LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062438.D

Aca On > 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 2.773 296 311 334 rBV 511730 1037603 2.43% 0.460%
2 4.494 823 846 849 rBV4 183966 498819 1.17% 0.221%
3 5.002 970 1004 1039 rBV3 549501 2031194 4._.76% 0.901%
4 5.879 1238 1277 1299 rBv2 142129 470903 1.10% 0.209%
5 6.580 1475 1495 1514 rBV 599906 1835486 4 _.30% 0.814%
6 7.619 1803 1818 1833 rVVv7 599312 1915392 4 _.49% 0.850%
7 7.706 1834 1845 1865 rVB3 293440 832095 1.95% 0.369%
8 7.837 1865 1886 1900 rBV 312240 789146 1.85% 0.350%
9 8.001 1918 1937 1958 rBvV 2187857 5377388 12.60% 2.386%
10 8.127 1960 1976 1984 rVV5 400789 1149211 2.69% 0.510%

11 8.198 1987 1998 2011 rVvV3 1011406 2635384 6.18% 1.169%
12 8.548 2088 2107 2129 rBv4 808190 2156880 5.05% 0.957%
13 9.046 2234 2262 2275 rBV3 670276 2131221 4._.99% 0.946%
14 9.583 2418 2429 2437 rBV2 465693 927115 2.17% 0.411%
15 9.837 2488 2508 2524 rBV5 136103 545583 1.28% 0.242%

16 9.937 2526 2539 2549 rVB2 335622 668695 1.57% 0.297%
17 10.059 2564 2577 2588 rBV2 799433 1628368 3.82% 0.723%
18 10.124 2589 2597 2607 rVB 387720 688245 1.61% 0.305%
19 10.490 2701 2711 2728 rVB5 408052 862193 2.02% 0.383%
20 10.767 2781 2797 2805 rBV 210034 440118 1.03% 0.195%

21 11.381 2976 2988 3006 rBV 681519 1393136 3.26% 0.618%
22 11.484 3008 3020 3038 rVV 7008907 12294189 28.81% 5.455%
23 11.596 3039 3055 3077 rVV 20359594 42670796 100.00% 18.934%
24 11.921 3138 3156 3174 rVB 3033953 5092546 11.93% 2.260%
25 12.223 3239 3250 3261 rVB 909867 1457227 3.42% 0.647%

26 12.377 3287 3298 3308 rBV 482003 791052 1.85% 0.351%
27 12.567 3345 3357 3366 rBV 1687513 2697245 6.32% 1.197%
28 12.632 3366 3377 3382 rVV 3664989 6030241 14.13% 2.676%
29 12.664 3382 3387 3393 rVV 3102971 4594675 10.77% 2.039%
30 12.709 3393 3401 3415 rVB 4323756 6895364 16.16% 3.060%

31 12.866 3436 3450 3466 rBV 4265053 6991997 16.39% 3.103%
32 13.017 3478 3497 3509 rBV 14478964 24410674 57.21% 10.832%
33 13.349 3580 3600 3629 rVB 7523440 13365075 31.32% 5.930%
34 13.519 3631 3653 3662 rBV 8614630 16611639 38.93% 7.371%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062438.D

Aca On > 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 13.557 3662 3665 3684 rVB2 1466202 2314353 5.42% 1.027%

36 13.709 3700 3712 3723 rVB2 867046 1875784 4._.40% 0.832%
37 13.779 3723 3734 3739 rBV 1266078 2115465 4._.96% 0.939%
38 13.863 3751 3760 3770 rVV 2717673 4032753 9.45% 1.789%
39 13.921 3770 3778 3784 rVV 565938 846404 1.98% 0.376%
40 13.969 3784 3793 3808 rVB2 2654311 4247775 9.95% 1.885%

41 14.101 3824 3834 3845 rBV2 673571 1044842 2.45% 0.464%
42 14.184 3846 3860 3866 rBV 1927202 3102249 7.27% 1.377%
43 14.223 3866 3872 3881 rVV 2036761 3011150 7.06% 1.336%
44 14.448 3933 3942 3953 rBV 1929373 2997780 7.03% 1.330%
45 14.567 3965 3979 3990 rBV3 3925988 7383994 17.30% 3.276%

46 14.628 3990 3998 4010 rVvB4 467600 795457 1.86% 0.353%
47 14.715 4014 4025 4040 rBV2 738225 1257829 2.95% 0.558%
48 14.824 4041 4059 4066 rBvV4 722745 1715591 4.02% 0.761%
49 14.930 4079 4092 4107 rVB2 687485 1504165 3.53% 0.667%
50 15.104 4126 4146 4159 rBV 4866059 8674904 20.33% 3.849%

51 15.204 4166 4177 4187 rBvV4 317354 644432 1.51% 0.286%
52 15.387 4221 4234 4247 rBV 329416 610041 1.43% 0.271%
53 15.548 4266 4284 4300 rBV2 201831 634410 1.49% 0.282%
54 16.120 4451 4462 4487 rVB 676221 1391960 3.26% 0.618%
55 16.310 4506 4521 4546 rVB 576844 1246274 2.92% 0.553%

Sum of corrected areas: 225364507
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\

VN062438.D
9 Jul 2020

JC/MD
L3215-16
5.00mL/MSVOA N/WATER

48 Sample Multiplier: 1

4:47

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2e+07

1.5e+07

1e+07

5000000

0!

TIC: VN062438.D

2.77 4.49 5.00

588 6.58

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

5000000

13.52

Abundance TIC: VN062438.D
2e+07 11(60
1.5e+07
1e+07
11.44
5000000
8.00
0 8.55
7. . 9.05 9.58 ( ) 11.3
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN062438.D
2e+07
1.5e+07 13.02
1e+07

16.1216.31
01 " . JAN JAN
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\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82NO70820W.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 1 Butane, 2-methyl- Concentration Rank 7

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

2.77 27.09 ug/1 1037600 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 38
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 310 (2.770 min): VN062438.D (-296) (-) m/z 43.05 100.00%
43
57
5000
39 /\
5053 6265 69 72 240 2.60 2.80 3.00 3.20
O'W””P'”P”W”“P'”P”W”hb"P”W””IL“P”W””P'“P”W“' m/z 41.05 88.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000 SR R AR -Jq\ -
240 2.60 2.80 3.00 3.20
29 39 m/z 42.10 85.26%
0 15 Zé [l 5083 62 67 7?
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
31 w"'w"'w"'w'/\w'
240 260 2.80 3.00 3.20
5000 m/z 57.10 61.47%
39
27
o 121518 36 | 45 5053 57 69 '
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane S

43 240 260 280 300 320
m/z 39.00 27 .90%

5000
27 39 57
72
15 | 50 5053, 6265 69 | )“¥

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 240 2.60 280 300 320

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Pentane, 3-methyl- Concentration Rank 3

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

5.00 53.02 ug/1 2031190 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 50
4 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 47
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38

Abundance Scan 1004 (5.002 min): VN062438.D (-970) (-) m/z 57.10 100.00%

97
41
5000
73

4.60 4.80 5.00 5.20 5.40

ol @ m/z 56.10  77.39%
miz--—> 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl- /\
57
41
5000 29 IS U L LS

460 4.80 5.00 520 5.40
m/z 41.10 67.60%

71
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57

4.60 4.80 5.00 5.20 5.40

5000 41 m/z 73.10 35.64%
29 71
14 85 113
o el S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl- T B B
57 4.60 4.80 5.00 5.20 5.40

m/z 43.10 30.64%

5000 a1

29 71
15 | | | s oo 113

] i AR MMM

m/z--> 20 40 60 80 100 120 140 160 180 200 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\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Cyclopentane, methyl- Concentration Rank 4

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

6.58 47.91 ug/1 1835490 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 83
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 64
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50

Abundance Scan 1495 (6.580 min): VN062438.D (-1475) (-) m/z 56.05 100.00%
56 ﬂ
41
5000 69
84 6.20 6.40 6.60 6.80 7.00
37 51| 6165 | 7377
o........,....,....,....,....,....,....,....,...I;.I!.,....,:.::,:..,....,.::.,....,....,....',....,...., m/z 41.05 53.15%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
6.20 6.40 6.60 6.80 7.00
28 a1 m/z 69.05 39.85%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84
6.20 6.40 6.60 6.80 7.00
5000 4 m/z 55.05 25.63%
69
27
0 15 37 51 65 77
RAALALAR) Uk LRI MAALY R MAALA LA RAAS! LA SAAR) LALAA RAAS) ALY R NAAA) MR AR MY WA AL B
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 42.05 22_.67%
5000
27
69
0 1 1\5 ! ‘ 37\ ‘\ 51\\‘ ! 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 620 640 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 : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Cyclopentane, 1,3-dimethyl- Concentration Rank 8

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

8.13 26.64 ug/1 1149210 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 60
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 53
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 49
4 Cvclohexene 82 C6H10 000110-83-8 35
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 25

Abundance Scan 1977 (8.130 min): VN062438.D (-1960) (-) m/z 70.05 100.00%
41 56 0
5000
82
5 | “ 98 7.80 8.00 8.20 8.40
0 ...,....,....,....,...:l“...ﬁ:'. |.,‘??':!|...'.',|....??...',...., m/z 41.05 82.70%
m/z--> 0O 10 20 30 40 50 60 70 80 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 56.10 82.55%
0 ‘ ‘\‘ 50\\‘ 63“‘\ 7 ‘ ‘
RIS L UL SN IUILI UL SUREL UL SURIL IR UL B
m/z--> 0O 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 67.05 74 .90%
27 83
98
15 50 63 77
G L IR UL RS UL IR AR IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
a 56 70 7.80 8.00 8.20 8.40
m/z 55.10 68.87%
5000
27
83
5 ‘ 98
oL 1 ‘ \‘34‘\50“\63”77‘91
m/z--> 0 10 20 30 40 5 60 70 8 9 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 unknown8.20 Concentration Rank 2

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

8.20 61.09 ug/1 2635380 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 47
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 25
4 1-Butanamine. 3-methvyl- 87 C5H13N 000107-85-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 1999 (8.201 min): VN062438.D (-1987) (-) m/z 73.10 100.00%
7B
5000 55
43
87 N
98 7.80 8.00 8.20 8.40 8.60
0 .'..-!,..'||..,'....-,....,....,....,....,....,?97.. m/z 55.05 46.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 99 7.80 8.00 8.20 8.40 8.60
- 87 m/z 43.10 33.19%
0----.-‘l“e-‘.“-‘--‘-.--“‘-.-‘---1?-1---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
7.80 8.00 8.20 8.40 8.60
5000 43 55 m/z 87.10 22.86%
27
o 15 85 99 114
m/z--> ﬁo Jo 65 85 100 150 150 1é0 1éo 260
Abundance #13743: 2,2,4—Trimethy|—3—pentano| | NS NN L LI A B
73 7.80 8.00 8.20 8.40 8.60
m/z 70.10 20.07%
41 g 87
5000
29
0...1.5|....|....|...|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.49 30.94 ug/1 862193 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 64
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 64
3 Bicvclol3.1.01lhexane. 1.5-dimethyl- 110 C8H14 1000142-17-5 64
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 62
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50
Abundance Scan 2711 (10.490 min): VN062438.D (-2701) (-) m/z 95.10 100.00%
9%
5000 55
67
110
|| ‘ | | 007 10.20 10.40 10.60 10.80
0 ”.,.”.ﬂ'nn,'"ln A m/z 55.05 38.20%
m/z--> 20 80 100 120 140 160 180 200
Abundance #6022. 1,4-Pentadiene, 2,3,3-trimethyl-
95
67
41
5000 55 SRR SN RN B
10.20 10.40 10.60 10.80
27 110 m/z 67.00 29.14%
79
0 ||1‘|5||“l‘||‘l”||“l‘w||‘l‘||Hi‘||‘|‘l|||‘|||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
110.20 10.40 10.60 10.80
5000 67 m/z 97.05 21.87%
110
o7 41 55 82
G S S I SR LA LA S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95 10.20 10.40 10.60 10.80
m/z 41.05 21.47%
67
5000
55
41 ‘ 82 110
m/z--> 20 40 60 80 100 120 140 160 180 200 1020 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 : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Benzene, l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.63 22.56 ug/1 6030240 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 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3377 (12.632 min): VN062438.D (-3366) (-) m/z 105.10 100.00%
105
5000
120
39 51 65 7|7 o1 ‘ 207 12.40 12.60 12.80 13.00
Ol et b e 207 Tayz 120.10 0 31.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.00 13.21%
27 39 51 @5 77 91
0"'|J“'M'N“1m"ﬂ"M'Nm"f'“'l"“l""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.10 11.92%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 12.40 12.60 12.80 13.00
m/z 79.00 9.09%
5000
120
15 27 3\9 5\1 6\5 77 o Ll A,
mz-> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 62.15 ug/1 16611600 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. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 90
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 81
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 72
Abundance Scan 3653 (13.519 min): VN062438.D (-3631) (-) m/z 117.05 100.00%
117
5000
\ S S — - e VA
134 13.20 13.40 13.60 13.80
0 ek m/z 118.10  63.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117
5000 USRS BNLEN SUNBA SRR
13.20 13.40 13.60 13.80
39 91 m/z 115.10  37.49%
27
ol 13 ,J...t..”.ﬂpu..iz Iﬁklfq% S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.10 20.65%
91
- 39 51 65 77 103
e L L I S L S S BRI S S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8963: Benzene, 1-propenyl-
117 13.20 13.40 13.60 13.80
m/z 63.00 11.41%
5000
91
7 S0 51 65 78 ‘ 103 ‘
0..”,..”h.J”HU.”M.wu,..Ju..”,..”,..”,..”,..”
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\VNO70820\
Data File : VN062438.D

Aca On 9 Jul 2020 4:47

Operator : JC/MD

Sample : L3215-16

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 6
R.T. EstConc Area Relative to ISTD R.T.
14 .57 27.62 ug/1 7383990 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 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 3980 (14.570 min): VN062438.D (-3965) (-) m/z 117.05 100.00%
117
5000 130
39 51 65 77 L 14.20 14.40 14.60 14.80
103 : : : :
0 2| m/z 132.05  35.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 UL N B B /}'I""I'
o1 14.20 14.40 14.60 14.80
0
30 51 65 77 ‘ Lo ‘ m/z 115.00 28.27%
0 ||1|5||||||||“l‘|‘|“”||“|‘|||‘|||”|‘||l‘||‘|‘|‘|||||||||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.05 18.17%
27 39 51 65 77 91 103
O T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 14.20 14.40 14.60 14.80
m/z 91.05 15.63%
5000 132
39 51
27 65 77
0 ...|.‘...‘l..“..l‘l‘...‘luu‘..]l-0.3..‘Hlul“.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN062438.D

Acq On 9 Jul 2020 4:47

Operator : JC/MD

Sample - L3215-16

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 48 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]
Butane, 2-methyl- 2.77 27.1 ug/1 1037600 1 7.63 1915390 50.0
Pentane, 3-methyl- 5.00 53.0 ug/1 2031190 1 7.63 1915390 50.0
Cyclopentane, met... 6.58 47.9 ug/l 1835490 1 7.63 1915390 50.0
Cyclopentane, 1,3... 8.13 26.6 ug/1 1149210 2 8.55 2156880 50.0
unknown8.20 8.20 61.1 ug/l 2635380 2 8.55 2156880 50.0
1,4-Pentadiene, 2... 10.49 30.9 ug/I1 862193 3 11.38 1393140 50.0
Benzene, l-ethyl-_.. 12.63 22.6 ug/l 6030240 4 13.32 13365100 50.0
Indane 13.52 62.1 ug/l1 16611600 4 13.32 13365100 50.0
Benzene, 2-etheny... 14.57 27.6 ug/l 7383990 4 13.32 13365100 50.0
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