LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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\82N110420W.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 1.801 10 19 30 rvB2 220749 283120 1.78% 0.277%
2 7.550 1785 1807 1819 rBVvV2 235365 599883 3.78% 0.586%
3 7.627 1819 1831 1850 rvB2 355069 839530 5.29% 0.820%
4 7.990 1926 1944 1963 rBV 267114 624399 3.93% 0.610%
5 8.550 2103 2118 2149 rVB 613513 1306724 8.23% 1.276%

10.061 2573 2588 2613 rBVY 1024605 1906315 12.01% 1.862%
10.978 2863 2873 2883 rVB2 102847 175310 1.10% 0.171%
2927 2937 2955 rVB4 94963 192167 1.21% 0.188%
11.379 2985 2998 3016 rBVY 1023497 1803945 11.36% 1.762%
11.476 3017 3028 3036 rBv4 137604 307320 1.94% 0.300%

QOO ~NO®
=
=
=
(00]
w

11 11.630 3063 3076 3084 rVvVve 277563 619257 3.90% 0.605%
12 11.788 3115 3125 3133 rBvV2 132197 237472 1.50% 0.232%
13 11.897 3145 3159 3168 rBV5 433945 1030925 6.49% 1.007%
14 12.019 3190 3197 3203 rBvV 199866 274417 1.73% 0.268%
15 12.093 3212 3220 3227 rVV 476226 730148 4.60% 0.713%

16 12.141 3228 3235 3242 rVV5 328997 499559 3.15% 0.488%
17 12.222 3251 3260 3272 rVB 2883914 4573106 28.81% 4._467%
18 12.376 3297 3308 3319 rBV 958722 1623733 10.23% 1.586%
19 12.447 3320 3330 3342 rBv4 367621 803956 5.06% 0.785%
20 12.566 3350 3367 3378 rVB 5093175 8815128 55.54% 8.610%

21 12.666 3390 3398 3403 rBV 331967 585183 3.69% 0.572%
22 12.756 3420 3426 3436 rVB4 184821 292907 1.85% 0.286%
23 12.842 3446 3453 3460 rVB7 114955 165968 1.05% 0.162%
24 12.936 3474 3482 3487 rBV2 561507 884975 5.58% 0.864%
25 12.968 3488 3492 3497 rVV 635937 837619 5.28% 0.818%

26 13.016 3497 3507 3519 rVB 9937203 15872839 100.00% 15.504%
27 13.145 3533 3547 3557 rBV3 2189800 4832058 30.44% 4._.720%
28 13.318 3591 3601 3606 rBV 1043649 1760212 11.09% 1.719%
29 13.418 3622 3632 3642 rBV 1203302 1921887 12.11% 1.877%
30 13.485 3643 3653 3658 rBV 3053147 4736234 29.84% 4.626%

31 13.518 3658 3663 3672 rVB 3190858 4621711 29.12% 4.514%
32 13.569 3672 3679 3682 rBV2 912962 1217960 7.67% 1.190%
33 13.646 3693 3703 3713 rVB2 1552458 2593527 16.34% 2.533%
34 13.778 3735 3744 3748 rBV 637565 976607 6.15% 0.954%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
SW846 8260

35 13.807 3749 3753 3760 rVB 640127 805756 5.08% 0.787%

36 13.865 3760 3771 3780 rBV 4939922 7495107 47.22% 7.321%
37 13.920 3780 3788 3794 rBV 968346 1499935 9.45% 1.465%
38 13.968 3794 3803 3814 rVB3 4496715 7560485 47.63% 7.385%
39 14.106 3834 3846 3854 rBV2 831689 1411246 8.89% 1.378%
40 14.183 3854 3870 3877 rVV 2219824 4250830 26.78% 4.152%

41 14.222 3878 3882 3890 rVvV 912874 1194583 7.53% 1.167%
42 14.267 3890 3896 3903 rVB3 233968 289820 1.83% 0.283%
43 14.338 3912 3918 3925 rBVY 176465 228203 1.44% 0.223%
44 14.402 3928 3938 3946 rVvB4 306812 569508 3.59% 0.556%
45 14.453 3946 3954 3962 rBV3 274864 461577 2.91% 0.451%

46 14.501 3963 3969 3976 rVB3 154788 208527 1.31% 0.204%
47 14.559 3976 3987 4001 rVB4 2163211 4415109 27.82% 4.312%
48 14.627 4001 4008 4017 rVB3 154463 257051 1.62% 0.251%
49 14.714 4018 4035 4043 rBV3 406476 838320 5.28% 0.819%
50 14.823 4059 4069 4076 rBV5 391204 709996 4._.47% 0.693%

51 15.106 4150 4157 4177 rVB 200943 438710 2.76% 0.429%
52 15.402 4239 4249 4254 rBV4 186296 342092 2.16% 0.334%
53 15.611 4306 4314 4324 rVB2 200958 370378 2.33% 0.362%
54 15.919 4399 4410 4424 rVB7 121385 310398 1.96% 0.303%
55 16.312 4519 4532 4545 rVB2 81213 177111 1.12% 0.173%

Sum of corrected areas: 102380843
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N110420W.M
Quant Title : SW846 8260

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

Abundance TIC: VN064668.D
1e+07
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4000000

2000000
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Time--> 1.80 2.00 2.20 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20 6.40 6.60

Abundance TIC: VN064668.D
1e+07

o

8000000
6000000
4000000

2000000
10.06 11.38

7863 7.99 ' j\ 144163
I G <R | W | G F L < 7

T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN064668.D
1e+07 13.02

8000000

6000000
1o 1398 o7

4000000 350
12.22 1553

13.14 14.18 14.56
2000000 13.65
12.38 ] 133GTESN P14, 44.22
1249 > a4 1267 1 14.82
1592 AW AL 4850651552 1511 15401561 1592  16.31

(L SAS ams LS e A T e e e

T I T T I
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 p-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.42 54 .59 ug/1 1921890 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3633 (13.421 min): VN064668.D (-3622) (-) m/z 119.05 100.00%
119
5000
91 134
39 51 65 77 103 13.20 13.40 13.60 13.80
Oberrrrrreprrrrrrrhiree eyl et e b $4352 077713410 26. 96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
5000
91 13.20 13.40 13.60 13.80
S 134 m/z 91.00 26.23%
39 51
"W'%?'P'%?I“'J””"N”'*Imt'I”'MI”'”I“"Tﬂ?'I”MLl”"I””'I”"I“"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
13.20 13.40 13.60 13.80
5000 o m/z 117.00 14 .59%
134
RIECHE 39 5 65 77 103
LR R A R S K R A LA AR LAY LA RARAN LARAN AL SALRI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene
119 13.20 13.40 13.60 13.80
m/z 120.05 9.74%
5000
134
91
15 27 ¥ 5 6 77 103
0'”PLW”MP”“M”ﬂ”HM”PJH””P”W”“PMw””P“W””P”W' B RN BARA R A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, 1,4-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.49 134.54 ug/I 4736230 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. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3654 (13.489 min): VN064668.D (-3643) (-) m/z 105.00 100.00%
105 119
5000 134
91
77
39 51 65 | | | 145 154 13.20 13.40 13.60 13.80
Obrrprrrrprrrrprrrdprrre it e et bbbt 224 Tm/z 11910 96. 89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14841: Benzene, 1,4-diethyl-

5000
13.20 13.40 13.60 13.80

m/z 134.10 46.10%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 29.02%

91
27 39 51 65
0 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14844: Benzene, 1,3-diethyl-

13.20 13.40 13.60 13.80
m/z 77.00 18.67%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 unknownl3.52 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 131.28 ug/Il 4621710 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 46
2 Indolizine 117 C8H7N 000274-40-8 43
3 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 42
4 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 40
5 Benzyl nitrile 117 C8H7N 000140-29-4 37
Abundance Scan 3664 (13.521 min): VN064668.D (-3658) (-) m/z 117.05 100.00%
117
5000
39 51 63 5 91 13.20 13.40 13.60 13.80
0 8 | M/z 118.05  56.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8575: Indole
117
5000 90

13.20 13.40 13.60 13.80
m/z 115.00 31.22%

63
14 27 39 51 " 75 ‘ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117
13.20 13.40 13.60 13.80
5000 %0 m/z 91.00 8.59%
63
27 39 51 78
O T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92457: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117 13.20 13.40 13.60 13.80
m/z 116.05 6.99%
5000
65 91
0 3951 9977 | 105 | 131 152165178 238
T T P T e T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.65 73.67 ug/l 2593530 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 76
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64

Abundance Scan 3704 (13.649 min): VN064668.D (-3693) (-) m/z 105.00 100.00%

105
119

5000

13.40 13.60 13.80 14.00

0 m/z 119.05 82.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 119
5000 91 134
13.40 13.60 13.80 14.00
77 m/z 134.05 46.06%
27 39 51 65
5 3 LT Il
0..u,”u.,”WNH”.a,”W.f”.l,”.h,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
13.40 13.60 13.80 14.00
5000 134 m/z 91.00 29.34%
91
27 4151 65 '
O T T T T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl-
105 119 13.40 13.60 13.80 14.00
m/z 117.10 20.19%
5000 134
91
27 39 g 6 7
T P N Y N N AN —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.86 212.90 ug/Il 7495110 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3769 (13.858 min): VN064668.D (-3760) (-) m/z 119.05 100.00%
119

5000
o1 134
39 51 65 /7 | 105 148 13.60 13.80 14.00 14.20
Obrprrrrprrrrpreedprree et bbbt || M/z 134.10 0 28.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
1

5000
13.60 13.80 14.00 14.20

m/z 91.00 18.58%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.00 10.47%
o1 134

;5 27 3 5165 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene

13.60 13.80 14.00 14.20
m/z 120.05 10.05%

5000

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\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.92 42 .61 ug/1 1499940 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 94
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 94
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 94
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 3788 (13.920 min): VN064668.D (-3780) (-) m/z 117.00 100.00%
117
5000 132
39 51 63 ot 13.60 13.80 14.00 14.20
77 103 : : : :
o! ,.~:'|..,1‘.“?..,....,.1.9.1.,2]97.. m/z 132.10 44_51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14066: Benzene, (2-methyl-1-propenyl)-
117
132
5000 91
13.60 13.80 14.00 14.20
m/z 115.00 35.10%
27 39 51 65 77 103 ‘
0 ...|.‘...‘|‘..“.‘.|“l‘...Hl..‘l.|“l...‘|.‘l‘..|....|....|....|....
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 17.53%
91
. 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117 13.60 13.80 14.00 14.20
m/z 131.10 15.51%
91 132
5000
65
39 .
0 ..1.5|.2‘£7..“l‘..“k‘.l“l...Hl..‘l.];(‘)23..Ml.k“.‘.l....l....l....l....
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\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 (E)-1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.97 214.76 ug/Il 7560490 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 86
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 86
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
Abundance Scan 3804 (13.971 min): VN064668.D (-3794) (-) m/z 117.00 100.00%
147
5000
91 132
39 51 59 7 105 | 13.60 13.80 14.00 14.20
Obrrrrrrrerrprreir e b Sl e M ll1g01a8 158 09700 56270
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000
91 132 13.60 13.80 14.00 14.20
m/z 115.00 35.24%
39 °1 6 77
15 28 | 103
o SN N W S [ Y Sl | T —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 13.60 13.80 14.00 14.20
5000 m/z 132.10 25.37%
91
o7 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14034: 1-Phenyl-1-butene
117 13.60 13.80 14.00 14.20
m/z 91.00 23.45%
5000 132
91
27 39 St 65 I 105 M |
) S ST PR N N FRUMMAT TN T [ NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 8 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.11 40.09 ug/1 1411250 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-1.3-dimet... 146 C11H14 004175-53-5 81
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 81
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 74
Abundance Scan 3847 (14.109 min): VN064668.D (-3834) (-) m/z 131.10 100.00%
5000
91
B o5 2| g 115 1T6156 13.80 14.00 14.20 14.40
Ol e e 08 WL 1186 207 0 gzt 91,00 20.89%
m/z--> 20 40 60 8 100 120 140 160 180 200
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 115.00 16.14%
o 27 %St & 7 | 103
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 146.05 14 _.05%
146
91
27 39 51 64 77 103 115
O B e L e e o T
m/z--> 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 119.00 12.24%
146
5000
9% 115
NI I O ) S
m/z--> 20 40 60 8 100 120 140 160 180 200 13.80 14.00 14.20 14.40

82N110420W.M Tue Nov 17 14:23:06 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.18 120.75 ug/Il 4250830 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 96
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94
Abundance Scan 3869 (14.180 min): VN064668.D (-3854) (-) m/z 119.10 100.00%
119
5000 134
39 ng 13.80 14.00 14.20 14.40
51 65 103 . . . .
bt e el 390 A 207 1 gz 134.10 45, 79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
13.80 14.00 14.20 14.40
o1 m/z 91.00 17.82%
15 27 3\9 5\1 6\5 7\7 ‘ 105 wl |
0:::||||||||||||||||‘|‘||||||‘|||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 13.80 14.00 14.20 14.40
5000 m/z 120.05 9.87%
271 ¥ 51 g5 77 N e
O T P T T T T T T T e T e T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 133.10 9.77%
5000 134
91
Jo1s2r 81 6T | |
mz-> 20 4b 80 80 100 130 130 1% 10 oo | | 1250 1400 1420 1440
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064668.D

Aca On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 10 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.56 125.41 ug/I 4415110 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70

3 p-Cvmene 134 C10H14 000099-87-6 64
4 o-Cvmene 134 C10H14 000527-84-4 64
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
Abundance Scan 3987 (14.559 min): VN064668.D (-3976) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 /7 14.20 14.40 14.60 14.80
148
ol 02 A8 207 1 Tm/z 117.00  46.24%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119
5000 134
14.20 14.40 14.60 14.80
91 m/z 134.10 38.63%
21 451 g5 77 105
0 ,.‘...,‘..“a‘.,‘.‘...“‘,...‘.,‘:‘..‘a“l...“.,....,....,....,....
miz-> 20 40 6 80 100 120 140 160 180 200
Abundance
119
e e
134 14.20 14.40 14.60 14.80
5000 m/z 91.00 23.35%
39 91
27 51 g5 77 105
O i A BB ma et
miz-> 20 40 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 14.20 14.40 14.60 14.80
m/z 115.00 19.38%
5000
g1 134
27 ﬂ} 51 65 77 103 |
o e e e e
miz-> 20 40 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:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111620\
Data File : VN064668.D

Acq On : 16 Nov 2020 18:25

Operator : JC/MD

Sample : L4772-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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]
p-Cymene 13.42 54_.6 ug/1 1921890 4 13.32 1760210 50.0
Benzene, 1,4-diet... 13.49 134.5 ug/l 4736230 4 13.32 1760210 50.0
unknownl13.52 13.52 131.3 ug/l 4621710 4 13.32 1760210 50.0
Benzene, 1,2-diet... 13.65 73.7 ug/1l 2593530 4 13.32 1760210 50.0
Benzene, 2-ethyl-_... 13.86 212.9 ug/l 7495110 4 13.32 1760210 50.0
Benzene, (2-methy... 13.92 42.6 ug/l 1499940 4 13.32 1760210 50.0
(BE)-1-Phenyl-1-bu... 13.97 214.8 ug/l 7560490 4 13.32 1760210 50.0
1H-Indene, 2,3-di... 14.11 40.1 ug/l 1411250 4 13.32 1760210 50.0
Benzene, 1,2,3,4-_... 14.18 120.8 ug/l 4250830 4 13.32 1760210 50.0

4

1,3-Cyclopentadie... 14.56 125.4 ug/1 4415110 13.32 1760210 50.0
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