LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

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\82N112320W.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 4.544 834 872 918 rBV6 62430 348240 2.48% 0.385%
2 5.000 990 1014 1042 rBV2 77113 275550 1.97% 0.304%
3 6.473 1452 1472 1488 rBV3 45972 146514 1.05% 0.162%
4 6.579 1489 1505 1523 rVB3 83560 253081 1.81% 0.280%
5 7.550 1784 1807 1814 rBv2 122591 316657 2.26% 0.350%
6 7.704 1843 1855 1877 rVB2 194125 528716 3.77% 0.584%
7 7.836 1878 1896 1910 rBV3 158467 392691 2.80% 0.434%
8 8.000 1927 1947 1967 rBv3 613821 1548254 11.05% 1.710%
9 8.126 1969 1986 1992 rBv6 173993 453179 3.23% 0.501%
10 8.547 2100 2117 2139 rBv2 417188 972961 6.94% 1.075%

11 9.013 2246 2262 2266 rBv4 125121 249381 1.78% 0.275%
12 9.331 2343 2361 2374 rBV3 60276 145347 1.04% 0.161%
13 9.486 2398 2409 2428 rVB3 168225 344617 2.46% 0.381%
14 9.621 2444 2451 2466 rVB2 201948 436796 3.12% 0.482%
15 9.833 2498 2517 2525 rBV7 59616 204712 1.46% 0.226%

16 10.058 2574 2587 2599 rBV2 679280 1375755 9.82% 1.519%
17 10.122 2600 2607 2618 rVB 279554 491437 3.51% 0.543%
18 10.492 2710 2722 2738 rVB5 257132 561410 4.01% 0.620%
19 11.380 2986 2998 3015 rBV 571869 1015155 7.24% 1.121%
20 11.482 3016 3030 3048 rVV 7583257 13060236 93.18% 14.425%

21 11.598 3055 3066 3085 rVB 1544629 2635103 18.80% 2.910%
22 11.920 3156 3166 3185 rVB 637986 1100536 7.85% 1.216%
23 12.222 3249 3260 3271 rBV 429784 689975 4.92% 0.762%
24 12.373 3295 3307 3318 rBV 517067 1008427 7.20% 1.114%
25 12.563 3356 3366 3378 rBV 790938 1237635 8.83% 1.367%

26 12.659 3388 3396 3406 rVB 344369 554522 3.96% 0.612%
27 12.865 3446 3460 3475 rBV 1302517 2187752 15.61% 2.416%
28 13.013 3491 3506 3520 rBV 8644812 14015463 100.00% 15.480%
29 13.138 3531 3545 3559 rBV6 149331 411728 2.94% 0.455%
30 13.264 3576 3584 3590 rBV2 90682 144414 1.03% 0.160%

31 13.318 3591 3601 3602 rVvVv 623664 756147 5.40% 0.835%
32 13.347 3603 3610 3621 rVB 1992857 3211302 22.91% 3.547%
33 13.515 3641 3662 3672 rBV 4596384 8664250 61.82% 9.569%
34 13.566 3672 3678 3694 rVB2 690869 1234342 8.81% 1.363%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W.M
SW846 8260

35 13.646 3694 3703 3708 rBvV 120888 197418 1.41% 0.218%

36 13.695 3709 3718 3733 rVB2 849215 1729746 12.34% 1.910%
37 13.775 3733 3743 3749 rBV2 762279 1290190 9.21% 1.425%
38 13.862 3760 3770 3780 rVB 1072782 1613101 11.51% 1.782%
39 13.920 3780 3788 3794 rVvVv 229126 348889 2.49% 0.385%
40 13.968 3794 3803 3818 rVVv2 1084440 1807351 12.90% 1.996%

41 14.100 3835 3844 3854 rVB2 167545 257032 1.83% 0.284%
42 14.180 3854 3869 3875 rBVY 983643 1601672 11.43% 1.769%
43 14.219 3875 3881 3890 rVV 1171187 1821787 13.00% 2.012%
44 14.264 3890 3895 3911 rVB3 205231 341252 2.43% 0.377%
45 14.447 3931 3952 3962 rBV4 1088059 2314677 16.52% 2.557%

46 14.495 3963 3967 3975 rVB2 220237 284955 2.03% 0.315%
47 14.563 3975 3988 4000 rBV3 1174748 2466605 17.60% 2.724%
48 14.627 4000 4008 4019 rvB4 325516 544747 3.89% 0.602%
49 14.711 4024 4034 4043 rBVY 418939 689063 4.92% 0.761%
50 14.820 4050 4068 4087 rBV5 646340 1950307 13.92% 2.154%

51 14.929 4089 4102 4123 rVB3 575448 1266581 9.04% 1.399%
52 15.100 4135 4155 4169 rBV 2860718 5097435 36.37% 5.630%
53 15.203 4176 4187 4197 rBV3 282026 557830 3.98% 0.616%
54 15.257 4197 4204 4230 rVB2 143007 296478 2.12% 0.327%
55 15.383 4230 4243 4262 rBV 329274 638042 4 _55% 0.705%

56 15.543 4276 4293 4309 rBV3 191309 563332 4.02% 0.622%
57 15.662 4320 4330 4339 rBV2 109169 207877 1.48% 0.230%
58 15.730 4341 4351 4362 rVB4 126853 276490 1.97% 0.305%
59 16.119 4461 4472 4496 rVB 201438 450834 3.22% 0.498%
60 16.309 4516 4531 4550 rVB 434532 954775 6.81% 1.055%

Sum of corrected areas: 90540751
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .M
SW846 8260

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

Abundance TIC: VN064804.D
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2000000
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Abundance TIC: VN064804.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.87 144.66 ug/Il 2187750 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3462 (12.871 min): VNOGAE)8O4.D (-3446) (-) m/z 105.05 100.00%
105
5000
120
77 91 1260 12.80 1300 1320
39 51 65 12.60 12.80 13.00 13.20
129 142 162
Obrrrrrprrrrprredprrre gt e 2 02 || m/z 120.10  31.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 REARAR '|/\"| U
120 12.60 12.80 13.00 13.20
m/z 91.00 11.42%
15 27 39 51 65 7 %1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 76.95 11.40%
120
15 27 39 51 e5 7 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 JA
Abundance #9401: Mesitylene ...,....,/\..,....,....
12.60 12.80 13.00 13.20
m/z 79.00 8.88%
120
5000

15 27 39 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.51 572.92 ug/Il 8664250 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Deltacvclene 118 C9H10 007785-10-6 72
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 64
Abundance Scan 3661 (13.511 min): VN064804.D (-3641) (-) m/z 117.10 100.00%
117
5000
39 51 63 o1 13.20 13.40 13.60 13.80
77 103 : . .
Olrrrrrrrrrrree bttt et b 134183 n7 198 10 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8951: Indane
117
5000 RN ISR BN B
13.20 13.40 13.60 13.80
o1 m/z 115.05 31.88%
0 15 27 3\9 ?1 | ?ﬁ 77 | ‘ 193 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.05 15.36%
39 91
51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8964: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 63.00 7.41%
5000
91
0"I”"I”??I”'??'”'?%"W'??'P'TTP"'I”"T?%'I”"I”"I”"I”"I”"I”'
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\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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, l-ethynyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.69 114.38 ug/Il 1729750 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Benzene. 1l-ethvnvl-4-methvl- 116 C9HS8 000766-97-2 90
3 Benzene. l1l-propvnvl- 116 C9H8 000673-32-5 90
4 3-Methvlphenvlacetvlene 116 C9HS8 000766-82-5 90
5 2-Methylphenylacetylene 116 C9HS8 000766-47-2 87
Abundance Scan 3717 (13.691 min): VN064804.D (-3709) (-) m/z 115.05 100.00%
145
5000
63 89
39 51 74 13.40 13.60 13.80 14.00
Ol b Gl 103 ) 128 241 196 207 Th777116.05  95.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8406: Indene
116
5000
13.40 13.60 13.80 14.00
- m/z 89.00 12.21%
ol 27 3 80 P Il
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
115
13.40 13.60 13.80 14.00
5000 m/z 63.00 11.61%
51 63 74 89
G S L L S LS WAL B B I LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8409: Benzene, 1-propynyl-
115 13.40 13.60 13.80 14.00
m/z 117.10 8.62%
5000
oL 2735t %7 P |
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\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.86 106.67 ug/Il 1613100 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 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3769 (13.859 min): VN064804.D (-3760) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 N 105 148 13.60 13.80 14.00 14.20
Olrrprrrrprrrrprredprerr et e b et e || M7z 134,10 28 74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 16.20%
77 91 105
15 27 39 51 65 1f \ ‘
T R T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.05 10.31%
91 134
7
5 27 3 51 65 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 105.05 9.05%
5000
134
27 39 51 e 77 9N 05
) S S O S S N D N M——
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\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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, l-ethenyl-3-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 119.51 ug/Il 1807350 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 83
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 74
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 74
Abundance Scan 3804 (13.971 min): VN064804.D (-3794) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 65 77 105 13.60 13.80 14.00 14.20
o ol 148 168 207 Tnyz 115.00  31.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.60 13.80 14.00 14.20
01 m/z 132.10 26.76%
sresia T T
l 1 n 1)l

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
R R e B REEae
13.60 13.80 14.00 14.20
5000 m/z 91.05 14.56%
132
91
27 39 51 65 77 103
O T T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 13.60 13.80 14.00 14.20
m/z 119.10 10.76%
5000 132
91
39 51 65 77 ‘ 103
o) S N S M |
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\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.18 105.91 ug/Il 1601670 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. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3869 (14.180 min): VN064804.D (-3854) (-) m/z 119.10 100.00%
119
5000 134
39 657791 13.80 14.00 14.20 14.40
51 103 - : : :
Ob bt et e 190168 207 1 /7 134.10  46.23%
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
m/z  91.05 15.33%

91
15 27 39 51 65 77 105

0..u,H”.T.Hh,U..q...Wa...“...,”..,.”.,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.80 14.00 14.20 14.40
5000 134 m/z 120.10 10.29%
91
15 27 39 51 65 77 | 103
TR o o o B O ML I i i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 133.05 9.17%
134
5000
21 39 51 g5 77 N e
o ...,.‘...‘,‘..“a‘.,‘a‘...“‘,..‘..,‘.‘..‘.‘l...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.22 120.47 ug/Il 1821790 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 3881 (14.219 min): VN064804.D (-3875) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 14.00 14.20 14.40 14.60
Ob bt et e e e e 18207 Tm/z 13410 42.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

14.00 14.20 14.40 14.60
m/z 91.00 14.07%

91
15 27 %) 51 65 77 | 103 )
T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 14.00 14.20 14.40 14.60
5000 m/z 120.10 9.82%
91
15 27 39 51 65 77 105
TR o e o B O LA BB o i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 14.00 14.20 14.40 14.60
m/z 77.00 T.77%
134
5000

27 33 51 65 17 gﬂ 105 |
| L1 | Ll |

O e e e el e e

_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Benzene, l-ethenyl-4-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.45 153.06 ug/Il 2314680 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 89
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 3953 (14.450 min): VN064804.D (-3931) (-) m/z 117.10 100.00%

117

5000
153
39 51 64 77 168 007 14.20 14.40 14.60 14.80
0 m/z 132.05 39.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000 132

14.20 14.40 14.60 14.80
m/z 115.00 26.83%

91
51 77 ‘
52 B P e

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 131.10 26.26%
91
51
27 39 65 77 105
15
O T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 14.20 14.40 14.60 14.80
m/z 153.10 22.28%
5000 132
39 51 91
T | ‘
0 A e B e B N B B I o B T TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 2
R.T. EstConc Area Relative to ISTD R.T.
14.56 163.10 ug/Il 2466610 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 91
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 76
3 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 3987 (14.560 min): VN064804.D (-3975) (-) m/z 117.05 100.00%
117
5000
132
91
39 51 65 77 14.20 14.40 14.60 14.80
148
o b2 Tm/z 119.10  68.52%
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
,, 39 51 65 77 ‘ ] ‘ m/z 132.10 35.43%
0 ||1|5||‘|||‘|||“l‘|‘|“”||“i“‘|||‘=||”i‘||l‘||‘l‘|‘|||||||||||||||||||||
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 115.00 30.77%
91
o7 39 51 65 77 103
O B T T T e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117 14.20 14.40 14.60 14.80
m/z 134.10 25.40%
132
5000
91
39 51 65 /7 105
15 27 | |y il
0 ...|.‘...‘,..‘l‘.|‘l..“a”,..‘A.|“l...|.‘l‘.‘.|....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064804.D

Aca On : 24 Nov 2020 12:38

Operator : JC/MD

Sample : L4829-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.82 128.96 ug/l 1950310  1,4-Dichlorobenzene-d4  13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 93
2 Benzene. (2-methyl-1-butenvl)- 146 C11H14 056253-64-6 86
3 1H-Indene. 2.3-dihydro-1.3-dimet... 146 Cl11H14 004175-53-5 83
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70

5 2,2-Dimethylindene, 2,3-dihydro- 146 Cl1l1H14 020836-11-7 70
Abundance Scan 4068 (14.820 min): VN064804.D (-4050) (-) m/z 131.10 100.00%
5000
91 146
39 51 65 77 14.60 14.80 15.00 15.20
o! 8 191 207 ' "m/z 133.10 68.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 o1
14.60 14.80 15.00 15.20
0
9 51 g 77 (115 m/z 146.10  23.70%
o.,”..W.ﬂh,wu.M.»:.NM.U,»W.,J&.w....,”..,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146 14.60 14.80 15.00 15.20
5000 91 m/z 115.00 22.04%
115
27 39 53 65 77 103
O L o o e  LAL  o L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 14.60 14.80 15.00 15.20
m/z 91.00 19.89%
5000
o1 15 146
27 39 51 64 77 ‘ 103
o S PR PR 1 L < T O M —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20

82N112320W.M Wed Nov 25 16:36:56 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112420\
Data File : VN064804.D

Acq On : 24 Nov 2020 12:38

Operator : JC/MD

Sample - L4829-18

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112320W .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, l-ethyl-._.. 12.87 144_.7 ug/l 2187750 4 13.32 756147 50.0
Indane 13.51 572.9 ug/l 8664250 4 13.32 756147 50.0
Benzene, l-ethyny... 13.69 114 .4 ug/l 1729750 4 13.32 756147 50.0
Benzene, 2-ethyl-_... 13.86 106.7 ug/l 1613100 4 13.32 756147 50.0
Benzene, l-etheny... 13.97 119.5 ug/l 1807350 4 13.32 756147 50.0
Benzene, 1,2,3,4-_... 14.18 105.9 ug/1 1601670 4 13.32 756147 50.0
Benzene, 1,2,4,5-... 14.22 120.5 ug/l 1821790 4 13.32 756147 50.0
Benzene, l-etheny... 14.45 153.1 ug/l 2314680 4 13.32 756147 50.0
Benzene, 2-etheny... 14.56 163.1 ug/l 2466610 4 13.32 756147 50.0

4

Benzene, (1,2-dim... 14.82 129.0 ug/1 1950310 13.32 756147 50.0
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