LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VNO63757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 2.290 163 171 179 rBvV2 20860 34036 1.87% 0.187%
2 2.419 200 211 220 rBV2 16673 35257 1.93% 0.194%
3 3.779 620 634 653 rBV 11516 31063 1.70% 0.171%
4 4.017 690 708 731 rBV2 19977 63424 3.48% 0.348%
5 6.579 1487 1505 1525 rVvB4 27386 85832 4.71% 0.471%
6 6.779 1548 1567 1585 rBV3 26844 86707 4_.75% 0.476%
7 7.550 1786 1807 1818 rBv2 182183 484298 26.56% 2.659%
8 7.624 1818 1830 1847 rVV 344691 880210 48.27% 4.833%
9 7.701 1847 1854 1872 rVB4 17635 46804 2.57% 0.257%
10 7.836 1879 1896 1906 rBV6 31489 79508 4 .36% 0.437%

11 7.987 1928 1943 1963 rBV 210069 490192 26.88% 2.692%
12 8.123 1968 1985 1996 rVvVv3 59652 147116 8.07% 0.808%
13 8.196 1997 2008 2018 rVvVv3 55217 127245 6.98% 0.699%
14 8.267 2018 2030 2049 rvB2 102285 240876 13.21% 1.323%
15 8.402 2056 2072 2086 rVB3 27263 61158 3.35% 0.336%

16 8.550 2101 2118 2136 rBV 513860 1065259 58.41% 5.849%
17 9.045 2247 2272 2289 rBvV2 318505 845787 46.38% 4.644%
18 9.238 2317 2332 2346 rBV3 58027 115100 6.31% 0.632%
19 9.335 2346 2362 2374 rVV4 42413 88341 4._.84% 0.485%
20 9.479 2396 2407 2425 rVB2 67211 136987 7.51% 0.752%

21 9.582 2429 2439 2448 rBV4 21034 39208 2.15% 0.215%
22 9.698 2462 2475 2484 rBV2 28171 55996 3.07% 0.307%
23 9.817 2498 2512 2538 rBV7 32922 98866 5.42% 0.543%
24 9.942 2539 2551 2556 rBV7 15860 30378 1.67% 0.167%
25 10.058 2572 2587 2616 rBV 929579 1823663 100.00% 10.014%
26 10.184 2616 2626 2631 rBv4 21194 35815 1.96% 0.197%
27 10.232 2631 2641 2644 rBV4 53034 89656 4.92% 0.492%

28 10.402 2684 2694 2708 rVB 102001 194679 10.68% 1.069%
29 10.495 2710 2723 2736 rBV5 74755 165534 9.08% 0.909%

30 10.746 2791 2801 2804 rBVS 12983 21147 1.16% 0.116%
31 10.856 2826 2835 2839 rVV5 24214 40479 2.22% 0.222%
32 10.888 2839 2845 2849 rVV3 47918 73101 4.01% 0.401%

33 10.923 2850 2856 2864 rVVv2 99091 167521 9.19% 0.920%
34 10.978 2864 2873 2883 rVV3 98642 185651 10.18% 1.019%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VNO63757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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

35 11.036 2883 2891 2898 rVV10 17071 30519 1.67% 0.168%
36 11.081 2898 2905 2918 rVB7 19205 41105 2.25% 0.226%
37 11.183 2925 2937 2957 rVB10 28714 68850 3.78% 0.378%
38 11.299 2957 2973 2985 rBV10 21257 61173 3.35% 0.336%
39 11.380 2985 2998 3015 rBV 821625 1435030 78.69% 7.880%
40 11.476 3018 3028 3037 rVV3 43250 84345 4.63% 0.463%
41 11.601 3048 3067 3087 rBV2 67303 220135 12.07% 1.209%
42 11.788 3114 3125 3135 rBV3 22309 41317 2.27% 0.227%
43 11.894 3147 3158 3167 rBV4 26258 58257 3.19% 0.320%
44 12.093 3200 3220 3228 rBV3 69477 137432 7.54% 0.755%
45 12.142 3230 3235 3251 rVV9 19381 49849 2.73% 0.274%

46 12.222 3251 3260 3271 rVB 77724 124380 6.82% 0.683%
47 12.376 3296 3308 3322 rBVY 680159 1142773 62.66% 6.275%

48 12.447 3323 3330 3341 rVB4 25407 47157 2.59% 0.259%
49 12.566 3351 3367 3377 rVV 109438 201972 11.08% 1.109%
50 12.630 3378 3387 3390 rVV3 47751 67580 3.71% 0.371%

51 12.663 3390 3397 3404 rVV2 127528 219217 12.02% 1.204%
52 12.708 3404 3411 3423 rVB 173664 283746 15.56% 1.558%

53 12.868 3454 3461 3475 rVB2 18315 33327 1.83% 0.183%
54 12.933 3475 3481 3491 rBV5 15119 25080 1.38% 0.138%
55 13.013 3495 3506 3520 rBV 497294 789008 43.27% 4_.332%
56 13.145 3535 3547 3556 rBV2 43660 92463 5.07% 0.508%
57 13.209 3556 3567 3575 rBV 32138 51021 2.80% 0.280%
58 13.264 3575 3584 3590 rBV 55859 83911 4.60% 0.461%
59 13.318 3590 3601 3608 rBV 802879 1391603 76.31% 7.641%
60 13.428 3625 3635 3644 rBV6 18753 39048 2.14% 0.214%
61 13.489 3645 3654 3657 rVv2 61155 90255 4_95% 0.496%

62 13.518 3657 3663 3669 rvVv 131675 212998 11.68% 1.170%
63 13.560 3669 3676 3693 rVB4 139750 285058 15.63% 1.565%
64 13.646 3693 3703 3714 rVB7 42419 77001 4.22% 0.423%
65 13.714 3715 3724 3734 rBV 57578 92126 5.05% 0.506%

66 13.778 3734 3744 3748 rBV 82803 129055 7.08% 0.709%
67 13.807 3748 3753 3761 rVB 88544 128686 7.06% 0.707%
68 13.865 3761 3771 3780 rVB 121733 181051 9.93% 0.994%
69 13.920 3781 3788 3794 rBV2 39700 58377 3.20% 0.321%
70 13.971 3794 3804 3813 rVB2 206272 342463 18.78% 1.880%

71 14.023 3813 3820 3834 rVBS8 19298 38960 2.14% 0.214%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VNO63757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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

72 14.103 3835 3845 3855 rVB2 68598 111247 6.10% 0.611%
73 14.183 3857 3870 3875 rBV3 44406 76892 4.22% 0.422%
74 14.222 3875 3882 3890 rVB 95715 140246 7.69% 0.770%
75 14.270 3890 3897 3902 rBV 31074 42469 2.33% 0.233%
76 14.405 3928 3939 3945 rBV3 24149 39537 2.17% 0.217%
77 14.453 3945 3954 3963 rVvv4 69333 121152 6.64% 0.665%
78 14.498 3963 3968 3976 rVB3 25962 36783 2.02% 0.202%
79 14.563 3976 3988 4001 rBv4 215008 460351 25.24% 2.528%
80 14.630 4001 4009 4019 rVB5 17095 29182 1.60% 0.160%
81 14.714 4028 4035 4042 rBV6 18296 26682 1.46% 0.147%
82 14.823 4053 4069 4075 rBv4 42447 95730 5.25% 0.526%

83 14.933 4092 4103 4113 rVB4 56856 118127 6.48% 0.649%
84 15.103 4137 4156 4169 rBvV 110442 212793 11.67% 1.168%

85 15.209 4182 4189 4197 rBV10 11562 20582 1.13% 0.113%

86 15.257 4201 4204 4219 rVB10 12095 20519 1.13% 0.113%

87 16.125 4463 4474 4484 rBV3 18011 36203 1.99% 0.199%
Sum of corrected areas: 18211717
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M

Quant Title Sw846 8260
TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO63757.D
800000
600000
400000
200000
2.29.42 3.78 4.02 6.58
O R R B e R a ma A I E B R AR mam e T AL R
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: VN063757.D
10106
11.38
800000
600000

8.55

400000

200000

0< " N -
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN063757.D
13.32
800000
12.38
600000

13.01

400000

200000

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\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 5

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

8.12 6.91 ug/Il 147116 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 76
4 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 59
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 53

Abundance Scan 1984 (8.119 min): VN063757.D (-1968) (-) m/z 70.10 100.00%
41 56 T
5000 /\
H 1 65‘ | 98 '7'86' '8.00 8.20 '8"46""
I 1 s [ O ...-.l,'....,...!,.... m/z 56.10  78.33%
m/z--> 10 200 30 40 50 60 70 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
7 7.80 8.00 8.20 8.40
83 m/z 55.10 75.79%
98
Oty .ﬁ?., e ....,....?%...,??....??, w...,.. .l,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56 70
41
7.80 8.00 8.20 8.40
5000 m/z 41.10 74 _.46Y%
27
83
G L S UL S UL UL I UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl-
55 70 7.80 8.00 8.20 8.40
a1 m/z 39.10 46.73%
5000
83
98
1\5 “‘ \“\ 5\0\‘\ ‘ 63\‘\ ” ‘ ‘ \/\
0"|""|""""l""l""l""*"""l“'"l""l"" AN AREE RS LR AR
m/z--> 10 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Cyclopentane, 1,3-dimethyl- Concentration Rank 10

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

8.20 5.97 ug/l 127245 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 93
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 90
3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 81
4 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 81
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 53

Abundance Scan 2009 (8.200 min): VN063757.D (-1997) (-) m/z 70.10 100.00%
56 70
41
5000 83
98 7.80 800 8.0 8.40 860
5 77
0 ..,....,....,...~!Il'...;?:|! e Al m/z 56.05  94.61%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
7 7.80 8.00 820 8.40 8.60
83 98 m/z 55.10 82.03%
Ot ,.%E. e ..,....ﬁo.... ,??.. - .??,.‘...,. ..l, e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
56 70
41
7.80 8.00 820 8.40 8.60
5000 m/z 41.05 64 .49%
27
83 98
S S S L S S S SIS SIS S B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70 7.80 8.00 820 8.40 8.60
41 m/z 39.00 44 .08%
5000
27 83
98
0 ..|....|....|....|....5|O.. 'I('S:?" ...77.|....|....|....
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Isopropylcyclobutane Concentration Rank 3

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

8.27 11.31 ug/Il 240876 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvicvclobutane 98 C7H14 000872-56-0 95
2 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 93
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
4 1-Heptene 98 C7H14 000592-76-7 81
5 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 74

Abundance Scan 2031 (8.270 min): VN063757.D (-2018) (-) m/z 56.10 100.00%
56
41 70
5000
83 98
8.00 8.20 8.40 8.60
77
0 ...,....,....,....,...:;.|'...5?.|J |.,‘.3.3-.':,'...-.','.|...?1...~l,.... m/z 55.05 76.32%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
56
41
70
5000
27 8.00 820 8.40 8.60
83 98 m/z 41.10 68.64%
0 H‘ \\‘ 59“‘63“\77‘
IR S SULIUN S IURILLS U UL IR SULLIL SULIL SUL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
56
4 20 8.00 8.20 8.40 8.60
5000 m/z 70.05 68.48%
27 98
83
o 1 15 34 50, | 63 77 89
miz--> ) 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70 8.00 8.20 8.40 8.60
4l m/z 39.05 36.50%
5000
27
98
83
oLt | s “ 50 63”“ 77|
m/z--> ' 10 20 30 40 50 60 70 8 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 9

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

9.48 6.43 ug/l 136987 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 90
2 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 90
3 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 81
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 49

Abundance Scan 2407 (9.479 min): VN063757.D (-2396) (-) m/z 70.05 100.00%
55 70
41
5000
84
‘ || | 63 || 7 |‘ 95 112 9.20 9.40 9.60 9.80
Okl el 2l L Tm/z 55.10 99.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
5000 41
9.20 9.40 9.60 9.80
27 84 m/z 56.05 81.74%
‘ 97 112
Unnan 'j'h" 'jl'h"ﬁo”*"lgg'” "'??l"l"l""'l""l l"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
9.20 9.40 9.60 9.80
5000 m/z 41.10 72.82%
41
84 112
27 97
77
e L U S S I UL I SIS LIS B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6671: 1-Heptene, 3-methyl-
55 9.20 9.40 9.60 9.80
a1 m/z 69.05 40.18%
70
5000 29
83
o | s llllar | e “‘ 77 |, 95 105 112
m/z--> 20 30 40 50 60 70 8 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Cyclohexane, 1,2-dimethyl-,.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.40 6.78 ug/l 194679 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 94
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 80
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 72
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
Abundance Scan 2693 (10.399 min): VN063757.D (-2684) (-) m/z 97.10 100.00%
55 o7
41
5000 112
70 oo
207 10.00 10.20 10.40 10.60 10.80
o} m/z 55.10 91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6819: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
o7 69 112 10.00 10.20 10.40 10.60 10.80
‘ 83 m/z 41.10 60.91%
0...1.5“...“..|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
a1 10,00 10.20 10.40 10.60 10.80
5000 m/z 39.00 35.24%
27 69 112
83
15
L L L L S S W L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis- e e
55 o7 10.00 10.20 10.40 10.60 10.80
m/z 112.10 34.41%
5000 41 112
29 69 g3
s W A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.98 6.47 ug/l 185651 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
2 Cvclooctane. butvl- 168 Cl1l2H24 016538-93-5 64
3 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 64
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 59
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 53
Abundance Scan 2874 (10.981 min): VN063757.D (-2864) (-) m/z 111.10 100.00%
111
69
5000 " 55
83
y | | | 9% 126 10.60 10.80 11.00 11.20
O ettt e e m/z 69.10 72.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4
10.60 10.80 11.00 11.20
27 83 m/z 55.10 37.26%
0..,.%?.,”.Mh...hlk..,N“M,..J.L...,J:”,.9?.,.”.,l...“%%§,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
111
55 10.60 10.80 11.00 11.20
5000 a m/z 41.10 32.92%
29 83 97
s AR R AR RARRA AR RAARN RARRR RSN RAARS RARRN RARSN SAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #36845: Cyclooctane, (1-methylpropyl)- B AR aE B RS
69 10.60 10.80 11.00 11.20
111 m/z 56.10 22.61%
5000 55
41 Ah\
29 82
o ..,....,....,....,....,....,....,....,....,..?.7,....,....,....,... AR SY e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 7.65 ug/l 212998 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 70
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 62
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 58
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
Abundance Scan 3664 (13.521 min): VN063757.D (-3657) (-) m/z 117.10 100.00%
117
5000
o1 105
39 51 63 13.20 13.40 13.60 13.80
77
0 sk 027 m/z 118.10 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000
13.20 13.40 13.60 13.80
o1 m/z 115.10 35.07%
0 15 27 3\9 ?1 \?ﬁ 77 \‘ 193 |
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 105.10 22.02%
91
39
o7 | 9183 27 103
15
L S S S W W L WL B WL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8956: Benzene, 1-propenyl-
117 13.20 13.40 13.60 13.80
m/z 91.10 13.82%
5000
91
= 8 63
15 2 ‘ \‘ N
0"“l“'“V“l'f‘“”“'M'F'”'“'“'l'“'l'“'l'“'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.87 6.51 ug/Il 181051 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 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3773 (13.871 min): VN063757.D (-3761) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 | 105 208 13.60 13.80 14.00 14.20
o} e v S O RS Y S 11 S —.: m/z 134.05 29.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
7 % s m/z 91.00 16.77%
39 51 65 ‘
..1.5|.2‘.7..‘|‘..“a‘.,‘a‘...‘”,..‘a.Hl“..‘”...‘.,....,....,....,....
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 120.05 10.14%
01 134
15 27 39 51 65 7' 105
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 105.05 9.96%
5000
134
91
L om g T
mz-> 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\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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, l-ethenyl-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.97 12.30 ug/Il 342463 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 81
2 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 72
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 72
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70

Abundance Scan 3804 (13.971 min): VN063757.D (-3794) (-) m/z 117.10 100.00%

117

5000
91
39 51 63 77 148 o207 13.60 13.80 14.00 14.20
O m/z 115.10 36.21%
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
o1 m/z 119.10 27 .44%
39 51 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 13.60 13.80 14.00 14.20
5000 m/z 132.10 26.14%
91
39 65
15 27 51 78 104
O B B o L o o I O B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methy!-
117 13.60 13.80 14.00 14.20
m/z 91.10 19.20%
5000 132
39 51 91
27 65 77 ‘
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\VN093020\
Data File : VN063757.D

Aca On : 30 Sep 2020 18:19

Operator : JC/MD

Sample : L4178-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 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, (l1-methyl-l1-propen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .56 16.54 ug/Il 460351 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvl-1-propenvl)-.... 132 C1l0H12 000767-99-7 70
2 Benzene. l1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 55
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 55
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55
Abundance Scan 3987 (14.560 min): VN063757.D (-3976) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 g5 77 148 207 14.20 14.40 14.60 14.80
o} B o m/z 117.05 67.81%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117
132
5000 91
14.20 14.40 14.60 14.80
o7 39 65 77 m/z 134.10 36.54%
AENEEE N
0 ||||||‘|||‘||‘lh||“l||”=‘|||‘=||“l‘||‘l‘||l‘|‘|||||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 130 m/z 91.05 26.66%
91
77
65
5 27 39 51 105
e L S S UL L B B LA L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 14.20 14.40 14.60 14.80
m/z 115.05 23.99%
132
5000
91
,7 39 51 65 77 ‘ 103
0 ...lu‘...‘lu.“ﬁ‘.l‘l‘...Hluu‘..l“l‘..‘l‘l.l‘.‘.|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80

82N093020W.M Thu Oct 01 13:49:18 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN093020\
Data File : VNO63757.D

Acq On : 30 Sep 2020 18:19

Operator : JC/MD

Sample - L4178-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 23 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]
Cyclopentane, 1,3... 8.12 6.9 ug/Il 147116 2 8.55 1065260 50.0
Cyclopentane, 1,3... 8.20 6.0 ug”/Il 127245 2 8.55 1065260 50.0
Isopropylcyclobutane 8.27 11.3 ug/1 240876 2 8.55 1065260 50.0
Cyclopentane, 1,2... 9.48 6.4 ug/Il 136987 2 8.55 1065260 50.0
Cyclohexane, 1,2-_... 10.40 6.8 ug/Il 194679 3 11.38 1435030 50.0
Cyclohexane, 1,1,... 10.98 6.5 ug/Il 185651 3 11.38 1435030 50.0
Indane 13.52 7.7 ug/l 212998 4 13.32 1391600 50.0
Benzene, 2-ethyl-._.. 13.87 6.5 ug/Il 181051 4 13.32 1391600 50.0
Benzene, l-etheny... 13.97 12.3 ug/I1 342463 4 13.32 1391600 50.0
Benzene, (1-methy... 14.56 16.5 ug/I 460351 4 13.32 1391600 50.0
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