LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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\82N093020W.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 4.020 697 709 720 rBV3 7875 18150 1.13% 0.096%
2 4.489 834 855 869 rBV5 20513 75663 4.71% 0.400%
3 5.007 990 1016 1036 rBV5 14907 53516 3.33% 0.283%
4 6.479 1451 1474 1491 rBV3 32331 109779 6.84% 0.580%
5 6.579 1492 1505 1526 rVB6 28095 85047 5.30% 0.449%
6 7.347 1728 1744 1762 rVB7 9706 29505 1.84% 0.156%
7 7.550 1785 1807 1818 rBV 202578 511782 31.87% 2.703%
8 7.627 1819 1831 1844 rVV 339319 826653 51.48% 4_.367%
9 7.708 1844 1856 1874 rVB 149611 385931 24.03% 2.039%
10 7.836 1883 1896 1909 rBV6 10305 26802 1.67% 0.142%

11 7.990 1925 1944 1966 rBV3 262180 662564 41.26% 3.500%
12 8.174 1970 2001 2021 rVvVv 520861 1366652 85.10% 7.219%

13 8.264 2022 2029 2047 rVB7 11845 29248 1.82% 0.154%
14 8.550 2101 2118 2137 rBV 547665 1158959 72.17% 6.122%
15 8.791 2181 2193 2201 rBV10 7666 16752 1.04% 0.088%
16 9.019 2247 2264 2266 rBv4 28090 53083 3.31% 0.280%

17 9.055 2267 2275 2284 rVV3 74359 148255 9.23% 0.783%
18 9.109 2284 2292 2304 rVB3 70565 131770 8.21% 0.696%
19 9.190 2304 2317 2327 rBV3 35317 71027 4.42% 0.375%
20 9.328 2357 2360 2372 rVB5 11959 19019 1.18% 0.100%

21 9.489 2396 2410 2429 rVB 390227 783876 48.81% 4.141%
22 9.621 2429 2451 2469 rBV2 483066 1071088 66.70% 5.658%
23 9.730 2478 2485 2496 rVB6 12401 23526 1.46% 0.124%
24 9.817 2497 2512 2524 rBV6 28745 77171 4.81% 0.408%
25 9.994 2555 2567 2576 rVvV 88292 160651 10.00% 0.849%

26 10.061 2576 2588 2605 rVB 880773 1605921 100.00% 8.483%

27 10.251 2632 2647 2667 rVB 11817 43785 2.73% 0.231%
28 10.492 2714 2722 2746 rVV10 31763 94361 5.88% 0.498%
29 10.598 2748 2755 2766 rVB7 9743 17024 1.06% 0.090%
30 10.691 2774 2784 2793 rBV6 9080 16588 1.03% 0.088%
31 10.794 2810 2816 2830 rVB2 15460 30870 1.92% 0.163%
32 10.894 2838 2847 2863 rVB10 11663 21603 1.35% 0.114%
33 10.974 2863 2872 2883 rVB10 8109 16890 1.05% 0.089%
34 11.277 2955 2966 2972 rBV5 15717 31213 1.94% 0.165%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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\82N093020W .M
SW846 8260

35 11.379 2985 2998 3016 rBV 876951 1557555 96.99% 8.228%

36 12.225 3249 3261 3275 rBV 255377 415871 25.90% 2.197%
37 12.376 3293 3308 3327 rBV 714602 1232279 76.73% 6.509%
38 12.566 3356 3367 3383 rVB 519456 837741 52.17% 4._.425%
39 12.868 3451 3461 3470 rVv2 21550 34737 2.16% 0.183%
40 13.013 3498 3506 3520 rVB3 13241 21925 1.37% 0.116%

41 13.135 3532 3544 3565 rBV4 63574 162867 10.14% 0.860%
42 13.318 3588 3601 3621 rBVY 795448 1382945 86.12% 7.305%
43 13.418 3626 3632 3640 rVVv3 12024 20378 1.27% 0.108%
44 13.489 3640 3654 3656 rvVVv2 174945 231201 14.40% 1.221%
45 13.518 3657 3663 3673 rVV 475365 790593 49.23% 4.176%

46 13.569 3673 3679 3694 rVv2 88625 159892 9.96% 0.845%

47 13.649 3694 3704 3714 rVB 53772 84007 5.23% 0.444%
48 13.788 3737 3747 3758 rBv4 25480 44316 2.76% 0.234%
49 13.865 3758 3771 3781 rBV 278555 438447 27.30% 2.316%
50 13.923 3781 3789 3794 rVV3 24836 39541 2.46% 0.209%
51 13.971 3794 3804 3818 rvv2 195153 333284 20.75% 1.761%
52 14.042 3818 3826 3835 rVBS8 13629 23533 1.47% 0.124%
53 14.183 3853 3870 3884 rBV 181527 317129 19.75% 1.675%
54 14.267 3888 3896 3905 rBV3 27810 46806 2.91% 0.247%
55 14.341 3913 3919 3926 rBV5 19275 30028 1.87% 0.159%
56 14.453 3944 3954 3963 rBV3 57074 97915 6.10% 0.517%
57 14.501 3963 3969 3976 rVB4 14377 19919 1.24% 0.105%
58 14.566 3976 3989 4000 rBV5 74600 160293 9.98% 0.847%
59 14.627 4000 4008 4019 rBV3 33537 57416 3.58% 0.303%
60 14.826 4061 4070 4080 rBv4 48026 74296 4.63% 0.392%
61 14.926 4092 4101 4116 rVB6 42715 88342 5.50% 0.467%
62 15.106 4143 4157 4170 rBV 173778 311897 19.42% 1.648%
63 15.382 4236 4243 4255 rBV5 13133 26363 1.64% 0.139%
64 15.662 4320 4330 4343 rBV2 23942 44948 2.80% 0.237%
65 15.730 4343 4351 4360 rVB2 10712 18672 1.16% 0.099%
66 16.315 4522 4533 4547 rVB3 23789 51018 3.18% 0.269%
Sum of corrected areas: 18930878
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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

Abundance

800000

600000

400000

200000

TIC: VN063948.D

402 4.49 5.01 6.48.58

0

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance

800000

600000

400000

200000

TIC: VN063948.D
10.06 1138

8.17 8.55

9.62

10.25 1943 roe0 o007 112

0! - e 2
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN063948.D

800000 13.32
12.38
600000
12.57
400000
200000
15.38 156673
0! AN AR VA R VAUN A AV
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\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Pentane, 2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
" 6.48  6.64 ug/l 109779  Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentane. 2.4-dimethvl- 100 c7H1I6 000108-08-7 78

2 Heptane. 3-methvl- 114 C8H18 000589-81-1 72
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 56
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 43
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 42
Abundance Scan 1474 (6.479 min): VN063948.D (-1451) (-) m/z 43.05 100.00%
43
57
5000
85
| 51 | 69 6.20 6.40 6.60 6.80
-ttt e m/z 57.10 78.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
6.20 6.40 6.60 6.80
27 85 m/z 41.05 60.67%
0 15 “\ 37/ 51 69 77 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57
85 6.20 6.40 6.60 6.80
5000 m/z 56.10 49_.16%
29
o 15 51 65 /1 77 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl- AN LR aREEELEC
43 57 6.20 6.40 6.60 6.80
m/z 39.10 33.18%
85
5000
29
71
o 15 “‘ a1, sl es | 77 | 99 114 ﬁM:::4:m£3#¢[ﬁgfkr¥¥£;m¢m¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Pentane, 2,3-dimethyl- Concentration Rank 5

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

7.71 23.34 ug/1 385931 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 53
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 47
4 Octane. 2.2-dimethvl- 142 C10H22 015869-87-1 40
5 Propane, l-isocyanato- 85 C4H7NO 000110-78-1 38

Abundance Scan 1857 (7.711 min): VN063948.D (-1844) (-) m/z 56.05 100.00%
56
43
5000
71
85 7.40 7.60 7.80 8.00
0...,....;:.-.'-,.J..,-.'...1(,)9...,....,....,....,....,2.0.7.. m/z 43.10 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000 U U SRR RS L
29 71 7.40 7.60 7.80 8.00
m/z 41.10 77.20%
\‘ LB
G L S S S B WL IR S DU WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41
7.40 7.60 7.80 8.00
5000 85 m/z 57.10 64 .85%
29
15 69 114
e L S S SIS B WL IR S BUL LI WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3332: 1-Hexene, 2-methyl- R Ra e A RERaY
56 7.40 7.60 7.80 8.00
m/z 71.05 30.10%
41
5000
27
70
O
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1

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

8.17 58.96 ug/1 1366650 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 2000 (8.171 min): VN063948.D (-1970) (-) m/z 57.10 100.00%
57
5000 /\
41
e
99 7.80 8.00 820 8.40 8.60
o e v e Tm/z 41.05  34.09%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
a1 7.80 8.00 820 8.40 8.60
29 m/z 56.10 32.48%
o2 1 M | 69 83 99 114
m/z--> 0 25 45 60 80 100 120 140 160 180 200
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.05 19.61%
41
29
2 15 7183 99 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7650: Hexane, 2,2-dimethyl- R A A e
57 7.80 8.00 820 8.40 8.60
m/z 39.05 12 .05%
5000
41
29
oL, 415 ‘\ 7183 % 114
m/z--> 0 2'0 4'0 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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, 2,3,4-trimethyl- Concentration Rank 3

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

9.49 33.82 ug/1 783876 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 56
4 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 56
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50

Abundance Scan 2410 (9.489 min): VN063948.D (-2396) (-) m/z 43.05 100.00%
43
71
5000
55
9.20 9.40 9.60 9.80
o..,....,....,....|i.':..,.-.:|.,‘??..',....,?.3..,..?.7,....}?.2..,....,... m/z 71.05 69.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
9.20 9.40 9.60 9.80
27 55 m/z 70.10 51.31%
o 15 | ]| les | s 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
0 9.20 9.40 9.60 9.80
5000 m/z 41.10 38.43%
27 55
o 15 85  gg 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 57 71 9.20 9.40 9.60 9.80
m/z 55.05 25.58%
5000
29
99
0 ‘ Lil, 50““ 64 || 83 91 | 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80

82N093020W.M Thu Oct 08 17:36:51 2020

Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 2

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

9.62 46.21 ug/1 1071090 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 83
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 2451 (9.621 min): VN063948.D (-2429) (-) m/z 43.05 100.00%
43
71
5000 57
85
9 150 9.40 9.60 9.80 10.00
O e et e e e e m/z 71.10 54 _.51%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 47.91%
o2 15 | \‘_ e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.10 42 .61%
o 15 8 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12667: Octane, 4-methyl-
43 9.40 9.60 9.80 10.00
m/z 41.10 41 .33%
5000
29 57 71 8
0 | \M‘ \J ‘ ‘ % 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.49 8.36 ug/Il 231201 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 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 80
5 Benzene, 1- ethyl -3,5-dimethyl- 134 C10H14 000934-74-7 74
Abundance Scan 3654 (13.489 min): VN063948.D ( 3640) ) m/z 105.10 100.00%
105 119
5000 134
91
- 77
13.20 13.40 13.60 13.80
Obrrprrrr ety :'.'..,...|.” 84 1l 38 |'.|.,..|:|.','..1.2.7,.~.'..,... m/z 119.10 98.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 119
5000 91 134
13.20 13.40 13.60 13.80
77 m/z 134.10 45 _.90%
27 39 51 65 ‘
0 "|'+'5'|""'|""‘|""i""'|"""|"'H|""|"?'8|"'l'|'""'l"l'zz""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 31.96%
27 39 g 77 9t
58 65 98 | 112 | 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14840: Benzene, 1,4-diethyl-

13.20 13.40 13.60 13.80
m/z 117.10  24.60%

5000

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\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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 trans-Cinnamyl bromide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 28.58 ug/1 790593 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 53
2 Indole 117 C8H7N 000120-72-9 47
3 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 45
4 Benzvl nitrile 117 C8H7N 000140-29-4 43
5 BH-1-Pyrindine 117 C8H7N 000270-91-7 43
Abundance Scan 3664 (13.521 min): VN063948.D (-3657) (-) m/z 117.10 100.00%
147
5000
39 51 63 o1 13.20 13.40 13.60 13.80
o B e m/z 118.10 56.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58675: trans-Cinnamyl| bromide
117
5000 UV BRSNS
13.20 13.40 13.60 13.80
91 m/z 115.10 35.21%
oL 15 27 ¥ 5163 77 | 105 || 12 160 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
13.20 13.40 13.60 13.80
5000 %0 m/z 91.10 11.61%
63
0 273951 | 75 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117 13.20 13.40 13.60 13.80
m/z 116.10 10.74%
5000
27 39 51 65 77 \ 103 \\ 129143 165178191203 234
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.86 15.85 ug/I1 438447 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 p-Cvmene 134 C10H14 000099-87-6 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3769 (13.858 min): VN063948.D (-3758) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 /7 105 007 13.60 13.80 14.00 14.20
Ol e e et M 20T /7 134,200 27.69%
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
. 105 m/z 91.10 20.32%
0 ..1.5,.2.7..:3?..5.1.,?5...,....,....,....,....,....,....,....
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 77.10 10.51%
o1 134
o 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 13.60 13.80 14.00 14.20
m/z 105.10 10.49%
5000
134
91
Loz ta e T, |
mz-> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20

82N093020W.M Thu Oct 08 17:36:54 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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-methyl-1-propen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.97 12.05 ug/Il 333284 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvi)- 132 C10H12 000768-49-0 83
2 Benzene. (2-methvilcvclopropvl)- 132 C10H12 1000327-39-0 76
3 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 74
4 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 74
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 72

Abundance Scan 3804 (13.971 min): VN063948.D (-3794) (-) m/z 117.10 100.00%
117
5000
o1 132
39 51 63 77 105 13.60 13.80 14.00 14.20
ol 148 207 m/z 115.10  38.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117
132
5000
91 13.60 13.80 14.00 14.20
m/z 132.05 25.13%
39 51 65 77
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 119.05 21.11%
91
39 51 65 77 103
O T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 13.60 13.80 14.00 14.20
m/z 91.05 19.26%
5000 132
51 77 ot ‘
BT Ao | Y S
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\VN100720\
Data File : VN063948.D

Aca On : 7 Oct 2020 17:19

Operator : JC/MD

Sample : L4250-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.18 11.47 ug/Il 317129 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 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 93
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 3869 (14.180 min): VN063948.D (-3853) (-) m/z 119.05 100.00%
119
5000 134
. 91
39 51 65 105 13.80 14.00 14.20 14.40
Ob el et M 148191 207 1 sz 134.10  46.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134

13.80 14.00 14.20 14.40
m/z 91.10 19.76%

91
39 51 65 77
T U G P | N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
3 13.80 14.00 14.20 14.40
5000 134 m/z 133.10 10.02%
91
15 27 4151 65 77 105
T T T T T T T T T e T T T T
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 115.05 9.92%
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100720\
Data File : VN063948.D

Acq On : 7 Oct 2020 17:19

Operator : JC/MD

Sample - L4250-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .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]
Pentane, 2,4-dime... 6.48 6.6 ug/Il 109779 1 7.63 826653 50.0
Pentane, 2,3-dime... 7.71 23.3 ug/I1 385931 1 7.63 826653 50.0
Butane, 2,2,3,3-t... 8.17 59.0 ug/1 1366650 2 8.55 1158960 50.0
Pentane, 2,3,4-tr... 9.49 33.8 ug/I1 783876 2 8.55 1158960 50.0
Pentane, 2,3,3-tr... 9.62 46.2 ug/l 1071090 2 8.55 1158960 50.0
Benzene, 1,2-diet... 13.49 8.4 ug/Il 231201 4 13.32 1382950 50.0
trans-Cinnamyl br._... 13.52 28.6 ug/I 790593 4 13.32 1382950 50.0
Benzene, 4-ethyl-_... 13.86 15.9 ug/I1 438447 4 13.32 1382950 50.0
Benzene, (2-methy... 13.97 12.1 ug/I1 333284 4 13.32 1382950 50.0

4

Benzene, 1,2,4,5-... 14.18 11.5 ug/I1 317129 13.32 1382950 50.0

82N093020W.M Thu Oct 08 17:36:56 2020 Page: 14



