LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 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\82N070820W.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 4.545 852 862 894 rVB2 135833 452400 2.31% 0.363%
2 5.005 977 1005 1035 rBV2 166936 599884 3.06% 0.481%
3 6.474 1439 1462 1478 rBV3 83727 268197 1.37% 0.215%
4 6.580 1478 1495 1514 rVB3 161969 488238 2.49% 0.392%
5 7.349 1721 1734 1753 rVB4 69619 199701 1.02% 0.160%
6 7.551 1775 1797 1802 rBV 145567 346925 1.77% 0.278%
7 7.622 1806 1819 1832 rVV5 384279 1227856 6.27% 0.985%
8 7.706 1832 1845 1868 rVB 352910 969916 4 _.95% 0.778%
9 7.837 1868 1886 1901 rBV 304891 751618 3.84% 0.603%
10 8.001 1918 1937 1958 rBv3 890712 2248620 11.48% 1.805%

11 8.124 1959 1975 1982 rBv4 307419 782424 3.99% 0.628%
12 8.265 2011 2019 2039 rVvB2 112941 274044 1.40% 0.220%
13 8.548 2089 2107 2129 rBV3 616151 1491906 7.62% 1.197%
14 9.014 2234 2252 2256 rBV3 233283 466753 2.38% 0.375%
15 9.236 2312 2321 2334 rVB 121859 242123 1.24% 0.194%

16 9.332 2335 2351 2364 rBV2 97496 235993 1.20% 0.189%
17 9.487 2388 2399 2418 rVB2 288696 584671 2.98% 0.469%
18 9.586 2419 2430 2433 rBV2 160129 262171 1.34% 0.210%
19 9.622 2434 2441 2456 rVB2 326742 718629 3.67% 0.577%
20 9.837 2488 2508 2528 rBV5 110083 478927 2.44% 0.384%

21 10.059 2564 2577 2589 rBV2 900622 1841184 9.40% 1.478%
22 10.123 2590 2597 2608 rVB 302960 543123 2.77% 0.436%
23 10.230 2622 2630 2635 rBvV4 113762 203613 1.04% 0.163%
24 10.493 2700 2712 2728 rVB5 431986 946245 4.83% 0.759%
25 11.184 2908 2927 2945 rVB9 68312 218623 1.12% 0.175%

26 11.381 2977 2988 3005 rBvV 675426 1243018 6.35% 0.998%
27 11.483 3007 3020 3038 rVV 8866977 15606717 79.67% 12.526%
28 11.599 3043 3056 3076 rVB 3229459 5630523 28.74% 4_.519%
29 11.921 3141 3156 3174 rVB 1213993 2088950 10.66% 1.677%
30 12.223 3239 3250 3261 rBV 610572 976969 4_.99% 0.784%

31 12.377 3283 3298 3315 rBV 513494 914879 4.67% 0.734%
32 12.564 3344 3356 3370 rVB 1302043 2137084 10.91% 1.715%
33 12.664 3373 3387 3395 rVvV 877729 1424734 7.27% 1.144%
34 12.709 3395 3401 3412 rVB 180219 279406 1.43% 0.224%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 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\82N0O70820W .M
SW846 8260

35 12.866 3437 3450 3465 rBV 1788942 2927706 14.94% 2.350%

36 13.014 3482 3496 3509 rBV 11792392 19590088 100.00% 15.723%
37 13.136 3521 3534 3547 rVB3 202487 498107 2.54% 0.400%
38 13.348 3581 3600 3612 rBV 3504890 6590256 33.64% 5.289%
39 13.519 3631 3653 3662 rBV 5575577 10747100 54.86% 8.626%
40 13.567 3662 3668 3684 rvVB2 1040825 1916599 9.78% 1.538%

41 13.647 3684 3693 3699 rBVY 162463 242086 1.24% 0.194%
42 13.699 3699 3709 3723 rVB2 923393 1864490 9.52% 1.496%
43 13.779 3723 3734 3740 rBV2 1124531 1986631 10.14% 1.594%
44 13.863 3751 3760 3770 rVB 1561447 2326981 11.88% 1.868%
45 13.921 3770 3778 3784 rBY 317242 469950 2.40% 0.377%

46 13.969 3784 3793 3807 rVB 1436589 2342813 11.96% 1.880%
47 14.104 3825 3835 3844 rVB2 266565 408380 2.08% 0.328%
48 14.184 3844 3860 3866 rBV 1418547 2323776 11.86% 1.865%
49 14.223 3866 3872 3881 rVV 1623376 2366952 12.08% 1.900%
50 14.268 3881 3886 3893 rVB2 191863 239409 1.22% 0.192%

51 14.451 3934 3943 3952 rVV 1150003 1828024 9.33% 1.467%
52 14.496 3952 3957 3965 rVB2 258443 368963 1.88% 0.296%
53 14.567 3965 3979 3990 rBV3 1751354 3550632 18.12% 2.850%
54 14.628 3990 3998 4010 rVB4 371895 627811 3.20% 0.504%
55 14.715 4014 4025 4034 rBV 468073 779691 3.98% 0.626%

56 14.824 4040 4059 4067 rBv4 813172 2019793 10.31% 1.621%
57 14.930 4079 4092 4111 rVB3 715964 1602067 8.18% 1.286%
58 15.104 4125 4146 4158 rBV 3136773 5543513 28.30% 4._.449%
59 15.207 4167 4178 4188 rBV3 318407 632915 3.23% 0.508%
60 15.261 4188 4195 4221 rVB 179936 368133 1.88% 0.295%

61 15.387 4221 4234 4247 rBV 390301 724879 3.70% 0.582%
62 15.544 4266 4283 4302 rBV 242105 687808 3.51% 0.552%
63 15.667 4311 4321 4330 rBV 126639 235478 1.20% 0.189%
64 15.734 4331 4342 4354 rVB4 155463 339214 1.73% 0.272%
65 16.123 4452 4463 4486 rVB 245448 532189 2.72% 0.427%

66 16.313 4507 4522 4539 rBV 350115 764352 3.90% 0.613%

Sum of corrected areas: 124592850
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN062439.D

1e+07
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Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 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: VN062439.D
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Abundance TIC: VN062439.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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, 3-methyl- Concentration Rank 7

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

5.00 24 .43 ug/1 599884 Pentafluorobenzene 7.63
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 64
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 56
4 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 53
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 1004 (5.001 min): VN062439.D (-977) (-) m/z 57.10 100.00%

g7
41
5000

||50 7 g6 460 480 500 520 5.40
) 1| N | S N B m/z 56.10 82.39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 [Trrrprrrryprirrrprrroprf

460 4.80 5.00 520 5.40
m/z 41.10 66.58%

15 | \“ so, 86
0...,....,....,....,....,....,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57

4.60 4.80 5.00 5.20 5.40

5000 m/z 43.10 25.55%
41
29 7
0 50 64 78 85 93 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12747: Pentane, 3-ethyl-2,2-dimethyl-
5[7 4.60 4.80 5.00 5.20 5.40

m/z 39.00 16.77%

5000
41
29
71
15 || || s0 64 | 83 91 99 13 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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, methyl- Concentration Rank 10

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

6.58 19.88 ug/Il 488238 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclohexane 84 C6H12 000110-82-7 83
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 39

Abundance Scan 1495 (6.580 min): VN062439.D (-1478) (-) m/z 56.10 100.00%
56
5000 A I
o | 6k 6a0 ko 6k 7ho
0 m/z 41.05 50.43%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
6.20 6.40 6.60 6.80 7.00
28 o m/z 69.05 38.88%
0 W"}?P"'P"P"'I”"I”"I”"I'”'I'”'I'”'I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
56
84
6.20 6.40 6.60 6.80 7.00
5000 4 m/z 55.05 24 _.98%
69
27
15
e A UL S I B B L W N B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1471: Cyclobutane, ethyl-
56 6.20 6.40 6.60 6.80 7.00
a1 m/z 39.00 21.42%
5000
27
‘ ‘ 69
0 '%'}FVJ'ﬂm'”‘wj"Fﬁ"|“"|“"|'“'|'“'|'“'|"“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Pentane, 2,3-dimethyl- Concentration Rank 2

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

7.71 39.50 ug/1 969916 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 45
3 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 43
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 40
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 1846 (7.709 min): VN062439.D (-1832) (-) m/z 56.10 100.00%
43 6
5000 7
85 7.40 7.60 7.80 8.00
o.,....,....|il:..,.-.|:,‘??..!....,-..'..,...1.?9...,....,....,....,....,. m/z 43.10 83.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
71 7.40 7.60 7.80 8.00
m/z 57.10 64 .87%
o \‘ ., 63 8 100
m/z--> 20 30 45 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
7.40 7.60 7.80 8.00
5000 m/z 41.05 62.78%
41 71

50 64 78 85 95 107115 127 137

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1797: Oxirane, (1-methylethyl)-
41 56 7.40 7.60 7.80 8.00
m/z 71.10 36.48%
5000
27
71
SN PR S R M- S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

82N070820W.M Thu Jul 09 14:54:59 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Hexane, 3-methyl- Concentration Rank 4

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

7.84 30.61 ug/1 751618 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 64
3 Heptane 100 C7H16 000142-82-5 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1887 (7.841 min): VN062439.D (-1868) (-) m/z 43.10 100.00%
a3
57 71
5000
|| 50| 85 100 7.60 7.80 8.00 8.20
O L T L B I O m/z 71.10 56.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
7.60 7.80 8.00 8.20
29 m/z 57.05 53.05%
ol 15 | |, 50 8 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
70 7.60 7.80 8.00 8.20
5000 m/z 41.05 52 .85%
29 85
99
0"I'%§'I'”'I'"'I"'?P“"I""I"??I"'W""I""1}§'I"%??"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3972: Heptane
43 7.60 7.80 8.00 8.20
m/z 70.10 51.83%
5000 57 71
29
‘ 100
o5 | 50| | 85 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 6

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

8.12 26.22 ug/1 782424 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 72
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 64
3 1-Pentene. 3.4-dimethvl- 98 C7H14 007385-78-6 53
4 1-Nonanol 144 C9H200 000143-08-8 47
5 Isopropylcyclobutane 98 C7H14 000872-56-0 45

Abundance Scan 1974 (8.120 min): VN062439.D (-1959) (-) m/z 70.05 100.00%
70
m ®
5000
3
|| | 98 o7 7.80 8.00 820 8.40
0 L o = = = = MM L m/z 56.05 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
7 7.80 8.00 8.20 8.40
83 m/z 55.05 66.24%
S
0...“.|.“ .l‘..“.hu‘lu“l‘..|....‘|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 70
41
7.80 8.00 8.20 8.40
5000 m/z 41.10 64 .06%
27 83
98
L L L U S S S S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3357: 1-Pentene, 3,4-dimethyl-
56 7.80 8.00 8.20 8.40
43 m/z 43.05 39.49%
27 70
5000
15 ‘ 83
0'”'I”L'NQAHI””'I'”??'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 8

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

9.62 24.08 ug/1 718629 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 90
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 78
3 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 72
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64

Abundance Scan 2440 (9.619 min): VN062439.D (-2434) (-) m/z 43.10 100.00%
43
71
5000 57
85
9.40 9.60 9.80 10.00
99
0.,....,....',|'..|:,....,....-,..1.1.5,....,....,....,....,2.0.7.. m/z 71.10 54.02%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
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 48.10%
2 15 | \‘M L 993
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
9.40 9.60 9.80 10.00
5000 57 1 85 m/z 57.10 45.84%
29
0 'I"%%I""I""I""I"'??""I}?g' B EEBE NN SR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #48879: Undecane, 4,8-dimethyl-
43 9.40 9.60 9.80 10.00
m/z 85.10 28.61%
57 71
5000
85
29 ‘ 141
0 Lol ] i3y M e 1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.49 38.06 ug/1 946245 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 90
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 58
3 Bicvclol3.1.01hexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 55
4 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 49
5 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 46

Abundance Scan 2711 (10.490 min): VN062439.D (-2700) (-) m/z 95.10 100.00%
95
5000 55
67
41 8 110
|| -~ ‘ » |1 o ‘ 108 | o4 10.20 10.40 10.60 10.80
) e [ | RSO T Y UL N [ NS N D m/z 55.05 46.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000 67
10.20 10.40 10.60 10.80
110 m/z 97.05 30.46%
27 55 77
0“|}?|“Jw'“jﬂ'“lmtw'“'w'hn“'ww“'w'“l“'w'“'w
m/z--> 10 20 30 50 60 70 80 90 100 110 120 130
Abundance
95
10.20 10.40 10.60 10.80
5000 67 m/z 67.00 28.47%
110
27 41 55 82
0''|""|""|""|""]"8|'"'l""|'7'4''|""|""|1p'3''|""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- B
95 10.20 10.40 10.60 10.80
m/z 41.10 23.59%
67
5000
‘ 110
0“|“'w'“'w'“l“'wj“'w'“l“”“t“'ﬁ“t|“'w'”'w'“l' HURUNRSR BN SUNRR B
m/z--> 10 20 30 40 90 100 110 120 130 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Benzene, l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.87 22.21 ug/1 2927710 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 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3451 (12.869 min):VN062439.D(—343d7)) ) m/z 105.05 100.00%
105
5000
120
7 91
39 51 65 12.60 12.80 13.00 13.20
Ol oo e i 84l S8 13 L sz 120,10 29.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 AARRASSUARS ----
120 12.60 12.80 13.00 13.20
m/z 77.00 13.17%
o 15 27 39 Slgg6s 7 Y ‘
mz> 10 % % 40 50 8 7 8 80 160 110 130 130
Abundance
105
120 12,60 12. 8'0' 13.00 '1'3'2'0'"
5000 m/z 91.10 12.48%

77
15 27 39 51 58 65 o1 98

O T T T T T T e T [ T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9399: Mesitylene
105 12.60 12.80 13.00 13.20
120 m/z 79.00 9.77%
5000
i
ol 15 27 3\? ol 58 65 Ly 9\1 98 It
I e o o e o e  RAARNRAREEEEEEE NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 81.54 ug/1 10747100 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 76
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
5 Deltacyclene 118 C9H10 007785-10-6 68
Abundance Scan 3653 (13.519 min): VN062439.D (-3631) (-) m/z 117.10 100.00%
117
5000
39 63 ot 13.20 13.40 13.60 13.80
51 77 103 . . . .
o...,....,....,....',....,'...'.,:'.'..,....,.8ﬁ4..,|....,...1.1,9...',.1?.5.,1.?‘.‘.,.. m/z 118.10 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 RN SUNBA IR
13.20 13.40 13.60 13.80
39 51 58 91 m/z 115.05 33.79%
o1z F 2B 7 | 1030 ‘\ |
m/z--> fo 25 §0 45 55 éo fo éo §0 160 110 150 150 150
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 91.00 17.80%
39 51 58 65 78 103
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 63.00 9.93%
5000
91
39 5158 65 103
0 '“l""v'%?l"”“""ﬁ"ll'J'w"Tzlgﬂ“Hk"'wt'%lg'““"'w""l“
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\VNO70820\
Data File : VN062439.D

Aca On > 9 Jul 2020 5:11

Operator : JC/MD

Sample : L3215-18

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .57 26.94 ug/1 3550630 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
3 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 87
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
Abundance Scan 3980 (14.570 min): VN062439.D (-3965) (-) m/z 117.10 100.00%
117
5000
132
51 Wm 14.20 14.40 14.60 14.80
o S 138 208 281 m/z 132.10 35.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80
51 ‘ m/z 115.00 27 .95%
65
0 ...,....,..“:‘.‘,“H...,..‘..,‘.‘...‘,.‘l‘.‘. RN AR R RRA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 14.20 14.40 14.60 14.80
5000 oL m/z 131.05 17.94%
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl-
117 14.20 14.40 14.60 14.80
m/z 119.10 17.03%
132
5000
39 ‘
o.npt”h”.“nﬂpn.“nﬂpﬂh.”..”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO70820\
Data File : VN062439.D

Acq On > 9 Jul 2020 5:11

Operator : JC/MD

Sample - L3215-18

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N070820W .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, 3-methyl- 5.00 24_4 ug/I1 599884 1 7.63 1227860 50.0
Cyclopentane, met... 6.58 19.9 ug/1 488238 1 7.63 1227860 50.0
Pentane, 2,3-dime... 7.71 39.5 ug/I1 969916 1 7.63 1227860 50.0
Hexane, 3-methyl- 7.84 30.6 ug/I1 751618 1 7.63 1227860 50.0
Cyclopentane, 1,3... 8.12 26.2 ug/Il 782424 2 8.55 1491910 50.0
Pentane, 2,3,3-tr... 9.62 24_.1 ug/I1 718629 2 8.55 1491910 50.0
Cyclopentene, 1,2... 10.49 38.1 ug/I1 946245 3 11.38 1243020 50.0
Benzene, l-ethyl-_.. 12.87 22.2 ug/1 2927710 4 13.32 6590260 50.0
Indane 13.52 81.5 ug/1 10747100 4 13.32 6590260 50.0

4

Benzene, 2-etheny... 14.57 26.9 ug/1 3550630 13.32 6590260 50.0
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