LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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 U\METHOD\SOMULMO41719WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.180 23 28 35 rBv 18795 18001 0.01% 0.002%
2 1.396 88 95 108 rBV 235037 262355 0.13% 0.034%
3 1.679 176 183 194 rBvV 220281 274849 0.14% 0.036%
4 2.264 355 365 379 rVB 479462 740172 0.37% 0.096%
5 2.418 410 413 415 rBvV3 1181 713 0.00% 0.000%
6 2.534 441 449 455 rvv3 4597 6678 0.00% 0.001%
7 2.634 472 480 481 rBV7 1003 1191 0.00% 0.000%
8 2.698 492 500 506 rBvV7 3802 6174 0.00% 0.001%
9 2.929 569 572 576 rVvv2 659 708 0.00% 0.000%
10 2.984 586 589 593 rVvv5 984 758 0.00% 0.000%
11 3.064 609 614 618 rBV3 1101 959 0.00% 0.000%
12 3.286 671 683 686 rBv4 1127 1821 0.00% 0.000%
13 3.515 749 754 759 rBvV4 794 747 0.00% 0.000%
14 3.711 811 815 821 rVB3 847 734 0.00% 0.000%
15 4.199 952 967 999 rBV2 122125 461528 0.23% 0.060%
16 4.563 1077 1080 1086 rvVvB5 875 777 0.00% 0.000%
17 4.643 1088 1105 1133 rVvv 323023 791268 0.39% 0.103%
18 4.945 1195 1199 1203 rBvV5 1228 1427 0.00% 0.000%
19 5.064 1233 1236 1240 rBvV2 808 709 0.00% 0.000%
20 5.334 1295 1320 1355 rBv3 638231 1885351 0.93% 0.245%
21 5.633 1408 1413 1418 rVB5 1160 1288 0.00% 0.000%
22 5.662 1418 1422 1426 rBV3 1212 1377 0.00% 0.000%
23 5.881 1475 1490 1529 rBV 704620 1449271 0.72% 0.188%
24 6.177 1574 1582 1583 rBV6 3485 3774 0.00% 0.000%
25 6.251 1599 1605 1607 rBV3 1653 1366 0.00% 0.000%
26 6.325 1615 1628 1653 rBVY 405899 833272 0.41% 0.108%
27 6.756 1757 1762 1765 rBV3 665 734 0.00% 0.000%
28 6.852 1789 1792 1796 rVvVv3 998 778 0.00% 0.000%
29 6.894 1799 1805 1810 rBV6 1051 1174 0.00% 0.000%

30 7.225 1896 1908 1936 rBV 244314 459015 0.23% 0.060%

31 7.563 1999 2013 2026 rBV 810674 1463784 0.72% 0.190%
32 7.633 2027 2035 2061 rVB 167487 324114 0.16% 0.042%
33 7.849 2092 2102 2127 rBV 186957 340801 0.17% 0.044%
34 8.128 2183 2189 2195 rVB6 1110 1396 0.00% 0.000%

SOMULMO41719WMA_M Thu Apr 18 15:27:07 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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_U\METHOD\SOMULMO41719WMA _M
Title : VOC Analysis

35 8.170 2195 2202 2206 rBV7 2819 3489 0.00% 0.000%
36 8.318 2236 2248 2291 rBV 678289 1345367 0.66% 0.175%
37 8.746 2377 2381 2383 rVvv2 1318 1160 0.00% 0.000%
38 8.939 2438 2441 2443 rBV3 1303 743 0.00% 0.000%
39 9.022 2464 2467 2472 rBV5 1319 1333 0.00% 0.000%

40 9.087 2475 2487 2523 rVV 1122551 1925393 0.95% 0.250%

41 9.247 2525 2537 2561 rVvV 672821 1125682 0.56% 0.146%
42 9.370 2561 2575 2613 rVB 6489516 10805480 5.34% 1.404%

43 9.543 2622 2629 2641 rVB5 10701 20502 0.01% 0.003%
44 9.630 2647 2656 2668 rBV3 27195 50485 0.02% 0.007%
45 9.781 2677 2703 2737 rBV3 6722563 13443199 6.64% 1.747%
46 10.164 2814 2822 2832 rBVY 52413 90184 0.04% 0.012%
47 10.302 2858 2865 2869 rBV7 13783 21576 0.01% 0.003%

48 10.431 2894 2905 2918 rBV 713719 1135002 0.56% 0.147%
49 10.508 2919 2929 2941 rVB 357502 562926 0.28% 0.073%
50 10.585 2943 2953 2969 rVB 502574 777283 0.38% 0.101%

51 10.678 2970 2982 2998 rBV 3199384 6842017 3.38% 0.889%
52 10.768 2999 3010 3020 rBV 4345083 6787058 3.35% 0.882%
53 10.971 3062 3073 3076 rBV 1167617 1785202 0.88% 0.232%
54 11.144 3106 3127 3138 rBV 14653901 23077398 11.41% 2.999%
55 11.212 3138 3148 3157 rVV 16075297 24572669 12.15% 3.193%

56 11.263 3157 3164 3177 rVB 5278770 7770592 3.84% 1.010%
57 11.398 3199 3206 3208 rBV3 108710 127714 0.06% 0.017%
58 11.479 3222 3231 3241 rBV 1360735 2092518 1.03% 0.272%
59 11.569 3249 3259 3268 rVV 4501436 6714470 3.32% 0.872%
60 11.624 3268 3276 3291 rVB 1707299 2591658 1.28% 0.337%

61 11.762 3308 3319 3328 rBV2 2422138 4202662 2.08% 0.546%
62 11.868 3340 3352 3365 rVB4 2178043 4340179 2.15% 0.564%
63 11.980 3375 3387 3396 rBV 22004978 34099704 16.85% 4.431%
64 12.144 3429 3438 3441 rBV2 831008 1168038 0.58% 0.152%
65 12.218 3454 3461 3465 rBV 1109225 1572784 0.78% 0.204%

66 12.302 3478 3487 3497 rVB2 1415610 2569357 1.27% 0.334%
67 12.424 3516 3525 3535 rVB 5139251 8001125 3.95% 1.040%
68 12.482 3535 3543 3556 rVVv2 1266500 1896248 0.94% 0.246%
69 12.550 3558 3564 3572 rVB 318848 435118 0.22% 0.057%
70 12.646 3586 3594 3602 rVB 1582854 2211728 1.09% 0.287%

71 12.704 3602 3612 3623 rBV3 3549339 6643642 3.28% 0.863%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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_U\METHOD\SOMULMO41719WMA _M

: VOC Analysis

72 12.820 3640 3648 3672 rVB 3697443 6965604 3.44% 0.905%
73 12.961 3684 3692 3706 rVB 1246774 1843818 0.91% 0.240%
74 13.032 3708 3714 3722 rVB3 208923 287490 0.14% 0.037%
75 13.119 3724 3741 3751 rVV3 4826862 8620083 4._26% 1.120%

76 13.183 3751 3761 3772 rVB 9405048 14337716 7.09% 1.863%
77 13.289 3782 3794 3811 rVB 15696885 25510332 12.61% 3.315%
78 13.379 3813 3822 3838 rVB2 1430193 3148434 1.56% 0.409%
79 13.511 3858 3863 3870 rVvB2 580646 692896 0.34% 0.090%
80 13.758 3923 3940 3961 rVV2 82726000 166063592 82.08% 21.578%

81 13.861 3965 3972 3986 rVB 1559818 2665891 1.32% 0.346%
82 14.141 4051 4059 4066 rBV2 1577629 2456418 1.21% 0.319%
83 14.337 4110 4120 4129 rBV2 2192739 4064311 2.01% 0.528%
84 14.463 4152 4159 4175 rVB3 1748045 3657268 1.81% 0.475%
85 14.585 4191 4197 4211 rVB2 658224 1131848 0.56% 0.147%

86 14.733 4236 4243 4258 rVB2 881644 1630592 0.81% 0.212%
87 14.820 4262 4270 4276 rVV 1270435 1968214 0.97% 0.256%
88 14.893 4276 4293 4315 rVB3 94372721 202323196 100.00% 26.289%
89 15.070 4334 4348 4380 rVB2 63580637 109543158 54.14% 14.234%
90 15.604 4504 4514 4523 rBV 1465040 2213774 1.09% 0.288%

91 15.794 4565 4573 4581 rBV 1546129 2300724 1.14% 0.299%
92 15.910 4597 4609 4633 rBV 4873741 8457095 4.18% 1.099%
93 16.054 4644 4654 4661 rBV 3252647 5099652 2.52% 0.663%
94 16.186 4686 4695 4707 rVvVv 493358 806341 0.40% 0.105%
95 16.279 4709 4724 4752 rVB 570416 1428557 0.71% 0.186%

96 16.427 4762 4770 4782 rBV 221649 339138 0.17% 0.044%
97 16.520 4789 4799 4818 rVB2 736554 1380681 0.68% 0.179%
98 16.630 4828 4833 4845 rVB2 97122 146570 0.07% 0.019%
99 17.163 4992 4999 5009 rVvv2 137975 211411 0.10% 0.027%
100 17.225 5012 5018 5029 rVB2 102484 154882 0.08% 0.020%

Sum of corrected areas: 769600435
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO41719WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU031262.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 Benzene, 2-propenyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.51 13.45 ug/L 562926 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 96
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 96
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 92
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 90
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 90
Abundance Scan 2930 (10.511 min): VU031262.D (-2919) (-) m/z 117.10 100.00%
147
5000 o1
39 65 10.20 10.40 10.60 10.80
0 138 165 207 261 m/z 118.10  70.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8957: Benzene, 2-propenyl-
117
5000 RS BARA SRR ARES
91 10.20 10.40 10.60 10.80
a9 m/z 115.10 40.30%
65
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
10.20 10.40 10.60 10.80
5000 o1 m/z 91.05 39.13%
39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8958: Benzene, 1-propenyl-
117 10.20 10.40 10.60 10.80
m/z 65.10 13.44%
5000
91
39
oL15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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, propyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.59 18.57 ug/L 777283 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 78
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 78
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2955 (10.591 min): VU031262.D (-2943) (-) m/z 91.10 100.00%
q1
5000
120
65 10.20 10.40 10.60 10.80 11.00
39 105
Obrrrprrrrdpr b .,....,|...?f‘.1...,1.‘?7..,.... — m/z 120.15 22.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91
5000
10.20 10.40 10.60 10.80 11.00
120 m/z 92.10 10.24%
o153 65 | 105
miz> 20 40 80 80 100 120 140 180 180 200 230 240 260 280
Abundance
91
10.20 10.40 10.60 10.80 11.00
5000 m/z 65.05 9.61%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]-
91 10.20 10.40 10.60 10.80 11.00
m/z 78.10 6.20%
5000
120
65
ol14 28 51 | | 106 151
m/z--> 20 40 60 86 100 150 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 14
R.T. EstConc Area Relative to ISTD R.T.
10.68 163.49 ug/L 6842020 1,4-Dichlorobenzene-d4 11.48
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-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 2983 (10.681 midr)w): VU031262.D (-2970) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 10.40 10.60 10.80 11.00
O et 140 167 207 0 Th777120.15  30.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 "'I""I'AX'I""I""
120 10.40 10.60 10.80 11.00
m/z 91.05 12._.47%
1527 39 51 65 7T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.10 12.17%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00
m/z 106.05 8.64%
5000
120
27 39 51 @5 77 91
0"'I'”'M'Nhim"M"M'“m'"f'”'l"”l""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.21 587.16 ug/L 24572700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
3 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 95
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
Abundance Scan 3147 (11.209 min): VU031262.D (-3138) (-) m/z 117.10 100.00%
117
5000
wae |09 1050 1400 11.20 1140 1160
o A9tz 1 207 | "m/z 118.10 86.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117
5000 NSNS R RS A
91 10.80 11.00 11.20 11.40 11.60
39 m/z 115.10 39.42%
TN
0"w'“”\'MJU“'¢NJWW“'““'“'l“"w"w"”l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118
10.80 11.00 11.20 11.40 11.60
5000 m/z 91.10 32.83%
91
103
oL 15 27 ¥ w7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8978: Benzene, 1-ethenyl-3-methyl-
118 10.80 11.00 11.20 11.40 11.60
m/z 103.10 12 .65%
5000
91
39 51 65 77 ‘ 103
0'FE?Z”I'ANNL'NPJIW“'”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 Benzofuran Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
11.40 3.05 ug/L 127714 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran 118 C8H60 000271-89-6 60
2 Benzofuran 118 C8H60 000271-89-6 53
3 2H-Cvclopentaldlpvridazine 118 C7H6N2 000270-64-4 27
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 18
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 18
Abundance Scan 3206 (11.398 min): VU031262.D (-3199) (-) m/z 118.10 100.00%
118
55 83
5000
41 69
97 1, 1‘|‘° 150 167 182 11.00 11.20 11.40 11.60 11.80
0 B e A = m/z 55.05 65.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8945: Benzofuran
118
5000 LN U SR B I
20 11.00 11.20 11.40 11.60 11.80
63 m/z 83.10 62.72%
39
0 29 \‘ ‘\5\9 m“\ 75 H‘
miz-> 20 40 60 80 100 120 140 160 180
Abundance
118
11.00 11.20 11.40 11.60 11.80
5000 m/z 82.10 52.19%
90
63
o 29 39 51 74
L R S SR N UL UL UL UL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8939: 2H-Cyclopenta[d]pyridazine T e
118 11.00 11.20 11.40 11.60 11.80
m/z 89.10 50.23%
5000
63 91
O'P"??'F%IM'"I”M'I"”I""I”"I"'W"
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 11 Benzene, 1,2,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.57 160.44 ug/L 6714470 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3259 (11.569 min): VU031262.D (-3249) (-) m/z 105.10 100.00%
105
5000 120
7 91 11.20 11.40 11.60 11.80
39 51 65
Ob v g bl 185 154165 182 207 | Tns77120.15  41.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 LN DR B B
11.20 11.40 11.60 11.80
77 m/z 77.10 11.99%
s T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.20 11.40 11.60 11.80
5000 120 m/z 119.10 9.63%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 9.50%
5000
120
0 "'|"""|""‘3"‘|""'"“|"h'|‘3""‘|""'|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 12 Benzene, l-ethenyl-2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.62 61.93 ug/L 2591660 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 95
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 95
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 95
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 93
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 92

Abundance Scan 3275 (11.620 min): VU031262.D (-3268) (-) m/z 117.10 100.00%

7

5000

39 51 63 135 165 11.40 11.60 11.80 12.00
o’ m/z 118.10 68.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #8974: Benzene, 1-ethenyl-2-methyl-

77

5000

11.40 11.60 11.80 12.00
m/z 115.10  40.84%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
AR
11.40 11.60 11.80 12.00
5000 m/z 91.10 29.23%
91
39 51 g3 77 103

27
oL 15

Wmmwmmﬂwwﬁm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8964: Benzene, cyclopropyl-
117

11.40 11.60 11.80 12.00
m/z 51.10 9.29%

5000

27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 13 Indane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.76 100.42 ug/L 4202660 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 74
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 72
Abundance Scan 3318 (11.759 min): VU031262.D (-3308) (-) m/z 117.10 100.00%
117
5000
91
39 51 63 77 103 132 11.40 11.60 11.80 12.00
0 o 166182 208 m/z 118.10 50.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 DRI SRR BURLR UL I

11.40 11.60 11.80 12.00
m/z 115.05  33.03%

91
39 63
15 27 °Y 51 %% 77 | 103 |

O e e T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
\IIIIIIIIIIIIIIIIIIIIIII
11.40 11.60 11.80 12.00
5000 o m/z 91.10 21.77%
39 51 65 8 103
O T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117 11.40 11.60 11.80 12.00
m/z 116.05 8.08%
5000
91
39 51 65 77 ‘ 103 ‘
) Y S — NSNS W—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 14 Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.98 814.80 ug/L 34099700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 96
3 Indene 116 C9H8 000095-13-6 95
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 94
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91
Abundance Scan 3387 (11.980 min): VU031262.D (-3375) (-) m/z 115.10 100.00%
115
5000
A
39 50 & 54 8 11.60 11.80 12.00 12.20

0‘1—|—v—v—v—v-l|—v—vJH-1L|JLH—v‘ﬁ—rr“¢|‘1—v9—|9—v—v—v“m| T -1-3-4| T -1-5-4|1-6-6- T |-298-- m/z 116.10 96.01%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #8406: Indene
116
5000 [TT T T[T I T rrrrrrrrr
11.60 11.80 12.00 12.20
89 m/z 89.10 12.17%
63
27 3950 T 74 | Ji
R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
116
e e e
11.60 11.80 12.00 12.20
5000 m/z 63.05 12.01%
39 63
27 50 72 8 99
R e T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8408 Indene DAy e
116 11.60 11.80 12.00 12.20
m/z 117.10 8.84%
5000
63
0 27 3\9 ?1\\‘\ 74 ?\999 Al
N B N A B o e LB o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
12.14 27.91 ug/L 1168040 1,4-Dichlorobenzene-d4 11.48
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 94
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93

Abundance Scan 3437 (12.141 min): VU031262.D (-3429) (-) m/z 119.10 100.00%
119
5000
134
9 51 65 77| 1T5 | ‘ 1 167 181 11.80 12.00 12.20 12.40
o} S #AY M ARSI ? N  SOY NESIE SS L7 M2 8 m/z 134.15 31.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
7 s m/z 91.10 18.19%
oL, |1?||%7| .3‘|9‘. .T‘-. I?\SI . I‘HI .‘a . |“l“- I\M - .“. SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 105.10 14 .83%
134
91
O T e T B e PR o T e e A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 117.10 13.03%
5000
91 134
77 105
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 16 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.22 37.58 ug/L 1572780 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvleth... 132 C10H12 001195-32-0 95
2 Benzene. 1l-methvl-4-(1-methvleth... 132 C10H12 001195-32-0 81
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 76
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 76
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
Abundance Scan 3462 (12.222 min): VU031262.D (-3454) (-) m/z 132.20 100.00%
117 132
5000
|146 166 184 12.00 12.20 12.40 12.60
o} e L m/z 117.10 86 .50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14099: Benzene, 1-methyl-4-(1-methylethenyl)-
117
132
91
5000
12.00 12.20 12.40 12.60
39 g 65 m/z 115.10 60.15%
28 ‘ ‘ 77 102
O::luslu‘lﬁu‘ “H \h 'Hl‘hl ‘:||H=‘|||‘||‘l‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117 132
R AR IR BARR
91 12.00 12.20 12.40 12.60
5000 - m/z 91.10 47 .28%
51 65
28 77 102
e S S S B L UL B WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
117 12.00 12.20 12.40 12.60
m/z 92.10 37.97%
132
5000 o1
39
0 15 2\7 | ?J‘- (\\3‘5 7\\8 Ll 194 ‘H il
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 17 Benzene, l-ethenyl-4-ethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.30 61.39 ug/L 2569360 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 97
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 96
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 93
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 3486 (12.299 min): VU031262.D (-3478) (-) m/z 117.10 100.00%
117
5000 132
51 77 ot 12.00 12.20 12.40 12.60
39 65 103 - : : :
0 el 149169 184 m/z 132.10 49.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000
132 12,00 12.20 12.40 12.60
1 m/z 115.10 32.71%
o5 27 3 5L 6 7T 08 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
117
UARAARRA AR AR
12.00 12.20 12.40 12.60
5000 132 m/z 91.10 18.52%
91
15 27 39 51 e3 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117 12.00 12.20 12.40 12.60
m/z 116.10 10.88%
5000 132
L ms e s ||
mz-> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12,60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 18 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.42 191.18 ug/L 8001130 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 94
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 94
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 94
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 94
5 2,4-Dimethylstyrene 132 C10H12 002234-20-0 94
Abundance Scan 3524 (12.421 min): VU031262.D (-3516) (-) m/z 117.10 100.00%
117 132
5000
91
39 51 65 77/ 105 12.20 12.40 12.60 12.80
o! 146 162 18 ' "m/z 132.20 99.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000
91 12.20 12.40 12.60 12.80
29 51 65 7 105 m/z 115.10 49 .34%
15 27 | | Ll
0...,.‘...‘,..‘l‘.,‘l..”a”,..‘:.|“l...|.‘l‘.‘.|....|....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
A I IR ML
132 12.20 12.40 12.60 12.80
5000 m/z 91.10 28.60%
a1
51 77
65
a1 105
S S L L L L UL WL B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P T P e T
132 12.20 12.40 12.60 12.80
m/z 131.10 28.56%
117
5000
39 91
n S s | s
0|||||‘||||‘||‘N||‘m|||‘“|||‘=||“i‘|||‘||l"|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 19 (E)-1-Phenyl-1-butene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.48 45.31 ug/L 1896250 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-1-Phenvl-1-butene 132 C10H12 001005-64-7 96
2 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 96
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 96
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 95
Abundance Scan 3542 (12.479 min): VU031262.D (-3535) (-) m/z 117.10 100.00%
147132
5000
39 6477 12.20 12.40 12.60 12.80
o 148 168181 m/z 132.10 88.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000
91 132 12.20 12.40 12.60 12.80
m/z 115.10 51.36%
28
0.}ﬁ.L.Lﬂn ”.N.L.ﬂ.”‘wbw.”...” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
AR AR R AR
132 12.20 12.40 12.60 12.80
5000 m/z 91.10 29.23%
91
63 77
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 12.20 12.40 12.60 12.80
132 m/z 131.20 26.41%
5000
91
27 oL 65 ‘
0 ...|.‘...‘luu“l‘.l“l‘...“lu.‘..lu‘...‘lu‘l‘.‘.lunu R B RRRE s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
VU031262.D

17 Aor 2019 16:13

JC/SP

K2455-05 5X
5.02a/5mL/100uL/5.0mL/MSVOA_U/MEOH

19 Sample Multiplier: 1

VOC Analysis

= C:\DATABASE\NIST11.L

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO41719WMA _M

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 20 o-Cymene Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.55 10.40 ug/L 435118 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 3564 (12.550 min): VU031262.D (-3558) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 105 12.20 12.40 12.60 12.80
Ol s el g L 14D 164 182 207 1 /7 134.15  29.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119
5000
134 12.20 12.40 12.60 12.80
01 m/z 91.10 16.74%
L1527 41 5365 77 | 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.15 9.26%
134
91
0 15 27 41 53 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 105.10 8.48%
5000
134
1
L mmge T T |
mz-> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

SOMULMO41719WMA .M Thu Apr 18 15:27:27 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 21 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.65 52.85 ug/L 2211730 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
Abundance Scan 3595 (12.649 min): VU031262.D (-3586) (-) m/z 119.10 100.00%
119
5000 134
39 65 77 o1 12.40 12.60 12.80 13.00
51 103 : : :
o S A i el 149 167 182 207 Tn/z 134.20  47.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000

12.40 12.60 12.80 13.00
m/z 91.10 15.52%

91
39 65 77
15 27 %7 51 T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
3 12.40 12.60 12.80 13.00
5000 134 m/z 120.10 9.80%
91
15 27 4151 65 77 105
TR o i o o o B B o I I B i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.20 9.40%
5000 134

15 27 3? 51 65 ﬂ7 gﬁ 105 |
ot e

m/z--> 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 U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 22 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.70 158.75 ug/L 6643640 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
2 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 92
3 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 76
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 76
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
Abundance Scan 3611 (12.701 min): VU031262.D (-3602) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 /7 | 103 12.40 12.60 12.80 13.00
0 S T Y ..|. a1 NL 02 108 183 207 | "'m/z 134.20 43.89%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.40 12.60 12.80 13.00
g1 m/z 130.10 19.31%
15 27 3\9 5\1 6\5 7 105 wl |
O|||||||||‘||||||||||||‘|‘||||||‘|||||||||||||||||
m/z--> 6 25 45 éo 85 160 150 110 160 1é0 260
Abundance
119
12.40 12,60 12.80 13.00
5000 m/z 91.10 15.55%
91 134
77
15 28 39 51 65 105
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl- R B R BLmi s b
119 12.40 12.60 12.80 13.00
m/z 115.10 15.48%
5000 134
, 1527 39 51 65 77 91 105
0 IIIIIIII\III‘I\II\I\III\III‘I”III\I‘\II\I\lIIIHIIIIII A REmma
m/z--> 0O 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 U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 23 Benzene, l-ethenyl-3,5-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.82 166.44 ug/L 6965600 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 96
2 Benzene. 4-ethenvl-1.2-dimethvl- 132 C10H12 027831-13-6 95
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 94
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 94
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 94
Abundance Scan 3648 (12.820 min): VU031262.D (-3640) (-) m/z 117.10 100.00%
117 132
5000
91
39 51 65 77 105 12.60 12.80 13.00 13.20
o | 148 169182 106207 | 777935 10 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132
117
5000
12.60 12.80 13.00 13.20
91 m/z 115.10 41.93%
39 51 65 77
-}?|?7--H-v“-|----H ""f??"l"'l"" [rrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117 132
12.60 12.80 13.00 13.20
5000 m/z 91.10 23.97%
91
78 105
G S S I SR WL B S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117 12.60 12.80 13.00 13.20
m/z 131.10 23.25%
5000
g1 132
77
39 51 65 105
”1|5||2\|7| .‘luu“l‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 24 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.96 44 _06 ug/L 1843820 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
Abundance Scan 3692 (12.961 min): VU031262.D (-3684) (-) m/z 117.10 100.00%
117
5000 132
%ngm 12.60 12.80 13.00 13.20
39 51 148 . . . .
0 : na 08 182 207 "m/z 132.10  37.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117
132
5000
12.60 12.80 13.00 13.20
a1 m/z 115.10 26.78%
I
o] E—— ..“.‘. ‘l...” el .l‘.‘. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 12.60 12.80 13.00 13.20
5000 m/z 105.10 18.25%
a1
o7 39 91 65 77 105
0'}i"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl- e maE
117 12.60 12.80 13.00 13.20
m/z 91.10 17 .60%
5000
132
91
oL 2P s
m/z--> 20 40 60 80 100 120 140 160 180 200 1260 12.80 13.00 13.20 |
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 25 Tetracyclo[3.3.1.0.1(3,9)]d... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.03 6.87 ug/L 287490 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.0.1(3.9)Yldecan-... 148 C10H120 016492-06-1 72
2 2-Methvl-7-endo-vinvilbicvclol4.2... 148 C11H16 1000200-99-1 72
3 Benzene. pentvl- 148 C11H16 000538-68-1 52
4 Benzene. (2-methvlbutvl)- 148 C11H16 003968-85-2 46
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 38
Abundance Scan 3713 (13.029 min): VU031262.D (-3708) (-) m/z 105.10 100.00%
91 105
5000 148
119 133 vy VUV YW na)
65 77
4l 51 ‘ 165 180 12.80 13.00 13.20 13.40
0 et e m/z 91.10 89.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22732: Tetracyclo[3.3.1.0.1(3,9)]decan-10-one
91
5000 120 148 LR SN BN SULBURN B
105 12.80 13.00 13.20 13.40
m/z 92.10 45 _.65%
27 51 ‘ ‘
Oulul‘. \‘\M “‘...“lu...lu“...‘l‘..1.33.|.‘.‘..|....|...
m/z--> 20 40 100 120 140 160 180
Abundance
91
105 " 12:80 13.00 13.20 13.40
5000 79 m/z 148.20 45_.63%
133 148
41
27 53 65 119
L L L B UL AL UL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22761: Benzene, pentyl-
91 12.80 13.00 13.20 13.40
m/z 133.10 28.54%
5000
148
20 415 % 78 1% 119 133
Ou|‘|||||||||||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 26 3-Phenylbut-1-ene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.12 205.97 ug/L 8620080 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvilbut-1-ene 132 C10H12 000934-10-1 70
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 64
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
5 o-Cymene 134 C10H14 000527-84-4 64
Abundance Scan 3741 (13.119 min): VU031262.D (-3724) (-) m/z 119.10 100.00%
9
5000 134
12.80 13.00 13.20 13.40
0 151161170182 1 Trzz 117.10  58.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14033: 3-Phenylbut-1-ene
117
5000
12.80 13.00 13.20 13.40
91 132 m/z 134.15 42.52%
27 39 51 g5 77 ‘ 105 |
0...lu‘...‘luu‘ﬁ‘.|‘£‘...M|..‘..|‘k‘..Hluu‘.‘.luuuuluuuulu..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
1o 12.80 13.00 13.20 13.40
5000 m/z 57.10 28.71%
15 27 39 51 65 77 ' s
O L e S T i o S B
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 91.10 22.61%
134
5000
21 3 51 g5 77 N s
0...lu‘...‘l‘..“ﬁ‘.|‘£‘...“‘|..‘..|‘.‘..‘.‘l...“.luuuuluuuulu.. R S a LA A e
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 27 Benzene, (l1-methyl-2-cyclop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.18 342.60 ug/L 14337700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 97
2 2-Methvlindene 130 C10H10 002177-47-1 97
3 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 95
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 95
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 94
Abundance Scan 3760 (13.180 min): VU031262.D (-3751) (-) m/z 130.10 100.00%
115 130
5000
51 64
39 77 gg 102 12.80 13.00 13.20 13.40
ol |45 167170 196208 m/z 115.10 95.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-y)-
130
115
5000
12.80 13.00 13.20 13.40
51 64 m/z 129.10 80.74%
27 3\9 Ll 7\7 89 102 | \
0 A ..‘ﬁ. ) T PRSS B ‘.... A —— —— —— ——
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
130
115
12.80 13.00 13.20 13.40
5000 m/z 128.10 41.15%

51
og 39 64 77 89 102

O I o e L B N B o o o o o o o e o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13093: 1H-Indene, 3-methyl-
115 130 12.80 13.00 13.20 13.40
m/z 127.10 19.16%
5000
51
64
H 77 gg 102 ‘
0 ,....,..a.,.‘..“.‘,....,“...:,.‘.‘..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40

SOMULMO41719WMA .M Thu Apr 18 15:27:35 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 28 2-Methylindene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.29 609.56 ug/L 25510300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 97
2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 96
3 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 95
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 95
5 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
Abundance Scan 3794 (13.289 min): VU031262.D (-3782) (-) m/z 130.10 100.00%
115 130
5000
51 64
39 77 gg 102 13.00 13.20 13.40 13.60
S 26 166184 | 175 115.10  94.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13084: 2-Methylindene
130
115
5000
13.00 13.20 13.40 13.60
51 64 m/z 129.10 79 .94%
0 28 39 L 7\7 89 1(\)2 Al
miz--> 20 40 60 80 100 120 140 160 180
Abundance
115 180
13.00 13.20 13.40 13.60
5000 m/z 128.10 39.33%
7 30 8 % 77 g9 102
O T e o T e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13088: Benzene, 1-butynyl- ——t A e
15 4 13.00 13.20 13.40 13.60
m/z 127.10 18.81%
5000
51 63
PN il | N B PR SN £
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 29 1,4-Dihydronaphthalene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.38 75.23 ug/L 3148430 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 95
2 Cvcloproplalindene. l1l.la.6.6a-te... 130 C10H10 015677-15-3 70
3 2a.4a.6a.6b-Tetrahvdrocvclopenta... 130 C10H10 006053-74-3 60
4 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 60
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 60

Abundance Scan 3822 (13.379 min): VU031262.D (-3813) (-) m/z 129.10 100.00%

5000

13.00 13.20 13.40 13.60
m/z 130.10 99.27%

o 166 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13094: 1,4-Dihydronaphthalene
0

5000
13.00 13.20 13.40 13.60

m/z 131.10 93.27%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

130
115 13.00 13.20 13.40 13.60
5000 m/z 115.10  68.73%
51
52 7 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13122: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene AL o e e e
9 13.00 13.20 13.40 13.60

m/z 128.10 61.23%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 30 Benzene, pentamethyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

13.51 16.56 ug/L 692896 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 60

2 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 53
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 53
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 53
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 53

Abundance Scan 3863 (13.511 min): VU031262.D (-3858) (-) m/z 133.20 100.00%

5000

91 105115

39 51 65 /7 13.20 13.40 13.60 13.80

160 178

o m/z 131.10 57.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
133
5000
148 13.20 13.40 13.60 13.80
o1 105115 m/z 148.20 27.88%
ML A N O N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 146.20 17.12%
o1 105 148
41 53 65 19 117
O B o o o L B e o o B B N A o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene
133 13.20 13.40 13.60 13.80
m/z 91.10 16.97%
5000
148
105
15 27 ﬁl . & T i e
O e e e e e R EARRE R EE S
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.14 58.70 ug/L 2456420 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tridecane 184 C13H28 000629-50-5 64
3 Tridecane 184 C13H28 000629-50-5 52
4 Hexadecane 226 C16H34 000544-76-3 38
5 Hexadecane 226 C16H34 000544-76-3 38
Abundance Scan 4059 (14.141 min): VU031262.D (-4051) (-) m/z 57.10 100.00%
57
43
5000
146
184 13.80 14.00 14.20 14.40
o 200 174 RR1% | Tz 43.10 73.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
43 57
71
5000
85 13.80 14.00 14.20 14.40
29 m/z 71.10 61.17%
oL 18 ‘\ ‘ L w 9? 113 127 141 155 184
miz--> % 4 & & 10 Do o it 1o 2
Abundance
43 7
71 13.80 14.00 14.20 14.40
5000 85 m/z 131.10 44 _43%
29 %
ol_16 112 127 141 155 169 184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane L L L BB |
43 57 13.80 14.00 14.20 14.40
m/z 41.10 35.85%
5000 n
29 85
o \“ Al | ‘ 99 113 127 141 155 184
m/z--> 20 45 éo 85 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 34 1H-Indene, 1,1-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.34 97.12 ug/L 4064310 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1.3-dimethvl- 144 C11H12 002177-48-2 94
2 1H-Indene. 1.1-dimethvl- 144 C11H12 018636-55-0 90
3 Naphthalene. 1.2-dihvdro-3-methvl- 144 C11H12 002717-44-4 90
4 1H-Indene. 2.3-dimethvl- 144 C11H12 004773-82-4 90
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 87
Abundance Scan 4121 (14.340 min): VU031262.D (-4110) (-) m/z 129.10 100.00%
144
5000
14.00 14.20 14.40 14.60
o 102174 198200 | ns7 144,15  63.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20418: 1H-Indene, 1,3-dimethyl-
129
144
5000
14.00 14.20 14.40 14.60
15 m/z 128.10 54 _.80%
o 27 39 51 63 77 g9 10277 || |
iz 0 0 0 8 100 130 140 160 180 2o
Abundance
129
14:00 1420 14.40 14.60
5000 144 m/z 131.10 25.49%
15 o7 39 51 63 77 go 102 115
O T o L L A ER LA o e o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20431: Naphthalene, 1,2-dihydro-3-methyl-
129 14.00 14.20 14.40 14.60
m/z 115.10 20.35%
5000 144
115
N A Y 17 B B Y
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041719\
Data File : VU031262.D

Aca On : 17 Apr 2019 16:13

Operator : JC/SP

Sample : K2455-05 5X

Misc : 5.02a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .M
VOC Analysis

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 35 1H-Indene, 4,7-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

14.46 87.39 ug/L 3657270 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1.3-dimethvl- 144 C11H12 002177-48-2 96
2 1H-Indene. 4.7-dimethvl- 144 C11H12 006974-97-6 93
3 1H-Indene. 1.1-dimethvl- 144 C11H12 018636-55-0 93
4 1H-Cvclopropalblnaphthalene. la.... 144 C11H12 006571-72-8 90
5 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 87

Abundance Scan 4158 (14.459 min): VU031262.D (-4152) (-) m/z 129.10 100.00%

129
144

5000

14.20 14.40 14.60 14.80

159 182196

0 m/z 144.20 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20418: 1H-Indene, 1,3-dimethyl-
129
144
5000
14.20 14.40 14.60 14.80
1s m/z 128.10 55.35%
39 6377 91 “ U
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129
144
14.20 14.40 14.60 14.80
5000 m/z 127.10 18.11%
115
39 63 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20419: 1H-Indene, 1,1-dimethyl-
129 14.20 14.40 14.60 14.80
m/z 143.20 14 .83%
5000 144
15 51 115
o.ﬂ,ngﬂ.ﬂwﬂm@“?ﬁﬂnﬂ..M.W”.“.” N — S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU041719\
Data File : VU031262.D

Acq On 17 Apr 2019 16:13

Operator : JC/SP

Sample - K2455-05 5X

Misc : 5.029/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO41719WMA _M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Benzene, 2-propenyl- 10.51 13.4 ug/L 562926 11.48 2092520 50.0

3
Benzene, propyl- 10.59 18.6 ug/L 777283 3 11.48 2092520 50.0
Benzene, 1-ethyl-... 10.68 163.5 ug/L 6842020 3 11.48 2092520 50.0
Benzene, 1l-etheny... 11.21 587.2 ug/L 24572700 3 11.48 2092520 50.0
Benzofuran 11.40 3.0 ug/L 127714 3 11.48 2092520 50.0
Benzene, 1,2,3-tr... 11.57 160.4 ug/L 6714470 3 11.48 2092520 50.0
Benzene, 1l-etheny... 11.62 61.9 ug/L 2591660 3 11.48 2092520 50.0
Indane 11.76 100.4 ug/L 4202660 3 11.48 2092520 50.0
Indene 11.98 814.8 ug/L 34099700 3 11.48 2092520 50.0
Benzene, 2-ethyl-... 12.14 27.9 ug/L 1168040 3 11.48 2092520 50.0
Benzene, l-methyl... 12.22 37.6 ug/L 1572780 3 11.48 2092520 50.0
Benzene, l-etheny... 12.30 61.4 ug/L 2569360 3 11.48 2092520 50.0
Benzene, l-methyl... 12.42 191.2 ug/L 8001130 3 11.48 2092520 50.0
(BE)-1-Phenyl-1-bu... 12.48 45.3 ug/L 1896250 3 11.48 2092520 50.0
o-Cymene 12.55 10.4 ug/L 435118 3 11.48 2092520 50.0
Benzene, 1,2,4,5-... 12.65 52.9 ug/L 2211730 3 11.48 2092520 50.0
Benzene, 1,2,3,4-... 12.70 158.8 ug/L 6643640 3 11.48 2092520 50.0
Benzene, 1l-etheny... 12.82 166.4 ug/L 6965600 3 11.48 2092520 50.0
Benzene, 1-methyl... 12.96 44 .1 ug/L 1843820 3 11.48 2092520 50.0
Tetracyclo[3.3.1.... 13.03 6.9 ug/L 287490 3 11.48 2092520 50.0
3-Phenylbut-1-ene 13.12 206.0 ug/L 8620080 3 11.48 2092520 50.0
Benzene, (1-methy... 13.18 342_.6 ug/L 14337700 3 11.48 2092520 50.0
2-Methylindene 13.29 609.6 ug/L 25510300 3 11.48 2092520 50.0
1,4-Dihydronaphth... 13.38 75.2 ug/L 3148430 3 11.48 2092520 50.0
Benzene, pentamet... 13.51 16.6 ug/L 692896 3 11.48 2092520 50.0
(DEL) Alkane: Str... 14.14 58.7 ug/L 2456420 3 11.48 2092520 50.0
1H-Indene, 1,1-di... 14.34 97.1 ug/L 4064310 3 11.48 2092520 50.0
3

1H-Indene, 4,7-di... 14.46 87.4 ug/L 3657270 11.48 2092520 50.0
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