LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 7.598 1813 1822 1843 rVB2 264621 1000858 2.26% 0.555%
2 7.836 1876 1896 1909 rBV 431201 1059514 2.40% 0.588%
3 8.399 2049 2071 2090 rBV 332805 677456 1.53% 0.376%
4 8.550 2102 2118 2145 rBV 339133 702203 1.59% 0.389%
5 9.045 2246 2272 2284 rBv4 150931 490149 1.11% 0.272%
6 10.058 2571 2587 2617 rBV 553012 1032947 2.34% 0.573%
7 11.380 2983 2998 3010 rBV 550919 988242 2.24% 0.548%
8 12.222 3247 3260 3285 rBV 1492627 2453172 5.55% 1.361%
9 12.376 3292 3308 3318 rBV 510619 987118 2.23% 0.547%
10 12.563 3355 3366 3378 rBVY 1486467 2328106 5.27% 1.291%

11 12.659 3387 3396 3404 rBvV 872131 1330150 3.01% 0.738%
12 12.704 3404 3410 3420 rVB 566044 846340 1.92% 0.469%
13 12.865 3445 3460 3478 rBV 2913455 4819205 10.90% 2.673%
14 13.013 3489 3506 3517 rBV 10007991 16593770 37.55% 9.203%
15 13.061 3517 3521 3532 rVB 346753 490914 1.11% 0.272%

16 13.209 3557 3567 3575 rBvV2 291677 443481 1.00% 0.246%
17 13.264 3575 3584 3592 rBV3 446968 727775 1.65% 0.404%
18 13.347 3592 3610 3619 rVV 3476624 6466044 14.63% 3.586%
19 13.389 3620 3623 3640 rvB2 288188 526851 1.19% 0.292%
20 13.518 3640 3663 3671 rBV 7181540 13832982 31.30% 7.672%

21 13.560 3671 3676 3689 rVB3 1085636 1708605 3.87% 0.948%
22 13.711 3710 3723 3733 rVB2 279842 591074 1.34% 0.328%
23 13.778 3733 3744 3747 rBV 624361 969285 2.19% 0.538%
24 13.804 3748 3752 3760 rVvVv2 769413 1033260 2.34% 0.573%
25 13.862 3760 3770 3780 rVB 1689751 2684287 6.07% 1.489%

26 13.968 3792 3803 3823 rVB 3674405 6640201 15.02% 3.683%
27 14.100 3835 3844 3853 rVB 384731 585842 1.33% 0.325%
28 14.183 3853 3870 3875 rBvV 638774 1101206 2.49% 0.611%
29 14.222 3875 3882 3890 rVB 1336149 1946792 4.41% 1.080%
30 14.267 3890 3896 3905 rVB2 348867 511258 1.16% 0.284%

31 14.325 3905 3914 3921 rBV4 387106 662000 1.50% 0.367%
32 14.447 3935 3952 3964 rBV 2567360 4299833 9.73% 2.385%
33 14.556 3974 3986 3999 rBV3 2359001 4558207 10.31% 2.528%
34 14.630 3999 4009 4021 rVB 2213253 3504112 7.93% 1.943%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 14.711 4022 4034 4051 rVB 7729561 12979491 29.37% 7.198%

36 14.807 4051 4064 4076 rBV2 1414556 2878920 6.51% 1.597%
37 14.932 4092 4103 4122 rVB4 432017 886656 2.01% 0.492%
38 15.106 4122 4157 4179 rBV 22146586 44194883 100.00% 24.510%
39 15.212 4179 4190 4212 rVB8 207553 578338 1.31% 0.321%
40 15.418 4248 4254 4279 rVB 339271 1085299 2.46% 0.602%

41 15.563 4287 4299 4306 rBV3 527563 1086359 2.46% 0.602%
42 15.678 4322 4335 4362 rVB 783376 2502488 5.66% 1.388%
43 15.936 4405 4415 4440 rVvB2 311793 773465 1.75% 0.429%
44 16.119 4458 4472 4497 rVB 6219657 12551595 28.40% 6.961%
45 16.309 4515 4531 4549 rVB 5728155 12201751 27.61% 6.767%

Sum of corrected areas: 180312484
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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: VN064803.D

2e+07

1.5e+07

1e+07

5000000

A

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN064803.D
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1.5e+07

1e+07

5000000

10.06 11.38
760 7.84 8.408.55 9.05 A N

N S -

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: VN064803.D

15111
2e+07

1.5e+07

13.01

1e+07

5000000

12.22
12.38

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\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 Hexane, 3-methyl- Concentration Rank 5

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

7.84 52.93 ug/1 1059510 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1897 (7.839 min): VN064803.D (-1876) (-) m/z 43.05 100.00%
43
71
57
5000
|| 50| 85 100 7.60 7.80 8.00 8.20
ittt et e e m/z 71.10 68.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
7.60 7.80 8.00 8.20
29 m/z 70.10 62.69%
0 15 \‘ . 50 | 8 10
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
- 760 7.80 800 820
5000 1 m/z 57.10 58.35%
29 100
85
o L AR RS R AR RS AR AR RARAS RAARN SARRN RARN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 7.60 7.80 8.00 8.20
m/z 41.00 53.35%
71
5000
29 55
L2 15 | \‘\‘ | 64 | 788 g9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 Heptane Concentration Rank 7

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

8.40 48.24 ug/1 677456 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
3 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 49
4 3-Hexanone 100 C6H120 000589-38-8 43
5 Oxirane, butyl- 100 C6H120 001436-34-6 38

Abundance Scan 2071 (8.399 min): VN064803.D (-2049) (-) 43.05 100.00%
43 T
71
57
5000
‘ 100
8.00 8.20 8.40 8.60 8.80
85
o...,....,....,....,..??|,l:..??-.'.:,‘??..,.-.??,..-..,....,|...., m/z 71.10 68.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
43
5000 57 71
29 8.00 8.20 8.40 8.60 8.80
m/z 57.10 59.40%
100
0 15 L‘ 37, 51| 65 \ 85
miz--> 0T 2 % 40 S0 60 70 8 S0 100
Abundance
43
8.00 8.20 840 8.60 8.80
5000 29 57 71 m/z 41.10 59.35%
0 1 15 37 51 65 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3640: Acetaldehyde, propylhydrazone
7 8.00 8.20 8.40 8.60 8.80
30 m/z 56.10 36.82%
5000
42 100
‘ ‘ 58 85
e R L IS R IS LA IS LR RS RS SARRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.87 37.27 ug/1 4819210 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 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3462 (12.871 min): VNOGA:J)8O3.D (-3445) (-) m/z 105.05 100.00%
105
5000
120
79 ‘ 12.60 12.80 13.00 13.20
39 51 65 129 147 162
0”P”W””P”ﬁ””ﬁ“WﬂMP”M””m”WhLP“W“”P”W””P”W””I m/z 120.05 30.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
m/z 91.10 11.29%
27 39 51 65 77 91
0”P”W”AP”“””ﬂ“W”MP”M””””W“LP”W””'”W””P”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 12.60 12.80 13.00 13.20
5000 m/z 77.00 11.14%

27 39 51 g5 (7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9423: Benzene, 1-ethyl-3-methyl-

105

12.60 12.80 13.00 13.20
m/z 79.05 8.77%

5000

120

91

1827 39 51 65 7

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 : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 106.97 ug/Il 13833000 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 72
Abundance Scan 3664 (13.521 min): VN064803.D (-3640) (-) m/z 117.05 100.00%
117
5000
39 63 oL 13.20 13.40 13.60 13.80
51 77 105 . . . )
0 ...,....,....,....',....i'...!,:'.'..,...-:,....',|....,.-.'..,..!.',.1?:‘3.,1.3.‘.‘.,.... m/z 118.05 59.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 AANARRARAS AR RASNRARRY
13.20 13.40 13.60 13.80
39 58 91 m/z 115.05 33.89%
51
0 13 21 “ \ 6 77 ! 193 ‘M
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 91.00 16.41%
39 51 65 28 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117 13.20 13.40 13.60 13.80
m/z 62.95 7.57%
5000
91
39 5158 103
0 "W""P'%?P"'I”"”'””I*ﬁql"TZI”"HQ”'I*"W"'JP'"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 51.35 ug/1 6640200 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 90
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
4 Indan., 1-methvl- 132 C10H12 000767-58-8 87
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
Abundance Scan 3804 (13.971 min): VN064803.D (-3792) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 65 77 | 13.60 13.80 14.00 14.20
) N A - .L'-, el 148 168 | 77 115.10  30.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.60 13.80 14.00 14.20
91 m/z 132.10 27 .77%
cnmian "
-7
miz--> 20 40 60 80 100 120 140 160
Abundance
ur .,
13.60 13.80 14.00 14.20
5000 o m/z 91.10 13.80%
oL 15 2 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117 13.60 13.80 14.00 14.20
m/z 118.10 9.82%
5000 132
0 27 3? 5} e 77 ?ﬁ 105 M\ ot AN
m/z--> 20 40 60 80 100 120 140 160 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 : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.45 33.25 ug/1 4299830 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 83
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
Abundance Scan 3953 (14.450 min): VN064803.D (-3935) (-) m/z 117.10 100.00%
117
5000 132
9 51 64 77 N o3 153 14.20 14.40 14.60 14.80
o} m/z 132.10 38.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-

5000
14.20 14.40 14.60 14.80

m/z 115.00 25.64%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.10 21.70%

27 3 51 e 77 O

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-
117 14.20 14.40 14.60 14.80

m/z 91.05 12.93%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 9
R.T. EstConc Area Relative to ISTD R.T.
14 .56 35.25 ug/1 4558210 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 94
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 83
3 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
4 o-Cvmene 134 C10H14 000527-84-4 81
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81
Abundance Scan 3987 (14.559 min): VN064803.D (-3974) (-) m/z 119.10 100.00%
119
5000 134
. 91
39 51 65 14.20 14.40 14.60 14.80
0 148 170 m/z 117.05 45.96%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
14.20 14.40 14.60 14.80
91 m/z 134.10 39.71%
o 15 27 %) 5165 7T a0 |
mz-> 0 20 40 60 80 100 120 140 160
Abundance
119
134 14.20 14.40 14.60 14.80
5000 m/z 91.00 19.87%
27 39 51 65 77 O 105
e e B L L L L UL UL B S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119 14.20 14.40 14.60 14.80
m/z 115.05 17 .55%
5000 134
o 15 71 % ;1 65 T T A5
0: ——r S S |||‘|‘i‘|||”||||‘i‘::‘i‘:::“:|||| —T
m/z--> 0 20 40 60 80 100 120 140 160 ' 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 : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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, (1-methyl-2-cyclop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.71 100.37 ug/l 12979500 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 96
2 2-Methvlindene 130 C10H10 002177-47-1 96
3 Benzene.l-methvl-1.2-propadienvl- 130 C10H10 022433-39-2 95
4 1H-Indene. l-methvl- 130 C10H10 000767-59-9 94
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 94
Abundance Scan 4034 (14.711 min): VN064803.D (-4022) (-) m/z 130.10 100.00%
115 130
5000
2 518 77 g 104 - 440 1450 1450 1500
ol e —L L m/z 115.05 94.42%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
0
115
5000
14.40 14.60 14.80 15.00
51 64 m/z 129.05 78 .56%
0 27 3\9 L ‘\7\7 8? 1(\)2 | “ \
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
130
115
14.40 14.60 14.80 15.00
5000 m/z 128.05 38.94%
28 3 °1 % 77 g9 102
O L e e e T A T B et
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13110: Benzene,1-methyl-1,2-propadienyl- S iN RanmsnEay
115 4139 14.40 14.60 14.80 15.00
m/z 127.05 18.25%
5000
ot 64
27 39 ‘ | 7( 89 102
o O I N S WAND NN A
mz-> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.12 97.06 ug/1 12551600 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 4472 (16.119 min): VN064803.D (-4458) (-) m/z 142.10 100.00%

142
5000
115

63 89 15,80 16.00 16.20 16.40
Ob o Shu it P 102 ] 126 || 160 207 77 141.10  86.62%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000 ARBAR AN AR AREY
115 15,80 16.00 16.20 16.40

m/z 115.00 33.48%

o 2739 51 %374 89 102 | 126 ||
L B I L S B o o L o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

142

15. 80 16. 00 16. 20 16.40

5000 m/z 143.10 11.70%
115
oL 2730 51 % 74 89 100 | 126
L B LA o LA A o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19231: Benzocycloheptatriene
141 15.80 16.00 16.20 16.40
115 m/z 139.05 10.91%
5000
63 89
J‘ 4 102 | 128
O e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 15. 80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112420\
Data File : VN064803.D

Aca On : 24 Nov 2020 12:14

Operator : JC/MD

Sample : L4829-11

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 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 Benzocycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.31 94 .35 ug/1 12201800 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 4531 (16.309 min): VN064803.D (-4515) (-) m/z 142.05 100.00%
142
5000
115
39 63 89 16.00 16.20 16.40 16.60
b et e oo 298 291 200281 /7 141.05  89.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 BRI SR SUUR UL
115 16.00 16.20 16.40 16.60
m/z 115.05 35.26%
ol 2 . 8 s
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
16.00 16.20 16.40 16,60
5000 m/z 143.05 11.73%
115
ol 3751 7189 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene
141 16.00 16.20 16.40 16.60
m/z 139.05 11.07%
5000 115
39 63 89
01 R B B mas s e e m R R AR,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112420\
Data File : VN064803.D

Acq On : 24 Nov 2020 12:14

Operator : JC/MD

Sample - L4829-11

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 7 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]
Hexane, 3-methyl- 7.84 52.9 ug/1 1059510 1 7.63 1000860 50.0
Heptane 8.40 48.2 ug/1 677456 2 8.55 702203 50.0
Benzene, l-ethyl-._.. 12.87 37.3 ug/1 4819210 4 13.32 6466040 50.0
Indane 13.52 107.0 ug/1 13833000 4 13.32 6466040 50.0
Benzene, l-etheny... 13.97 51.4 ug/1 6640200 4 13.32 6466040 50.0
1H-Indene, 2,3-di... 14.45 33.3 ug/1 4299830 4 13.32 6466040 50.0
Benzene, 1,2,4,5-... 14.56 35.3 ug/1 4558210 4 13.32 6466040 50.0
Benzene, (1-methy... 14.71 100.4 ug/1 12979500 4 13.32 6466040 50.0
Naphthalene, 1-me... 16.12 97.1 ug/1 12551600 4 13.32 6466040 50.0
Benzocycloheptatr... 16.31 94_.3 ug/1 12201800 4 13.32 6466040 50.0
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