14.80 15.00
5000 m/z 132.10 33.63%
91
o7 °les

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene

14.20 14.40 14.60 14.80 15.00
m/z 134.05  30.92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111319\
Data File : VN059211.D

Acq On : 13 Nov 2019 15:58

Operator : JC/SP

Sample : K5814-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110619W .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]
Butane, 2-methoxy... 8.21 8.2 ug/Il 247166 2 8.56 1507390 50.0
Benzene, l-ethyl-_.. 12.89 15.8 ug/I1 456866 4 13.35 1449530 50.0
p-Cymene 13.89 6.6 ug/Il 191955 4 13.35 1449530 50.0
Benzene, 1,2,3,4-_... 14.25 6.4 ug/Il 186666 4 13.35 1449530 50.0
2,4-Dimethylstyrene 14.59 11.4 ug/I1 331329 4 13.35 1449530 50.0
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