LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 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\82N051820W.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 2.153 114 118 135 rVB 336713 470717 2.01% 0.264%
2 2.352 173 180 190 rvVvB 183285 283128 1.21% 0.159%
3 2.770 295 310 332 rBVY 1232531 2494122 10.63% 1.397%
4 3.101 399 413 434 rVB2 124444 287333 1.22% 0.161%
5 3.761 506 618 641 rBv4 74448 242963 1.04% 0.136%
6 4.487 823 844 847 rBV2 278636 686912 2.93% 0.385%
7 4.998 974 1003 1037 rBV3 686310 2560407 10.91% 1.434%
8 5.519 1141 1165 1193 rBvV2 106166 338817 1.44% 0.190%
9 5.879 1237 1277 1299 rBvV2 137064 461390 1.97% 0.258%
10 6.021 1300 1321 1339 rBV3 77411 248141 1.06% 0.139%

11 6.326 1394 1416 1439 rBv4 72072 240214 1.02% 0.135%
12 6.580 1474 1495 1516 rBV 926584 2881343 12.28% 1.614%
13 7.330 1694 1728 1752 rBV 698710 2017827 8.60% 1.130%
14 7.548 1777 1796 1803 rBv2 181887 442347 1.89% 0.248%
15 7.619 1804 1818 1834 rvv4 737989 2111215 9.00% 1.183%

16 7.706 1835 1845 1869 rVB3 168259 479727 2.04% 0.269%
17 7.838 1869 1886 1897 rBvV2 120265 298835 1.27% 0.167%
18 7.998 1918 1936 1955 rBV3 554161 1488168 6.34% 0.834%
19 8.124 1957 1975 1986 rVvV6 293595 885060 3.77% 0.496%
20 8.194 1990 1997 2009 rVvV5 252393 590282 2.52% 0.331%

21 8.265 2009 2019 2040 rVB 184555 441665 1.88% 0.247%
22 8.551 2087 2108 2130 rBV2 691571 1610306 6.86% 0.902%
23 9.047 2230 2262 2277 rBV3 604629 1795175 7.65% 1.006%
24 9.236 2310 2321 2336 rVB 144122 285947 1.22% 0.160%
25 9.583 2416 2429 2436 rBV2 188964 378240 1.61% 0.212%

26 9.940 2528 2540 2550 rBV3 131093 282667 1.20% 0.158%
27 10.059 2564 2577 2590 rBV 968304 1815458 7.74% 1.017%
28 11.381 2973 2988 3004 rBV 983290 1882991 8.03% 1.055%
29 11.487 3005 3021 3038 rBV 12651498 23004294 98.05% 12.888%
30 11.603 3043 3057 3079 rVB 10859532 18960659 80.82% 10.623%

31 11.921 3148 3156 3169 rVvVv 162115 288778 1.23% 0.162%
32 12.127 3202 3220 3238 rBV8 112543 404865 1.73% 0.227%
33 12.223 3239 3250 3261 rBV 1311583 2114381 9.01% 1.185%
34 12.378 3282 3298 3319 rVB 835682 1489200 6.35% 0.834%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 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\82N051820W .M
SW846 8260

35 12.564 3344 3356 3368 rBV 3427126 5601723 23.88% 3.138%

36 12.664 3368 3387 3394 rVV 3536561 6735986 28.71% 3.774%
37 12.709 3394 3401 3414 rVB 2757261 4245779 18.10% 2.379%
38 12.866 3437 3450 3465 rBV 2631165 4341718 18.51% 2.432%
39 13.014 3482 3496 3511 rBV 13922096 23461182 100.00% 13.144%
40 13.143 3524 3536 3546 rVvB2 269176 618846 2.64% 0.347%

41 13.207 3547 3556 3565 rBVY 160113 258960 1.10% 0.145%
42 13.349 3580 3600 3616 rBV2 4571077 9100154 38.79% 5.098%
43 13.519 3633 3653 3661 rBV2 6609891 12801017 54.56% 7.172%
44 13.561 3661 3666 3684 rVB4 1316004 2497282 10.64% 1.399%
45 13.648 3684 3693 3702 rBVY 274316 435423 1.86% 0.244%

46 13.715 3702 3714 3723 rVB 593354 991137 4.22% 0.555%
47 13.776 3723 3733 3739 rBV 1192773 1998249 8.52% 1.120%
48 13.863 3751 3760 3770 rVV 2576634 3923916 16.73% 2.198%
49 13.921 3770 3778 3784 rVV 480611 711064 3.03% 0.398%
50 13.969 3784 3793 3806 rVB2 1840050 2962928 12.63% 1.660%

51 14.101 3823 3834 3846 rBV 461051 776006 3.31% 0.435%
52 14.185 3847 3860 3866 rBV 1488821 2419350 10.31% 1.355%
53 14.223 3866 3872 3882 rVB 1631274 2443902 10.42% 1.369%
54 14.451 3933 3943 3953 rBV 1643004 2556854 10.90% 1.432%
55 14.570 3965 3980 3991 rBV3 3217477 6106867 26.03% 3.421%

56 14.632 3991 3999 4012 rVB4 211419 372277 1.59% 0.209%
57 14.715 4015 4025 4041 rBV 436408 726728 3.10% 0.407%
58 14.824 4050 4059 4067 rBV5 232364 448755 1.91% 0.251%
59 14.931 4081 4092 4110 rVB2 255072 597783 2.55% 0.335%
60 15.104 4134 4146 4161 rVB 3149107 5450394 23.23% 3.054%

61 15.204 4168 4177 4187 rBV3 122456 235998 1.01% 0.132%
62 16.123 4451 4463 4489 rVB 378936 789501 3.37% 0.442%
63 16.313 4509 4522 4537 rVB 289697 620407 2.64% 0.348%

Sum of corrected areas: 178493760
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN061465.D

1.2e+07

le+07
8000000
6000000
4000000

2000000

2.77
5.00 6.58

| 2.15 235 310 376 4. 552 588602 6.33

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: VN061465.D

11.49
1.2e+07

11.60
1e+07
8000000

6000000

4000000

2000000 1138
7.33 _7.62 8.55 10.06 ,
0 A AT Tre e 024 958 994\ N
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VN061465.D

1.2e+07

1e+07

8000000

13.52

6000000

4000000

2000000 122

16.1216.31
VAN VAN

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\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 3

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

2.77 59.07 ug/1 2494120 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 43
3 Pentane 72 C5H12 000109-66-0 28
4 Butane. 1-chloro-2-methvl- 106 C5H11CI 000616-13-7 10
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10

Abundance Scan 310 (2.770 min): VN061465.D (-295) (-) m/z 42.95 100.00%

43

57

5000

%

240 2.60 2.80 3.00 3.20

0 m/z 41.00 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43
57
5000
240 2.60 2.80 3.00 3.20
29 m/z 41.95 88.58%
72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
42
240 2.60 2.80 3.00 3.20
5000 m/z 57.00 74.76%
27 7
o 12 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #706: Pentane A REama e pe
43 240 2.60 2.80 3.00 3.20
m/z 39.00 35.85%
5000
27 57 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W.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 2 Butane, 2,3-dimethyl- Concentration Rank 9

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

4.49 16.27 ug/Il 686912 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 1.2.3-Trimethvldiaziridine 86 C4H10N2 113604-56-1 38
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 28
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 14
5 C2H5C(CH3)2C0OCH3 114 C7H140 020669-04-9 12

Abundance Scan 845 (4.490 min): VN061465.D (-823) (-) m/z 43.00 100.00%
a3
5000
71
39 RN SRS RN R
49 % 63 % 420 4.40 4.60 4.80
O T T e e m/z 42.00 83.27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 T
Abundance #1828: Butane, 2,3-dimethyl-
43
5000
71 420 4.40 4.60 4.80
39 m/z 41.00 44 _98%
27 55 86
0 15 | ‘ 51 | 6367
BARRARES ULELY LA SURRA RARLASAARA BRAA BARS KAL) AU MARAN AL AL BARAN RARAY SEER) RARSE RURSI AR BUAA A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42
56
420 4.40 4.60 4.80
5000 28 71 m/z 70.95 31.00%
85
32
) L Ly Rl LA L LA R LA LAY LSS Sk LALS) AL LAA) AR RARAA ARSI AR AL A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2—methy|— LI L L L B L L B |‘|/
43 420 4.40 4.60 4.80
m/z 39.00 20.91%
5000
27 71
39 57
0 2 81 ], 53, 6367, 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 440 460 4.80

82N051820W.M Tue May 19 17:29:19 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 2

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

6.58 68.24 ug/1 2881340 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 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 1495 (6.580 min): VN061465.D (-1474) (-) m/z 56.00 100.00%
56
5000 41 69 {&
84 207 6.20 6.40 6.60 6.80 7.00
0 m/z 41.00 49_.09%
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 69.00 45 _.58%
0 W"}?P"'P"P"'I”"I”"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 4 m/z 55.00 26 .34%
69
27
15
e A UL S I B B L W N B
m/z--> 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 23.84%
5000
27
‘ ‘ 69
0 '%'}?PJ'ﬂm'”‘P"'Fi"I”"I”"I'”'I'”'I'”'I"”
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\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 7

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

8.19 18.33 ug/Il 590282 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 80
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 52
3 Formic acid. heptvl ester 144 C8H1602 000112-23-2 50
4 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 50
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46

Abundance Scan 1996 (8.191 min): VN061465.D (-1990) (-) m/z 70.00 100.00%
55 70
41
5000 83
98
|| & | | 72 or | 7.80 8.00 820 8.40 8.60
o] NSRRI 11 PYOL A AN ¥ MU0 ML~ S m/z 55.00 79.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl-
70
55
41
5000
27 7.80 8.00 8.20 8.40 8.60
83 m/z 56.00 65.47%
98
s o | 7
0 'w""l“*ll oy 'Wh'tl'“u U U S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56 70
41
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 46.36%
27 83
98
15 50 63 77
G L U S S SRS SURILIL IR IS UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #20887: Formic acid, heptyl ester
56 70 7.80 8.00 8.20 8.40 8.60
m/z 69.00 38.30%
5000 4
83
98
S 2 2
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.87 23.86 ug/l 4341720 1,4-Dichlorobenzene-d4  13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. 1-ethvl-2-methvl- 120 CoH12 000611-14-3 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91

3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

m/z 104.95 100.00%

|

12.60 12.80 13.00 13.20

m/z 119.95 30.93%

12.60 12.80 13.00 13.20

Abundance Scan 3451 (12.870 min): VN061465.D (-3437) (-)
105
5000
120
77 91
0 $ L 8 113 )| 128 142
e e e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120
39 77 91
oo st e g us
Ot T R T e T e T e [ e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
120
oL 15 27 3 51 65 LA 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 91.00 11.95%

12.60 12.80 13.00 13.20

Abundance #9401: Mesitylene
105
120
5000
5 27 39 51 e 791 |
0 ..,....,...‘.,....‘,‘....,‘.‘..a‘,.‘.‘..,...‘:‘,....,....,.‘al.,..‘.‘.,‘....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 77.00 11.78%

12.60 12.80 13.00 13.20

m/z 79.00 9.14%

12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.52 70.33 ug/1 12801000 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 74
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 74
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
Abundance Scan 3653 (13.519 min): VN061465.D (-3633) (-) m/z 116.95 100.00%
117
5000
39 63 91105 13.20 13.40 13.60 13.80
51 77 . . .
o 2 Tm/z 118.00  62.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117
5000 USRUNAURBSULSN SUNBA SRR
13.20 13.40 13.60 13.80
39 g 91 m/z 115.00 36.83%
13 %] ", 77 | 103 ‘
0"”I'h”\'ﬂ”IM'””'J”IH'JI"”I"”I"”I"”I"”
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 91.00 18.23%
91
7 39 58 77 103
L L L U S S S S L WL
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117 13.20 13.40 13.60 13.80
m/z 62.95 8.65%
5000
91
39 51 g3 77 ‘ 103 ‘
"}?I??”I'“tﬂmh'NI'“'I”"“""I'”'I""P"'I'”'
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\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.86 21.56 ug/1 3923920 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3759 (13.860 min): VN061465.D (-3751) (-) m/z 119.00 100.00%
119
5000
134
77 St 105 13.60 13.80 14.00 14.20
39 51 65 - - - -
0..,....,....,....-,'....,-....,.'.'..,...':-,....,|....,.':'..,..'.':I....,..-..,..1.‘.‘?... m/z 134.00 29.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
o1 105 m/z 91.00 17.12%
15 27 39 51 65 [/ ‘ L ‘

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

Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.00 10.06%
134
91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 105.00 9.10%
5000
91 134
” 105
..,.1..5.,..2..7,...;.)"?....?‘.1‘...,.?E.,...‘l‘,....‘,a...,.‘l‘..,..‘a‘.l....,..‘..,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.97 16.28 ug/Il 2962930 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 81
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 81
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 80
Abundance Scan 3793 (13.969 min): VN061465.D (-3784) (-) m/z 117.00 100.00%
117
5000
132
91

39 51 63 77 105 13.60 13.80 14.00 14.20
o el 148 191 208 1 Tz 115.00  32.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.60 13.80 14.00 14.20
o1 m/z 132.00 26.66%
39 91 3 77
S SN - Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.60 13.80 14.00 14.20
5000 m/z 119.00 16.87%
132
91
27 39 51 65 77 103
O T o o e B e o o B I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
1 132 13.60 13.80 14.00 14.20
m/z 91.00 16.10%
5000
91
39 51 65 77
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.45 14.05 ug/Il 2556850 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
5 Indan, l-methyl- 132 C10H12 000767-58-8 87
Abundance Scan 3943 (14.451 min): VN061465.D (-3933) (-) m/z 117.00 100.00%
117
5000 132
91
39 51 65 77 103 14.20 14.40 14.60 14.80
o! LS m/z 132.00 38.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117

I

5000 13 e e
14.20 14.40 14.60 14.80

m/z 115.00 26.72%

27 39 51 65 77 91

T % s | “
O B e o B I LA o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.00 20.53%
39 51 91
27 65 77 °% 103
Ot T T T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 14.20 14.40 14.60 14.80
m/z 91.00 13.55%
5000
91 132
27 39 51 g5 77 ‘ 105 |
0.,.‘...‘,..“a‘.,‘a‘...“,..‘..,‘a‘..“,..‘.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN051820\
Data File : VN061465.D

Aca On : 19 May 2020 7:19

Operator : JC/MD

Sample : L2645-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 33.55 ug/1 6106870 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90
Abundance Scan 3980 (14.570 min): VN061465.D (-3965) (-) m/z 117.00 100.00%
1
5000 132
39 51 65 77 14.20 14.40 14.60 14.80
0 BT B m/z 132.00 37.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
A
5000 R UL UL I UL B
132 1420 14.40 14.60 14.80
m/z 114.95 28.03%
s 2798 7 T |
miz--> %4 e @ 100 130 140 1% 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.00 17.69%
27 39 51 65 47 91 103
O T e T T T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 14.20 14.40 14.60 14.80
132 m/z 90.95 14.78%
5000
91
39 51 65 77 ‘ 108 ‘
0 ||1|5||||||||“M|‘|“H||“ih|||‘=||Mi‘||l‘lu‘l‘u‘uluuu||||||||||||||||
m/z--> 20 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\VN051820\
Data File : VN061465.D

Acq On : 19 May 2020 7:19

Operator : JC/MD

Sample - L2645-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W .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 59.1 ug/1 2494120 1 7.63 2111220 50.0
Butane, 2,3-dimet... 4.49 16.3 ug/I1 686912 1 7.63 2111220 50.0
Cyclopentane, met... 6.58 68.2 ug/1 2881340 1 7.63 2111220 50.0
Cyclopentane, 1,3... 8.19 18.3 ug/I1 590282 2 8.55 1610310 50.0
Benzene, l-ethyl-._... 12.87 23.9 ug/1 4341720 4 13.32 9100150 50.0
Indane 13.52 70.3 ug/1 12801000 4 13.32 9100150 50.0
Benzene, 2-ethyl-_... 13.86 21.6 ug/1 3923920 4 13.32 9100150 50.0
Benzene, l-etheny... 13.97 16.3 ug/l 2962930 4 13.32 9100150 50.0
1H-Indene, 2,3-di... 14.45 14.1 ug/1 2556850 4 13.32 9100150 50.0
Benzene, l-etheny... 14.57 33.5 ug/1 6106870 4 13.32 9100150 50.0
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