LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample : L4783-20 40X

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\82N111820W.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

2.778 310 323 337 rBV 106900 221752 4.68% 0.788%
3.129 415 432 452 rVB5 114358 314070 6.63% 1.117%
rvB 75471 155180 3.28% 0.552%
3.438 514 528 540 rBv4 39225 95784 2.02% 0.341%
3.524 541 555 582 rVB 259346 632279 13.35% 2.248%
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4._.383 803 822 838 rBV 67501 197332 4_.17% 0.702%
4._.585 870 885 916 rVB6 52774 213676 4_.51% 0.760%
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rvB4 19204 70654 1.49% 0.251%
5.875 1271 1286 1308 rVB3 51237 162449 3.43% 0.578%
1 6.023 1311 1332 1348 rBV6 27893 88889 1.88% 0.316%

11 6.325 1407 1426 1450 rVB4 38019 114977 2.43% 0.409%
12 6.579 1483 1505 1522 rBvV4 55698 176934 3.74% 0.629%
13 6.778 1550 1567 1590 rVB 17089 52766 1.11% 0.188%
14 7.347 1725 1744 1761 rVB3 115196 293754 6.20% 1.044%
15 7.550 1786 1807 1817 rBV2 168976 429047 9.06% 1.525%

16 7.624 1818 1830 1849 rvB2 332928 807290 17.05% 2.870%
17 7.994 1926 1945 1967 rBV3 426991 1131762 23.90% 4.023%
18 8.138 1967 1990 2001 rBV5 48439 137295 2.90% 0.488%
19 8.550 2103 2118 2142 rBV 553004 1196710 25.27% 4._.254%
20 9.582 2426 2439 2446 rBvV 32790 65356 1.38% 0.232%

21 9.630 2448 2454 2469 rVBS8 24702 53408 1.13% 0.190%
22 10.058 2574 2587 2596 rBV 847717 1539729 32.52% 5.474%
23 10.122 2596 2607 2641 rVB 2612732 4735150 100.00% 16.834%
24 11.379 2982 2998 3014 rBV 874853 1518642 32.07% 5.399%
25 11.482 3015 3030 3048 rVV 1663664 2707599 57.18% 9.626%

26 11.592 3049 3064 3086 rVB 1381106 2632318 55.59% 9.358%
27 11.920 3149 3166 3181 rBV 653452 1076414 22.73% 3.827%
28 12.222 3246 3260 3273 rBV 270341 431932 9.12% 1.536%
29 12.373 3295 3307 3330 rVB 723964 1220311 25.77% 4 _.338%
30 12.563 3353 3366 3377 rBV 299444 484384 10.23% 1.722%

31 12.627 3377 3386 3392 rVV 183873 305729 6.46% 1.087%
32 12.659 3392 3396 3403 rVV 137044 204287 4_.31% 0.726%
33 12.704 3403 3410 3424 rVB 182811 300731 6.35% 1.069%
34 12.865 3446 3460 3474 rBV 169406 281696 5.95% 1.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample : L4783-20 40X

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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W.M
: SW846 8260

35 13.013 3493 3506 3519 rBV 591898 935258 19.75% 3.325%

36 13.315 3587 3600 3623 rBV2 914244 1768482 37.35% 6.287%
37 13.514 3643 3662 3672 rBV2 373001 665253 14.05% 2.365%

38 13.707 3710 3722 3734 rVB2 30421 70142 1.48% 0.249%
39 13.862 3760 3770 3780 rBV 68904 105956 2.24% 0.377%
40 13.968 3794 3803 3813 rVB2 37055 58766 1.24% 0.209%
41 14.180 3858 3869 3876 rBVY 41091 67259 1.42% 0.239%
42 14.447 3942 3952 3962 rBV2 33002 53394 1.13% 0.190%

43 14.566 3975 3989 4001 rBV3 69861 137477 2.90% 0.489%
44 15.103 4143 4156 4169 rBVY 122198 216974 4._.58% 0.771%

Sum of corrected areas: 28129247
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064720.D
2500000

2000000
1500000
1000000

500000
352
278 31332934 438 4594 74 587602 6.32 6.58

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 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VN064720.D
2500000 19112

2000000
11.48

1500000 11.59

1000000 10J 11.39

8.55

500000 7.99

7.35 7.5 A ]\;
. A{@ 8.14 9683
oA

T f — T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VN064720.D

2500000

L —T T L
10.00 10.50 11.00 11.50

2000000
1500000

1000000 13.31

12.37
11.92 13.01

500000
129 12.56 13.51
TRl ) o i
A D L A G 1 Y WA VO A WD ARE™ 2 7. Ik S

B s s
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2-methyl- Concentration Rank 5

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

2.78 13.73 ug/Il 221752 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 3-Buten-1-ol 72 C4H80 000627-27-0 38
3 1-Hexene 84 C6H12 000592-41-6 36
4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28

Abundance Scan 323 (2.778 min): VN064720.D (-310) (-) m/z 43.00 100.00%
43
57
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
72 240 2.60 2.80 3.00 3.20
o % 207 2% m/z 41.00 93.80%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl-
43
57
5000
240 2.60 2.80 3.00 3.20
29 m/z 42.00 79.28%
15 H L L &
o R LA L I B LS B SRR WARRS RN SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
42
240 2.60 2.80 3.00 3.20
5000 m/z 57.10 67.41%
27
15 57 72
o R UL L I B L B SR WA LAY SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1453: 1-Hexene ||IIII|IIII|IIII|IAI|I
42 56 240 2.60 2.80 3.00 3.20
27 m/z 39.00 34._78%
5000
84
69
O'F”}i'”'l'”I”'W'”'P'”I”'W'”'P'” [T BB RAEEE SRR R SR L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 2

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

3.13 19.45 ug/Il 314070 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 83
3 2-Pentene. (2)- 70 C5H10 000627-20-3 81
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 64
5 2-Pentene, (E)- 70 C5H10 000646-04-8 60

Abundance Scan 432 (3.129 min): VN064720.D (-415) (-) m/z 55.10 100.00%
55
5000 39 70
50 2.80 3.00 3.20 3.40
0 ...,....,....,...!:H".“‘?.:l.'::.6,0.‘??.-,':...7?....,.93...,. m/z 39.00  43.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55
5000 39 0
27 2.80 3.00 3.20 3.40
m/z 70.10 37 .43%
1\5 \‘H3\2 |1 59‘ 62
S S S S UL SO SIS SIS S W
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
55
2.80 3.00 3.20 3.40
5000 39 70 m/z 41.05 31.24%
27
15 50 62
S S S S UL L SO SIS SIS S W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #559: 2-Pentene, (2)-
55 2.80 3.00 3.20 3.40
m/z 41.95 29.33%
5000
42 0
29
0 15 24\‘\‘ 37\‘\‘ 5(\)“ ! 63
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 2-Pentene, (E)- Concentration Rank 10

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

3.29 9.61 ug/Il 155180 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 90
2 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 78
5 2-Pentene, (2)- 70 C5H10 000627-20-3 74

Abundance Scan 482 (3.290 min): VN064720.D (-469) (-) m/z 54.95 100.00%
55
5000 39 70
3.00 3.20 3.40 3.60
o 83 207 261 m/z 70.05 41.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #562: 2-Pentene, (E)-
55
5000 39 70
3.00 3.20 3.40 3.60
m/z 39.00 39 ._55%
ol132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
3.00 3.20 3.40 3.60
5000 39 70 m/z 42.00 33.45%
26
O T T T e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 3.00 3.20 3.40 3.60
m/z 41.05 26 .44%
5000 39 70
15
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 2-Butene, 2-methyl- Concentration Rank 1

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

3.52 39.16 ug/1 632279 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 86
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 80
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 80

Abundance Scan 554 (3.521 min): VN064720.D (-541) (-) m/z 55.00 100.00%
55
5000 70
39
2
36 | 51 63 67 3.20 3.40 3.60 3.80
e e B A et m/z 70.00 43.66%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #571: 2-Butene, 2-methyl-
55
5000
) 41 70 3.20 3.40 3.60 3.80
! m/z 39.00 35.37%
o 1 1215 “£o33 38 |44 4851 | 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
3.20 3.40 3.60 3.80
5000 0 m/z 40.95 29 .50%
41
29
0 26 32 38 51 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 3.20 3.40 3.60 3.80
m/z 42.05 21.47%
5000 39 70
27 2
o 15 R 2 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentene Concentration Rank 7

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

4._.38 12.22 ug/Il 197332 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 2.3-Diazabicvclol2.2.11-hept-2-ene 96 C5H8N2 002721-32-6 72
3 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 59
4 1.3-Pentadiene. (2)- 68 C5H8 001574-41-0 50
5 1,3-Butadiene, 2-methyl- 68 C5H8 000078-79-5 50

Abundance Scan 821 (4.380 min): VN064720.D (-803) (-) m/z 67.00 100.00%
67
5000 39 /\
53 ‘ lllllllllllllllllll
400 420 440 460 4.80
61
0 ...,....,....,....,....|,|....-,'.-|...,-.-.'!.-,....,.8.4..,....,... m/z 68.00  40.32%
m/z--> 0 10 20 30 50 60 70 80 90 100
Abundance #432. Cyclopentene
67
5000 ARARSERARAERARSERARSA Y
39 4.00 4.20 4.40 4.60 4.80
27 53 m/z 39.00 35.53%
1 15 H\ ‘ 61 |
0 “'|“"w"w"“|'“'|“"w"w"“|“"w"w"“l'“
m/z--> 0 10 20 30 50 60 70 80 90 100
Abundance
67
4.00 420 4.40 4.60 4.80
5000 m/z 53.00 20.39%
39 53
27
33 61 81 97
e L UL IR I I UL UL SIS IR W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #454: Bicyclo[2.1.0]pentane
67 4.00 420 4.40 4.60 4.80

m/z 41.00 14 .43%

5000 39
53
27 ‘

\\ L1 61

0 ”.,”..“..w.”.,”..“..w..”,”..“..w..”,.”.,”.

m/z--> 0 10 20 30 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopropane, ethyl- Concentration Rank 6

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

4._.59 13.23 ug/Il 213676 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
2 1-Pentene 70 C5H10 000109-67-1 52
3 Cvclopentane 70 C5H10 000287-92-3 50
4 Cvyclobutane. methvl- 70 C5H10 000598-61-8 47
5 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 33

Abundance Scan 886 (4.589 min): VN064720.D (-870) (-) m/z 42.05 100.00%
4p
55
5000 70
3|| 51 | 6165 84 420 4.40 4.60 4.80 5.000
Obrrrrrr e e e e e e m/z 54.95 56.72%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 420 4.40 4.60 4.80 5.00
m/z 39.00 44 . 22%
15
0'“m"v“W“W“W““vm““WMW“LL“'“th““ﬁ%v“W“W“ﬂ““vmv“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
55 420 4.40 4.60 4.80 5.00
5000 0 m/z 41.00 44 .13%
29
0 15 25 38 51 | 6165
SLALRLLLY LALE) LAY RA) KAL) NAAR) LA L) RAAL) LLALY MAARY LALA) LA R RARAYRARAN LARAY LAY AL L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
42 420 4.40 4.60 4.80 5.00
m/z 70.10 42 _.53%
5000
55 70
27
o 1 15 31 3$‘ . 51| 6065 \ s
miz--> 3o 15 5 25 % % 40 45 50 55 80 65 70 75 3 55 % 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 2-Pentene, 4-methyl- Concentration Rank 9

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

5.87 10.06 ug/Il 162449 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 80
2 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 80
3 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 72
4 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 72
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 72

Abundance Scan 1285 (5.872 min): VN064720.D (-1271) (-) m/z 69.00 100.00%
41 69
5000
84
53 207 5.60 5.80 6.00 6.20
ol OB SRS I R m/z 41.00 85.61%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1483: 2-Pentene, 4-methyl-
| 69
5000
84 5.60 5.80 6.00 6.20
27 m/z 84.10 34 _.31%
s hs )]
0 'E"tl““'w'“wl'v“l"'w""w"'l“" [rrrrprrrrprrT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
4 69
5.60 5.80 6.00 6.20
5000 m/z 39.00 33.36%
84
27 55
e L S S UL B B LS W B B
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1519: Cyclopropane, 1,1,2-trimethyl-
4 5.60 5.80 6.00 6.20
m/z 67.10 22 .97%
69
5000
84
27 55 ‘
0 'i'}?ﬁ"W"'W"'W"”I"”I"”I"” [rrrrprrrrpTT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentane, methyl- Concentration Rank 8

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

6.58 10.96 ug/I 176934 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 53
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 50
5 Cyclobutane 56 C4H8 000287-23-0 47

Abundance Scan 1505 (6.579 min): VN064720.D (-1483) (-) m/z 55.95 100.00%
56
41
5000 69
3 53| 65 79 84 6.20 6.40 6.60 6.80 7.00
Orprerrrer e P e e e m/z 40.95 59.59%
m/z-> 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
6.20 6.40 6.60 6.80 7.00
28 m/z 69.00 40.31%
84
15 | 34\ | 505\3\‘ 65\\ 77 \
Ay L AL B LAY AL RARLS AARRA SRR NALAA AL REARS AR MRS LARMI R
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
27
6.20 6.40 6.60 6.80 7.00
5000 m/z 39.00 32.50%
42
. 30 38 53 84
G0 A ALY RS A RAALY RS KRN ALY RAREY R LAY RALES RN RLARY RARES RSN AL RLALN
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1505: Propane, 2-cyclopropyl-
56 6.20 6.40 6.60 6.80 7.00
41 m/z 55.00 27 .37%
5000
15|38 ks 50%8) 65 | 84
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 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\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Cyclopentene, 3-methyl- Concentration Rank 4

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

7.35 18.19 ug/I 293754 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 90
2 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 90
3 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 90
4 Cvclopentene. l-methvl- 82 C6H10 000693-89-0 87
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 80

Abundance Scan 1745 (7.351 min): VN064720.D (-1725) (-) m/z 66.95 100.00%

67
5000
39 82

79 R e e o N R
7.00 7.20 7.40 7.60

36 | |43 63| |,70 74 85
|||||||||||||||! !'I""I'!'IIII"'I""I""I m/z 82.00 27.12%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1237: Cyclopentene, 3-methyl-
67
5000

7.00 7.20 7.40 7.60

o

39 82 m/z 39.00 24 _40%
s 508 ey g 79
O A e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67
7.00 7.20 7.40 7.60
m/z 79.00 18 .25%
5000 39 82 0
27 54
o 15 42 48°1 6063 74 7°
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67 7.00 7.20 7.40 7.60
m/z 81.05 16.53%
5000
39 82
27
0 15 24| 31 36, 42 48“\\576063 70 74 79
I A P PR e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111820\
Data File : VN064720.D

Aca On : 18 Nov 2020 20:36

Operator : JC/MD

Sample = L4783-20 40X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.51 18.81 ug/Il 665253 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
3 Deltacvclene 118 C9H10 007785-10-6 76
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 68
Abundance Scan 3661 (13.511 min): VN064720.D (-3643) (-) m/z 117.10 100.00%
117
5000
13.20 13.40 13.60 13.80
0 s 2 m/z 118.00  50.85%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 BRI BN SR
13.20 13.40 13.60 13.80
o1 m/z 115.00 39.05%
L1527 %518 77 o |
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 91.00 16.47%
39 51 63
15 27 7 103
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8953: Deltacyclene
117 13.20 13.40 13.60 13.80
m/z 116.00 13.92%
5000
39 91
51 65 77 ‘ 103
0...,.”.ﬂ.ﬂmhﬂ..M.Ja.H”.lq.”.,..”,....“...,”..
m/z--> 200 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111820\
Data File : VN064720.D

Acq On : 18 Nov 2020 20:36

Operator : JC/MD

Sample : L4783-20 40X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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-methyl- 2.78 13.7 ug/I1 221752 1 7.62 807290 50.0
Cyclopropane, 1,2... 3.13 19.4 ug/I1 314070 1 7.62 807290 50.0
2-Pentene, (E)- 3.29 9.6 ug”/Il 155180 1 7.62 807290 50.0
2-Butene, 2-methyl- 3.52 39.2 ug/I1 632279 1 7.62 807290 50.0
Cyclopentene 4.38 12.2 ug/I1 197332 1 7.62 807290 50.0
Cyclopropane, ethyl- 4.59 13.2 ug/1 213676 1 7.62 807290 50.0
2-Pentene, 4-methyl- 5.87 10.1 ug/I1 162449 1 7.62 807290 50.0
Cyclopentane, met... 6.58 11.0 ug/1 176934 1 7.62 807290 50.0
Cyclopentene, 3-m... 7.35 18.2 ug/I1 293754 1 7.62 807290 50.0

4

Indane 13.51 18.8 ug/I1 665253 13.32 1768480 50.0
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