LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

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\82N010519W_.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 1.815 3 13 29 rvB 717752 951841 8.72% 0.808%
2 2.018 65 76 93 rvB 169157 258684 2.37% 0.220%
3 2.159 110 120 125 rBvV 141637 219228 2.01% 0.186%
4 2.314 154 168 201 rBV 6436314 10409544 95.32% 8.839%
5 3.262 447 463 481 rBV 142573 332117 3.04% 0.282%
6 3.699 581 599 620 rBV 216047 547386 5.01% 0.465%
7 3.815 620 635 654 rvv 68216 175865 1.61% 0.149%
8 5.953 1270 1300 1348 rBv3 957475 3493460 31.99% 2.966%
9 7.590 1785 1809 1820 rBV 593867 1488326 13.63% 1.264%
10 7.664 1820 1832 1856 rVB 1168216 2780599 25.46% 2.361%

11 8.034 1926 1947 1976 rBV3 1041541 2751567 25.20% 2.336%
12 8.587 2101 2119 2153 rBV2 2107936 4435054 40.61% 3.766%
13 8.838 2173 2197 2210 rBV2 200460 426853 3.91% 0.362%
14 10.091 2570 2587 2597 rBV 2766278 5024241 46.01% 4.266%
15 10.156 2597 2607 2631 rVB 2236645 4023569 36.84% 3.416%

16 10.815 2797 2812 2822 rBV2 144529 361898 3.31% 0.307%
17 10.879 2825 2832 2847 rVB2 85769 169433 1.55% 0.144%
18 11.407 2980 2996 3016 rBV 2462518 4264394 39.05% 3.621%
19 11.509 3016 3028 3046 rVB 737292 1234118 11.30% 1.048%
20 11.616 3047 3061 3086 rBV 3230312 6006557 55.00% 5.100%

21 11.947 3145 3164 3185 rBV 1994401 3343622 30.62% 2.839%
22 12.249 3247 3258 3270 rBV 218784 349112 3.20% 0.296%
23 12.400 3290 3305 3326 rBV 2076357 3436674 31.47% 2.918%
24 12.590 3351 3364 3373 rBV 801243 1263034 11.57% 1.072%
25 12.654 3373 3384 3391 rBV 3679236 5993955 54.89%% 5.090%

26 12.734 3401 3409 3428 rVB 1964675 3144506 28.79% 2.670%
27 12.892 3445 3458 3473 rBV 1691481 2839431 26.00% 2.411%
28 13.040 3490 3504 3517 rBV 6904643 10920931 100.00% 9.273%
29 13.172 3532 3545 3554 rVVv2 109881 241715 2.21% 0.205%
30 13.233 3554 3564 3574 rVV 238043 383376 3.51% 0.326%

31 13.288 3574 3581 3587 rVvVv 89315 118618 1.09% 0.101%
32 13.342 3587 3598 3603 rVV 2432922 4052996 37.11% 3.441%
33 13.374 3604 3608 3621 rVV 2674708 3724035 34.10% 3.162%
34 13.448 3624 3631 3640 rVB2 118684 179765 1.65% 0.153%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

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\82N010519W .M
SW846 8260

35 13.542 3641 3660 3667 rBV 2035061 3902287 35.73% 3.313%

36 13.583 3667 3673 3691 rVB4 1444485 2737109 25.06% 2.324%
37 13.673 3691 3701 3709 rBV2 181488 271871 2.49% 0.231%
38 13.738 3709 3721 3731 rBV 470059 798385 7.31% 0.678%
39 13.802 3731 3741 3746 rBV 948644 1524653 13.96% 1.295%
40 13.831 3746 3750 3759 rvv 888504 1238749 11.34% 1.052%

41 13.889 3759 3768 3778 rVB 1579719 2395064 21.93% 2.034%
42 13.947 3778 3786 3792 rBVY 151804 218946 2.00% 0.186%
43 13.995 3792 3801 3812 rVB 740159 1192220 10.92% 1.012%
44 14.072 3812 3825 3832 rVB7 43824 110621 1.01% 0.094%
45 14.127 3832 3842 3853 rBVY 455548 749730 6.87% 0.637%

46 14.210 3858 3868 3873 rVV 917145 1458860 13.36% 1.239%
47 14.249 3873 3880 3889 rVV 1474577 2307528 21.13% 1.959%
48 14.300 3889 3896 3920 rVB3 277799 870519 7.97% 0.739%
49 14.432 3930 3937 3942 rBV2 91616 128614 1.18% 0.109%
50 14.477 3942 3951 3959 rvVv 728439 1179023 10.80% 1.001%

51 14.522 3960 3965 3973 rVB2 255753 367747 3.37% 0.312%
52 14.593 3973 3987 3998 rBV3 1414674 2880485 26.38% 2.446%
53 14.651 3998 4005 4016 rVvB2 150173 262414 2.40% 0.223%
54 14.741 4023 4033 4044 rBV 411925 653806 5.99% 0.555%
55 14.853 4049 4068 4074 rBV3 300211 687148 6.29% 0.583%

56 14.956 4090 4100 4112 rVB3 256667 531067 4._86% 0.451%
57 15.133 4136 4155 4165 rBV 436699 846683 7.75% 0.719%
58 15.191 4165 4173 4180 rVB 110418 160765 1.47% 0.137%
59 15.246 4181 4190 4191 rBV3 95617 115913 1.06% 0.098%
60 15.419 4232 4244 4258 rBV 102602 204134 1.87% 0.173%

61 15.612 4298 4304 4321 rVB2 177791 328385 3.01% 0.279%
62 15.767 4343 4352 4375 rVB6 45342 123906 1.13% 0.105%
63 15.908 4383 4396 4408 rBv4 73164 176309 1.61% 0.150%

Sum of corrected areas: 117769445
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

TIC Library

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000} g2

TIC: VN053295.D
231

5.95

2.02 3.7
2.16 3.26 /\%82

04
Time--> 1.

80 2.00 220 240 260 280 300 320 340 3.60 3.80 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VN053295.D

11.62
10.09

0.16 11.41

8.59

Time-->

™ T T T
9.00 9.50 10.00 10.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: VN053295.D

12.65

16.50

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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 Acetaldehyde Concentration Rank 1

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

2.31 187.18 ug/l 10409500 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 74
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance Scan 167 (2.310 min): VN053295.D (-154) (-) m/z 44.00 100.00%

44
5000

2.00 220 240 260

36 4 55 60 82
0,,,,,,,,,Q| trerrgrrr9n 80 B2 || M/Z 43.00  56.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #72: Acetaldehyde
29
44
5000 |||||||||||||||||||||||

2.00 2.20 2.40 2.60

15
m/z 42.00 17.83%
2125 40
O T [ T T e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
29
44 IIIIIIIIIIIIIIIIIIIIIIII
15 2.00 2.20 2.40 2.60
5000 m/z 41.00 7.20%
o 2125 40
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #79: Propane
29 2.00 2.20 2.40 2.60

m/z 45.00 2.51%

5000
44
39
15
0 1 | 20 25 | ‘\

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.00 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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 2-Propanethiol, 2-methyl- Concentration Rank 3

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

5.95 62.82 ug/1 3493460 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanethiol. 2-methvl- 90 C4H10S 000075-66-1 91
2 2-Butanethiol 90 C4H10S 000513-53-1 38
3 Ethvnvl tert-butvl sulfoxide 130 C6H100S 041463-34-7 25
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 22
5 Butane, 1-nitro- 103 C4H9NO2 000627-05-4 12

Abundance Scan 1299 (5.950 min): VN053295.D (-1270) (-) m/z 41.10 100.00%
4.1 57
I /k
5000
| T 3k oho ok "
50 : : : :
0 ..,....,....,...:;:.-.'.';-.-.|.|!',...6.8,....,....,~....,....,....,....,.... m/z 57.10 88.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2343: 2-Propanethiol, 2-methyl-
4 57
5000 29 % AR RS S LR
5.60 5.80 6.00 6.20
75 m/z 90.00 53.86%
0 15 ! \Ag Ll 68
R R R R R AN RS AR RS AR RS RN LAY RARS RARAS RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
4 57
29 90 AR RS S R
5.60 5.80 6.00 6.20
5000 m/z 39.10 34.38%
ol 15 50 | lea 1°
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13316: Ethyny! tert-buty! sulfoxide e
57 5.60 5.80 6.00 6.20
41 m/z 75.00 22 .49%
5000 29 )/\\_
ob 15 ], 48 4 g9 115 130
m/z--> 10 20 30 46 55 60 70 80 90 100 110 120 130 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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 Benzene, l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.65 73.94 ug/1 5993960 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. 1-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 3383 (12.651 min): VN053295.D (-3373) (-) m/z 105.00 100.00%
105
5000
120
77 ol 1240 12.60 12.80 13.00
39 51 65
b e oo el 84 98 HLL 0 Tz 120.10  31.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000 AT ---/?----u-Z\-u--
120 12.40 12.60 12.80 13.00
20 . o1 m/z 77.00 11.48%
o 20 T Sse 8 e oog | us
mz-> 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 91.00 10.99%
120
39 77 91
O e B 898 L 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #9430: Benzene, 1-ethyl-4-methyl- A EEE e AR
105 12.40 12.60 12.80 13.00
m/z 106.00 8.98%
5000
120
oL 15 27 30 Slsg s Mg %o | 115
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\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.89 35.03 ug/1 2839430 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
3 Mesitvlene 120 C9H12 000108-67-8 90
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 3457 (12.889 min): VN053295.D (-3445) (-) m/z 105.00 100.00%
105
5000
120 I ﬂ
39 51 65 77 O . 12.60 12.80 13.00 13.20
Ob e oot b M b e eeraa || m/z 120.10  30.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
m/z 76.95 11.45%
15 27 3 51 65 7T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 /ﬂ
12.60 12.80 13.00 13.20
5000 m/z 91.00 11.39%
120
15 27 39 51 65 /7 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 12.60 12.80 13.00 13.20
m/z 78.95 9.02%
120
5000
238 1St A f
mz-> 20 40 60 80 100 120 140 160 180 200 112.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 48.14 ug/1 3902290 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propenvl- 118 C9H10 000637-50-3 91
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 60

Abundance Scan 3660 (13.542 min): VN053295.D (-3641) (-) m/z 116.95 100.00%

105

-

5000
91 134
39 51 63 /7 207 13.20 13.40 13.60 13.80
o N —— m/z 105.00 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 13.20 13.40 13.60 13.80
m/z 118.00 53.47%
39 51 g3 77 ‘ 103
o R —
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 114.95  34.89%
91
39
27 51 65 77 103
O T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117 13.20 13.40 13.60 13.80
m/z 134.10 25.68%
5000 o1
39 51 65 8 103
N ] o A |
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\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.80 18.81 ug/Il 1524650 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3740 (13.799 min): VN053295.D (-3731) (-) m/z 119.05 100.00%
119
5000
134
91 105
39 g3 77 13.40 13.60 13.80 14.00 14.20
0....,....,..-..,.'...'--,..|..,':|..'.' S O S—2: ] m/z 134.05 32.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00 14.20
. 7791ﬂ5 m/z 91.00 16.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
13.40 13.60 13.80 14.00 14.20
5000 m/z 105.00 12.12%
91 134
7 51 77 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- RN RS S o
119 13.40 13.60 13.80 14.00 14.20
m/z 120.05 10.21%
5000
91 134
77 | 105
O.HW?ZJP?i,””,”.W.HW.”...”..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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-2,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.89 29.55 ug/1 2395060 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3768 (13.889 min): VN053295.D (-3759) (-) m/z 119.00 100.00%
119
5000
134
91
77 | 105 13.60 13.80 14.00 14.20
51
ol S L a8 %67 h7134.10  30.34%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 15.36%
0 15 39 ‘ 63 77 ‘ 105 A
m/z--> 0 20 40 eb 80 160 150 150 160 180 200 220 240 260
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.00 9.80%
134
s 39 g5 77 91105
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 105.00 9.15%
5000
134
oLz e oS
mz-> 0 % 4 60 80 100 130 140 180 180 200 230 240 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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, 1,2,4,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.21 18.00 ug/Il 1458860 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3868 (14.210 min): VN053295.D (-3858) (-) m/z 119.10 100.00%
119
5000 134
30 51 65 77 O 103 206 13.80 14.00 14.20 14.40 14.60
O B L e B m/z 134.05 48 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000

13.80 14.00 14.20 14.40 14.60
m/z 91.00 14.00%

91
39 65 77
15 27 7 5\1 L | 105 M \

O e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 13.80 14.00 14.20 14.40 14.60
5000 m/z 120.10 9.88%
91
ol 15 27 39 51 65 77 105
R B L B o o o o e o e B N Emma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 13.80 14.00 14.20 14.40 14.60
m/z 133.05 9.75%
5000
134
41 65 77 ot ‘
N .- N 20 I A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO10719\
Data File : VN053295.D

Aca On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .M
SW846 8260

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

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

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.59 35.54 ug/1 2880490 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76

Abundance Scan 3986 (14.590 min): VN053295.D (-3973) (-) m/z 117.00 100.00%

147
5000

14.20 14.40 14.60 14.80 15.00

148162 191 208

0 m/z 119.05 52.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 14.20 14.40 14.60 14.80 15.00
51 ‘ m/z 132.10 36.05%
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
14.20 14.40 14.60 14.80 15.00
5000 15 m/z 114.95 29.82%
39 65 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117 14.20 14.40 14.60 14.80 15.00
m/z 134.05 21.15%
5000
91 132
39 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO10719\
Data File : VN053295.D

Acq On : 7 Jan 2019 11:00

Operator : MD\SY

Sample : K1061-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 4 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N010519W .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]
Acetaldehyde 2.31 187.2 ug/1 10409500 1 7.67 2780600 50.0
2-Propanethiol, 2_.. 5.95 62.8 ug/1 3493460 1 7.67 2780600 50.0
Benzene, l-ethyl-_.. 12.65 73.9 ug/1 5993960 4 13.34 4053000 50.0
Benzene, l-ethyl-_.. 12.89 35.0 ug/1 2839430 4 13.34 4053000 50.0
Benzene, 1l-propenyl- 13.54 48.1 ug/l1 3902290 4 13.34 4053000 50.0
Benzene, 2-ethyl-_.. 13.80 18.8 ug/l 1524650 4 13.34 4053000 50.0
Benzene, l-ethyl-._.. 13.89 29.6 ug/1 2395060 4 13.34 4053000 50.0
Benzene, 1,2,4,5-... 14.21 18.0 ug/1 1458860 4 13.34 4053000 50.0

4

Benzene, 2-etheny... 14.59 35.5 ug/1 2880490 13.34 4053000 50.0
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