LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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\82N091019W_.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 2.429 196 204 214 rVB2 21650 34885 1.07% 0.127%
2 2.780 301 313 326 rVB2 79553 160228 4_.93% 0.585%
3 3.799 604 630 653 rBV 90745 269849 8.30% 0.986%
4 4.050 691 708 729 rBV2 25049 78763 2.42% 0.288%
5 4.503 823 849 859 rBV4 136819 453141 13.94% 1.655%
6 5.027 981 1012 1040 rBV2 187601 683989 21.04% 2.498%
7 6.500 1447 1470 1484 rBV3 58592 200550 6.17% 0.733%
8 6.606 1485 1503 1531 rVvB2 400373 1276774 39.28% 4.663%
9 6.821 1548 1570 1596 rBvV2 69412 217029 6.68% 0.793%
10 7.371 1723 1741 1760 rVB5 15059 47217 1.45% 0.172%

11 7.577 1786 1805 1814 rBvV2 286109 718442 22.10% 2.624%
12 7.648 1815 1827 1841 rVvVv3 508151 1354423 41.67% 4.947%
13 7.728 1841 1852 1872 rVB2 223831 576430 17.73% 2.105%
14 7.860 1878 1893 1903 rBV3 61199 149271 4_.59% 0.545%
15 7.918 1908 1911 1925 rVB2 37004 60844 1.87% 0.222%

16 8.014 1925 1941 1964 rVB 368523 849396 26.13% 3.102%
17 8.146 1964 1982 1988 rBv4 159503 366274 11.27% 1.338%
18 8.201 1990 1999 2016 rvv4 247592 798675 24.57% 2.917%
19 8.288 2017 2026 2054 rVB3 99720 248038 7.63% 0.906%
20 8.439 2062 2073 2090 rVB 58387 130245 4._.01% 0.476%

21 8.577 2100 2116 2140 rBV 539344 1147885 35.31% 4.193%
22 9.037 2240 2259 2266 rBvV2 225305 499649 15.37% 1.825%

23 9.191 2297 2307 2320 rVV3 26719 76830 2.36% 0.281%
24 9.262 2321 2329 2341 rVB3 48701 93767 2.88% 0.342%
25 9.358 2343 2359 2370 rVB4 21909 46897 1.44% 0.171%

26 9.513 2393 2407 2427 rVB2 160074 329251 10.13% 1.203%
27 9.648 2430 2449 2465 rBv2 272101 583604 17.95% 2.132%
28 9.844 2497 2510 2521 rBVS8 28129 68937 2.12% 0.252%
29 9.988 2543 2555 2571 rBV6 33467 105334 3.24% 0.385%
30 10.088 2571 2586 2610 rVV 1267165 2472396 76.06% 9.030%

31 10.197 2611 2620 2631 rVV3 50961 120653 3.71% 0.441%
32 10.259 2631 2639 2656 rVB7 32476 78715 2.42% 0.288%
33 10.429 2685 2692 2703 rVB3 22075 39651 1.22% 0.145%
34 10.525 2703 2722 2737 rBV7 51578 131772 4._.05% 0.481%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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\82N091019W .M

Title : SW846 8260

35 10.641 2753 2758 2771 rVB3 28360 45920 1.41% 0.168%
36 10.760 2788 2795 2816 rVB7 29531 62343 1.92% 0.228%
37 11.255 2940 2949 2958 rBvV4 20638 33684 1.04% 0.123%
38 11.320 2958 2969 2984 rVv2 42942 87389 2.69% 0.319%

39 11.406 2984 2996 3013 rVVv 809775 1420819 43.71% 5.190%
40 11.509 3014 3028 3046 rVV5 70740 173479 5.34% 0.634%

41 11.657 3063 3074 3087 rVB5 29820 65570 2.02% 0.239%
42 12.252 3246 3259 3273 rBVY 895774 1465748 45.09% 5.354%
43 12.406 3293 3307 3337 rBVY 894700 1550797 47.71% 5.664%
44 12.596 3342 3366 3388 rBV 1998135 3250659 100.00% 11.873%
45 12.898 3450 3460 3470 rVB2 59215 97455 3.00% 0.356%

46 13.175 3529 3546 3562 rBV3 174676 421409 12.96% 1.539%
47 13.348 3587 3600 3616 rBVY 942544 1590669 48.93% 5.810%
48 13.448 3624 3631 3642 rVB4 26125 43745 1.35% 0.160%
49 13.519 3642 3653 3657 rBvV2 199220 305364 9.39%% 1.115%
50 13.551 3658 3663 3672 rVB 222781 314250 9.67% 1.148%

51 13.599 3672 3678 3683 rBV2 76778 116886 3.60% 0.427%
52 13.680 3694 3703 3714 rVvV 86783 141972 4._.37% 0.519%
53 13.747 3716 3724 3734 rVB 20730 35833 1.10% 0.131%
54 13.895 3759 3770 3779 rBV 62232 98916 3.04% 0.361%
55 13.953 3779 3788 3794 rVV 72083 111515 3.43% 0.407%

56 14.001 3794 3803 3815 rVB 231627 391068 12.03% 1.428%
57 14.217 3853 3870 3882 rVB2 70765 143741 4.42% 0.525%

58 14.300 3886 3896 3905 rBV2 18969 36202 1.11% 0.132%
59 14.602 3977 3990 4001 rBV3 35130 65474 2.01% 0.239%
60 14.908 4077 4085 4093 rBV2 18087 35793 1.10% 0.131%
61 15.998 4416 4424 4431 rBV2 25889 42902 1.32% 0.157%

62 16.049 4431 4440 4453 rVB 67693 125974 3.88% 0.460%
63 16.216 4479 4492 4513 rVB 333292 633044 19.47% 2.312%

Sum of corrected areas: 27378424
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance :
yndance TIC: VN057945.D
1500000
1000000
500000 6.61
5.03
4.50
ol 2.43 %(8 j%? 405 6.5
B I o e o o R o A R o B R B R o
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 520 540 560 5.80 6.00 6.20 6.40 6.60
Abundance
yndance TIC: VN057945.D
1500000
10.09
1000000
11.41

500000

04 e i =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN057945.D

2000000 1260

1500000

1000000 12.0582.41 13.35

500000

16.22
14.00
8
i 533&@ Mg w0 i 1856
P =T P = = r—— e

Time--> 12.00 12.50 13.00 13.50 14. OO 14. 50 15 OO 15.50 16 00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.50 16.73 ug/Il 453141 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
2 1-Pentene 70 C5H10 000109-67-1 38
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 28
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 12
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 12
Abundance Scan 848 (4.500 min): VN057945.D (-823) (-) m/z 43.05 100.00%
a3
5000 /\/\
71 ...................
55 86 207 420 440 460 480
O o o o o B o B o I I e o e m/z 42.10 86.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1832: Butane, 2,3-dimethyl-
43
5000 IASA AR AR RN AR
4.20 4.40 4.60 4.80
71 m/z 41.00 50.43%
0 15 ‘\ \‘ 5\5 86
m/z--> 6 2IO 4IO 6|0 8|0 1(|)O 12|O 14|10 160 18|O ZCI)O
Abundance
42
55 420 440 460 480
5000 70 m/z 39.10 25.94%
29
15
G e L S L UL W L B B S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
a3 4.20 4.40 4.60 4.80
m/z 71.10 24 .55%
5000
27 71
15 57
0'F”"P"'P"W"'W?§”I'”'I”"P"'"'W"”I'”'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80

82N091019W.M Fri Sep 13 11:50:09 2019

Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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, 3-methyl- Concentration Rank 4

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

5.03 25.25 ug/1 683989 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 83
3 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H303 007475-92-5 53
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 50
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 45

Abundance Scan 1013 (5.030 min): VNO57945.D (-981) (-) m/z 57.10 100.00%
g7
41
5000
| 50| 71 g 4.60 4.80 5.00 5.20 5.40
M N1 B M m/z 56.10 84 .98%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
4.60 4.80 5.00 5.20 5.40
m/z 41.00 69.07%
G B R R RS AR RN AN LN RSN SRS RSN SRR AL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
460 480 500 520 540
5000 41 m/z 43.05 24 _.71%
29 71
0 14 50 85 113
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 j/\\_
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione e RARRAE RS L e
56 4.60 4.80 5.00 5.20 5.40
41 m/z 39.00 22.23%
5000
0"w'“w'“'w'ﬂu““h“'w'ﬂ“'“'w'“v'“l““l“'w'“w'}?ﬁ'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Cyclopentane, methyl- Concentration Rank 1

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

6.61 47.13 ug/1 1276770 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 50
5 Cyclobutane 56 C4H8 000287-23-0 50

Abundance Scan 1504 (6.609 min): VN057945.D (-1485) (-) m/z 56.10 100.00%

56
41
5000 69

84 6.20 6.40 6.60 6.80 7.00
37‘ | , 6165,| 74 79
Obrrrrrresresrrregreprrpererr S b g S Sl 74 79 || m/z 41.05  58.05%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69 [Trrrprrrrrr T

6.20 6.40 6.60 6.80 7.00
m/z 69.05 46.19%

28

84
15 \“ 37\ | 5}\‘\ 65\\ "
O T P T T T T e e e e T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84
6.20 6.40 6.60 6.80 7.00
5000 - m/z 39.00 28.59%
69
15
o 2 5l ' 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56 6.20 6.40 6.60 6.80 7.00
a1 m/z 55.05 26.82%
5000
27
69
1 1\5 ! 37\ | 51\\ ! 65 ‘ 84
O T T T e e e e e e e R e RARRSREEEE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 620 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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-dimethyl- Concentration Rank 5

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

7.73 21.28 ug/1 576430 Pentafluorobenzene 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Aziridine. 2-methvl- 57 C3H7N 000075-55-8 43
3 Propane. l-isocvanato- 85 C4H7NO 000110-78-1 43
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 38
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38

Abundance Scan 1853 (7.731 min): VNO57945.D (-1841) (-) m/z 56.10 100.00%
56
43
5000 71
85 7.40 7.60 7.80 8.00
o...,....,....,..??;I:.?,".I.'.,.‘?“?.-!..?7.,..'..,....1?9..., m/z 43.05 76.75%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 7.40 7.60 7.80 8.00
m/z 41.05 70.30%
0 15 “‘ 7. 0| e | 77 % 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
28 56
7.40 7.60 7.80 8.00
5000 m/z 57.05 66.68%
42
15 36 50
e L S SR L UL IR SIS UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1553: Propane, l—isocyanato— LA L LB L N N NI R |
56 7.40 7.60 7.80 8.00
m/z 71.05 38.19%
5000
29 42 a4
0 » 36,1 50 \ 70 |
m/z--> 10 20 30 40 50 60 70 8 9 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Cyclopentane, 1,3-dimethyl- Concentration Rank 8

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

8.15 15.95 ug/I 366274 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 91
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 72
4 l1sopropvlcvclobutane 98 C7H14 000872-56-0 64
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 58

Abundance Scan 1983 (8.149 min): VN057945.D (-1964) (-) m/z 70.10 100.00%
70
56
41
5000
83
98 7.80 8.00 8.20 8.40
50 77
0 ...,....,....,....,...::.“...i'.': |.,‘??.'.~ ...'.,'.~|...,....,.... m/z 56.10  75.06%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
7.80 8.00 8.20 8.40
27 83 o5 m/z 41.05 67.39%
0 M ‘\‘ 50\\‘63“‘\ 77‘
IR N SULIUN SR IURILL U UL IR SULLIL SULIL SO S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
56 70
a1 7.80 8.00 8.20 8.40
5000 m/z 55.00 63.19%
83
34 48 63 77 90
e LS IR UL AL I I UL UL RS WA
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70 7.80 8.00 8.20 8.40
4l m/z 39.05 35.42%
5000
27
98
83
oLt | s ‘w 50, 63”“ 77|
m/z--> ) 10 20 30 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\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

8.20 34.79 ug/1 798675 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 50
4 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 50
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45

Abundance Scan 1999 (8.201 min): VN057945.D (-1990) (-) m/z 57.10 100.00%
57
5000 a1
70 g3 99 7.80 8.00 8.20 8.40 8.60
o..,....,....,....,....|i!|...,.-.|:,....-;....,.-...,....',....1,?.2..,....,....,....,. m/z 56.10 38.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 7.80 8.00 820 8.40 8.60
- m/z 41.10 36.89%
5 69 s %
G e A LA R B AR AL RN AN N AR RSN LALAN AR S AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.10 20.59%
41 71
0 49 85 95 107115 127 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7650: Hexane, 2,2-dimethyl-
57 7.80 8.00 820 8.40 8.60
m/z 39.00 13.97%
5000
41
29
ol 4 15 1 \k W, 7179 % 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Heptane, 4-methyl- Concentration Rank 9

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

9.51 14.34 ug/Il 329251 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 83
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 78

Abundance Scan 2406 (9.509 min): VN057945.D (-2393) (-) m/z 43.05 100.00%
43
71
5000
55
9.20 9.40 9.60 9.80
o...,....,....,....,....|,!:..,.'.!|.,‘??.~.-,:...,.8.4..,..?.7,....1,?.2..,.. m/z 71.05  76.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43
71
5000
9.20 9.40 9.60 9.80
29 55 m/z 70.10 58.38%
L2 15 | \‘\‘ | 64 | 788 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 71
9.20 9.40 9.60 9.80
5000 m/z 41.05 41 _32%
27 55
o 15 36 63 83 97 114
RIS I I I IR LI UL IR IR LA LSS BARES BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3975: Pentane, 3-ethyl-
43 9.20 9.40 9.60 9.80
m/z 55.00 27 .29%
5000 n
29 55
0 5 ] J) ez | & 100
m/z--> 0 10 20 30 40 50 60 70 80 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\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
Quant Title : 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 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

9.65 25.42 ug/1 583604 1,4-Difluorobenzene 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2450 (9.651 min): VN057945.D (-2430) (-) m/z 43.05 100.00%
48
71
5000 57 a5
| 9 150 9.40 9.60 9.80 10.00
e 1 SRR m/z 71.10 62.52%
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 70.05 50.99%
L2 15 || | e
RS A IR SRR RN SR UL LR RN R RS RS BN AR S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
9.40 9.60 9.80 10.00
5000 57 71 85 m/z 57.10 43.92%
29
o 14 99 128
WTWTWWWWW
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7631: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
- m/z 40.95 41.82%
5000
0 "W"'W'%?'P"UI”'”JM"I'LLI"”I*"W'??'P"??"”I%%?'P"'I'”
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\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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, 1l-methyl-4-(2-prop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.00 12.29 ug/Il 391068 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 90
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86

Abundance Scan 3803 (14.001 min): VNO57945.D (-3794) (-) m/z 117.10 100.00%

5000

—

13.60 13.80 14.00 14.20 14.40
m/z 115.05  33.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
7

-

5000
13.60 13.80 14.00 14.20 14.40

m/z 132.05 25.27%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
e e R s
13.60 13.80 14.00 14.20 14.40
5000 132 m/z 91.00 16.02%
91
. 27 51 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117 13.60 13.80 14.00 14.20 14.40

m/z 118.05 9.91%

5000
132

39 65 ol

]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091219\
Data File : VNO57945.D

Aca On : 11 Sep 2019 23:29

Operator : JC/SP

Sample : K4836-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.22 19.90 ug/Il 633044 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 93
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 4493 (16.220 min): VNO57945.D (-4479) (-) m/z 142.10 100.00%
142
5000 e
39 63 g 16,00 16.20 16.40 16.60
Ob b ettt 228 My 191208 282 | Tnz77141.05  87.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LR SN B IR B
115 16.00 16.20 16.40 16.60
m/z 114.95 37.21%
oL 39 % 8 I
miz> %0 40 6 9o 100 130 140 150 180 300 230 240 240 2h0
Abundance
142
16.00 16.20 16.40 16.60
5000 m/z 139.10 11.68%
115
39 58 71 89
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- LS B L L B
141 16.00 16.20 16.40 16.60

m/z 143.10 10.95%

5000 115

39 63 g9
of S/ SN 5 N —

m/z--> 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\VN091219\
Data File : VNO57945.D

Acq On : 11 Sep 2019 23:29

Operator : JC/SP

Sample - K4836-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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]
Butane, 2,3-dimet... 4.50 16.7 ug/l 453141 1 7.65 1354420 50.0
Pentane, 3-methyl- 5.03 25.3 ug/I1 683989 1 7.65 1354420 50.0
Cyclopentane, met... 6.61 47.1 ug/l 1276770 1 7.65 1354420 50.0
Pentane, 2,3-dime... 7.73 21.3 ug/Il 576430 1 7.65 1354420 50.0
Cyclopentane, 1,3... 8.15 15.9 ug/I1 366274 2 8.58 1147890 50.0
Butane, 2,2,3,3-t... 8.20 34.8 ug/Il 798675 2 8.58 1147890 50.0
Heptane, 4-methyl- 9.51 14.3 ug/I1 329251 2 8.58 1147890 50.0
Pentane, 2,3,3-tr... 9.65 25.4 ug/I1 583604 2 8.58 1147890 50.0
Benzene, l-methyl... 14.00 12.3 ug/I1 391068 4 13.35 1590670 50.0

4

Naphthalene, 1-me... 16.22 19.9 ug/I1 633044 13.35 1590670 50.0
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