LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM122018WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.321 42 46 57 rvB 3659 4229 0.01% 0.002%
2 1.395 62 69 83 rBv 83729 96444 0.19% 0.039%
3 1.578 108 126 127 rBV8 8441 17864 0.04% 0.007%
4 1.640 140 145 156 rBvY 58766 65203 0.13% 0.026%
5 2.099 282 288 296 rBV5 1109 1609 0.00% 0.001%

2.234 319 330 344 rBV 136860 211675 0.43% 0.086%

6

7 2.347 360 365 381 rvVvB7 2672 4946 0.01% 0.002%
8 2.434 386 392 404 rvB2 1261 2017 0.00% 0.001%
9 2.630 444 453 461 rBV3 1270 2324 0.00% 0.001%
10 2.688 464 471 478 rVB4 1312 2261 0.00% 0.001%
11 2.723 479 482 487 rBV2 294 244 0.00% 0.000%
12 2.826 503 514 528 rVB 2577 5709 0.01% 0.002%
13 3.135 604 610 613 rBvY 346 421 0.00% 0.000%
14 3.189 622 627 630 rvB2 249 285 0.00% 0.000%
15 3.218 630 636 640 rBv2 221 325 0.00% 0.000%
16 3.543 731 737 739 rBV2 296 215 0.00% 0.000%
17 3.646 765 769 773 rBvV2 201 217 0.00% 0.000%
18 3.787 810 813 818 rVB 238 250 0.00% 0.000%
19 3.983 869 874 875 rBV 273 212 0.00% 0.000%
20 4.192 926 939 978 rBV 45079 159241 0.32% 0.065%
21 4_.553 1047 1051 1054 rBVZ2 238 209 0.00% 0.000%
22 4.643 1060 1079 1108 rBV 97462 241247 0.49% 0.098%
23 4.881 1148 1153 1156 rBV2 286 307 0.00% 0.000%
24 5.327 1270 1292 1325 rBV2 230943 670218 1.35% 0.272%
25 5.536 1351 1357 1359 rBV3 174 204 0.00% 0.000%
26 5.610 1373 1380 1389 rBv4 949 1946 0.00% 0.001%
27 5.880 1450 1464 1492 rBV 224229 462529 0.93% 0.187%
28 6.077 1519 1525 1528 rBV2 183 224 0.00% 0.000%
29 6.250 1570 1579 1589 rBV5 1202 2449 0.00% 0.001%
30 6.324 1589 1602 1624 rBV 141219 296757 0.60% 0.120%
31 6.482 1647 1651 1658 rVB 294 239 0.00% 0.000%
32 6.893 1770 1779 1784 rBV2 573 876 0.00% 0.000%
33 7.173 1861 1866 1871 rBV2 845 1197 0.00% 0.000%

34 7.224 1871 1882 1903 rVB2 79963 155151 0.31% 0.063%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM122018WMA .M
Title : VOC Analysis

35 7.337 1910 1917 1929 rVB4 1102 1520 0.00% 0.001%
36 7.485 1955 1963 1964 rBV3 622 546 0.00% 0.000%
37 7.562 1967 1987 2004 rBVY 287466 534356 1.07% 0.217%
38 7.639 2005 2011 2023 rVB3 5508 10343 0.02% 0.004%
39 7.745 2041 2044 2047 rvVB2 297 246 0.00% 0.000%
40 7.816 2056 2066 2069 rBV3 11616 16344 0.03% 0.007%
41 7.848 2069 2076 2091 rVB 50035 94804 0.19% 0.038%
42 7.970 2111 2114 2116 rBvV 284 195 0.00% 0.000%
43 7.993 2117 2121 2127 rVB2 444 484 0.00% 0.000%
44 8.041 2127 2136 2148 rVB3 5319 9088 0.02% 0.004%
45 8.157 2154 2172 2185 rBV5 4421 9265 0.02% 0.004%
46 8.224 2185 2193 2206 rVB3 8118 13044 0.03% 0.005%

47 8.324 2209 2224 2251 rBV 240124 455455 0.92% 0.185%
48 8.475 2254 2271 2282 rBV5 54110 139195 0.28% 0.056%

49 8.604 2301 2311 2319 rBV2 21695 37013 0.07% 0.015%
50 8.755 2350 2358 2365 rBv4 3616 5584 0.01% 0.002%
51 8.813 2365 2376 2379 rVV 37158 57549 0.12% 0.023%

52 8.845 2381 2386 2396 rVVv3 87561 166923 0.34% 0.068%
53 8.906 2396 2405 2420 rvB2 253582 441977 0.89% 0.179%
54 9.031 2431 2444 2453 rBV 196942 327030 0.66% 0.133%
55 9.093 2453 2463 2475 rVV 334706 596965 1.20% 0.242%

56 9.260 2498 2515 2528 rBV2 27232437 46120710 92.73% 18.691%
57 9.376 2541 2551 2556 rBV 342141 625459 1.26% 0.253%
58 9.443 2564 2572 2598 rVB 1743871 2698915 5.43% 1.094%
59 9.565 2598 2610 2623 rBv4 52790 100220 0.20% 0.041%
60 9.652 2627 2637 2643 rBV3 54096 99343 0.20% 0.040%

61 9.716 2644 2657 2666 rBV5 542319 1039021 2.09% 0.421%
62 9.781 2667 2677 2697 rVB 1514939 2871351 5.77% 1.164%
63 9.951 2712 2730 2739 rBV3 775245 1458984 2.93% 0.591%
64 10.009 2740 2748 2749 rBV2 138715 156559 0.31% 0.063%
65 10.041 2751 2758 2767 rVV2 634315 1025874 2.06% 0.416%

66 10.170 2785 2798 2808 rBV 2159670 3623488 7.29% 1.468%
67 10.253 2819 2824 2832 rVB2 332124 454016 0.91% 0.184%
68 10.453 2870 2886 2894 rBV2 1022879 2126079 4.27% 0.862%
69 10.591 2918 2929 2940 rBV 6041652 9538010 19.18% 3.865%
70 10.694 2948 2961 2976 rBV 21828813 49734264 100.00% 20.155%

71 10.781 2977 2988 2994 rVV 11505096 18035924 36.26% 7.309%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM122018WMA .M

: VOC Analysis

72 10.816 2995 2999 3010 rVB 5054709 6461786 12.99% 2.619%
73 10.977 3038 3049 3068 rVB 7789881 12495418 25.12% 5.064%
74 11.118 3086 3093 3095 rBV 869303 1063536 2.14% 0.431%
75 11.160 3095 3106 3130 rVB 27794329 44082250 88.64% 17.864%

76 11.273 3132 3141 3143 rBV2 374291 491242 0.99% 0.199%
77 11.398 3172 3180 3185 rBV2 623139 951727 1.91% 0.386%
78 11.482 3200 3206 3214 rBV3 554452 745452 1.50% 0.302%
79 11.530 3216 3221 3226 rBV2 412436 506437 1.02% 0.205%
80 11.575 3226 3235 3243 rBV 6503205 9344906 18.79% 3.787%

81 11.700 3268 3274 3284 rVB 660500 941200 1.89% 0.381%
82 11.777 3286 3298 3305 rBV3 2905276 6012819 12.09% 2.437%
83 11.871 3316 3327 3343 rVB5 3020216 6214152 12.49% 2.518%
84 12.025 3366 3375 3383 rBV 3553251 5014972 10.08% 2.032%
85 12.147 3405 3413 3417 rBV 777732 1136926 2.29% 0.461%

86 12.250 3438 3445 3455 rVB 2282989 3437761 6.91% 1.393%
87 12.359 3472 3479 3497 rBV8 241229 588358 1.18% 0.238%
88 12.610 3548 3557 3562 rBV2 310971 485164 0.98% 0.197%
89 12.700 3578 3585 3592 rBV2 332399 519807 1.05% 0.211%
90 13.121 3708 3716 3740 rVvB2 353133 593202 1.19% 0.240%

91 13.247 3747 3755 3772 rVB 242356 391952 0.79% 0.159%

92 13.610 3860 3868 3882 rVB2 48881 99751 0.20% 0.040%
93 13.742 3899 3909 3918 rVB 36694 62333 0.13% 0.025%
94 14.054 3997 4006 4017 rVB5 23063 39693 0.08% 0.016%
95 14.141 4025 4033 4042 rBV3 11375 18319 0.04% 0.007%
96 14.340 4089 4095 4107 rVB10 4230 5797 0.01% 0.002%
97 14.449 4126 4129 4130 rBV2 1324 861 0.00% 0.000%
98 14.526 4150 4153 4154 rBV3 883 566 0.00% 0.000%
99 14.887 4257 4265 4274 rBV7 6721 12804 0.03% 0.005%
100 15.067 4317 4321 4323 rBV3 4600 4417 0.01% 0.002%

Sum of corrected areas: 246758995
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 2 (DEL) Alkane: Cyclic8.48 Concentration Rank 31

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

8.48 11.66 ug/L 139195 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87

Abundance Scan 2272 (8.478 min): VU028822.D (-2254) (-) m/z 69.10 100.00%
69 111
55
5000 a1
126
| | ” | 83 97 8.20 8.40 860 8.80
0 et el sl e L Tmzz 111.20 0 82.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111
5000 = RS L L R
8.20 8.40 8.60 8.80
4l 126 m/z 55.10 65.48%
27
0 "I'%§'I"JNI"'JIH"'I“'M'F?““l'"'Iéﬁ"I"%?I""Il"'l"“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
8.20 8.40 8.60 8.80
5000 S5 m/z 41.05 38.76%
4 126
u 83 95
G R R R AR RARAS RAARS RRRS RARRS RRASS RARAS NARRS LAREN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 8.20 8.40 8.60 8.80
m/z 57.10 31.82%
5000 55
41 126
28
0 'w'%?'|“'“H"'hl“"w“L'F%”“l"“|§?'w'??'w"'|t"l'“”l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 3 (DEL) Alkane: Cyclic8.60 Concentration Rank 37

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

8.60 3.10 ug/L 37013 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
5 6-Methyl-hept-2-yn-4-ol 126 C8H140 060018-69-1 64

Abundance Scan 2310 (8.601 min): VU028822.D (-2301) (-) m/z 111.15 100.00%
69 111
5000 55
41
83 SRS SRS LR B
1y | | | 97 8.20 8.40 8.60 8.80 9.00
) SN 11 SN | S 1 SN [ S N — m/z 69.05 84.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 a
83 8.20 8.40 8.60 8.80 9.00
m/z 55.10 43_.17%
o Taall e | ‘ %102 | 126
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
69
8.20 8.40 8.60 8.80 9.00
5000 41 % m/z 41.05 34.56%
83
27
0 'W'"'I“"I'”'I"ﬂ%""F%"I"“I"'W'??'lg%' "'w'%?§w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111 8.20 8.40 8.60 8.80 9.00
m/z 56.10 25.97%
5000 41 5
83
27
0 'w'%?'|“'M“"'hlt"l"“l"”'l'“'|J"w'9?'|“"|"'w'%?§|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 35

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

8.81 4.82 ug/L 57549 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 87
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 74
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 68
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59

Abundance Scan 2375 (8.810 min): VU028822.D (-2365) (-) m/z 43.10 100.00%
a3
5000 84

8.40 8.60 8.80 9.00 9.20

57 71
Lh .|” 1 99 111 128

) SSSBISSSNESSSNSN NS || S| NSNS NI - I - m/z 84.20 47.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12683: Heptane, 2,3-dimethyl-
43
5000 84
8.40 8.60 8.80 9.00 9.20
57 71 m/z 85.20 40.67%
29
0 15 | ‘M‘ 50 H‘ H\ 99 113 128
IR R o e e o o o e BAREEREEREE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 27.75%
5 84
27 71
0 35 50 99 113 128
T T T T T T T T T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11522: 1-Octene, 4-methyl-
43 8.40 8.60 8.80 9.00 9.20
m/z 57.10 25.71%
5000
84
29 57 69
0 || 36||| 50 2 77 \ 91 98 111 126
T T T T R T T e T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 5 (DEL) Alkane: Cyclic8.85 Concentration Rank 29

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

8.85 13.98 ug/L 166923 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 90
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81

Abundance Scan 2388 (8.851 min): VU028822D(2381)() m/z 111.20 100.00%
69
55
5000
126
“ 83 o7 8.60 8.80 9.00 9.20
0..,....,....,....,....,....,...|.,...-.,-!'...,...'.",....-,!...,....,... m/z 69.10 85.32%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, l,3,5—trimethy|—, (1.alpha.,3.alpha.,...
69 111
5000 55
41 o6 8.60 8.80 9.00 9.20
1 m/z 55.10 55.14%
28
0 'W'%?'I”'“H"'Ll“"PML'F%'MI"”Igf'ﬁ'??'P"'IL"I'”'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
8.60 8.80 9.00 9.20
5000 55 m/z 70.10 35.41%
4 126
u 83 95
G R R R AR RARAS RAARS RRRS RARRS RRASS RARAS NARRS LAREN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111 8.60 8.80 9.00 9.20
m/z 41.10 32 .55%
5000 s
41 126
1 I S TN 0 NS T A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

8.91 37.02 ug/L 441977 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Decane 142 C10H22 000124-18-5 59
4 Octane, 4-methyl- 128 C9H20 002216-34-4 53
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 53

Abundance Scan 2406 (8.909 min): VU028822.D (-2396) (-) m/z 43.10 100.00%
a3
5000 o
85

111 8.60 8.80 9.00 9.20
”“.”“”.“”Llhwu”“”.ﬂh.wwn,nﬂﬁnuﬁunpﬂgﬁ.”“.”“ m/z 57.10 49.65%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12695: Heptane, 2,4-dimethyl-
43
5000
85 8.60 8.80 9.00 9.20
27 Soon m/z 71.15  42.25%
. | 36\‘\‘ L 9 13 128
I S b L b s e S L R L AARRRRAR T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
8.60 8.80 9.00 9.20
5000 g5 m/z 41.10 36.25%
57 71
29
o 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19158: Decane
43 57 8.60 8.80 9.00 9.20
m/z 85.15 30.04%
5000
71
29 85
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

9.03 27.39 ug/L 327030 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
4 Octane, 3-methyl- 128 C9H20 002216-33-3 80
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 59

Abundance Scan 2444 (9.031 min): VU028822.D (-2431) (-) m/z 57.10 100.00%
g7
5000
43
98
71 8.60 8.80 9.00 9.20 9.40
o..,....,....,....',|:..?,°..'.|:,....:'....,.8.4..,....",....,1.15?.,..1.??.... m/z 43.05 27.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12669: Octane, 3-methyl-
57
5000
43 8.60 8.80 9.00 9.20 9.40
29 98 m/z 41.05 25.48%
ol 15 A “ 50 7} 85 I 113 128
mz> 10 20 % 4 5 e'o 70 80 90 100 110 120 130
Abundance
57
8.60 8.80 9.00 9.20 9.40
5000 m/z 56.10 21.60%
43
29
0"|"'w""|'”'|"'?g"'|'“'7%'7ﬁ'§?'|"?ﬁ""1}§'|"%??'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12701: Heptane, 2,5-dimethyl-
57 8.60 8.80 9.00 9.20 9.40
m/z 98.20 14 _.39%
5000 43
29
0 36‘L 50 J‘ 7} 85 ?P 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

9.44 226.05 ug/L 2698920 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 90
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
4 Octane 114 C8H18 000111-65-9 72
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 2571 (9.440 min): VU028822.D (-2564) (-) m/z 43.10 100.00%
a4 57
5000
85
71
| | | 99 .. 128 9.20 9.40 9.60 9.80
OHV“W““P“L““V“W““P“WJ“V“W““P“W“JVHW““P“WH“P“ m/z 57.15 90.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
‘ 8 m/z 41.10 43.00%
0"P%ﬁl”'W'“'P'”I“'W'”'P'“I”"'”?%'“I”"'ﬁ?g'”l”'ﬂ'”'P'”l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
a3
9.20 9.40 9.60 9.80
5000 m/z 85.15 35.39%
- 41 85
99 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #50324: 1-Octanol, 2-butyl-
43 57 9.20 9.40 9.60 9.80
m/z 71.15 27 . 47%
5000
. \‘ “ M O ML 125 140 154 168
m/z--> 10 20 3'0 4'0 50 6|O 7'0 8IO 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 9 unknown-01 Concentration Rank 32

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

9.57 8.39 ug/L 100220 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 47
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 43
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 38
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 38

Abundance Scan 2611 (9.568 min): VU028822.D (-2598) (-) m/z 81.10 100.00%
il
69
5000 55
41 95
| ‘ ‘ 1 124 9.20 9.40 9.60 9.80
140 : : : :
o..,....,....,....|,.”...,-.|!.-.,..'..|,'...'=|;.||.|'..,-.-..'I,lﬁ'.?.';[...,.!'..,....,-...., m/z 69.10  55.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16876: Cyclohexene,3-butyl-
81
5000
a1 67 9% 9.20 9.40 9.60 9.80
97 ‘ 55 138 m/z 55.05 49_.06%
0||H|‘l‘|m|“i74‘h‘8?“|mlg|123|‘l|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
9.20 9.40 9.60 9.80
5000 m/z 95.10 35.97%
b7 39 &7 96

46 60 74 89

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2911: Cyclopentene, 4,4-dimethyl-

81 9.20 9.40 9.60 9.80

m/z 41.05 35.08%
5000
39
27 ‘ 53 %
0..,.1..5.,...‘:‘,...:i‘....i‘:‘l‘..,..‘H,...‘.‘il...,..‘..,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\

vu028822.D

20 Dec 2018 14:17
MD/SY

J6441-11

5.90g/5mL/100uL/5.0mL/MSVOA_U/MEOH

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA_M

Quant Title

TIC Library

TIC Integration Parameters:

: VOC Analysis

= C:\DATABASE\NIST11.L
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: Straight-Chai...

Concentration Rank 33

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

9.65 8.32 ug/L 99343 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,3,3-trimethyl- 156 Cl11H24 062016-30-2 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 47

Abundance Scan 2636 (9.649 min): VU028822.D (-2627) (-) m/z 57.10 100.00%
q7
43
5000
71
85
gg 112 149 9.40 9.60 9.80 10.00
O e m/z 43.10 64 .34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28442: Octane, 2,3,3-trimethyl-
43 57
71
5000 85
9.40 9.60 9.80 10.00
29 m/z 71.10 33.30%
113
0 ”I“'HP"“l'”l'i'I”'jb"ﬁ'l”l”??P"Wlt”l'“' ”'}ﬁ%'ﬁ'“'l”"P"W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 57
- 9.40 9.60 9.80 10.00
0
5000 - a5 m/z 41.05 31.70%
ol 97 113 126 139 168
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38325: Undecane, 5-methyl-
43 9.40 9.60 9.80 10.00
57 m/z 85.10 19.96%
5000 71
85
29 | ‘ 12
0 “I“JL'“'H'“I“hW'“'P'“I“'W'“?%'“IM'WE?§'“}ﬂ%'ﬂ}§§v'ﬁzg'ﬂ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00

SOMULM122018WMA .M Mon Jan 07 10:07:39 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 11 (DEL) Alkane: Cyclic9.72 Concentration Rank 13

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

9.72 87.03 ug/L 1039020 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 45
2 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43
3 Cyclohexane, l1l-ethyl-2-methyl- 126 C9H18 003728-54-9 43
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 43
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 43

Abundance Scan 2658 (9.720 min): VU028822.D (-2644) (-) m/z 97.15 100.00%
97
43
5000 85
69
126
|| h| 77, I 111 | 142 9.40 9.60 9.80 10.00
N | TN N P m/z 55.10 93.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7
5000
9.40 9.60 9.80 10.00
41 69 126 m/z 57.10 84.25%
27 81
0"|“"|'“h“'”'dﬁ“'|”””l'““i'“'”'“g?“'ll“'}}i%%?“"v"'v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
9.40 9.60 9.80 10.00
5000 m/z 43.10 69.44%
41
29 69 126
oL 15 81 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 o 9.40 9.60 9.80 10.00
m/z 41.10 51.86%
5000
41 69
0"I”"I'”fﬁ'“'hw”'lﬂ”ul'”Hh'”'?%“'I”'ll”'}}%"IfT?P"'P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

SOMULM122018WMA .M Mon Jan 07 10:07:40 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

9.95 122.20 ug/L 1458980 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 76
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 76
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 74

Abundance Scan 2730 (9.951 min): VU028822.D (-2712) (-) m/z 57.10 100.00%
57
71
5000 43
81
| |‘ | T 113 25 1 9.60 9.80 10.00 10.20
o SNBSS P MBS |11 ] S| 2 S m/z 71.15 62.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
9.60 9.80 10.00 10.20
m/z 43.10 49.22%
29 85 113
0"P%?'P'JJP"”P"'I“hll“'”i“"l“h'l“??v"wlt“I'}gz"“ﬁﬁ?“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 9.60 9.80 10.00 10.20
5000 1 m/z 41.10 38.09%
113
0 20 36 85 98 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl- e AR A ama e
57 9.60 9.80 10.00 10.20
m/z 56.10 33.35%
71
5000 43
29
112
ol 15 1 o 8 e T 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.01 13.11 ug/L 156559 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 80
2 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 80
3 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
4 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
5 Hexane, 3,3,4,4-tetramethyl- 142 C10H22 005171-84-6 64
Abundance Scan 2748 (10.009 min): VU028822.D (-2740) (-) m/z 71.15 100.00%
7
43
5000 >
| |‘ 8 97 M3 5 o 9.60 9.80 10.00 10.20 10.40
Obrrrrrrrprrrr el e LTS M0 7430100 53, 354%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19199: Octane, 3,3-dimethyl-
71
43
5000 57
9.60 9.80 10.00 10.20 10.40
m/z 57.15 51.07%
29 ‘ 85 113
o 15 |l s0 | o7 | 17
B INRIRA NI I AR LA NS IR IR L SIS RARSS BALSS SRR BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71
57 9.60 9.80 10.00 10.20 10.40
5000 43 m/z 70.15 34.97%
29 113
ol 14 50 8 o7 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19212: Heptane, 2,5,5-trimethyl-
7 9.60 9.80 10.00 10.20 10.40
43 m/z 41.10 27 .00%
57
5000
29
o 1l s “ 8 g M3 4y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 14 (DEL) Alkane: Cyclicl0.04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.04 85.92 ug/L 1025870 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 83
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
Abundance Scan 2758 (10.041 min): VU028822.D (-2751) (-) m/z 83.15 100.00%
55 a3
5000 41
67 126
I | || 97 100 o 9.80 10.00 10.20 10.40
Obrrrrrrr et el el Ml i et b2 | M/Z 55.10  82.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11540: Cyclohexane, propyl-
83
55
5000 41
9.80 10.00 10.20 10.40
- 67 126 m/z 82.10 60.63%
O'WH'W'JM'“MH“w“HH'JM'“WMLW'EE'“W'“W'”'v“'w“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 46.97%
27 67 126
0 75 97 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl- LB I B S B
83 9.80 10.00 10.20 10.40
55 m/z 57.10 42 .26%
5000
41
126
29 67
O Y RO - A - U MO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.25 38.03 ug/L 454016 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
4 Octane, 3-methyl- 128 C9H20 002216-33-3 47
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 47
Abundance Scan 2823 (10.250 min): VU028822.D (-2819) (-) m/z 57.10 100.00%
g7
43
5000
71 85 98
| | 12 07 1 10.00 10.20 10.40 10.60
o{ SR | RSSO S| NN NN 1 A .S m/z 43.10 62.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000
10.00 10.20 10.40 10.60
g, m/z 41.10 27.21%
0 A Ll 98 113 127 150
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
43 10,00 10.20 10.40 10.60
5000 m/z 71.10 24 _.22%
29 - 98
o 78 85 113 127 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57 10.00 10.20 10.40 10.60
m/z 56.10 22.03%
5000 43
29 71 P
0..,”.U“..qi.”,.ﬂu,.nﬂﬂn..P%?w..”\.”.ff%.“..w..”ﬁ??”,.”. VARV, VAV N ai¥a
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 16 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.59 639.75 ug/L 9538010 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 91
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 56
Abundance Scan 2929 (10.591 min): VU028822.D (-2918) (-) m/z 91.10 100.00%
91
5000
120
. 39 51 6|5 78 | 105 | 141 10.20 10.40 10.60 10.80 11.000
e e e m/z 120.15 22 _.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propyl-

91

5000
20 10.20 10.40 10.60 10.80 11.00
1 m/z 92.10 10.79%
65 78
ECRE LA o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

91

10.20 10.40 10.60 10.80 11.00
5000 m/z 65.10 10.09%

120
27 39 51 8 78 405
G U S I SIS IS S I S B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70358: N-Benzyl-2-phenethylamine
91

10.20 10.40 10.60 10.80 11.00
m/z 78.05 6.36%

5000 120
65
15 27 39 51 | 77 | 105 | 132 209
e

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 17 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.69 3335.85 ug/L 49734300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 2960 (10.691 min): VU028822.D d)(—2948) () m/z 105.15 100.00%
105
5000
120
77 9 00 1060 10'20 1100
39 51 cg 65 10.40 10.60 10.80 11.00
O e et e S8 2B 138 5715015 33.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 91.10 13.13%
mz> O % %0 4 5 60 7o 8 8 100 10 1o 10 140
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.10 13.02%

120

39 77 9
27 51 cg 65 84

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-

105 10.40 10.60 10.80 11.00

m/z 106.10 9.57%
5000
120
91
T T e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 18 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.78 1209.73 ug/L 18035900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 2988 (10.781 min): VU028822.D (-2977) (-) m/z 105.10 100.00%
105
5000 120
7 91 o oAt anlos Tl T
39 51 65 10.40 10.60 10.80 11.00
Ol bt e bl 38 284 m/z 120.20  49.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.40 10.60 10.80 11.00
m/z 77.10 13.23%
0] 15 27 3\9 5\1 6? 7\7 i il \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120
10.40 10.60 10.80 11.00
5000 m/z 119.15 12.66%

o5 27 39 51 g5 (7 01

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9401: Mesitylene R A Raa e
10.40 10.60 10.80 11.00

m/z 91.10 10.28%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 433.41 ug/L 6461790 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 72
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 72
4 Nonane 128 C9H20 000111-84-2 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 3000 (10.819 min): VU028822.D (-2995) (-) m/z 57.10 100.00%
43 57
5000 7
85
99 113 142 10.60 10.80 11.00 11.20
0 B Nl S =7 S m/z 43.10 86.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19158: Decane
43 57
5000
71 10.60 10.80 11.00 11.20
29 85 m/z 71.20 39.77%
o156 \W L ‘J | % us 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
10.60 10.80 11.00 11.20
5000 e m/z 41.10 38.06%
29
o 99 113 127 155 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38339: Decane, 2,4-dimethyl-
43 10.60 10.80 11.00 11.20
57 m/z 85.20 28.41%
5000 71
85
29 ‘
0 \‘ A \“ M | 99 1]\'2 127 155
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20

SOMULM122018WMA .M Mon Jan 07 10:07:45 2019 Page: 22



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.12 71.34 ug/L 1063540 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 74
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
3 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 59
4 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 59
5 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 53
Abundance Scan 3094 (11.121 min): VU028822.D (-3086) (-) m/z 71.20 100.00%
43 o
5000
105
120
85 10.80 11.00 11.20 11.40
S O 10 1% w/z 43.10 78.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000
10.80 11.00 11.20 11.40
29 m/z 57.10 73.66%
‘ ‘ a5 112
S o = P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 71
10.80 11.00 11.20 11.40
5000 o m/z 70.10 36.70%
29 140
o 9 112 197 155 169 184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #82214: 4-Methyl-3-heptanol, trifluoroacetate
43 1 10.80 11.00 11.20 11.40
m/z 41.10 33.89%
5000 55
29 83 112
oL 25yl il b L 99 | 125 141 154 167 196
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.27 32.95 ug/L 491242 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
3 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 53
4 Decane, l-iodo- 268 C10H211 002050-77-3 50
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50

Abundance Scan 3140 (11.269 min): VU028822.D (-3132) (-) m/z 57.15 100.00%

7

5000

11.00 11.20 11.40 11.60

0! m/z 71.15 69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71
5000
0 85 11.00 11.20 11.40 11.60
m/z 43.10 66.29%
‘ 127
o ol 97 111 77 141 156
I o B o At o SRR A e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 11.00 11.20 11.40 11.60
5000 (I m/z 41.10 46.35%
29
99 141
olL_15 112 126 155 170
L e o B B L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163874: Tetradecane, 1-iodo-
4 57 11.00 11.20 11.40 11.60
m/z 85.20 41.48%
5000 &
29
85
oLas |l “ I %0 113 127 141 195 169 197
T T T e e T e T e
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\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 24 (DEL) Alkane: Cyclicll1.40 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.40 63.84 ug/L 951727 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 80
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 78

Abundance Scan 3181 (11.401 min): VU028822.D (-3172) (-) m/z 83.10 100.00%
83
55
5000
41
67 140

97 111119 154 11.00 11.20 11.40 11.60 11.80

Ot L€} Jﬁ'rv‘rr‘?'rvﬂﬂ'v‘r‘m‘v‘rm‘rrrrﬁ‘\'ﬂ'ﬂw‘p‘r m/z 55.10 70.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #17969: Cyclohexane, butyl-
83
55
5000 | BN BN L L LB B
a1 11.00 11.20 11.40 11.60 11.80
67 140 m/z 82.10 64 .68%
29
o - N A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
11.00 11.20 11.40 11.60 11.80
5000 a1 m/z 41.10 31.81%
29 67 140
ob.. 15 97 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17972: Cyclohexane, butyl- A I R B i e
83 11.00 11.20 11.40 11.60 11.80
55 m/z 67.10 21.15%
5000
41
29 67 140
0 15 H i 1] “ ‘\‘\ 75 il 97 111 125
T T T e T e e T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.70 63.13 ug/L 941200 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 90
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 59
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
Abundance Scan 3274 (11.700 min): VU028822.D (-3268) (-) m/z 57.10 100.00%
g7
71
43
5000 85
126
98 11.40 11.60 11.80 12.00
o ko M2 | 41386 207 st 50 72 44
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57
43
71
5000
29 85 11.40 11.60 11.80 12.00
m/z 43.10 58.58%
‘ 127
o bl bt L 98 112 140 86
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 n
11.40 11.60 11.80 12.00
5000 85 m/z 85.15 45_.12%
29
126
ol 14 98 112 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28449: Octane, 5-ethyl-2-methyl-
43 57 11.40 11.60 11.80 12.00
- m/z 41.10 40.55%
5000
85
29
127
N -l N -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 27 Benzene, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.78 403.30 ug/L 6012820 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 78
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 60
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 60
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 60
Abundance Scan 3299 (11.781 min): VU028822.D (-3286) (-) m/z 105.10 100.00%
195 119
5000 134
7 R maa A
39 51 65 154 007 11.40 11.60 11.80 12.00
o} e m/z 119.10 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl-
105 119
5000 134
11.40 11.60 11.80 12.00
91 m/z 117.10 55.36%
27 39 g o5
0 ...,.‘.‘..,‘..“l‘.,‘.‘...“‘,..“..,‘l‘..‘.‘l...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 |14
1140 11.60 11.80 12.00
5000 91 134 m/z 134.20 46.29%
77
5 27 39 51 65
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14838: Benzene, 1,4-diethyl-
119 11.40 11.60 11.80 12.00
105 m/z 91.10 31.31%
5000 134
91
15 27 4151 65 13 il I
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.03 336.37 ug/L 5014970 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Undecane 156 C11H24 001120-21-4 76
Abundance Scan 3377 (12.031 min): VU028822.D (-3366) (-) m/z 57.10 100.00%
43
5000 n
85
98 113 156 11.80 12.00 12.20 12.40
o oy S A2 e 168 Tm/z 43.10  79.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3 '
71
5000
85 11.80 12.00 12.20 12.40
29 m/z 71.15 50.17%
L % m s e 108
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
11.80 12.00 12.20 12.40
5000 1 m/z 41.10 35.70%
29 85
0 99 113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane R L L
57 11.80 12.00 12.20 12.40
43 m/z 85.15 29.90%
71
5000 85
29
s | 0 %P 18127 1m 155 160 198
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA_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 29 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.15 76.26 ug/L 1136930 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3414 (12.150 min): VU028822.D (-3405) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 /7 il 105 150 007 11.80 12.00 12.20 12.40
o SEEREREREu S WOVRROVRSFSN SV R SR S MBS m/z 134.20 32.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
R 9‘1 1(‘)5 m/z 91.10 15.98%
ol .‘...“..“a‘. Y O T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 105.10 13.36%
91 134
15 27 3 51 65 71 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 120.10 9.26%
5000
91 134
77 105
65
...1.5,.2.7..3?..5.1.,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 30 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.25 230.58 ug/L 3437760 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3445 (12.250 min): VU028822.D (-3438) (-) m/z 119.15 100.00%
119
5000
134
39 51 65 77 il 105 151 12.00 12.20 12.40 12.60
0"I'"'I""I'"'II""II'"'I"'I"I'"I='I""I""I'I:I"I"I'I'l""l""'I""I""I m/Z 134.20 30-14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

5000
12.00 12.20 12.40 12.60

m/z 91.10 15.81%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
12.00 12.20 12.40 12.60
5000 m/z 120.15 10.02%
134
91
15 27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.00 12.20 12.40 12.60
m/z 105.10 8.95%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 31 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.36 39.46 ug/L 588358 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 47
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 43
3 Indan, 1l-methyl- 132 C10H12 000767-58-8 38
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 38

Abundance Scan 3479 (12.359 min): VU028822.D (-3472) (-) m/z 71.15 100.00%

il
43

117

5000

12.00 12.20 12.40 12.60

142 155 170

0 m/z 57.10 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132 LI L L B B B O
91 12.00 12.20 12.40 12.60
m/z 43.10 79.84%
2 B &7 ‘ 105 ‘H |
0 ,.‘...,..‘a”.,‘:‘...‘,..‘a.,“l“...,.l‘.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 71
T T T T R
43 12.00 12.20 12.40 12.60
5000 g5 m/z 117.10 76.72%
29
. 99 112 127 141 ;. 184
L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117 12.00 12.20 12.40 12.60
m/z 85.15 49 _27%
5000
132
91
27 39 51 65 77 | 103 “
0 o o L o o o L . o o o e s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

SOMULM122018WMA .M Mon Jan 07 10:07:52 2019 Page: 31



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 32 (DEL) Alkane: Cyclicl2.61 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.61 32.54 ug/L 485164 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 90
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 83
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 80
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
Abundance Scan 3557 (12.610 min): VU028822.D (-3548) (-) m/z 83.15 100.00%
83
55
5000 a1
69
97 154 12.20 12.40 12.60 12.80 13.00
111 : : : : :
o it 125037 | 168 7785 10 73. 70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 AL SRR BN BRI R
a1 12:20 12:40 12.60 12.80 13.00
67 154 m/z 82.10 68.42%
0 ¥ ‘\ Lol 9 ags aa
m/z--> 20 ' 60 85 100 120 140 160
Abundance
55 83
12.20 12.40 12.60 12.80 13.00
5000 a1 m/z 41.10 38.12%
29 o7 154
T T N - NN
m/z--> 20 40 60 80 100 120 140 160
Abundance #27051.: Cyclohexane, pentyl LIS B B B B
83 12.20 12.40 12.60 12.80 13.00
m/z 69.10 27.15%
55
5000
41 .
29 154
N T NS TN T . SN A IR et A =
m/z--> 20 40 60 80 100 120 140 160 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 33 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.70 34.87 ug/L 519807 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3585 (12.700 min): VU028822.D (-3578) (-) m/z 119.10 100.00%
119
5000 134
43 71 e S
| ﬁ7 | s 5> 168 207 12.40 12.60 12.80 13.00
Ol sl 152 168 207 nso7934 15 46.57Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000 "|"'4|{V\'|""|""
12.40 12.60 12.80 13.00
m/z 71.10 20.99%
21 39 51 g5 77 N e
0 ...|.‘...‘l‘..“ﬁ‘.|‘k‘...“‘|..‘..|‘.‘..‘.‘l...“.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 134 m/z 43.10 19.03%
15 27 39 51 65 77 ol 105
O e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 91.10 15.22%
134
5000
91
15 27 33 51 65 77 105 )
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.12 39.79 ug/L 593202 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Tridecane 184 C13H28 000629-50-5 52
3 Tridecane 184 C13H28 000629-50-5 52
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 52
5 Undecane 156 C11H24 001120-21-4 52
Abundance Scan 3716 (13.121 min): VU028822.D (-3708) (-) m/z 57.10 100.00%
57
43
5000
12.80 13.00 13.20 13.40
0 m/z 43.10 76 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43
71
5000
85 12.80 13.00 13.20 13.40
29 m/z 71.15 54 .69%
98 112 127 170
olgs Ll M W 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 12.80 13.00 13.20 13.40
5000 m/z 41.10 38.35%
85
29
ol 18 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane A e
43 57 12.80 13.00 13.20 13.40
m/z 85.15 31.78%
5000 n
29 85
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VvU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 35 Benzene, 2-chloro-1,3,5-tri... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.25 26.29 ug/L 391952 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-chloro-1,3,5-trimethyl- 154 C9H11ClI 001667-04-5 96
2 Benzene, 2-chloro-1,3,5-trimethyl- 154 C9H11ClI 001667-04-5 95
3 p-Ethylbenzylchloride 154 C9H11Cl 001467-05-6 91
4 2,5-Dimethylbenzyl chloride 154 C9H11ClI 000824-45-3 87
5 2,5-Dimethylbenzyl chloride 154 C9H11ClI 000824-45-3 87
Abundance Scan 3756 (13.250 min): VU028822.D (-3747) (-) m/z 119.10 100.00%
119
5000 154
77 % 139
39 51 g3 103 127 ] | 13.00 13.20 13.40 13.60
Obreprrreprererrbirrr el ettt e et b 20 bl Tm/z 154.10  47.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27602: Benzene, 2-chloro-1,3,5-trimethyl-

VAN
LI e B B

13.00 13.20 13.40 13!60
m/z 91.10 19.10%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
154 13.00 13.20 13.40 13.60
5000 m/z 156.05  14.89%

91 139
77 103
27 39 651 65 11

0 15 1/ 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #27582: p-Ethyloenzylchloride R L
1 13.00 13.20 13.40 13.60

m/z 139.05 13.91%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028822.D

Acq On : 20 Dec 2018 14:17

Operator : MD/SY

Sample - J6441-11

Misc : 5.909/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : 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: Cyc... 8.48 11.7 ug/L 139195 2 9.09 596965 50.0
(DEL) Alkane: Cyc... 8.60 3.1 ug/L 37013 2 9.09 596965 50.0
(DEL) Alkane: Str... 8.81 4.8 ug/L 57549 2 9.09 596965 50.0
(DEL) Alkane: Cyc... 8.85 14.0 ug/L 166923 2 9.09 596965 50.0
(DEL) Alkane: Str... 8.91 37.0 ug/L 441977 2 9.09 596965 50.0
(DEL) Alkane: Str... 9.03 27.4 ug/L 327030 2 9.09 596965 50.0
(DEL) Alkane: Str... 9.44 226.1 ug/L 2698920 2 9.09 596965 50.0
unknown-01 9.57 8.4 ug/L 100220 2 9.09 596965 50.0
(DEL) Alkane: Str... 9.65 8.3 ug/L 99343 2 9.09 596965 50.0
(DEL) Alkane: Cyc... 9.72 87.0 ug/L 1039020 2 9.09 596965 50.0
(DEL) Alkane: Str... 9.95 122.2 ug/L 1458980 2 9.09 596965 50.0
(DEL) Alkane: Str... 10.01 13.1 ug/L 156559 2 9.09 596965 50.0
(DEL) Alkane: Cyc... 10.04 85.9 ug/L 1025870 2 9.09 596965 50.0
(DEL) Alkane: Str... 10.25 38.0 ug/L 454016 2 9.09 596965 50.0
Benzene, propyl- 10.59 639.8 ug/L 9538010 3 11.48 745452 50.0
Benzene, l-ethyl-... 10.69 3335.8 ug/L 49734300 3 11.48 745452 50.0
Benzene, 1,2,3-tr... 10.78 1209.7 ug/L 18035900 3 11.48 745452 50.0
(DEL) Alkane: Str... 10.82 433.4 ug/L 6461790 3 11.48 745452 50.0
(DEL) Alkane: Str... 11.12 71.3 ug/L 1063540 3 11.48 745452 50.0
(DEL) Alkane: Str... 11.27 33.0 ug/L 491242 3 11.48 745452 50.0
(DEL) Alkane: Cyc... 11.40 63.8 ug/L 951727 3 11.48 745452 50.0
(DEL) Alkane: Str... 11.70 63.1 ug/L 941200 3 11.48 745452 50.0
Benzene, 1,3-diet... 11.78 403.3 ug/L 6012820 3 11.48 745452 50.0
(DEL) Alkane: Str... 12.03 336.4 ug/L 5014970 3 11.48 745452 50.0
Benzene, 2-ethyl-_.. 12.15 76.3 ug/L 1136930 3 11.48 745452 50.0
Benzene, l-ethyl-_.. 12.25 230.6 ug/L 3437760 3 11.48 745452 50.0
unknown-02 12.36 39.5 ug/L 588358 3 11.48 745452 50.0
(DEL) Alkane: Cyc... 12.61 32.5 ug/L 485164 3 11.48 745452 50.0
Benzene, 1,2,3,5-... 12.70 34.9 ug/L 519807 3 11.48 745452 50.0
(DEL) Alkane: Str... 13.12 39.8 ug/L 593202 3 11.48 745452 50.0
Benzene, 2-chloro... 13.25 26.3 ug/L 391952 3 11.48 745452 50.0
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