LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 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\82N061620W.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 2.770 294 310 335 rBV 466876 951410 1.00% 0.183%
2 6.580 1477 1495 1512 rBV2 549577 1660578 1.75% 0.319%
3 7.609 1775 1815 1832 rBV7 733777 2854608 3.01% 0.548%
4 7.706 1833 1845 1868 rVvB2 377384 1098418 1.16% 0.211%
5 7.837 1868 1886 1918 rBV 511816 1298167 1.37% 0.249%

8.172 1979 1990 2012 rVB 797556 2363535 2.49% 0.454%
8.400 2040 2061 2086 rvB2 334171 990972 1.05% 0.190%
rBv4 1085448 3091773 3.26% 0.594%
9.046 2234 2262 2274 rBV4 904539 2590104 2.73% 0.498%
9.487 2388 2399 2417 rVB 716679 1386833 1.46% 0.266%
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11 9.625 2433 2442 2456 rVB5 1203545 2743319 2.89% 0.527%
12 10.059 2566 2577 2589 rBV 640052 1219596 1.29% 0.234%
13 11.381 2975 2988 3000 rBV 578509 1051483 1.11% 0.202%
14 11.484 3006 3020 3039 rVB 10232448 17960489 18.95% 3.451%
15 11.599 3039 3056 3087 rvVB 19301701 38207638 40.32% 7.341%

16 11.921 3144 3156 3173 rVB 782188 1314618 1.39% 0.253%
17 12.226 3236 3251 3274 rBV 13560008 23489829 24.79% 4_.513%
18 12.567 3336 3357 3367 rBVY 13407106 23105991 24.38% 4.440%
19 12.635 3367 3378 3383 rVV 22965565 40011122 42.22% 7.688%
20 12.667 3384 3388 3395 rVV 20713935 30532844 32.22% 5.867%

21 12.712 3395 3402 3423 rVB 23172955 39034833 41.19% 7.500%
22 12.869 3436 3451 3468 rBV 20716719 35955650 37.94% 6.908%
23 13.024 3484 3499 3522 rVB3 44494919 94769403 100.00% 18.209%
24 13.143 3522 3536 3547 rVV3 683437 1672819 1.77% 0.321%
25 13.210 3548 3557 3566 rVB 848586 1305176 1.38% 0.251%

26 13.352 3581 3601 3631 rVB 19389472 35280771 37.23% 6.779%
27 13.519 3631 3653 3661 rBV 15633274 30037410 31.70% 5.771%
28 13.561 3661 3666 3685 rVV3 5736818 10371796 10.94% 1.993%
29 13.715 3703 3714 3723 rVV 1499686 2354764 2.48% 0.452%
30 13.779 3723 3734 3738 rVV 3247157 5098571 5.38% 0.980%

31 13.808 3739 3743 3751 rVV 2874966 3871228 4.08% 0.744%
32 13.863 3751 3760 3770 rVV 4983221 7676196 8.10% 1.475%
33 13.921 3770 3778 3784 rVV 664525 1020360 1.08% 0.196%
34 13.969 3784 3793 3806 rVB2 2429232 3946808 4.16% 0.758%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 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\82N061620W .M
SW846 8260

35 14.104 3823 3835 3846 rVB 1297640 2044911 2.16% 0.393%

36 14.184 3847 3860 3866 rBV 3215163 5164543 5.45% 0.992%
37 14.223 3866 3872 3882 rVB 4679495 6938831 7.32% 1.333%
38 14.448 3933 3942 3953 rBV 2625176 3991852 4.21% 0.767%
39 14.567 3965 3979 3991 rBV3 5196623 10388130 10.96% 1.996%
40 14.715 4014 4025 4041 rBV2 667987 1144503 1.21% 0.220%

41 14.828 4041 4060 4078 rVV5 463285 1428115 1.51% 0.274%
42 15.104 4125 4146 4160 rBVY 6693727 12078314 12.74% 2.321%

43 16.123 4449 4463 4493 rVB 2256225 4465863 4.71% 0.858%
44 16.313 4506 4522 4549 rVB 1170562 2495733 2.63% 0.480%

Sum of corrected areas: 520459907
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .M
SW846 8260

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

Abundance TIC: VN062024.D
4e+07
3e+07
2e+07
1e+07
ol 2. 77 6.58
I e o o e o LN B o o e R R e S S RARER R
Time--> 1.80 2.00 2.20 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20 6.40 6.60
Abundance TIC: VN062024.D
4e+07
3e+07
2e+07 11.60
11.4
1e+07
o 7.61717.84 8.17 g.408.54 9.05 9.499.63 10.06 11 3
— — ST A T Y :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11. 50
Abundance TIC: VN062024.D
13102
4e+07
3e+07
1216371
.6712.87
2e+07 13.35
13.52
12.23 12.
1e+07 1510
13.86 1}1422 14.57 \
14.4 16.12
s [t e | g
{ — . P
Time--> 12.00 12.50 13.00 13 50 14. OO 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\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 10

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

2.77 16.66 ug/I 951410 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 28
3 Butane. 1-chloro-2-methvl- 106 C5H11ClI 000616-13-7 27
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10

Abundance Scan 310 (2.770 min): VN062024.D (-294) (-) m/z 43.05 100.00%
a3
57
5000 /\
51 | 72 240 2.60 2.80 3.00 3.20
Obrr e e 88 | m/z 41.05  91.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #714: Butane, 2-methyl-
43
57
5000 SR R AR ---- -
240 2.60 2.80 3.00 3.20
29 m/z 42.10 87 .83%
s ] 2 s @ 7
mzs 1 % % 40 % @ 70 8 90 100 110
Abundance
43
W"”I'”'I”"P/\"
240 260 2.80 3.00 3.20
5000 m/z 57.10 73.60%
27 57 72 /\‘
15 37 51 63
G R U UL L UL S I IR SIS WS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5027: Butane, 1-chloro-2-methyl- R A S
41 57 240 2.60 2.80 3.00 3.20
m/z 39.00 33.61%
5000 29 /\
70
0 1\5 \‘\ 35\‘\‘\ 4\9\\‘ ! 63 ‘ I 91 106 /\
m/z--> 0 20 30 40 50 60 70 8 90 100 110 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 6

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

6.58 29.09 ug/1 1660580 Pentafluorobenzene 7.63
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 83
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 1495 (6.580 min): VN062024.D (-1477) (-) m/z 56.10 100.00%
96
5000 41 69
84 207 6.20 6.40 6.60 6.80 7.00
o 2 Tm/z 41.05 47.13%
m/z--> 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 m/z 69.05 46.73%
84
O'Fi""ﬁ"P"'P"'P"'I”"I”"I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
84
6.20 6.40 6.60 6.80 7.00
5000 41 m/z 55.10 26.16%
69
27
15
e L S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 6.20 6.40 6.60 6.80 7.00
21 m/z 39.00 23.52%
5000
42
Ll
R B I B I I I I AR S AR
m/z--> 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\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 9

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

7.71 19.24 ug/Il 1098420 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. 2.2.4-trimethvl- 128 C9H20 016747-26-5 56
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 47
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 43
5 Heptane 100 C7H16 000142-82-5 38

Abundance Scan 1846 (7.709 min): VN062024.D (-1833) (-) m/z 56.10 100.00%
56
43
5000 71
81 7.40 7.60 7.80 8.00
0...,....,....,....|il...,'.'.|:,‘.3.3..!....-,'.-.'..?.1..1.?9...,....,....,... m/z 43.05 68.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 7.40 7.60 7.80 8.00
m/z 57.10 60.93%
0 ‘ | 63 | % 100
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130
Abundance
57
7.40 7.60 7.80 8.00
5000 m/z 41.05 53.96%
41
29 71
o 48 83 95 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3330: 1-Hexene, 2-methyl-
56 7.40 7.60 7.80 8.00
m/z 71.10 39.08%
5000 4
70
o ‘\ sl ea° a5 oy 08
m/z--> 1'0 2'0 30 4'0 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 7

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

7.84 22.74 ug/1 1298170 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 95
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 64
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 59

Abundance Scan 1887 (7.841 min): VN062024.D (-1868) (-) m/z 43.10 100.00%
57
5000
| 85 100 7.60 7.80 8.00 8.20
0'WH“V“w'“ﬁ”“ﬁ“ﬁ'“ﬁ““vi'VH4““V'“P“W““|““V“w" m/z 71.10 82.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3977: Hexane, 3-methyl-
43
5000 57 70
29 7.60 7.80 8.00 8.20
m/z 70.10 75.18%
15 ‘ | 85 100
G R S SRR AR RANSE AL RN ERAS LARS AR ERAAS ARAE ARSSRARA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 71
7.60 7.80 8.00 8.20
5000 57 m/z 57.10 66.13%
29
o 8 99 112 129 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 57 71 7.60 7.80 8.00 8.20
m/z 41.10 60.50%
5000
29
99
0 ‘\ Il \‘M il 83 91 ‘ 1:!'3 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Pentane, 2,2,4-trimethyl- Concentration Rank 5

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

8.17 38.22 ug/1 2363540 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 74
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 64
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 45

Abundance Scan 1989 (8.169 min): VN062024.D (-1979) (-) m/z 57.10 100.00%
g7
5000
41
99 7.80 8.00 820 8.40 8.60
o N O - ¢ A M € - m/z 56.10 29.46%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57
5000
7.80 8.00 820 8.40 8.60
41 m/z 41.10 23.30%
0 5 2 s 7 s %
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
7.80 8.00 820 8.40 8.60
5000 m/z 43.10 15.15%
41
29
o2 15 50 69 83 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7651: Hexane, 2,2-dimethyl-
57 7.80 8.00 820 8.40 8.60
m/z 39.05 7.65%
5000
- 41
o 15 7 lls0) e s 9
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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, 2,3,4-trimethyl- Concentration Rank 8

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

9.49 22.43 ug/1 1386830 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 74

Abundance Scan 2400 (9.490 min): VN062024.D (-2388) (-) m/z 43.10 100.00%
43 7
5000
55
05 9.20 9.40 9.60 9.80
0 ...,....,....,....,....|i.':..,.'.!|.,‘??.~.-,.-...,E.‘?..,..-..,...1.1,9...,.. m/z 71.10 97.52%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
9.20 9.40 9.60 9.80
27 55 m/z 70.10 75.32%
o 5 | 36\M‘ ‘\\ 63 |, 8 97 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
9.20 9.40 9.60 9.80
5000 70 m/z 41.05 37.87%
29
55
0 1 15 62 77 85 100
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl- L B B e
43 9.20 9.40 9.60 9.80
m/z 55.10 28.18%
57 71
5000
29
0 15 \‘ il 50 | & 10
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

9.63 44_.36 ug/1 2743320 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 72
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 53

Abundance Scan 2443 (9.628 min): VN062024.D (-2433) (-) m/z 43.10 100.00%
43
71
5000 S7 85
‘ il 9.40 9.60 9.80 10.00
112 : : : :
0 ...,....,....,....,....h!:.?ﬁ'.-.:.,ﬁ‘..l,:...,.!..,...|.',....,:...,.. m/z 71.10 76.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
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 73.92%
oL_2 15 | 1l 50l 64 78 “ 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.10 50.80%
0 15 50 8 g9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43 9.40 9.60 9.80 10.00
m/z 41.10 42 .33%
57 71
5000
29
0 15 \‘ . 50 | & 10
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, l-ethyl-3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.63 56.70 ug/1 40011100 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 81
3 1.3-Cvclopentadiene. 5-(l-methvl... 120 C9H12 003141-02-4 80
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 76
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64

Abundance Scan 3377 (12.631 min): VN062024.D (—336d7)) ) m/z 105.15 100.00%
105
120
5000 77 o1
39 51 65 ‘ ‘
58 | 12.40 12.60 12.80 13.00
0..,....,....,....-|,'....I|!'..'.', !|:|..,.:-:I sl o8l 18l nzz 120.15  72.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105
5000
12.40 12.60 12.80 13.00
7 e 120 m/z 77.10 43.58%
Aol N N D
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.10 41.02%
77 a1 120
15 27 39 51 ¢ 65
e R A AN AR AN RAARS RAARS AR RARSS AL RARS SARRN BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9462: 1,3-Cyclopentadiene, 5-(1-methylpropylidene)-
105 12.40 12.60 12.80 13.00
m/z 79.10 31.48%
120
91
5000
9 45 65 79
0:|||||||||||||||li‘::::i‘:‘:‘:||ﬁ‘:‘l:||H‘l‘i||||‘il‘||||l‘”|||||‘l‘|‘||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 2,3-Heptadien-5-yne, 2,4-di... Concentration Rank 2

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

12.87 50.96 ug/1 35955700 1,4-Dichlorobenzene-d4 13.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Heptadien-5-vne. 2.4-dimethvl- 120 C9H12 041898-89-9 74
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 70
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 70
4 Benzene. (l-methvlethvIl)- 120 C9H12 000098-82-8 64
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 60

Abundance

m/z 105.15 100.00%

Scan 3451 (12.869 min): VN062024.D (-3436) (-)
105
120

5000 77 91

39 51 65
12.60 12.80 13.00 13.20

ol 137 154 m/z 120.15 70.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #9446: 2,3-Heptadien-5-yne, 2,4-dimethyl-
105
120
5000 77 LN L L L L L L
12.60 12.80 13.00 13.20
‘ ‘ 91 m/z 77.10 40.41%
o..,....,....,....,\.1..M 1 | Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
12.60 12.80 13.00 13.20
5000 m/z 91.05 39.34%
77 91 120
o 15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9427: Benzene, 1-ethyl-2-methyl- AR R . AT . .
105 12. 60 12. 80 13. OO 13 20
m/z 79.05 32.00%
5000

120
79

39 51 65
15 21 | Ml H il /I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062220\
Data File : VN062024.D

Aca On : 23 Jun 2020 2:21

Operator : JC/MD

Sample : L3071-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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, l-ethenyl-4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.52 42 .57 ug/1 30037400 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 96
2 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 95
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 95
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 95
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 95
Abundance m/z 117.15 100.00%

Scan 3653 (13.519 min): VN062024.D (-3631) (-)
117

5000
134 13.20 13.40 13.60 13.80
153 168 207 0
(o IR e e e e R A m/z 118.10 79.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117
5000 91 \_||||||||||||||||||||
13.20 13.40 13.60 13.80
39 m/z 115.05 53.66%
51 63 103
27 ‘ 77
0.}?“h.Ny”mJHU”WH.JL,“..M....“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 105.10 53.03%

5000

91
39
15 27 51 63 77 103
O T i o o B I o L B o o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117

91

103
R Al

m/z-->

20 40 60 80 100 120 140 160 180 200

13.20 13.40 13.60 13.80

m/z 91.05 33.49%

TN

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\VN062220\
Data File : VN062024.D

Acq On : 23 Jun 2020 2:21

Operator : JC/MD

Sample - L3071-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N061620W .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 16.7 ug/l 951410 1 7.63 2854610 50.0
Cyclopentane, met... 6.58 29.1 ug/1 1660580 1 7.63 2854610 50.0
Pentane, 2,3-dime... 7.71 19.2 ug/1 1098420 1 7.63 2854610 50.0
Hexane, 3-methyl- 7.84 22.7 ug/1 1298170 1 7.63 2854610 50.0
Pentane, 2,2,4-tr... 8.17 38.2 ug/1 2363540 2 8.55 3091770 50.0
Pentane, 2,3,4-tr... 9.49 22.4 ug/1 1386830 2 8.55 3091770 50.0
Pentane, 2,3,3-tr... 9.63 44 _4 ug/l 2743320 2 8.55 3091770 50.0
Benzene, l-ethyl-_.. 12.63 56.7 ug/1 40011100 4 13.32 35280800 50.0
2,3-Heptadien-5-y... 12.87 51.0 ug/1 35955700 4 13.32 35280800 50.0

4

Benzene, l-etheny... 13.52 42 .6 ug/1 30037400 13.32 35280800 50.0
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