LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 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\SOMULMO32319WMA .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 1.637 130 170 180 rBv2 236550 711261 8.46% 0.383%
2 2.238 346 357 382 rVB 372506 626946 7.46% 0.338%
3 2.711 480 504 542 rVB 1137573 2798191 33.28% 1.509%
4 2.968 562 584 611 rBV 892897 1925176 22.89% 1.038%
5 3.865 830 863 878 rVV5 133271 515786 6.13% 0.278%
6 3.971 881 896 911 rVv2 282088 799255 9.50% 0.431%
7 4.071 911 927 943 rVV2 365678 1005686 11.96% 0.542%
8 4.180 943 961 1007 rVB3 153666 685938 8.16% 0.370%
9 4.640 1092 1104 1115 rvv 228984 572830 6.81% 0.309%
10 4.714 1117 1127 1161 rVB4 238548 736070 8.75% 0.397%

11 4.971 1191 1207 1222 rVV2 1689981 3936423 46.81% 2.122%
12 5.064 1222 1236 1260 rVB 862515 2274489 27.05% 1.226%
13 5.202 1262 1279 1301 rBV 2190671 5249154 62.42% 2.830%
14 5.328 1301 1318 1333 rVvB2 525152 1424766 16.94% 0.768%
15 5.466 1348 1361 1369 rBvV2 816168 1812949 21.56% 0.977%

16 5.527 1370 1380 1394 rVV5 1502612 3993120 47.49% 2.153%
17 5.608 1394 1405 1420 rVB3 843471 1985956 23.62% 1.071%
18 5.768 1442 1455 1473 rVB4 209708 450300 5.35% 0.243%
19 5.878 1476 1489 1499 rBV 1185046 2410636 28.67% 1.300%
20 5.936 1500 1507 1529 rVB4 520074 1471184 17.50% 0.793%

21 6.206 1577 1591 1603 rBV5 518092 1200181 14.27% 0.647%
22 6.325 1617 1628 1636 rBV 311730 612004 7.28% 0.330%
23 6.405 1636 1653 1664 rVV 3744564 8409109 100.00% 4 _.533%
24 6.466 1664 1672 1681 rVV 671101 1263615 15.03% 0.681%
25 6.524 1681 1690 1701 rVB 764053 1416423 16.84% 0.764%

26 6.633 1714 1724 1737 rVB 569094 1049601 12.48% 0.566%
27 6.726 1739 1753 1766 rVB4 548033 1235712 14.69% 0.666%
28 6.826 1767 1784 1794 rBV5 216363 611351 7.27% 0.330%
29 6.916 1795 1812 1829 rVB4 1017621 2675651 31.82% 1.442%
30 7.045 1830 1852 1862 rBV5 1058308 3028748 36.02% 1.633%

31 7.096 1863 1868 1878 rvB2 611281 942740 11.21% 0.508%
32 7.173 1881 1892 1899 rBV 2356372 4182193 49.73% 2.255%
33 7.212 1900 1904 1922 rVB4 1438105 2418373 28.76% 1.304%
34 7.334 1933 1942 1961 rVB 2295221 4381485 52.10% 2.362%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 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\SOMULMO32319WMA .M
VOC Analysis

35 7.427 1965 1971 1985 rVB4 417315 866355 10.30% 0.467%

36 7.521 1986 2000 2007 rBvV4 1791063 3628789 43.15% 1.956%
37 7.694 2044 2054 2061 rBVv3 570315 1097945 13.06% 0.592%
38 7.842 2090 2100 2111 rBV5 369443 701499 8.34% 0.378%
39 7.910 2112 2121 2141 rVB4 800019 1846559 21.96% 0.995%
40 8.042 2141 2162 2169 rBV 627923 1295313 15.40% 0.698%

41 8.090 2169 2177 2185 rBV 433424 733903 8.73% 0.396%
42 8.222 2209 2218 2228 rVB 457403 719278 8.55% 0.388%
43 8.321 2239 2249 2261 rBV3 1780947 3141879 37.36% 1.694%
44 8.450 2275 2289 2295 rBV 1104062 2172880 25.84% 1.171%
45 8.540 2307 2317 2325 rBV 835694 1355945 16.12% 0.731%

46 8.601 2327 2336 2345 rBV 1131988 1862176 22.14% 1.004%
47 8.752 2372 2383 2392 rBV5 467849 888430 10.57% 0.479%
48 8.810 2392 2401 2407 rBV 744928 1240942 14.76% 0.669%
49 8.903 2423 2430 2443 rVB 2256967 3704981 44.06% 1.997%
50 9.025 2457 2468 2479 rBV 2606446 4320851 51.38% 2.329%

51 9.086 2479 2487 2498 rVV 1767747 2786056 33.13% 1.502%
52 9.244 2529 2536 2549 rVB6 294343 589997 7.02% 0.318%
53 9.443 2592 2598 2621 rVB9 399526 1223516 14.55% 0.660%
54 9.713 2672 2682 2691 rBv4 798122 1339549 15.93% 0.722%
55 9.813 2704 2713 2725 rBv4 517218 1080453 12.85% 0.582%

56 9.948 2737 2755 2764 rBV3 1658834 3334968 39.66% 1.798%
57 10.041 2776 2784 2793 rBv4 850887 1335426 15.88% 0.720%
58 10.164 2812 2822 2831 rBV 1055362 1777208 21.13% 0.958%
59 10.318 2858 2870 2876 rBvV2 730591 1284592 15.28% 0.693%
60 10.447 2897 2910 2917 rBV2 633379 1619547 19.26% 0.873%

61 10.485 2917 2922 2931 rVB3 639739 942578 11.21% 0.508%
62 10.585 2943 2953 2962 rBV 2692010 4029956 47.92% 2.173%
63 10.749 2996 3004 3014 rBV2 529085 861841 10.25% 0.465%
64 10.810 3016 3023 3033 rVB6 350454 645862 7.68% 0.348%
65 10.971 3065 3073 3079 rBV3 438435 722809 8.60% 0.390%

66 11.070 3096 3104 3109 rBV3 316837 449806 5.35% 0.242%
67 11.112 3109 3117 3125 rBV 1086431 1545122 18.37% 0.833%
68 11.283 3158 3170 3176 rBV2 389422 1012382 12.04% 0.546%
69 11.328 3177 3184 3194 rVB3 640920 1138808 13.54% 0.614%
70 11.392 3195 3204 3211 rBV3 595567 1004704 11.95% 0.542%

71 11.482 3223 3232 3240 rBV 2077123 3170874 37.71% 1.709%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 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\SOMULMO32319WMA .M

: VOC Analysis

72 11.527 3242 3246 3253 rVV 448223 539385 6.41% 0.291%
73 11.662 3282 3288 3295 rBV 340579 427554 5.08% 0.230%
74 11.768 3310 3321 3339 rBV3 2164523 4558149 54.20% 2.457%
75 11.858 3340 3349 3356 rBV4 1625933 3030261 36.04% 1.634%

76 12.247 3457 3470 3478 rBV 3417730 5483970 65.21% 2.956%
77 12.353 3494 3503 3523 rBV4 1653588 3587920 42.67% 1.934%
78 12.610 3574 3583 3586 rBV5 691600 1020620 12.14% 0.550%
79 12.646 3587 3594 3604 rVB2 2234697 3533947 42.03% 1.905%
80 12.720 3605 3617 3629 rVB10 326145 973837 11.58% 0.525%

81 12.781 3629 3636 3643 rBV2 670660 1018146 12.11% 0.549%
82 12.961 3685 3692 3707 rVB 1467155 2311355 27.49% 1.246%
83 13.035 3708 3715 3723 rBV5 316869 488835 5.81% 0.264%
84 13.118 3726 3741 3750 rBV3 3082847 5310630 63.15% 2.863%
85 13.234 3771 3777 3783 rVB 446707 541129 6.44% 0.292%

86 13.279 3784 3791 3822 rVB3 1083503 2663216 31.67% 1.436%
87 13.405 3823 3830 3837 rBV2 528498 744038 8.85% 0.401%
88 13.453 3837 3845 3853 rBvV 733149 1060900 12.62% 0.572%
89 13.504 3853 3861 3870 rBV3 1126965 1773306 21.09% 0.956%
90 13.736 3925 3933 3942 rVB 1894343 2955151 35.14% 1.593%

91 13.784 3943 3948 3960 rVB6 355462 532397 6.33% 0.287%
92 13.948 3992 3999 4012 rBV8 419178 771526 9.17% 0.416%
93 14.147 4054 4061 4077 rVB3 396126 790447 9.40% 0.426%
94 14.334 4110 4119 4132 rBV5 670917 1427244 16.97% 0.769%
95 14.540 4177 4183 4194 rVB4 388072 691896 8.23% 0.373%

96 14.871 4276 4286 4300 rBV 2309722 3919809 46.61% 2.113%
97 15.057 4336 4344 4359 rVB 1018587 1670552 19.87% 0.901%
98 15.913 4598 4610 4638 rBV 754929 1531646 18.21% 0.826%
99 16.057 4646 4655 4661 rBvV 684575 1032182 12.27% 0.556%
100 16.093 4661 4666 4684 rVB 475642 814855 9.69% 0.439%

Sum of corrected areas: 185491984
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
VU030635.D

03 Apr 2019 18:19

JC/SP

K2168-19
5.84a/5mL/100uL/5.0mL/MSVOA_U/MEOH

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

2.71 58.04 ug/L 2798190 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 59
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
5 Pentane 72 C5H12 000109-66-0 40

Abundance Scan 504 (2.711 min): VU030635.D (-480) (-) m/z 43.10 100.00%
43
5000 n J\
39 57 "'“"""""""W
240 2.60 2.80 3.00
4953, | 6165 78 86
0““mvmvmvmvmvmvmvmvJP”PmvvaPNPMLmvmvmvmvmv' m/z 42.10 53.36%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 t
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 2.40 2.60 2.80 3.00
5 39 m/z 71.05 37.21%
0 2 | \31 Al 53 \ 6367 86
miz--> T T T T e R R
Abundance
43
240 260 2.80 3.00
5000 m/z 41.10 36.61%
27 71
39 57
o 2 15 32 53 86
AL LRy LAY LAy AL LA LA AR LAALY LARL) W) R LA AA) ALY LARA) k) R LA AR B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43 2.40 2.60 2.80 3.00
m/z 39.10 14 .52%
5000
71
27 39 55 86
0 15 | All, 51 6367
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 24

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

2.97 39.93 ug/L 1925180 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 74
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 585 (2.971 min): VU030635.D (-562) (-) m/z 57.10 100.00%
57
41
5000
71 g6 260 280 300 320 340
o! bt e e e o || M/Z 56,10 83. 15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 S IRARSRARAR ARSI Y
260 2.80 3.00 3.20 3.40
m/z 41.05 61.06%
O '}?I""I""I 'Z}'|§§"|' UL S DU L L SR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 41 2.60 2.80 3.00 3.20 3.40
5000 m/z 43.05 23.93%
> 15 71 86
G e I IS UL UL WL B B RIS B B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl- A e B
57 2.60 2.80 3.00 3.20 3.40
m/z 39.05 14 .33%
29 41
5000
0 '%"}?I""I""I 'Z}'|§§"|""|"' RN SRR SRR R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic3.86 Concentration Rank 75

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

3.86 10.70 ug/L 515786 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 94
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 91

Abundance Scan 861 (3.858 min): VU030635.D (-830) (-) m/z 41.10 100.00%
a 69
5000 55 84

3.60 3.80 4.00 4.20

207

| I e e 2 m/z 69.05  89.43%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1473: 2-Pentene, 3-methyl-
41 69
5000 55 84

3.60 3.80 4.00 4.20
m/z 55.10 47 .56%

27
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41
69
3.60 3.80 4.00 4.20
5000 55 m/z 84.20 45.22%
27 84
15
O R L B I LA e o e o o R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1509: 2-Pentene, 3-methyl-, (E)-
41 69 3.60 3.80 4.00 4.20
m/z 56.10 32.20%
5000 55
27 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .M
VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 55

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

3.97 16.58 ug/L 799255 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 64
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 59

Abundance Scan 896 (3.971 min): VU030635.D (-881) (-) m/z 43.10 100.00%
43 57
5000
85
6 | 360 3.80 4.00 4.20 4.40
b Ml 88 | 200 2T 7, 57.10  85.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
3.60 3.80 4.00 4.20 4.40
29 85 m/z 41.10 47 .01%
ol 15 | “‘ | 69 \ 100
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 360 3.80 4.00 4.20 4.40
5000 m/z 56.10 46.21%
27 a5
15 69 100
L L U U S L W S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 3.60 3.80 4.00 4.20 4.40
m/z 42.05 24 _.87%
5000 85
29
0 15 “ ‘\\ b 69 . 100
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 5 (DEL) Alkane: Cyclic4.07 Concentration Rank 47

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

4._.07 20.86 ug/L 1005690 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 927 (4.071 min): VU030635.D (-911) (-) m/z 56.10 100.00%
56
5000 41 69
84 184 3.80 4.00 4.20 4.40
o et e e m/z 41.10 47.34%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 3.80 4.00 4.20 4.40
27 a4 m/z 69.10 40.39%
0 'ﬁ'}?ﬁ"'l”'I'”'I"”I"'W""P"'I”"I'”
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
56
a1 3.80 4.00 4.20 4.40
5000 69 m/z 55.05 24 .90%
28 84
15
e L S S L WL L B S I
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #1491: Cyclopentane, methyl-
56 3.80 4.00 4.20 4.40
m/z 42.10 20.39%
5000 41
69
ol
0 W"}?Iﬂ“'hk'"H'l"l'”'l""ﬁ"'l"”l""I”'
m/z--> 0 20 40 60 80 100 120 140 160 180 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 6 (DEL) Alkane: Cyclic4.71 Concentration Rank 63

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

4.71 15.27 ug/L 736070 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 58
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 58
3 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 52
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 52
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 52

Abundance Scan 1126 (4.710 min): VU030635.D (-1117) (-) m/z 55.10 100.00%
55 83 i
43
5000 71
98
T 207 440 4.60 4.80 5.00
o} T m/z 83.10 94 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3372: 2-Pentene, 2,4-dimethyl-
55 83
5000 41
98 440 4.60 4.80 5.00
m/z 43.10 71.21%
27 67
0'}i'w”kk”w\m”'ﬁ"ﬂ"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
440 460 480 500
5000 41 m/z 41.10 52.95%
98
27 69
15
G S S I UL WL LA L B L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)-
83 440 4.60 4.80 5.00
55 m/z 71.10 45_23%
5000
41 o8
27 69
0"'lﬂh'w“qpl”h'll“'l'”'l'“'l'“'l'“'l'“'l'“' R AR A RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

4.97 81.65 ug/L 3936420 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2-methvl- 100 C7H16 000591-76-4 87
2 Hexane. 2-methvl- 100 C7H16 000591-76-4 83
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 83
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 47
5 Pentane, 3-ethyl-3-methyl- 114 C8H18 001067-08-9 43

Abundance Scan 1207 (4.971 min): VU030635.D (-1191) (-) m/z 43.05 100.00%
43
57
S A U R
100 460 4.80 5.00 5.20 5.40
0 .,....,....|i:..ﬂ,.‘?9..,!-...,-....,..1.3.4,....,.1‘?8.. m/z 85.10 47.27%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3978: Hexane, 2-methyl-
43
5000
85 460 4.80 5.00 5.20 5.40
29 57 m/z 41.10 45_76%
L S L L WL L B UL B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
460 4.80 5.00 5.20 5.40
5000 a5 m/z 42.10 38.95%
57
29
15 71 100
e L S L L WL L B UL B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3979: Hexane, 2-methyl-
43 460 4.80 5.00 5.20 5.40
m/z 57.10 33.10%
5000
27 57 85
215“\ ‘71‘100
O e T T A R R R
m/z--> 0 20 40 60 80 100 120 140 160 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 20

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

5.06 47.18 ug/L 2274490 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42

Abundance Scan 1235 (5.061 min): VU030635.D (-1222) (-) m/z 56.10 100.00%
43 ¥
5000 n
85 480 5.00 520 5.40
0 ...,....,....,....,..??'il:.ﬁ".-.|:,.‘.3?.~,|....7?~..'..??...1?9..., m/z 43.10 78.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000 U R UL L
29 71 480 5.00 520 5.40

m/z 57.10 65.11%

15 37‘\

‘ 50| 65| 77 8 100
(O N LI I e o s e e S e S R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56
4.80 5.00 5.20 5.40
5000 29 m/z 41.10 60.98%
71
o 2 B 37 50 65 | 77 8 100
L LA i o e e e REREE RS
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
4 56 4.80 5.00 5.20 5.40
m/z 71.10 37.11%
5000
29 71
o | ‘ 37|l s0(l e3 || 77 8 100
T T T T T R R T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

5.20 108.88 ug/L 5249150 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane 100 C7H16 000142-82-5 64

Abundance Scan 1278 (5.199 min): VU030635.D (-1262) (-) m/z 43.10 100.00%
43
57 71
5000
85 100 480 500 520 5.40 5.60
o ettt eeereohe | m/Z 71.10 58.11%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
480 500 520 5.40 5.60
29 m/z 57.10 52.06%
oL 15 \‘ Ll B 100
m/z--> 0 20 40 60 85 100 120 140 160 180 200
Abundance
43
480 500 520 5.40 5.60
5000 29 57 71 m/z 70.10 50.80%
1 15 85 100
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3977: Hexane, 3-methyl- R i B e .
43 480 500 520 5.40 5.60
m/z 41.10 50.05%
5000 57 70
29
IR
m/z--> 0 2'0 0 60 80 1(')0 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic5.47 Concentration Rank 26

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

5.47 37.60 ug/L 1812950 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 64
2 1-Heptanol 116 C7H160 000111-70-6 64
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 56
4 Cvclobutane. 2-ethvl-1-methvl-3-... 140 C10H20 061233-72-5 53
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 53

Abundance Scan 1362 (5.469 min): VU030635.D (-1348) (-) m/z 70.10 100.00%
70
56
41
5000
‘ || 8 98 520 540 560 5.80
ok sl es 7 e B T es 0 67, 65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
520 5.40 5.60 5.80
27 83 o5 m/z 55.10 58.21%
M ‘\‘ SQH‘ 65“‘\ 7 ‘ ‘
S S S A UL S L L S LIS SUR AL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
56 70
43 520 540 5.60 5.80
5000 m/z 41.05 52.10%
29
0 18 38 50 65 77 B %8
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 5.40 5.60 5.80
m/z 43.10 45.11%
41
5000
83
o || 34 [ 48 | 68 || 77 | 90 |
m/z--> 0 20 30 40 50 60 70 8 90 100 ' 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

5.53 82.82 ug/L 3993120 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 72
2 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 59
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 53
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53

Abundance Scan 1381 (5.530 min): VU030635.D (-1370) (-) m/z 57.10 100.00%
g7
5000
41
7|° 83 99 11, 207 520 540 5.60 5.80
ol el 7 A2 20T Tz 56.10  47.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28452: Heptane, 2,2,3,5-tetramethyl-
57
5000
a1 520 5.40 560 5.80
29 - 98 m/z 41.10 33.03%
S O - - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
520 5.40 560 5.80
5000 m/z 55.10 16.37%
41
29 71 85
99 112 155
G e S I I W WL S B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 520 5.40 560 5.80

m/z 70.10 13.31%

5000 41
14 “ I | ‘ \\‘ 85 113

m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 540 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic5.61 Concentration Rank 23

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

5.61 41.19 ug/L 1985960 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 87
2 lIsopropvicvclobutane 98 C7H14 000872-56-0 87
3 1-Heptene 98 C7H14 000592-76-7 87
4 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 83
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80

Abundance Scan 1406 (5.611 min): VU030635.D (-1394) (-) m/z 56.10 100.00%
56
70
41
5000
83 98
520 5.40 5.60 5.80 6.00
0 ...,....,....,....,....|;.|'...5?.'! '.,‘??.':,'..??,~.|...?1....|,.... m/z 55.10 75.71%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 o8 520 5.40 5.60 5.80 6.00
83 m/z 70.10 65.90%
o1 B ‘\\ 34 ‘m 50, | 63”“ 77 | 89
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
41 56
70 520 540 560 580 6.00
5000 07 m/z 41.10 56.80%
98
83
50 63 77
e e LS IR R AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3297: 1-Heptene
41 56 520 5.40 5.60 5.80 6.00
m/z 69.10 33.30%
29
5000 70
98
o s sl e 7% e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic5.77 Concentration Rank 77

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

5.77 9.34 ug/L 450300 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1l.1-diethvl- 98 C7H14 001003-19-6 58
2 3-Methvl-3-hexene 98 C7H14 003404-65-7 55
3 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 53
4 (RY-(+)-3-Methvilcvclopentanone 98 C6H100 006672-30-6 52
5 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 49

Abundance Scan 1456 (5.772 min): VU030635.D (-1442) (-) m/z 41.10 100.00%
41
69
55
5000
‘ 98
83 540 5.60 5.80 6.00 6.20
0 ..,....,....,....;l..‘.‘?'.'...,‘??.':!:..7~.7',.'...??.'..!....1}9..., m/z 43.10 92.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3385: Cyclopropane, 1,1-diethyl-
41 69
55
5000
98 540 560 5.80 6.00 6.20
21 a3 m/z 69.05 75.47%
1 ‘\\ | |
0:: S ST £ — I\III\IlI\I ||‘|| N
I I I I I I [ I I | | 1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
41 55 69
540 5.60 5.80 6.00 6.20
5000 m/z 55.05 62.69%
27 98
83
15 63 77
A I R UL LA UL IR UL RN BARRE
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3376: 3-Hexene, 3-methyl-, (2)-
a1 69 540 560 5.80 6.00 6.20
55 m/z 71.05 47 .37%
5000
98
27 a3
o ..,.%ﬁ.,..a‘a‘,...:H‘...i‘a‘...,(.3:.3‘.‘.l..??‘,‘....,....‘,....,....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic5.94 Concentration Rank 30

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

5.94 30.51 ug/L 1471180 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-4-Methvl-2-hexene 98 C7H14 003683-19-0 74
2 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 74
3 3-MethvIl-3-hexene 98 C7H14 003404-65-7 72
4 3-Methvl-3-hexene 98 C7H14 003404-65-7 68
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 68

Abundance Scan 1508 (5.939 min): VU030635.D (-1500) (-) m/z 69.10 100.00%
41 o
55
5000 8 og
| 1 101 560 580 6.00 6.20
O el el e m/z 41.10 78.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3346: (2)-4-Methyl-2-hexene
69
41
5000
55 5.60 5.80 6.00 6.20
- o %8 m/z 55.10 52.46%
ol 1 wh‘\ /-
LI FUL AL FUELELEL SLRLEL L SUL LR DNRLALERES LA SURL L SN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 69
5.60 5.80 6.00 6.20
5000 m/z 81.10 38.31%
27 98
15 56 83
R S S SIS UL B B L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3315: 3-Methyl-3-hexene
a1 69 5.60 5.80 6.00 6.20
55 m/z 98.15 35.07%
5000 98
27 83
0"}?|ﬂt'h"“lw“k'rh"ﬂ""l"”l""|“"|"'w
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic6.21 Concentration Rank 36

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

6.21 24.89 ug/L 1200180 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 74
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 74
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 72
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 72

Abundance Scan 1592 (6.209 min): VU030635.D (-1577) (-) m/z 55.10 100.00%
56 81
41
5000
98
o9 5.80 6.00 6.20 6.40 6.60
o ..'I',....,..1??,....,....,....,?0.7.. m/z 81.10 82.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3351: 2-Pentene, 2,3-dimethyl-
41
5000
98 5.80 6.00 6.20 6.40 6.60
o7 69 m/z 83.10 75.65%
0 ..1.5|.U..‘i‘..‘.‘.“lu‘.“..|‘l‘...‘luuu.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
83
5.80 6.00 6.20 6.40 6.60
5000 41 m/z 41.10 54 _.76%
27 98
15 69
G S S UL S UL UL L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)-
5 83 5.80 6.00 6.20 6.40 6.60
m/z 98.10 35.36%
5000 41 98
27 69
0 ||1|5||‘|‘||‘i“||‘|“l||‘|“|||‘l|||‘||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 34

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

6.47 26.21 ug/L 1263620 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 53
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 45
3 2.5-Hexanedione 114 C6H1002 000110-13-4 43
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 43
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 42

Abundance Scan 1673 (6.469 min): VU030635.D (-1664) (-) m/z 57.10 100.00%
43 57
5000
71 99
112 6.20 6.40 6.60 6.80
0....,....',:..:-,..'|..,5?5..'.,..!-.,....,....,....,....,2.0.7.. m/z 43.10 94.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7625: Heptane, 2-methyl-
43 57
5000
6.20 6.40 6.60 6.80
29 70 99 m/z 41.10 34 .04%
0 }?I""I" Jhl"H"lgé "h"{lﬁl"' S D S DR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
6.20 6.40 6.60 6.80
5000 9 m/z 42.10 25.83%
71
112
0 }?I'?q'l RN "§?"' DRI DAL DL L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7176: 2,5-Hexanedione
43 6.20 6.40 6.60 6.80
m/z 71.10 23.32%
5000
- 99
0 }?I?Z"l""?i 'J"?%' "t"{lﬁl"" R N B
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SOMULMO32319WMA .M Thu Apr 04 17:55:40 2019 Page: 20



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 31

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

6.52 29.38 ug/L 1416420 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 90
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 74
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 53

Abundance Scan 1689 (6.521 min): VU030635.D (-1681) (-) m/z 43.10 100.00%
83 57
85
5000
I 6.20 6.40 6.60 6.80
o 8 Tm/z 57.10  84.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7641: Hexane, 2,4-dimethyl-
43
57
5000 85
29 6.20 6.40 6.60 6.80
71 m/z 85.20 66.11%
o2 15 ‘ W J | 9s 114
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
85 6.20 6.40 6.60 6.80
5000 m/z 41.10 46.06%
29 71
15 99 114
G e L S UL S WAL WL LI WAL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7633: Hexane, 2,4-dimethyl-
3 5 6.20 6.40 6.60 6.80
m/z 56.10 38.53%
85
5000
29
71
N 2 O
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SOMULMO32319WMA .M Thu Apr 04 17:55:41 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic6.63 Concentration Rank 46

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

6.63 21.77 ug/L 1049600 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 91
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 72
3 3-Methvl-3-hexene 98 C7H14 003404-65-7 46
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 43
5 3-Methyl-2-hexene 98 C7H14 017618-77-8 43

Abundance Scan 1723 (6.630 min): VU030635.D (-1714) (-) m/z 69.10 100.00%
o
41
55
5000
83 o8 6.20 6.40 6.60 6.80 7.00
o e 2 2% m/z 68.10 76.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
41 69
55
5000
27 6.20 6.40 6.60 6.80 7.00
98 m/z 41.10 68.73%
15 ‘ 83
0"ﬂI“l”kt“m“'M”Ih'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
41 6.20 6.40 6.60 6.80 7.00
5000 55 m/z 70.10 57.47%
27 98
15 83
G L L S U S S B SR B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3317: 3-Methyl-3-hexene
41 69 6.20 6.40 6.60 6.80 7.00
m/z 55.10 56.14%
5000 55
7 98
83
0...1.5|....|....|....|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00

SOMULMO32319WMA .M Thu Apr 04 17:55:42 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO32319WMA .M

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

Concentration Rank 35

Peak Number 19 (DEL) Alkane: Cyclic6.73

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

6.73 25.63 ug/L 1235710 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 91
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 86
4 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 80
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 78

Abundance Scan 1754 (6.730 min): VU030635.D (-1739) (-) m/z 70.10 100.00%
7
55
5000
41
85 97 112 207 6.40 6.60 6.80 7.00
o} o e B B B o m/z 55.10 65.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70
55
5000
6.40 6.60 6.80 7.00
m/z 41.10 26.17%
SRNETE:
0""l"""l""l""|l""‘|''l'|'"'l""l""l""l""
m/z--> 20 80 100 120 140 160 180 200
Abundance
70
55 6.40 6.60 6.80 7.00
5000 m/z 69.10 22 .14%
41
29 83 97 112
G S S I I B L B S SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70 6.40 6.60 6.80 7.00
55 m/z 42.10 19.00%
5000
41
27
g7 112
0...1.5|....|....|....|8?...|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

SOMULMO32319WMA .M Thu Apr 04 17:55:43 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 20 (DEL) Alkane: Cyclic6.83 Concentration Rank 69

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

6.83 12.68 ug/L 611351 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-EthvIl-3-hexene 112 C8H16 016789-51-8 72
2 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 68
3 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 64
4 3-Hexene. 2.4-dimethvl- 112 C8H16 082085-14-1 59
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 49

Abundance Scan 1785 (6.829 min): VU030635.D (-1767) (-) m/z 83.10 100.00%
56 B
5000 41
67 112
|| o ||| 9|6 | 6.40 6.60 6.80 7.00 7.20
o.w..”,.”.“..w..”ﬂ.!.“..w.”. T e m/z 55.10 94 .83%
m/z--> 10 20 30 40 60 70 8 90 100 110 120
Abundance #6654. 3-Ethyl-3-hexene
55
5000 83
6.40 6.60 6.80 7.00 7.20
112 m/z 41.10 45_.19%
15 2\7\ ‘ ‘u | 63 | ‘ 77\ 97
O”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
55 83
6.40 6.60 6.80 7.00 7.20
5000 m/z 81.05 41.85%
41
o1 2t 63 17 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6751: trans-3,4-Dimethyl-2-hexene
55 8 6.40 6.60 6.80 7.00 7.20
m/z 39.05 27 .67%
5000
41
112
27
0 |'%?'|""H|""h'h "“J'l'l' 'le"??\“l "|"?Z|"' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

6.92 55.50 ug/L 2675650 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 1813 (6.919 min): VU030635.D (-1795) (-) m/z 43.10 100.00%
43
71
5000
95 6.60 6.80 7.00 7.20
Obrprrrrpreed ..-|!|,.~.-:.,...'.,.1.19,....,....,....,....,2]".7..,....,....,...?,8.1. m/z 71.10 75.08%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7660: Pentane, 2,3,4-trimethyl-
43
71
5000

6.60 6.80 7.00 7.20

27 m/z 70.10 56.18%
L o7
UM
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 6.60 6.80 7.00 7.20
5000 m/z 41.10 27.43%
27
0 2 99 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7659: Pentane, 2,3,4-trimethyl- Tl aEan AT
43 71 6.60 6.80 7.00 7.20
m/z 55.10 23.78%
5000
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

7.04 62.82 ug/L 3028750 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 86
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 53
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53

Abundance Scan 1851 (7.042 min): VU030635.D (-1830) (-) m/z 43.10 100.00%
43
71
5000 57
85
9% 6.80 7.00 7.20 7.40
0 .,....,....|,"..'|=,.'.'..',|:..'.",.1.19.,....,....,....,....,230.7.. m/z 71.10 55.14%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000
57 6.80 7.00 7.20 7.40
85 m/z 57.10 45.75%
oL2 15 \‘ | |99 113
m/z--> 0 25 40 éo 85 160 120 140 160 180 200
Abundance
43
6.80 7.00 7.20 7.40
5000 57 1 o m/z 70.10  44.40%
29
2 15 99 112
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 6.80 7.00 7.20 7.40
m/z 85.20 33.74%
5000
29 57 71 85
. ‘ \“ M‘ \‘ \‘ 99 113 128
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 50

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

7.10 19.55 ug/L 942740 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 91
2 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 86
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 72
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72

Abundance Scan 1869 (7.099 min): VU030635.D (-1863) (-) m/z 43.10 100.00%
43
70
5000
| 55
6.80 7.00 7.20 7.40
97
o...,....,....,....,....',I.-..,..|.|.,...L,:...,.?“?.,...-.,....,?.lf‘.,.. m/z 70.10  74.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43
70
5000
6.80 7.00 7.20 7.40
27 55 m/z 71.10 56 .40%
o2 15 “ \‘  lle2 | 785 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
6.80 7.00 7.20 7.40
5000 70 m/z 41.10 26 .26%
27 55
o 63 77 85 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7629: Heptane, 4-methyl-
43 6.80 7.00 7.20 7.40
70 m/z 55.10 21.63%
5000
85
. s || sl |les |77 % e 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

7.17 86.74 ug/L 4182190 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 90
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 72
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 43

Abundance Scan 1891 (7.170 min): VU030635.D (-1881) (-) m/z 57.10 100.00%
g7
5000
70
114 6.80 7.00 7.20 7.40 7.60
0 :..'|!,..-||..,5?5...'|,...'.,....,....,....,....,2.97.. m/z 43.10 95.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7627: Heptane, 2-methyl-
43
57
5000
29 6.80 7.00 7.20 7.40 7.60
70 9% m/z 41.10 42 .66%
ol 15 H 0 gl | ss | 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 40.88%
29 70 99
15 85 114
G R LS U I S B B S SN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7632: Heptane, 2-methyl-
43 57 6.80 7.00 7.20 7.40 7.60
m/z 70.10 19.54%
5000
29
70 9%
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

7.21 50.16 ug/L 2418370 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
3 Propanoic acid. 2-methvl-. 2-met... 158 C9H1802 002445-69-4 42
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 40
5 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 38

Abundance Scan 1903 (7.209 min): VU030635.D (-1900) (-) m/z 43.10 100.00%
a3 71
5000
55
| | 84 | 114 207 6.80 7.00 7.20 7.40 7.60
ol el e 2% | m/z 71.10 81.56%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7626: Heptane, 4-methyl-
43
70
5000
6.80 7.00 7.20 7.40 7.60
27 55 m/z 70.10 71.78%
0 15 H ‘\ ‘ ! 1 ‘\ 85 98 114
m/z--> 0 20 40 60 85 100 120 140 160 180 200
Abundance
43
- 6.80 7.00 7.20 7.40 7.60
5000 m/z 55.10 24 _37%
29 55
0 2 15 85 gg 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #30336: Propanoic acid, 2-methyl-, 2-methylbutyl ester
43 71 6.80 7.00 7.20 7.40 7.60
m/z 79.10 20.33%
5000
29
0 18 | 10111615
m/z--> 0 20 40 6|O 80 1(')0 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO032319WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

7.33 90.88 ug/L 4381490 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 94
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 90
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 86
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 74
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64

Abundance Scan 1941 (7.331 min): VU030635.D (-1933) (-) m/z 43.10 100.00%
43
57
85
5000
7.00 7.20 7.40 7.60
71 114
Obrrrrre i i b O BL sz 57.10 76.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000
29 7.00 7.20 7.40 7.60
m/z 85.20 61.36%
114
ST £ T
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57
85 7.00 7.20 7.40 7.60
5000 m/z 41.10 47 .65%
29
oL15 1 g9ll4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19204: Heptane, 3,4,5-trimethyl-
43 85 7.00 7.20 7.40 7.60
m/z 56.10 37 .86%
57
5000
29
1
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic7.43 Concentration Rank 52

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

7.43 17.97 ug/L 866355 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-., ... 112 C8H16 016883-48-0 38
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 38
3 Hexane. 2-methvl-4-methvlene- 112 C8H16 003404-80-6 38
4 Heptane. 3-methvlene- 112 C8H16 001632-16-2 38
5 2,6-Cyclooctadien-1-ol 124 C8H120 010017-18-2 32

Abundance Scan 1972 (7.431 min): VU030635.D (-1965) (-) m/z 70.10 100.00%
7
5000 55
3 96
7.00 7.20 7.40 7.60 7.80
0 208 261 m/z 55.10 37.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70
55
5000
41 7.00 7.20 7.40 7.60 7.80
27 m/z 81.10 29.68%
‘ ‘ g7 112
0 }?“L.M.J“.L,””H”.w“.q.”..”..”...”..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
55 7.00 7.20 7.40 7.60 7.80
5000 m/z 67.10 21.88%
41
27 97 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6779: Hexane, 2-methyl-4-methylene- R B s S AR
55 70 7.00 7.20 7.40 7.60 7.80
m/z 42.10 19.09%
41
5000
‘ 112
0 ...,.\.‘..l..‘..,.“a‘..ﬁﬁ..,....,....,.... R e R RARRRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic7.69 Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
769 19.70 ug/L 1097950  Chlorobenzene-ds 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentane. l-ethvl-3-methvi-.... 112 C8416 002613-65-2 64

2 Cyclopentane. 1l-ethvl-2-methvl- 112 C8H16 003726-46-3 53
3 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 53
4 Cvclopentane. 1l-ethvl-3-methvl- 112 C8H16 003726-47-4 52

5 Cyclopentane, 1l-ethyl-3-methyl-,... 112 C8H16 002613-66-3 52

Abundance Scan 2053 (7.691 min): VU030635.D (-2044) (-) m/z 55.10 100.00%
56
83
5000 41 g
70 !
7.40 7.60 7.80 8.00
| S
0..,....,....,....;.'...,.':.|.,‘.3?.|.','....,-....,....,....,....,. m/z 83.10 69.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6831: Cyclopentane, 1-ethyl-3-methyl-, trans-
55 83
41
5000
27 70 7.40 7.60 7.80 8.00
‘ ‘ m/z 41.10 51.07%
97 112
o S | S = 8 -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55
41
83 7.40 7.60 7.80 8.00
5000 70 m/z 56.10 44_41%
27
112
49 63 77 o1 97
Ot e e T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis-
55 83 7.40 7.60 7.80 8.00
41 m/z 97.10 34 .93%
70
5000
27
112
97
o NN S N OOWR -~ A | - S S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic7.91 Concentration Rank 29

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

7.91 33.14 ug/L 1846560 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 81
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 81
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 81

Abundance Scan 2121 (7.910 min): VU030635.D (-2112) (-) m/z 97.20 100.00%
55 g7
69
5000 4
112
| 84
7.60 7.80 8.00 8.20
o..,....,....,....|i.|...,.'.-'6.2..'!,..??,:|I..,...!,....,....,.??‘?,... m/z 55.10 92.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
69 112 7.60 7.80 8.00 8.20
‘ 83 m/z 69.10 53.30%
0"P%?I”'W'”W'”'P'“F%'W“'W'”'P”'P'“I““I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
o1 R S I R R
a1 7.60 7.80 8.00 8.20
5000 m/z 56.10 49.69%
27 69 112
83
G B R RN RS RARAS RAARS RS RAARS RRASS LRSS RARAN SRR SA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 7 7.60 7.80 8.00 8.20
m/z 41.10 47 .41%
5000 41
69
‘ 83 112
0"P%?I”J“'”“j”'PuLF%'h“'WJL'P”'P'“I““I“'W'” UL S I L U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic8.04 Concentration Rank 42

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

8.04 23.25 ug/L 1295310 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 95
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 95
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 95
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94

Abundance Scan 2162 (8.042 min): VU030635.D (-2141) (-) m/z 55.10 100.00%
55 97
5000 a1
83 7.80 8.00 8.20 8.40
o..,....,....,....LI'...,.':!'.??..'.~|!-....,.'!..,..!.',....,.-...,??‘.‘.,... m/z 97.15 89.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 o7
5000
41 112 7.80 8.00 8.20 8.40
69 m/z 41.10 40.96%
83
0"P'”I”'M'“'“Lﬂﬁ”““?%”M””'PH”I”l“'”'P””I”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
780 8.00 820 8.40
5000 m/z 112.20 32.34%
41
6 112
27
15 62 8
OF T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55 7.80 8.00 8.20 8.40
o7 m/z 56.10 29.20%
5000 41
27 69 112
83
0"P%§W'“'P'”I”'W'”'P'”I”'W'”'P'”I”'W'“'P'”I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 31 (DEL) Alkane: Cyclic8.09 Concentration Rank 66

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

8.09 13.17 ug/L 733903 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1.2.3-trimethvl- 110 C8H14 000473-91-6 87
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 86
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 86
4 Bicvclol3.1.0Thexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 64
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 64

Abundance Scan 2177 (8.090 min): VU030635.D (-2169) (-) m/z 95.10 100.00%
95
5000
41 i 81 110
53 7.80 8.00 8.20 8.40
o..,....,....,....','....,-.'.'.-.,..'..-',.7.4.'.'i|.'...,'.'..'.,1.0?..!-....,.1.?‘?,... m/z 67.10 28.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000 LN L UL A AR
67 7.80 8.00 8.20 8.40
110 m/z 110.20 21.14%
o7 3 55 77
O”I}?I”J””'hh”ﬁwm'PM*P'”W'”NLLI”'W“'W'“W'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
95
7.80 8.00 8.20 8.40
5000 67 m/z 81.10 12.48%
110
27 41 55 82
0"|""|""|""|"'4'8|""|""|'7'4" '"'|""}p?“|""|""|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5982: 1,3-Dimethyl-1-cyclohexene e ma R o e
95 7.80 8.00 8.20 8.40
m/z 41.10 11.44%
5000
o1 110
41 55 82
27
0'w'“'w'M\““U“'w4m'V”JHX?“L'wmd'w'“T“'w'“'w" U LR RS SR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 67

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

8.22 12.91 ug/L 719278 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 87
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 81
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 81
4 Octane 114 C8H18 000111-65-9 72
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64

Abundance Scan 2218 (8.222 min): VU030635.D (-2209) (-) 43.10 100.00%

43
85
5000
57

‘ 50 ” 7.80 8.00 820 8.40 8.60
..,....,....,....',!...,....,....,.... A 223 8 "m/z 85.10 53.21%

0 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12697: Heptane, 2,4-dimethyl-
43
5000
85 7.80 8.00 8.20 8.40 8.60
SSoomn m/z 57.10 35.25%
0 H 36“‘ 50 ‘\‘ ‘\‘ \ 99 113 128
T T T T T T T T e [ o e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
7.80 8.00 8.20 8.40 8.60
5000 85 m/z 71.10 32.19%
57 71
29
0 15 50 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12695: Heptane, 2,4-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 41.10 28.36%
5000
85
27 ST
0 ‘w 36\M‘ 50 m 64 J‘ 78 | 99 113 128
B b e e R o e e e e RARAS e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 25

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

8.45 39.00 ug/L 2172880 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
3 Octane. 3-methvl- 128 C9H20 002216-33-3 90
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 87
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 81

Abundance Scan 2289 (8.450 min): VU030635.D (-2275) (-) m/z 57.05 100.00%
g7
5000
43
71 85 | 113128 007 ) 81 8.20 8.40 8.60 8.80
Obrrrprrrelrelb ol 85 L 118128 207 8L hs7 43.10 35.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12700: Heptane, 2,5-dimethyl-
57
5000 43
29 8.20 8.40 8.60 8.80
- m/z 41.10 27.70%
0 H ‘\ L 85 ‘ 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
820 840 860 880
5000 43 m/z 56.10 22.12%
29 71 99
oL15 85 | 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12669: Octane, 3-methyl- A anE Ramss L
57 8.20 8.40 8.60 8.80
m/z 99.20 12.23%
5000
43
29 98
0 “ ‘ 7} | 113128
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic8.54 Concentration Rank 38

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

8.54 24 .33 ug/L 1355950 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 78
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 58
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 53

Abundance Scan 2317 (8.540 min): VU030635.D (-2307) (-) m/z 83.10 100.00%
a3
55
5000
41
o7 112
7 o5 124 8.20 8.40 860 8.80
O L BT L e S m/z 55.10 76 .00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6668: Cyclohexane, ethyl-
83
55
5000 SRR LR
41 8.20 8.40 860 8.80
112 m/z 82.10 47 .61%
27 67
0"|'"'w"th"'hl“"l“ll'w'"i'?§'|J"?%"'|}9§|""|"“|"
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
83
55 8.20 8.40 8.60 8.80
5000 " m/z 41.10 33.09%
112
29 67 97
S R RS AN AR RARRS RAARS AARAR RARES RARRS SRARS LAALN AN SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6669: Cyclohexane, ethyl- B AT S
83 8.20 8.40 860 8.80
55 m/z 112.20 21.58%
5000
41
112
27 67
Oy iﬁ'"h‘l"'JIw"'I“ll'l'"'H'?$'I'l"l"??l""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 (DEL) Alkane: Cyclic8.60 Concentration Rank 28

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

8.60 33.42 ug/L 1862180 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2336 (8.601 min): VU030635.D (-2327) (-) m/z 111.20 100.00%
69 111
5000 55
41
83
97 8.20 8.40 8.60 8.80 9.00
0 ...,....|,'|...'l',..|..,|.'...',.. Meaa0 207 Tn/z 69.10 84.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 95
8.20 8.40 8.60 8.80 9.00
83 m/z 55.10 50.05%
8 O - =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
820 8.40 8.60 880 9.00
5000 a1 55 m/z 41.10 32.40%
83
27 95 126
G S L I UL WL B S B BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl- e
111 8.20 8.40 8.60 8.80 9.00
69 m/z 83.10 24 _.29%
5000 41 %
83
o ---.----.----.----.--??.----.1-2-6--.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 36 (DEL) Alkane: Cyclic8.75 Concentration Rank 60

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

8.75 15.94 ug/L 888430 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 46
2 cis-2-Nonene 126 C9H18 006434-77-1 43
3 Cvclohexene. 3.3.5-trimethvl- 124 C9OH16 000503-45-7 42
4 3-Nonene. (E)- 126 C9H18 020063-92-7 41
5 cis-2-Nonene 126 C9H18 006434-77-1 38

Abundance Scan 2382 (8.749 min): VU030635.D (-2372) (-) m/z 55.10 100.00%
55
69
41
5000 g7 109
8l UM S DR LR
I 1|TG 166 8.40 860 8.80 9.00
ol VT | ] NN MEEENEEI m/z 69.10 58.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11506: cis-3-Nonene
41 55
5000 69
126 8.40 8.60 8.80 9.00
29 83 97 m/z 56.10 55.38%
M H i M ‘
L L L L W UL L S
m/z--> 20 40 60 80 100 120 140 160
Abundance
55
4l 8.40 8.60 880 9.00
5000 69 m/z 41.10 53.16%
29 126
83 97
L L L L U AL L B
m/z--> 20 40 60 80 100 120 140 160
Abundance #10696: Cyclohexene, 3,3,5-trimethyl- A Ba R R L S
67 109 8.40 8.60 8.80 9.00
m/z 70.10 50.20%
5000 82
M 95 124
o7 ‘ 55
0 ||1|5||‘|‘||w:|“2H||‘|‘H||Hi‘u|‘|‘ﬁ||‘|‘||||‘||| T
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 44

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

8.81 22.27 ug/L 1240940 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 94
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 91
3 Hexane. 3-ethvl-2-methvl- 128 C9H20 016789-46-1 86
4 Decane. 5.6-dimethvl- 170 C12H26 001636-43-7 78
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 74

Abundance Scan 2401 (8.810 min): VU030635.D (-2392) (-) m/z 43.10 100.00%
43
5000 84
57 1
8.40 8.60 8.80 9.00 9.20
o...,....',|:..|!|,.."|..,...9?.1.1.1.,.1?5.‘.1‘,‘9...,....,....,2.0.7.. m/z 84.10  40.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12694: Heptane, 2,3-dimethyl-
43
5000
a4 8.40 8.60 8.80 9.00 9.20
. 57 41 m/z 85.20 34._.40%
bl A o w38
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
8.40 8.60 8.80 9.00 9.20
5000 B4 m/z 41.10 26.07%
57 711
B S M S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12726: Hexane, 3-ethyl-2-methyl- T
43 8.40 8.60 8.80 9.00 9.20
m/z 57.10 22.91%
5000 57
- 84
A A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

8.90 66.49 ug/L 3704980 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 90
2 Octane. 4-methvl- 128 C9H20 002216-34-4 80
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 80
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64

Abundance Scan 2429 (8.900 min): VU030635.D (-2423) (-) m/z 43.10 100.00%
43
5000
57 1 g5
8.60 8.80 9.00 9.20
o.,....',|:..'J,..'|..,.|..??..1.1?,.1?5.‘.,....,....,....,2.97.. m/z 71.10 36.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12667: Octane, 4-methyl-
43
5000
1 85 8.60 8.80 9.00 9.20
S7 m/z 57.10 32.92%
(R A
O'I”"I"'W""I”"I'"W""I'”'I""P"'I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43
8.60 8.80 9.00 9.20
5000 o 7 85 m/z 85.15  31.48%
29
98 113 128
S R L L S WL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12695: Heptane, 2,4-dimethyl-
43 8.60 8.80 9.00 9.20
m/z 41.10 29.56%
5000
85
57 14
0 \‘\ H‘ ‘\‘ |99 113 128
m/z--> 2'0 40 60 80 100 120 140 160 180 200 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

9.03 77.54 ug/L 4320850 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 87
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
3 Octane. 3-methvl- 128 C9H20 002216-33-3 64
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 64
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 59

Abundance Scan 2469 (9.029 min): VU030635.D (-2457) (-) m/z 57.10 100.00%
57
5000
41
u 0 9|8 w1 128 140 166 8.60 8.80 9.00 9.20 9.40
O | A = m/z 41.10 28.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57
5000 SR RN AN AR
43 8.60 8.80 9.00 9.20 9.40
98 m/z 43.10 28.00%
ol 15 J “ ‘ 11 85 | 113 128
miz--> o h e e e 3o 1o ik
Abundance
57
8.60 8.80 9.00 9.20 9.40
5000 43 m/z 56.10 21.88%
29
0 g 113 128
miz--> 20 40 60 80 100 120 140 160
Abundance #12678: Octane, 3-methyl- O L e e
57 8.60 8.80 9.00 9.20 9.40
m/z 98.15 14 .59%
5000
m/z--> 20 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 40 (DEL) Alkane: Cyclic9.44 Concentration Rank 45

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

9.44 21.96 ug/L 1223520 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 64
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 59
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 59
4 cis-1-Ethyl-3-methvl-cvclohexane 126 C9H18 019489-10-2 59
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58

Abundance Scan 2597 (9.440 min): VU030635.D (-2592) (-) m/z 97.10 100.00%
55 97
5000
41 69
81 126
| | || |‘| | ‘I 11 154 9.20 9.40 9.60 9.80
Obrprrrrrrrr e e el e el Y Tm/z 55.10 93.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 41 U U I R R
27 9.20 9.40 9.60 9.80
69 126 m/z 41.10 36.33%
‘J LH ull \L 8} 89 | 111
A A A N KA RN AR R RARAN AARAS SRR L RAR LA RARSN AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
920 9.40 9.60 9.80
5000 m/z 96.10 29.53%
41
69 126
29 81
0 111
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis- e B ma s e e
55 97 9.20 9.40 9.60 9.80
m/z 69.10 28.99%
5000 41
69
126
0 W"”I'”'I”"P"'P"W"”?}”g?'”'I”'}ﬁ%'ﬁ"”l}?ﬁl'”'I”"P' U U U L R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 41 (DEL) Alkane: Cyclic9.71 Concentration Rank 40

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

9.71 24.04 ug/L 1339550 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 50
2 Sulfurous acid. cvclohexvimethvl.._.. 262 C13H2603S 1000309-21-5 47
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 45
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 43
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 38

Abundance Scan 2681 (9.710 min): VU030635.D (-2672) (-) m/z 55.10 100.00%
43 97
5000 85
69 AR SRR
126
9.40 9.60 9.80 10.00
111
o ar L e 169 m/z 97.15 92.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69

9.40 9.60 9.80 10.00

7 m/z 57.10  90.47%
RN (RO N O
Ot el
m/z--> 20 40 60 80 100 120 140 160
Abundance
97
55 9.40 9.60 9.80 10.00
5000 m/z 43.10 88.34%
43 85
69
29 111 127
0 L B L e s LA B e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 7 9.40 9.60 9.80 10.00
m/z 41.10 52 .52%
5000 41
21 69 126
81
okl et R S S
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 51

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

9.81 19.39 ug/L 1080450 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 72
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 59
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 53
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 53

Abundance Scan 2712 (9.810 min): VU030635.D (-2704) (-) m/z 57.10 100.00%
43
5000 71
83 99 9.40 9.60 9.80 10.00 10.20
ol | Hes w2 2 Tw/z 43.10  72.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19195: Octane, 3,5-dimethyl-
57
43 71
5000
9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 44 _26%
‘ “ ‘ 85 99 113
Ouulu‘l..‘l‘...‘.‘luu‘..|l‘...“l...‘.l....1|4.2...|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43 57
9.40 9.60 9.80 10.00 10.20
5000 71 m/z 70.10 36.90%
29
g5 99
L S S L B WL WL B B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12739: Pentane, 2,2,3,3—tetramethy|— | NSLAELI ELLELELE L L N B
57 9.40 9.60 9.80 10.00 10.20
43 m/z 41.10 35.34%
5000 71
29
99
0 I \‘ L) 85 7 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

9.95 59.85 ug/L 3334970 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 94
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 93
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 76
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 76
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 70

Abundance Scan 2756 (9.951 min): VU030635.D (-2737) (-) m/z 57.10 100.00%
57
71
43
5000
113
9.60 9.80 10.00 10.20
o 124 a2 165 m/z 71.10 65.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
9.60 9.80 10.00 10.20
m/z 43.10 56.73%
29 ‘ 85 113
N N T L -4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 9.60 9.80 10.00 10.20
5000 43 m/z 41.10 42 .61%
29
113
o 85 g9 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl- T
57 9.60 9.80 10.00 10.20
43 m/z 56.10 33.12%
71
5000 29
113
0 ]75 ‘\ M‘ \‘\ ‘\ ?\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 44 (DEL) Alkane: Cyclicl0.04 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.04 23.97 ug/L 1335430 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 81
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 74
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 74
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72

Abundance Scan 2784 (10.041 min): VU030635.D (-2776) (-) m/z 83.10 100.00%

5000

9.80 10.00 10.20 10.40

0 m/z 55.10 84_47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11596: Cyclohexane, (1-methylethyl)-
83
55
5000 41 LA L L L L L L LB
9.80 10.00 10.20 10.40
m/z 57.10 70.54%
27 ‘ 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 82.10 66.09%
27 67 126
97
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11587: Cyclohexane, (1-methylethyl)-
55 83 9.80 10.00 10.20 10.40
m/z 41.10 64 .36%
- | W/\/\\MM\//V\/
126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.80 10. 00 10 20 10 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
10.32 20.26 ug/L 1284590 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 90
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
4 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 53
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
Abundance Scan 2871 (10.321 min): VU030635.D (-2858) (-) m/z 57.10 100.00%
g7
43
5000 n
‘ 98
10.00 10.20 10.40 10.60
ol el 82 .|', M2l 142158 175 207 m/z 43.10 53.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19173: Nonane, 4-methyl-
57
43
5000 UNRUSRUNRR BB RS
71 10.00 10.20 10.40 10.60
29 o8 m/z 71.10 37.05%
0 ‘\‘ \“ h\ \H 8\5 ‘\ 112 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
10.00 10.20 10.40 10.60
5000 1 m/z 70.10 30.00%
98
29
o 85 112 127 142
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19166: Nonane, 4—methy|— LA L L B N N LB |
43 57 10.00 10.20 10.40 10.60
m/z 41.10 23.73%
71
5000
29 ‘ o %8
0 '}?I'd"u‘*"hl'ia'l'h 'JI'}%%I%%?'ﬁé?"'I""I T RN BN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 46 (DEL) Alkane: Cyclicl0.49 Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
10.49  14.86 ug/L 942578  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0ctene. 2.6-dimethvl- 140 Cl10H20 004057-42-5 52

001678-81-5 50
002223-52-1 50
074511-51-6 47
006783-92-2 43

2 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18

3 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20
4 1-Octene. 3.3-dimethvyl- 140 C10H20
5 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20

Abundance Scan 2924 (10.492 min): VU030635.D (-2917) (-) m/z 69.10 100.00%
125
55
5000 41
83 ogp
10.20 10.40 10.60 10.80
110 140
o! el 2169 m/z 125.20 86.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55
5000
29 10.20 10.40 10.60 10.80
m/z 70.10 83.37%
83 140
Ll o7 111 135 °
ot T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance
69
55 111 IIIIIIIIIIIIIIIIIIIIIII
41 10.20 10.40 10.60 10.80
5000 m/z 55.10 57.41%
83 126
27 97
15
I T L T
m/z--> 20 40 60 80 100 120 140 160
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl- e BRREEEE
69 10.20 10.40 10.60 10.80
m/z 67.10 50.30%
41 125
55
5000
27 83
H ‘\\ \“ ‘ i u\‘\ 95 109 1l 140
T T T D o
m/z--> 20 40 60 80 100 120 140 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 47 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.58 63.55 ug/L 4029960 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 Benzene. propvl- 120 C9H12 000103-65-1 87
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 74
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2951 (10.578 min): VU030635.D (-2943) (-) m/z 91.10 100.00%
o
5000
65 i 10,20 1040 10,60 1030
39 51 78 105 . . . .
Ol et e o 292 (167 184 207 "m/z 120.20  20.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propyl-
91
5000 NN "|""|"'4\'
10.20 10.40 10.60 10.80
120 m/z 92.10 10.85%
1527 9 51 65 T | 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
10.20 10.40 10.60 10.80
5000 m/z 65.10 10.74%
120
27 39 51 65 78 405
Ob e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91 10.20 10.40 10.60 10.80
m/z 78.10 6.52%
5000
65 120
oLas 2z P8 ) 105
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 48 (DEL) Alkane: Cyclicl0.75 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
10.75 13.59 ug/L 861841 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 87
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 81
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 74
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 74
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72
Abundance Scan 3004 (10.749 min): VU030635.D (-2996) (-) m/z 55.10 100.00%
55 97
5000 a1
69 o
140 UUNRANSUNRILR RSN UL
111 10.40 10.60 10.80 11.00
0 | 125 | 154 183 %L sy 97.10  83.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6741: Cyclohexane, 1,4-dimethyl-
55 o7
5000 NN UL SRR
41 112 10.40 10.60 10.80 11.00
7 m/z 41.10 35.48%
0'”P”'PJW'NW”'W”'W””I“”P'”'”"”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
10.40 10.60 10.80 11.00
5000 m/z 69.10 34.23%
41
69 112
27 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans- R EE R a s
55 9 10.40 10.60 10.80 11.00
m/z 56.10 29.75%
5000
41 112
27 ‘
O el il el J”ﬂhim.”“.”..”..”..”..”..”..”“.”“. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 49 (DEL) Alkane: Cyclicl0.81 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
10.81 10.18 ug/L 645862 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 53
2 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 53
3 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 49
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 47
5 Cyclopropane, 1,1,2-trimethyl-3-._. 140 C10H20 041977-43-9 47
Abundance Scan 3023 (10.810 min): VU030635.D (-3016) (-) m/z 83.10 100.00%
55
69
41
5000 97 139
19 10.40 10.60 10.80 11.00 11.20
o O = A ™ 7S B oy S s o R O W ToL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
41
5000 LSRR DAL SR BN BN
97 10.40 10.60 10.80 11.00 11.20
27 67 ‘ 140 m/z 69.10 66 .50%
0 .}?,.t‘..hk..”h,.uu. T - R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
" 10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 54 _.72%
97
21 69 140
112 125
G R L L UL W N B L WL A WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16951: 1,6-Octadiene, 5,7—dimethy|—, (R)- | NS AL L L N B
55 83 10.40 10.60 10.80 11.00 11.20

m/z 57.10 38.51%

5000
41

109 1%3 138

95
‘M ‘

o/ SN - 1 e A~ M VA

69
I . le el
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 50 Benzene, l-ethyl-2-methyl- Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
10.97 11.40 ug/L 722809 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 92
2 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 70
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 70
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 70
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 70
Abundance Scan 3073 (10.971 min): VU030635.D (-3065) (-) m/z 105.10 100.00%
105
5000
120
81
39 55 67 o1 140 68 10.60 10.80 11.00 11.20
0 ol m/z 120.10  30.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 T ---4\-- T T
120 1060 10,80 11.00 11.20
m/z 81.10 20.20%
5 21 % s 7S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

105

10.60 10.80 11.00 11.20
5000 m/z 97.10 16.86%
120

w20 39 51 6 77 91

g
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #9421: Benzene, 1,2,4-trimethyl- R AR

105 10.60 10.80 11.00 11.20
m/z 77.10 15.42%

120
5000

7 91
15 27 39 51 65 7 \

O —— R TR TR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.60 10 80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.11 24 .36 ug/L 1545120 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 90
2 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 87
3 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 72
4 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 72
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
Abundance Scan 3116 (11.109 min): VU030635.D (-3109) (-) m/z 71.10 100.00%
43 57 7
5000
113
85 10.80 11.00 11.20 11.40
S - Lo | teraan seier 207 T390 94.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000 RN AR BN BUURE

10.80 11.00 11.20 11.40

29 m/z 57.10 82.60%
85 112
o \ A S 98 | 126 141 156
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
S A
10.80 11.00 11.20 11.40
5000 m/z 41.10 39.88%
29
85
0 97 113 127 141 156
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19190: Octane, 3,3-dimethyl- R aEman
43 i 10.80 11.00 11.20 11.40
57 m/z 70.10 37.06%
5000 29
113
0 .,....,....,....,??.91....,%%?.,. e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 10 80 11. OO 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 52 Benzene, (2-methylpropyl)- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
11.28 15.96 ug/L 1012380 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 70
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 62
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 58
4 Benzene. butvl- 134 C10H14 000104-51-8 58
5 Benzene, butyl- 134 C10H14 000104-51-8 58
Abundance Scan 3169 (11.279 min): VU030635.D (-3158) (-) m/z 91.10 100.00%
q1
5000 P
1 134
109 11.00 11.20 11.40 11.60
o! Tt | o 168 182 207 | "m/z 92.10 53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14847: Benzene, (2-methylpropyl)-
91
5000 "'I""I""I""I"'[
134 11.00 11.20 11.40 11.60
43 o m/z 57.10 50.05%
ol 15 27 | 83 | 77 | 108115 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
11,00 11.20 11,40 11.60
5000 m/z 43.10 38.80%
134
43
o 27 53 65 27 105115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14850: Benzene, (2-methylpropyl)- B EEm mE
91 11.00 11.20 11.40 11.60
m/z 71.10 25.66%
5000
65 134
15 27 1 | 77 ] 103115
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.33 17.96 ug/L 1138810 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 46
2 Decane. 3-methvl- 156 C11H24 013151-34-3 46
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 43
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 35
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 27
Abundance Scan 3185 (11.331 min): VU030635.D (-3177) (-) m/z 105.10 100.00%
g7 105
71
5000 43 85
127
11.00 11.20 11.40 11.60
ol 115 141152 168 184 207 m/z 57.10 98 12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57
43
71
5000 UL BN IR IR
29 85 11.00 11.20 11.40 11.60

m/z 71.10 68 .06%

127
m ‘ | 98 112 7| 140 156

o et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 n
11.00 11.20 11.40 11.60
5000 85 m/z 85.20 48_.14%
29
126
14 9% 112 156
) e ARV S NN ST M LS RN NN,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl- e EAREEEREEE SRS
57 11.00 11.20 11.40 11.60
m/z 43.10 47 .24%
43 71
5000
29 85
127
0 J A A 97 111 141 156
T B L B B RN W S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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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\VU040419\
VU030635.D

03 Apr 2019 18:19

JC/SP

K2168-19
5.84a/5mL/100uL/5.0mL/MSVOA_U/MEOH

11 Sample Multiplier: 1

VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO32319WMA .M

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

54 (DEL) Alkane: Cyclicl1.39

Concentration Rank 61

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

11.39 15.84 ug/L 1004700 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 76
2 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 64
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 64

Abundance Scan 3203 (11.389 min): VU030635.D (-3195) (-) m/z 83.10 100.00%
B
55
5000 4l
69
11 ,,, 140 11,00 11,20 1140 11.60 11.80
97 127 : : : : :
0 e e 108 181 208 1 h/z 55,10 80. 75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83
55
5000 LA L L L L L L L LB
a1 11.00 11.20 11.40 11.60 11.80
29 140 m/z 82.10 64 .51%
0 15‘”\\“97111
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
55 83
e S R e
a1 11.00 11.20 11.40 11.60 11.80
5000 m/z 57.10 54 .44%
97
27 67 140
15 112 125
O A B AL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17971: Cyclohexane, butyl- N R EEE S S
55 83 11.00 11.20 11.40 11.60 11.80
m/z 41.10 50.07%
5000 a1
29 67 140
o ts Wl o e
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 55 Benzene, 1-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 71.88 ug/L 4558150 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 92
2 Indane 118 C9H10 000496-11-7 64
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 Indane 118 C9H10 000496-11-7 64

Abundance Scan 3322 (11.771 min): VU030635.D (-3310) (-) m/z 117.10 100.00%

117

105

5000

-

134

39 51 63 7 11.40 11.60 11.80 12.00

154 168

o m/z 119.10 55.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 11.40 11.60 11.80 12.00
m/z 105.05 55.97%
39 51
s B T
T [ T R T T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
11.40 11.60 11.80 12.00
5000 m/z 118.10 51.93%
91
ol 15 27 39 51 63 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8959: Benzene, 2-propenyl- SR MM i NN MM
117 11.40 11.60 11.80 12.00

m/z 115.10 35.42%

5000
91

39

21 7 a9 | 7 T 103 ‘

o NS+ S0 ) S Y S RO —

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

58

-

SOMULMO32319WMA .M Thu Apr 04 17:56:18 2019 Page: 59



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 56 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.25 86.47 ug/L 5483970 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 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3471 (12.250 min): VU030635.D (-3457) (-) m/z 119.10 100.00%
119
5000
134
o1 12.00 12.20 12.40 12.60
39 65 . ) ) )

0 .,....,....,..-..,.'...',..|..,.l..'! SRS o3 L J e N m/z 134.15  29.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.00 12.20 12.40 12.60

m/z 91.10 16.61%

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

119
12.00 12.20 12.40 12.60
5000 m/z 120.05 9.61%
134
91
15 39 58 77

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-

12.00 12.20 12.40 12.60
m/z 105.10 9.09%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 57 Benzene, (2-methylcycloprop... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.35 56.58 ug/L 3587920 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3502 (12.350 min): VU030635.D (-3494) (-) m/z 117.10 100.00%
117
5000
132
43 57 71 91 | 12.00 12.20 12.40 12.60
ol 102 Myl 153 168 183 208 | /5711510  32.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
5000 132

12.00 12.20 12.40 12.60

o m/z 132.15  27.08%
39 51 65 77 ‘ 103
ok el e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.10 14 _.35%
132
91
27 39 51 65 77 103
O T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.00 12.20 12.40 12.60
m/z 57.10 12.55%
5000 132
51 7 ot ‘
39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 58 (DEL) Alkane: Cyclicl2.61 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.

12.61 16.09 ug/L 1020620 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 49
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 49
3 Heptvlcvclohexane 182 C13H26 005617-41-4 49
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 49
5 Cyclohexane, 1,1"-methylenebis- 180 C13H24 003178-23-2 47

Abundance Scan 3583 (12.610 min): VU030635.D (-3574) (-) m/z 83.10 100.00%

5000

12.20 12.40 12.60 12.80 13.00

207

0 m/z 55.10 92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 SRR AR AR
12 20 12. 40 12 60 12. 80 13. OO
m/z 82.10 66.27%
154
o ‘\ L ‘H |97 111 125137 ]
||||||||||
m/z--> 80 100 120 140 160 180 200
Abundance
55 83
12.20 12.I40 12.|60 12.I80 13.|00
5000 a1 m/z 41.10 61.90%
29 67 154
N R TR N . N EN—
m/z--> 2|O 4|0 6|0 8IO 1(I)O 12|0 14|10 1é0 18|0 2CI)O
Abundance #47280: Heptylcyclohexane A EEE e e
83 12.20 12.40 12.60 12.80 13.00
m/z 69.10 46.19%
55
5000
41
67
‘ I 97 111 182
0 ”.,...WW..J,.A.JP..M..u.,.”.,...w....,.”.,.... e —
m/z--> 20 80 100 120 140 160 180 200 12 20 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 59 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.65 55.73 ug/L 3533950 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. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3595 (12.649 min): VU030635.D (-3587) (-) m/z 119.10 100.00%
119
5000 134
43 57 77 o1 12.40 12.60 12.80 13.00
Obrrr el bbb b b 149170184 209 281 m/z 134.20 47.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
o1 m/z 91.10 15.28%
NI I N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 9.77%

91
15 3953 77 77105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.20 9.40%
134
5000
77 %% 105
O.HPLNLE.N”.“ﬂ.“”v.Jk.”w.”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 60 1-Methyldecahydronaphthalene Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
12.72 15.36 ug/L 973837 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 93
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 93
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 76
4 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 76
5 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 64

Abundance Scan 3617 (12.720 min): VU030635.D (-3605) (-) m/z 67.10 100.00%
152
5000
12.40 12.60 12.80 13.00
o 63 178 207 Tnzz 152.20  89.58%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25436: 1-Methyldecahydronaphthalene
4 67
95
55 81 152
5000
137 12.40 12.60 12.80 13.00
109 m/z 95.10 85.25%
y ‘ i \\ iz
0|----“- hh H ‘ﬁ m\ ‘.|”...‘l...‘.l....l....l....
miz--> 20 40 60 120 140 160 180 200
Abundance
41 67
95 e
55 81 152 12140 1260 12.80 13.00
5000 m/z 81.10 83.32%
137
109
123
L S L L W WL B L B I WL
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25429: trans-Decalin, 2-methyl- L L L L L
g1 12.40 12.60 12.80 13.00
67 m/z 82.10 82.09%
41 55 95 152
5000
137
29 109
o |
OII‘ ..l“...Hl‘lu”.h..‘wk..‘.‘l....|....luuu‘.|....|....|.... R o e o SR
miz--> 20 40 60 80 100 120 140 160 180 200 12140 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 61 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
12.78 16.05 ug/L 1018150 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 76
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 70
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 70
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
Abundance Scan 3636 (12.781 min): VU030635.D (-3629) (-) m/z 119.10 100.00%
119
5000
91 148
a1 65 17 105 ot 12.40 12.60 12.80 13.00
53 - : : :
o 171182 196 m/z 91.10 28.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000 NS NS SR S
12.40 12.60 12.80 13.00
o1 148 m/z 148.20 26.36%
. 27 41 53 65 77 7 1% | 133
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 131.20 18.05%
134
15 27 39 51 g5 77 91 105
O T T o o A T i o = I ISR
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 105.10 16.71%
5000
134
, 15 27 39 51 65 77 91 105 |
0::::‘: ||||‘||‘|‘| ‘:‘:::”::::‘i::‘i‘:::“:|||| —T S :
m/z--> c') 2'0 4'0 6|0 8|0 1c')o 150 14'10 1('30 15';0 2(')0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO32319WMA_M
Quant Title : 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 62 Indan, l1-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.96 36.45 ug/L 2311360 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. l1l-methvl- 132 C10H12 000767-58-8 94
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
4 Benzene. (2-methvl-1-propenv)- 132 C10H12 000768-49-0 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 90

Abundance Scan 3692 (12.961 min): VU030635.D (-3685) (-) m/z 117.10 100.00%

5000

12.60 12.80 13.00 13.20
m/z 132.15  36.96%

o 152 168183 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #14031: Indan, 1-methyl-
117
5000
132 12.60 12.80 13.00 13.20
91 m/z 115.10 25.99%
39 65
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.60 12.80 13.00 13.20
5000 132 m/z 131.10 17.17%
39 65 91
0 25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14048: Benzene, 2-butenyl-
117 12.60 12.80 13.00 13.20
m/z 91.10 11.36%
132
5000 91
39 65
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 63 Benzene, pentyl- Concentration Rank 80

R.T. EstConc Area Relative to ISTD R.T.
13.03 7.71 ug/L 488835 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentvl- 148 C11H16 000538-68-1 49
2 Benzene. pentvl- 148 C11H16 000538-68-1 47
3 Benzene. pentvl- 148 C11H16 000538-68-1 46
4 Benzene. pentvl- 148 C11H16 000538-68-1 38
5 Benzene, hexyl- 162 C12H18 001077-16-3 35

Abundance Scan 3713 (13.028 min): VU030635.D (-3708) (-) m/z 91.10 100.00%
9l
105
5000
148
43 57 69
119 133 167 12.80 13.00 13.20 13.40
oSS .|i|'|. L |!| | '.l':l'l. .ﬁlﬂll ol s, SVISIN MG S .1,8.2. .1.9|8. - m/z 92.10 63.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22760: Benzene, pentyl-
91
5000
148 12.80 13.00 13.20 13.40
- 108 m/z 105.10 60.75%
29 41
0 --*i e ?}“I""??"" |j-'%ﬁ% }??l--‘--l'-' T TT T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
12.80 13.00 13.20 13.40
5000 m/z 148.20 34.11%
148
5
oL 18 29 415 65 78 119 133
m/z--> 2|0 4IO 6|0 8|O 1(|)O 12|O 14|10 1(|30 1é0 2(I)O
Abundance #22761: Benzene, pentyl-
91 12.80 13.00 13.20 13.40
m/z 43.10 23.02%
5000
148
29 4l 51 6? 78 ‘5 119 133
0||||‘|||‘||‘||‘||||“|||‘|||||||||||‘|| —— T —— T
m/z--> 2|0 4IO 6|0 8|O 1(|)O 12|O 14|10 1(|30 1é0 2(I)O 12.|80 13.IOO 13.|20 13.|40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 64 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.12 83.74 ug/L 5310630 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 91
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 90
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 70

Abundance Scan 3741 (13.118 min): VU030635.D (-3726) (-) m/z 117.10 100.00%

5000

12.80 13.00 13.20 13.40
m/z 119.10  58.14%

ol 151 166180 198 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
12.80 13.00 13.20 13.40

m/z 132.20 34 .26%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.80 13.00 13.20 13.40
5000 15 m/z 115.10 30.15%

39 91
26 65
ol

wmmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14041: 2,4-Dimethylstyrene
7

12.80 13.00 13.20 13.40
m/z 134.15  25.55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 66 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.28 42 .00 ug/L 2663220 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 81
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 81
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 80
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 78
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 49
Abundance Scan 3791 (13.279 min): VU030635.D (-3784) (-) m/z 57.10 100.00%
7
104
5000 43 71
91 132 MANTANT V) My
115
151 166 13.00 13.20 13.40 13.60
o e O4196207 | T/Zz 104.10  59.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
13.00 13.20 13.40 13.60
m/z 43.10 40.24%
,7 39 51 65 78 117
S O R N Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
15 13.00 13.20 13.40 13.60
5000 91 m/z 71.10 38.23%
15 27 39 51 65 78 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro- L B o
104 13.00 13.20 13.40 13.60
m/z 41.10 27.70%
5000 91 132
0 39 51 g5 /8 115
0 15wu\\\»\\w
m/z--> 20 40 60 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 69 Benzene, (1-methyl-1-butenyl)- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
13.50 27.96 ug/L 1773310  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. (1-methvi-i-butenvl)- 146 C11H14 053172-84-2 90
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64

3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14

017057-82-8 64
006682-71-9 50

5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 50
Abundance Scan 3860 (13.501 min): VU030635.D (-3853) (-) m/z 133.20 100.00%
133
5000
o1 148
39 51 65 /7 13.20 13.40 13.60 13.80
160
ol 0, 184195 m/z 131.10 67.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
31
91
5000
146 13.20 13.40 13.60 13.80
39 51 77 115 m/z 148.20 30.06%
5 2 | 63 | 103 ‘ ‘
i .L..kh TS R T VR n”l.,.“...,.. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
91
13.20 13.40 13.60 13.80
5000 146 m/z 91.10 24 _.99%
27 ¥ 5
65 115
15 " 103
O T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- T T
131 13.20 13.40 13.60 13.80
m/z 146.20 24._.62%
5000
oL 146
115
39
FoO e | awe
L -
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 U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 71 unknown-01 Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
13.78 8.40 ug/L 532397 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 41
2 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 41
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 41
4 Ethanone. 1-(4-ethvlphenvl)- 148 C10H120 000937-30-4 38
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 38
Abundance Scan 3947 (13.781 min): VU030635.D (-3943) (-) m/z 133.10 100.00%
133
5000 145 F
166 13.40 13.60 13.80 14.00
ol 155,), 176 _ 196 m/z 57.10 58.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
5000 AR UL SR B
105 148 Bmmmnmmm '
.- a m/z 43.10 50.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
119 LN DU UM UL
13.40 13.60 13.80 14.00
5000 148 m/z 41.10 46 .96%
. 9% 105
15 27 39 51 65
o R L L SO L WL B L N LI L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22829: Benzene, 1-(1,1-dimethylethyl)-3-methyl- A REREE RS
133 13.40 13.60 13.80 14.00
m/z 145.15 44 .01%
105
5000
148
41 91
T 0 0 [ O N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 72 unknown-02 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
13.95 12.17 ug/L 771526 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 2-methvl-3-phenvl- 146 C10H100 000101-39-3 46
2 2-Propvn-1-ol. 3-(4-methvlphenvl)- 146 C10H100 016017-24-6 45
3 Benzene. (2-methyl-1-butenvl)- 146 C11H14 056253-64-6 43
4 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 42
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 42

Abundance Scan 4000 (13.951 min): VU030635.D (-3992) (-) m/z 145.15 100.00%

1171

5000

13.60 13.80 14.00 14.20

0 m/z 131.15 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21566: 2-Propenal, 2-methyl-3-phenyl-
145
117
5000
o1 13.60 13.80 14.00 14.20
m/z 117.10 92.05%
39 65
‘ 131
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131146
R R
13.60 13.80 14.00 14.20
5000 115 m/z 133.15 59.24%
85
63
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21625: Benzene, (2-methyl-1-butenyl)-
131 13.60 13.80 14.00 14.20
91 m/z 146.15 53.27%
5000 115 146
[N
A S N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 73 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
14.15 12.46 ug/L 790447 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 95
3 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90
Abundance Scan 4062 (14.151 min): VU030635.D (-4054) (-) m/z 131.20 100.00%
5000
146
s0 51 68 7 agg | | 162 170101 208 13.80 14.00 14.20 14.40
o‘wﬁﬁw-ﬁwwm%ﬂjw‘w.,....,....,....,.... m/z 146.15 33.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146
13.80 14.00 14.20 14.40
115 m/z 115.10 16.14%
m/z--> 25 40 eb 85 160 150 140 160 180 200
Abundance
131
13:80 14.00 14.20 14.40
5000 146 m/z 129.10 15.57%
115
) 5 27 39 51 g5 77 91 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131 13.80 14.00 14.20 14.40
m/z 128.10 14 _.27%
5000
146
27 39 g1 01 115
05,“,‘?37‘7,‘1,03“,”‘,‘,,, S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 75 Benzene, 1,3,5-trimethyl-2-_._. Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
14.54 10.91 ug/L 691896 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
2 Benzene. 4-(2-butenvIl)-1.2-dimet... 160 C12H16 054340-86-2 62
3 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 52
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 52
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 52
Abundance Scan 4183 (14.540 min): VU030635.D (-4177) (-) m/z 145.20 100.00%
145
131
5000
115 160 VvV~ YV IV N UL
91
51 77 174 14.20 14.40 14.60 14.80
0 Mk 21628l m/z 131.10 69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145160
5000
14.20 14.40 14.60 14.80
130 m/z 146.20 27.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
14.20 14.40 14.60 14.80
5000 160 m/z 160.20 24 .73%
130
s By 77 91105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30951: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)- R EREEaRaasE TS
145 14.20 14.40 14.60 14.80
m/z 128.10 23.52%
5000
9 117 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 76 Naphthalene, l1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.87 61.81 ug/L 3919810 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4286 (14.871 min): VU030635.D (-4276) (-) m/z 142.10 100.00%
142
5000 ﬂ /\
115
— e
39 57 71 gg 14.60 14.80 15.00 15.20
Obprrr e st 228 ML 100 178 107 81 Tn7z 141.10  87.53%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000
115 14.60 14.80 15.00 15.20
m/z 115.10 33.26%
ol B 0. 8 sl
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 143.10 11.38%
115
oL 8751 71 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142 14.60 14.80 15.00 15.20
m/z 139.10 11.02%
5000
115
27 50‘6‘3 s 8‘9 128 || a’iﬂ__h
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 78 Naphthalene, 2,6-dimethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
15.91 24 .15 ug/L 1531650 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
Abundance Scan 4609 (15.909 min): VU030635.D (-4598) (-) m/z 156.15 100.00%
1%6
141
5000
63 77 128 15.60 15.80 16.00 16.20
39
ol 102 A1z 211 269 1777147110 69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28489: Naphthalene, 2,6-dimethyl-
156
117
5000
15.60 15.80 16.00 16.20
77 1s m/z 155.15 36.04%
o 39 63 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
156
141 15.60 15.80 16.00 16.20
5000 m/z 128.10 15.07%
77
ol 2639 63 1" g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28503: Naphthalene, 1,5-dimethyl- AR R REa RS
15.60 15.80 16.00 16.20
m/z 115.10 14 .44%
5000
o R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 79 Naphthalene, 2,3-dimethyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
16.06 16.28 ug/L 1032180 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 4656 (16.061 min): VU030635.D (-4646) (-) m/z 156.20 100.00%
141156
5000
115
51 15.80 16.00 16.20 16.40
o S T ,':.-.-!",...9.?. . .|.,.!'.. ol 274 191 208222 m/z 141.10 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
15.80 16.00 16.20 16.40
115 m/z 155.15 29 _.52%
0 IIIII2I7”\|”5”I‘llwlwl\lllwl:!'lol:l'“‘llll” ‘”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141196
15.80 16.00 16.20 16.40
5000 m/z 115.10 19.76%
115
63 77
ol15 39 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28500: Naphthalene, 1,6-dimethyl- T T
15.80 16.00 16.20 16.40
m/z 153.10 14 _.65%
5000
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030635.D

Aca On : 03 Apr 2019 18:19

Operator : JC/SP

Sample : K2168-19

Misc : 5.84a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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 80 Naphthalene, 1,6-dimethyl- Concentration Rank 68

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

16.09 12.85 ug/L 814855 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance

5000

0!

Scan 4665 (16.089 min): VU030635.D (-4661) (-)
156

141

172 190 207

m/z 156.20 100.00%

15.80 16.00 16.20 16.40

m/z 141.10 63.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28499: Naphthalene, 1,6-dimethyl-
156
141
5000
15.80 16.00 16.20 16.40
m/z 155.20 37 .95%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
15.80 16.00 16.20 16.40
5000 141 m/z 153.20 17.16%
77
115
oL1s 39 03 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28482: Naphthalene, 2,7-dimethyl-
156 15.80 16.00 16.20 16.40
m/z 77.00 15.36%
5000
141
0 45 6\3 \‘ 101115 bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040419\
Data File : VU030635.D

Acq On : 03 Apr 2019 18:19

Operator : JC/SP

Sample - K2168-19

Misc : 5.849/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O32319WMA .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]
(DEL) Alkane: Str... 2.71 58.0 ug/L 2798190 1 5.88 2410640 50.0
(DEL) Alkane: Str... 2.97 39.9 ug/L 1925180 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 3.86 10.7 ug/L 515786 1 5.88 2410640 50.0
(DEL) Alkane: Str... 3.97 16.6 ug/L 799255 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 4.07 20.9 ug/L 1005690 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 4.71 15.3 ug/L 736070 1 5.88 2410640 50.0
(DEL) Alkane: Str... 4.97 81.7 ug/L 3936420 1 5.88 2410640 50.0
(DEL) Alkane: Str... 5.06 47.2 ug/L 2274490 1 5.88 2410640 50.0
(DEL) Alkane: Str... 5.20 108.9 ug/L 5249150 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 5.47 37.6 ug/L 1812950 1 5.88 2410640 50.0
(DEL) Alkane: Str... 5.53 82.8 ug/L 3993120 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 5.61 41.2 ug/L 1985960 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 5.77 9.3 ug/L 450300 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 5.94 30.5 ug/L 1471180 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 6.21 24_.9 ug/L 1200180 1 5.88 2410640 50.0
(DEL) Alkane: Str... 6.47 26.2 ug/L 1263620 1 5.88 2410640 50.0
(DEL) Alkane: Str... 6.52 29.4 ug/L 1416420 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 6.63 21.8 ug/L 1049600 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 6.73 25.6 ug/L 1235710 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 6.83 12.7 ug/L 611351 1 5.88 2410640 50.0
(DEL) Alkane: Str... 6.92 55.5 ug/L 2675650 1 5.88 2410640 50.0
(DEL) Alkane: Str... 7.04 62.8 ug/L 3028750 1 5.88 2410640 50.0
(DEL) Alkane: Str... 7.10 19.6 ug/L 942740 1 5.88 2410640 50.0
(DEL) Alkane: Str... 7.17 86.7 ug/L 4182190 1 5.88 2410640 50.0
(DEL) Alkane: Str... 7.21 50.2 ug/L 2418370 1 5.88 2410640 50.0
(DEL) Alkane: Str... 7.33 90.9 ug/L 4381490 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 7.43 18.0 ug/L 866355 1 5.88 2410640 50.0
(DEL) Alkane: Cyc... 7.69 19.7 ug/L 1097950 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 7.91 33.1 ug/L 1846560 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 8.04 23.3 ug/L 1295310 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 8.09 13.2 ug/L 733903 2 9.09 2786060 50.0
(DEL) Alkane: Str... 8.22 12.9 ug/L 719278 2 9.09 2786060 50.0
(DEL) Alkane: Str... 8.45 39.0 ug/L 2172880 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 8.54 24 _3 ug/L 1355950 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 8.60 33.4 ug/L 1862180 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 8.75 15.9 ug/L 888430 2 9.09 2786060 50.0
(DEL) Alkane: Str... 8.81 22.3 ug/L 1240940 2 9.09 2786060 50.0
(DEL) Alkane: Str... 8.90 66.5 ug/L 3704980 2 9.09 2786060 50.0
(DEL) Alkane: Str... 9.03 77.5 ug/L 4320850 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 9.44 22.0 ug/L 1223520 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 9.71 24_0 ug/L 1339550 2 9.09 2786060 50.0
(DEL) Alkane: Str... 9.81 19.4 ug/L 1080450 2 9.09 2786060 50.0
(DEL) Alkane: Str... 9.95 59.9 ug/L 3334970 2 9.09 2786060 50.0
(DEL) Alkane: Cyc... 10.04 24_0 ug/L 1335430 2 9.09 2786060 50.0
(DEL) Alkane: Str... 10.32 20.3 ug/L 1284590 3 11.48 3170870 50.0
(DEL) Alkane: Cyc... 10.49 14.9 ug/L 942578 3 11.48 3170870 50.0
Benzene, propyl- 10.58 63.5 ug/L 4029960 3 11.48 3170870 50.0
(DEL) Alkane: Cyc... 10.75 13.6 ug/L 861841 3 11.48 3170870 50.0
(DEL) Alkane: Cyc... 10.81 10.2 ug/L 645862 3 11.48 3170870 50.0
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Benzene, 1-ethyl-... 10.97 11.4 ug/L 722809 11.48 3170870 50.0

3
(DEL) Alkane: Str... 11.11 24_4 ug/L 1545120 3 11.48 3170870 50.0
Benzene, (2-methy... 11.28 16.0 ug/L 1012380 3 11.48 3170870 50.0
(DEL) Alkane: Str... 11.33 18.0 ug/L 1138810 3 11.48 3170870 50.0
(DEL) Alkane: Cyc... 11.39 15.8 ug/L 1004700 3 11.48 3170870 50.0
Benzene, 1-propenyl- 11.77 71.9 ug/L 4558150 3 11.48 3170870 50.0
Benzene, 2-ethyl-_.. 12.25 86.5 ug/L 5483970 3 11.48 3170870 50.0
Benzene, (2-methy... 12.35 56.6 ug/L 3587920 3 11.48 3170870 50.0
(DEL) Alkane: Cyc... 12.61 16.1 ug/L 1020620 3 11.48 3170870 50.0
Benzene, 1,2,4,5-... 12.65 55.7 ug/L 3533950 3 11.48 3170870 50.0
1-Methyldecahydro... 12.72 15.4 ug/L 973837 3 11.48 3170870 50.0
Benzene, l-methyl... 12.78 16.1 ug/L 1018150 3 11.48 3170870 50.0
Indan, 1-methyl- 12.96 36.5 ug/L 2311360 3 11.48 3170870 50.0
Benzene, pentyl- 13.03 7.7 ug/L 488835 3 11.48 3170870 50.0
Benzene, 2-etheny... 13.12 83.7 ug/L 5310630 3 11.48 3170870 50.0
Naphthalene, 1,2,... 13.28 42.0 ug/L 2663220 3 11.48 3170870 50.0
Benzene, (1-methy... 13.50 28.0 ug/L 1773310 3 11.48 3170870 50.0
unknown-01 13.78 8.4 ug/L 532397 3 11.48 3170870 50.0
unknown-02 13.95 12.2 ug/L 771526 3 11.48 3170870 50.0
1H-Indene, 2,3-di... 14.15 12.5 ug/L 790447 3 11.48 3170870 50.0
Benzene, 1,3,5-tr... 14.54 10.9 ug/L 691896 3 11.48 3170870 50.0
Naphthalene, 1-me... 14.87 61.8 ug/L 3919810 3 11.48 3170870 50.0
Naphthalene, 2,6-... 15.91 24_.1 ug/L 1531650 3 11.48 3170870 50.0
Naphthalene, 2,3-... 16.06 16.3 ug/L 1032180 3 11.48 3170870 50.0
Naphthalene, 1,6-... 16.09 12.9 ug/L 814855 3 11.48 3170870 50.0
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