LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VvU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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\SOMULM122018WMA .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 1.395 62 69 80 rBv 82584 83217 1.80% 0.315%
2 1.662 144 152 168 rVB 65267 80509 1.75% 0.305%
3 2.183 308 314 321 rVB2 1188 1394 0.03% 0.005%
4 2.263 329 339 355 rBV 126209 189164 4_.10% 0.716%
5 2.366 368 371 372 rBV2 381 170 0.00% 0.001%
6 2.463 398 401 403 rBV2 336 226 0.00% 0.001%
7 2.476 403 405 408 rvB 351 201 0.00% 0.001%
8 2.530 420 422 429 rVB 254 208 0.00% 0.001%
9 2.624 446 451 454 rBV 347 324 0.01% 0.001%
10 2.698 469 474 480 rBV3 416 417 0.01% 0.002%
11 2.778 492 499 504 rBV 231 228 0.00% 0.001%
12 2.836 509 517 524 rBV3 772 1252 0.03% 0.005%
13 3.112 599 603 611 rBV 140 148 0.00% 0.001%
14 3.392 685 690 696 rVB 115 157 0.00% 0.001%
15 3.431 696 702 706 rBV 135 146 0.00% 0.001%
16 3.472 712 715 724 rVB 106 143 0.00% 0.001%
17 3.997 875 878 889 rVB 270 193 0.00% 0.001%
18 4.180 920 935 964 rBV 65792 172847 3.75% 0.654%
19 4.443 1013 1017 1019 rBvV 195 157 0.00% 0.001%
20 4.476 1023 1027 1031 rBv2 180 137 0.00% 0.001%
21 4_.505 1031 1036 1038 rBv2 150 149 0.00% 0.001%
22 4.643 1063 1079 1103 rBvV 100863 232985 5.05% 0.882%
23 4.765 1113 1117 1122 rBvV2 197 158 0.00% 0.001%
24 4.881 1147 1153 1154 rBvV 374 319 0.01% 0.001%
25 4.993 1185 1188 1197 rVB 234 242 0.01% 0.001%

26 5.337 1271 1295 1321 rBV2 209746 616769 13.37% 2.335%
27 5.884 1451 1465 1491 rBV 235180 453235 9.82% 1.716%

28 6.125 1537 1540 1544 rBV 187 143 0.00% 0.001%
29 6.176 1551 1556 1562 rVB3 611 731 0.02% 0.003%
30 6.328 1589 1603 1625 rVVv 144905 286097 6.20% 1.083%
31 6.463 1639 1645 1649 rBvV2 242 291 0.01% 0.001%
32 6.530 1660 1666 1669 rBV 141 163 0.00% 0.001%
33 7.080 1833 1837 1840 rBV 144 130 0.00% 0.000%

34 7.225 1871 1882 1903 rBV 81356 141697 3.07% 0.536%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VvU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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\SOMULM122018WMA .M
Title : VOC Analysis
35 7.421 1939 1943 1946 rBV2 150 134 0.00% 0.001%
36 7.562 1975 1987 2009 rBVY 274150 483052 10.47% 1.829%
37 7.848 2062 2076 2096 rBvV 55180 92986 2.02% 0.352%
38 7.922 2096 2099 2103 rVB3 680 479 0.01% 0.002%
39 7.942 2103 2105 2113 rBV3 277 288 0.01% 0.001%
40 8.048 2135 2138 2141 rBV2 296 136 0.00% 0.001%
41 8.151 2167 2170 2172 rBV2 286 178 0.00% 0.001%
42 8.228 2189 2194 2195 rBV2 800 662 0.01% 0.003%
43 8.311 2206 2220 2245 rBV 234054 394215 8.54% 1.492%
44 8.472 2258 2270 2282 rVB10 4185 10249 0.22% 0.039%
45 8.546 2282 2293 2300 rVB7 1465 3183 0.07% 0.012%
46 8.582 2300 2304 2305 rBV2 256 153 0.00% 0.001%
47 8.607 2305 2312 2322 rVB5 1504 2413 0.05% 0.009%
48 8.694 2336 2339 2343 rBV 210 149 0.00% 0.001%
49 8.816 2368 2377 2380 rvv4 2389 3644 0.08% 0.014%
50 8.848 2381 2387 2396 rvv6 6129 11342 0.25% 0.043%
51 8.909 2396 2406 2418 rVB4 16594 28796 0.62% 0.109%
52 9.032 2434 2444 2451 rBV2 13169 20985 0.45% 0.079%

53 9.090 2451 2462 2487 rVB 336991 565321 12.25% 2.140%
54 9.250 2497 2512 2540 rBV 2867553 4613423 100.00% 17.466%

55 9.373 2544 2550 2557 rBV 26180 39603 0.86% 0.150%
56 9.443 2564 2572 2594 rVB 118790 185625 4.02% 0.703%
57 9.565 2602 2610 2621 rVB7 3869 6348 0.14% 0.024%
58 9.652 2625 2637 2643 rBV5 4468 8088 0.18% 0.031%
59 9.717 2644 2657 2666 rBV6 43840 85690 1.86% 0.324%

60 9.778 2667 2676 2685 rBV 148769 236260 5.12% 0.894%

61 9.951 2711 2730 2739 rBV3 66070 125638 2.72% 0.476%

62 10.009 2739 2748 2749 rBV3 11666 13601 0.29% 0.051%
63 10.041 2751 2758 2767 rVVv4 50746 80941 1.75% 0.306%
64 10.163 2785 2796 2807 rBV 206114 332296 7.20% 1.258%
65 10.254 2819 2824 2832 rVB4 27530 36853 0.80% 0.140%

66 10.430 2869 2879 2893 rBV2 222689 471217 10.21% 1.784%
67 10.585 2917 2927 2939 rBV 557020 853670 18.50% 3.232%
68 10.681 2946 2957 2974 rBV 2037618 4316986 93.57% 16.343%
69 10.771 2974 2985 2992 rVV 1027495 1592417 34.52% 6.029%
70 10.813 2993 2998 3009 rVB 411040 551305 11.95% 2.087%

71 10.971 3036 3047 3067 rBV 698205 1117217 24.22% 4_.230%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VvU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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\SOMULM122018WMA .M

: VOC Analysis

72 11.147 3085 3102 3128 rVB 2446147 3870439 83.90% 14.653%
73 11.273 3132 3141 3143 rBV2 33544 47097 1.02% 0.178%
74 11.395 3172 3179 3184 rBV2 42593 63546 1.38% 0.241%
75 11.482 3197 3206 3215 rBV 361184 543544 11.78% 2.058%

76 11.569 3225 3233 3242 rBV 567891 798555 17.31% 3.023%
77 11.700 3267 3274 3283 rVB 58506 83880 1.82% 0.318%
78 11.774 3285 3297 3304 rBV3 242571 508714 11.03% 1.926%
79 11.861 3314 3324 3343 rVB4 467973 929340 20.14% 3.518%
80 12.022 3366 3374 3383 rBvV 315350 440660 9.55% 1.668%

81 12.144 3405 3412 3416 rBV 66806 89620 1.94% 0.339%
82 12.250 3437 3445 3454 rVB 182186 280825 6.09% 1.063%
83 12.360 3473 3479 3497 rVB10 19738 39969 0.87% 0.151%
84 12.610 3547 3557 3562 rBV3 24603 40218 0.87% 0.152%
85 12.700 3578 3585 3593 rBV2 28471 46242 1.00% 0.175%
86 12.938 3657 3659 3660 rBV2 631 217 0.00% 0.001%
87 12.967 3662 3668 3682 rVBS8 5425 9258 0.20% 0.035%
88 13.028 3684 3687 3689 rBV2 1612 1200 0.03% 0.005%
89 13.125 3708 3717 3732 rBV2 25402 41500 0.90% 0.157%
90 13.247 3748 3755 3763 rBV3 13709 21369 0.46% 0.081%
91 13.405 3799 3804 3805 rBV2 511 444 0.01% 0.002%
92 13.504 3829 3835 3842 rBV4 565 894 0.02% 0.003%
93 13.614 3862 3869 3879 rVB6 1982 3321 0.07% 0.013%
94 13.707 3893 3898 3899 rBV2 324 280 0.01% 0.001%
95 14.057 4005 4007 4011 rVB 419 258 0.01% 0.001%
96 14.128 4027 4029 4030 rBV 349 137 0.00% 0.001%
97 14.147 4032 4035 4042 rVB3 853 785 0.02% 0.003%
98 14.192 4047 4049 4058 rBV3 256 268 0.01% 0.001%
99 14.276 4068 4075 4079 rBv4 945 1503 0.03% 0.006%
100 14.321 4086 4089 4090 rBV 309 181 0.00% 0.001%
Sum of corrected areas: 26414154
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: vU028873.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 25

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

8.91 2.55 ug/L 28796 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 47
2 Octane. 4-methvl- 128 C9H20 002216-34-4 47
3 Trichloroacetic acid. 4-methvlpe... 246 C8H13CI1302 1000282-35-2 43
4 Octane. 2-methvl- 128 C9H20 003221-61-2 42
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 40

Abundance Scan 2406 (8.909 min): VU028873.D (-2396) (-) m/z 43.10 100.00%
43
5000 5T 71
I‘ || | ” 11 o 8.60 8.80 9.00 9.20
.,.”.,.”.,.l.,.”.,.A.,.”.,.”.,.”.,.”.,.”.,.. m/z 57.10 47.75%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #12708: Hexane, 2,3,5-trimethyl-
43
5000
85 8.60 880 9.00 9.20
27 m/z 71.10 42 .55%
AN "'I""I -“--.---91 '}}?I}?g'l' R SRS S UL B
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
43
8.60 8.80 9.00 9.20
5000 m/z 41.10 33.52%
29 57 71 g5
98 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99358: Trichloroacetic acid, 4-methylpentyl ester
43 8.60 8.80 9.00 9.20
m/z 85.10 32.70%
5000 71
29 ‘ ‘ 117
=, “ | 101, (127 147 178 211
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 11

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

9.44 16.42 ug/L 185625 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 80
4 Octane 114 C8H18 000111-65-9 64
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59

Abundance Scan 2571 (9.440 min): VU028873.D (-2564) (-) m/z 43.10 100.00%
a3 57
5000
85
71
!l 50| | 99 128 9.20 9.40 9.60 9.80
SNBSS P | PN | A M RN m/z 57.10 88.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
29 o 8 m/z 41.10 44.18%
15 \‘ \‘\‘ 50 |, \‘ \‘ 9? 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 57
9.20 9.40 9.60 9.80
5000 m/z 85.10 35.16%
- 71 85
50 78 | 92 % 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43 9.20 9.40 9.60 9.80
57 m/z 71.10 27 .20%
5000
29
S 70 = S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Vu028873.D

21 Dec 2018 14:59

MD/SY

J6441-11DL 20X
5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

15 Sample Multiplier: 1

VOC Analysis

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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

4 (DEL) Alkane: Cyclic9.72

Concentration Rank 16

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

9.72 7.58 ug/L 85690 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 46
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 43
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 43
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 43
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43

Abundance Scan 2658 (9.720 min): VU028873.D (-2644) (-) m/z 97.10 100.00%
o7
43
5000
|| hl | I 111 126 9.40 9.60 9.80 10.00
e et e e el e | M/Z 55.10  97.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000
a1 9.40 9.60 9.80 10.00
69 m/z 57.05 89.40%
29 126
"|'“M“"“Ml“'w'h“'w"Jﬂ'“'?%'“|"lw"'}&¥"|'ﬂ'l"“l"
m/z--> 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 41 m/z 43.10 70.48%
69 81 126
e 8 62 T 89 | 104111la19 435
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7 9.40 9.60 9.80 10.00
m/z 56.10 51.67%
5000
41 69 126
%ﬂ 34 || 48 | 62 | 8} 90 ||| 104111118
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 13

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

9.95 11.11 ug/L 125638 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 55
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 53

Abundance Scan 2730 (9.951 min): VU028873.D (-2711) (-) m/z 57.10 100.00%
57
71
43
5000
‘ 8 113
96 9.60 9.80 10.00 10.20
...,....,....,....'i!...,.':|.:,...|!|,'....-,I-.-'..,..'!.,....,!'...,13‘.‘.,....1,‘.‘.2..,. m/z 71.10  61.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 -
5000 29
9.60 9.80 10.00 10.20
m/z 43.10 51.82%
113
15 ‘\ ‘\ L ‘ | \‘ Il ﬁs 98 ‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 9.60 9.80 10.00 10.20
5000 43 m/z 41.10 41.23%
29
112
15 85 o5 127 142
mmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl- R A RAARESEE LT
57 9.60 9.80 10.00 10.20
71 m/z 56.05 36.51%
41
5000
29 ‘ g5 113
S-S R O AN 7 B RO AVZ 'V VT ALV
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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclicl0.04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.04 7.16 ug/L 80941 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 81
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 74
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
Abundance Scan 2758 (10.041 min): VU028873.D (-2751) (-) m/z 83.10 100.00%
55 a3
5000 4
67 126
| | | | | 95 109 9.80 10.00 10.20 10.40
e perrrprrre el el e Tm/z 55.10  79.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11533: Cyclohexane, propyl-
55 83
5000 41 U RN U BN B
9.80 10.00 10.20 10.40
27 67 126 m/z 82.10 58.68%
”I}?I“jm“'h“'wﬂ“W“jM'“W'LW'ga'”W'“'P“'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
T T T R T
9.80 10.00 10.20 10.40
5000 a1 m/z 41.10 48.38%
67
27 126
15 97 111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11539: Cyclohexane, propyl- R e AR R
83 9.80 10.00 10.20 10.40
m/z 57.10 44 _30%
55
5000
41
27 67 126
"w%al“J“'“JH““lﬂlw'“mb'”|J'w'€?w“'w'“|“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40

SOMULM122018WMA .M Mon Jan 07 10:23:35 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 24
R.T. EstConc Area Relative to ISTD R.T.
10.25 3.26 ug/L 36853 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 80
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 53
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 Decane. 5-methvl- 156 C11H24 013151-35-4 50
5 Decane 142 C10H22 000124-18-5 43
Abundance Scan 2823 (10.250 min): VU028873.D (-2819) (-) m/z 57.10 100.00%
7
43
5000
71
g5 98
| 112 142 10.00 10.20 10.40 10.60
et m/z 43.10 60.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48864: Undecane, 5,6-dimethyl-
43 i
5000
10.00 10.20 10.40 10.60
29 71 84 o8 m/z 41.10 31.00%
----.-‘-‘--‘.“---“.--”‘--.-‘---‘.--1-1?.1-27- 11 155 84
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 10,00 10,20 10.40 10.60
5000 m/z 71.10 29.75%
27 98
71
15 85 113 127 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19183: Octane, 2,3-dimethyl-
57 10.00 10.20 10.40 10.60
m/z 56.10 23.34%
5000 43
” 71 98
15 || \‘\ i \\‘ 85 ‘\ 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 8 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.58 78.53 ug/L 853670 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. proovl- 120 C9H12 000103-65-1 90
3 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
4 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 56
Abundance Scan 2926 (10.581 min): VU028873.D (-2917) (-) m/z 91.10 100.00%
o
5000
120
39 51 9 78 105 10.20 10.40 10.60 10.80

,,,,,,',l,,',,!,,, m/z 120.10 21.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #9408: Benzene, propyl-
91
5000
10.20 10.40 10.60 10.80
120 m/z 92.10 10.76%
g B G o
AR EA L e B R ARARARARRSRASERERE RS s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
SENVAVAY. e
10.20 10.40 10.60 10.80
5000 m/z 65.10 10.02%
120
5 27 39 51 65 78 105
mewmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #94288: 1,2-Ethanediamine, N,N-bis(phenylmethyl)-
il 10.20 10.40 10.60 10.80
m/z 78.10 6.39%
5000 120
65
3\9 5\1 ‘ L4 l 106 | 135 149
AR EA L B B ARARARARRS LRSS EEREE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.68 397.12 ug/L 4316990 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2957 (10.681 min): VU028873.D (-2946) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 cg 65 10.40 10.60 10.80 11.00
reprrre ey e el 84 98 M) 138 1 Ths7120.10 31.31%
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
o1 m/z 91.10 12.08%
15 27 3 Slgges 1T

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

105

10.40 10.60 10.80 11.00
5000 m/z 77.10 11.91%
120

16 27 39 5165 7 9

memﬁmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
1

10.40 10.60 10.80 11.00
m/z 106.10 8.71%

5000

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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.77 146.49 ug/L 1592420 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 2985 (10.771 min): VU028873.D (-2974) (-) m/z 105.10 100.00%
105
5000 120
7 91
39 51 65 10.40 10.60 10.80 11.00
Oberprrrrrrrrr e eyl e S8 L 2B 338 s 120.10  49.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.40 10.60 10.80 11.00
77 m/z 77.10 13.06%
III':I'-'S'I"z"7l"':?‘?""SI%''5'8I"('3?'I""NI""I"''9'8I'H'I"""I""'I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.40 10.60 10.80 11.00
5000 m/z 119.10 12.51%

77 91
15 27 39 515865 84~ 98

Wmmwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9399: Mesitylene I REam s L e
10.40 10.60 10.80 11.00

m/z 91.10 9.88%

5000

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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 7
R.T. EstConc Area Relative to ISTD R.T.
10.81 50.71 ug/L 551305 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane 142 C10H22 000124-18-5 81
4 Decane 142 C10H22 000124-18-5 76
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
Abundance Scan 2997 (10.810 min): VU028873.D (-2993) (-) m/z 57.10 100.00%
43 g7
5000 71
85
99 142 10.40 10.60 10.80 11.00 11.20
..,'!|...-',..1}?,1??..,'....,....,....,. m/z 43.10  89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57
5000
71 10.40 10.60 10.80 11.00 11.20
29 85 m/z 41.10 40.79%
PR N A A N R .-
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
a3
71 10.40 10.60 10.80 11.00 11.20
5000 o m/z 71.10 40.46%
29
99 113 127 141 155 169 198
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #19157: Decane
43 o 10.40 10.60 10.80 11.00 11.20
m/z 85.15 27.82%
5000 29
71
85
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.27 4_.33 ug/L 47097 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 58
2 Nonane. 5-(l-methvlpropvl)- 184 C13H28 062185-54-0 53
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 53
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 53
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
Abundance Scan 3140 (11.270 min): VU028873.D (-3132) (-) m/z 57.10 100.00%
57
71
43
5000 85
gg 111 127 11.00 11.20 11.40 11.60
m/z 71.10 72 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
85
5000
11.00 11.20 11.40 11.60
29 m/z 43.10 64 .30%
99
1 | 1}3127141155169183197 268
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 71
11.00 11.20 11.40 11.60
5000 85 m/z 41.05 47.79%
29 126
98 113 | 141155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 11.00 11.20 11.40 11.60
57 m/z 85.10 40.09%
71
5000 85
29 w\ ‘ ‘ ?g 113127141155168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60

SOMULM122018WMA .M Mon Jan 07 10:23:40 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclicl1.39 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.39 5.85 ug/L 63546 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 91
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 87
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 72
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72
Abundance Scan 3177 (11.389 min): VU028873.D (-3172) (-) m/z 83.10 100.00%
83
55
5000
41 69
140
g7 111 11.00 11.20 11.40 11.60 11.80
125 ol m/z 55.10 76.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl-
55 83
5000 41 AL AR DU ML B
11.00 11.20 11.40 11.60 11.80
29 67 140 m/z 82.10 61.17%
'W'%?'P'jJP"jHM"PwL'P'J”ﬁ”"ld"l”?zP"}%%"P"'I”"I”"I”"I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
55
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 33.77%
41
29 67 140
15 75 97 111 125
RN RN RAAEA LAY RRARN RERRA RARRN RARRS RARRN RARN LARAS RARAS RARAS RARAERARAN RALAN AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl- N L Bammee e
83 11.00 11.20 11.40 11.60 11.80
m/z 69.10 26 .46%
55
5000
41
67 140
29
"v%?w"Jh"““”'“l”lhl"hi"“l'L'l“?Zv"}ﬁ%"v"'v"w"'w"“l" AL A DU SN B
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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 15
R.T. EstConc Area Relative to ISTD R.T.
11.70 7.72 ug/L 83880 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 94
2 Decane. 3-methvl- 156 C11H24 013151-34-3 83
3 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 78
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 59
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
Abundance Scan 3274 (11.700 min): VU028873.D (-3267) (-) m/z 57.10 100.00%
57
71
43
5000 85
126
98 11.40 11.60 11.80 12.00
...,....',':..-|-,.. it e X2 wsz 71.10 72.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28429: Decane, 3-methyl-
57
43 71
5000 85
29 11.40 11.60 11.80 12.00
m/z 43.10 53.39%
126
w L B s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 11.40 11.60 11.80 12.00
5000 m/z 85.15 43.68%
29 85

127
98 112 140 156

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48865: Undecane, 2,9-dimethyl-
57 11.40 11.60 11.80 12.00
m/z 41.10 39.70%
43
5000 71
85
29 9 155
Lod 113126 141 ~; 169 184
e e e e e e e e e

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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 18 Benzene, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 46.80 ug/L 508714 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
2 Deltacvclene 118 C9H10 007785-10-6 83
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 80
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 80
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 70
Abundance Scan 3296 (11.771 min): VU028873.D (-3285) (-) m/z 117.10 100.00%
117
105
5000
91 134
39 51 63 o 7|7 ‘ o8 127 11.40 11.60 11.80 12.00
o PR v T T .2 1R 1A R m/z 119.10 62.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 19
5000 01 134
11.40 11.60 11.80 12.00
77 m/z 105.10 60.67%
27 39 51 65 ‘
”,.%?.,.”hq...“....ﬁw”ulﬂﬂ.q..aH,”..,w.%ﬁahl.“.Mkl.}%z..h.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.40 11.60 11.80 12.00
5000 m/z 118.10 51.82%
39 91
51 58 65 77 103

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl- R e L
1 11.40 11.60 11.80 12.00

m/z 115.05 37 .04%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 40.54 ug/L 440660 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Undecane 156 C11H24 001120-21-4 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 3373 (12.019 min): VU028873.D (-3366) (-) m/z 57.10 100.00%

43 97

5000

11.80 12.00 12.20 12.40
m/z 43.10 83.50%

98 113 127 156 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43
71
5000
85 11.80 12.00 12.20 12.40
29 m/z 71.10 49 .86%
99

| %7 113127 141 155 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43 57

11.80 12.00 12.20 12.40

5000 - m/z 41.10 38.05%

29 85

99 113 127 156

m/z--> 20 40 60 80 100 120 140 160 18|O 200 220
Abundance #83025: Hexadecane

57 11.80 12.00 12.20 12.40
m/z 85.15 28.85%

5000 1

85

29
| L L “ 99 113 127 141 155 169 183 197 226

T |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

SOMULM122018WMA .M Mon Jan 07 10:23:44 2019 Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.14 8.24 ug/L 89620 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 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3411 (12.141 min): VU028873.D (-3405) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 [/ | ] 207 11.80 12.00 12.20 12.40
et e e M 207 g7 134,10 31.40%
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
m/z 91.05 18.25%
pr¥a e NP
| in Ll m n Ll i
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 105.05 14.07%
77 o 105 134
15 27 39 51 65
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 77.10 10.99%
5000
91 134
7 105
...1.5,.2.7..3?..5.1.,?5...,....,....,....,....,....,....,....
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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 21 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.25 25.83 ug/L 280825 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3445 (12.250 min): VU028873.D (-3437) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 il 105 12.00 12.20 12.40 12.60
e e oSS VA MY B | S S m/z 134.15 29.80%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
12.00 12.20 12.40 12.60
- 3 105 134 m/z 91.10 16.24%
...,....,.1..5.,..2.‘.7,...:??‘....T...,.‘?.5.,...l‘,....‘,a...,a‘l‘..,..‘a‘.l....,..‘..,..
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 9.64%
134
91 105

, 15 27 39 51 65 77

mmmmﬂmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.00 12.20 12.40 12.60
m/z 117.10 8.98%
5000
134
91
15 27 4l sl 6 77 | 103 ‘
T e e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 23
R.T. EstConc Area Relative to ISTD R.T.
12.36 3.68 ug/L 39969 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 43
2 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S 1000309-15-6 43
3 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 43
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 38
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 38
Abundance Scan 3479 (12.360 min): VU028873.D (-3473) (-) m/z 71.10 100.00%
57 T
43
5000 85 117
97 134 007 12.00 12.20 12.40 12.60
SN 9 m/z 57.10  79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000
29 85 12.00 12.20 12.40 12.60
m/z 43.10 68.11%
\‘ Ll % 113 127 141 155 170

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
43 71
85 B R e e S ERaamn
12.00 12.20 12.40 12.60
5000 m/z 85.10 50.82%
55
29
101111 129 167
T T T T T e T e T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48862: Undecane, 4,8-dimethyl-
43 12.00 12.20 12.40 12.60
m/z 117.10 43.06%
57 71
5000
29 85
99 141
" “w \“ 1 | ol 1:!-3 127 \‘ 155 169 184
B o I R R e e B
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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclicl2.61 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.70 ug/L 40218 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 87
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 80
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 80
4 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 78
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
Abundance Scan 3557 (12.610 min): VU028873.D (-3547) (-) m/z 83.10 100.00%
55
5000 41
69
97 154 A TN N IR
09 126 12.20 12.40 12.60 12.80 13.00
e 7 “w/z 55.10  81.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27052: Cyclohexane, pentyl-
55 3
5000 a1 R UM BRI SURBILN R
1220 12.40 12.60 12.80 13.00
67 154 m/z 82.10 73 .36%
..1.5,.\.\..\,\...»w,.\m..,x..?7,.1.1.1.,1.2?..,...\.,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
83
55
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 41 .44%
41 &7
29 154
97 111 125137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl- AR Ean TSRS SR
83 12.20 12.40 12.60 12.80 13.00
m/z 69.10 32.04%
55
5000
41 .
29 154
S I A - S AN SRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU122118\
Data File : VU028873.D

Aca On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

Misc : 5.90a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 21
R.T. EstConc Area Relative to ISTD R.T.
13.12 3.82 ug/L 41500 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 49
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 49
3 Tetradecane 198 C14H30 000629-59-4 49
4 Undecane 156 C11H24 001120-21-4 47
5 Decane 142 C10H22 000124-18-5 47

Abundance Scan 3716 (13.122 min): VU028873.D (-3708) (-) m/z 57.05 100.00%

7

5000
85 119

| 12. 80 13. 00 13. 20 13. 40
b | m/z 43.05 83.84%

m/z--> 50 100 150 200 250 300 350
Abundance #38318: Dodecane
57
5000
85 12.80 13.00 13.20 13.40
29 m/z 71.10 56.41%
d [ J \113 141 170
11} |l i
—— e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.80 13.00 13.20 13.40
5000 m/z 41.05 43.12%
29 85

113135155175 203 231 250 303 331 357 386

m/z--> 50 100 150 200 250 300 350
Abundance #59881: Tetradecane e e
57 12.80 13.00 13.20 13.40
m/z 85.10 29.70%
5000 85
29
L‘ ‘ ‘113 141 169 198

m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40

SOMULM122018WMA .M Mon Jan 07 10:23:49 2019 Page: 24



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122118\
Data File : VvU028873.D

Acq On : 21 Dec 2018 14:59

Operator : MD/SY

Sample : J6441-11DL 20X

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

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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... 8.91 2.5 ug/L 28796 2 9.09 565321 50.0
(DEL) Alkane: Str... 9.44 16.4 ug/L 185625 2 9.09 565321 50.0
(DEL) Alkane: Cyc... 9.72 7.6 ug/L 85690 2 9.09 565321 50.0
(DEL) Alkane: Str... 9.95 11.1 ug/L 125638 2 9.09 565321 50.0
(DEL) Alkane: Cyc... 10.04 7.2 ug/L 80941 2 9.09 565321 50.0
(DEL) Alkane: Str... 10.25 3.3 ug/L 36853 2 9.09 565321 50.0
Benzene, propyl- 10.58 78.5 ug/L 853670 3 11.48 543544 50.0
Benzene, l-ethyl-_... 10.68 397.1 ug/L 4316990 3 11.48 543544 50.0
Benzene, 1,2,3-tr... 10.77 146.5 ug/L 1592420 3 11.48 543544 50.0
(DEL) Alkane: Str... 10.81 50.7 ug/L 551305 3 11.48 543544 50.0
(DEL) Alkane: Str... 11.27 4.3 ug/L 47097 3 11.48 543544 50.0
(DEL) Alkane: Cyc... 11.39 5.8 ug/L 63546 3 11.48 543544 50.0
(DEL) Alkane: Str... 11.70 7.7 ug/L 83880 3 11.48 543544 50.0
Benzene, 1,2-diet... 11.77 46.8 ug/L 508714 3 11.48 543544 50.0
(DEL) Alkane: Str... 12.02 40.5 ug/L 440660 3 11.48 543544 50.0
Benzene, 2-ethyl-... 12.14 8.2 ug/L 89620 3 11.48 543544 50.0
Benzene, l-ethyl-_.. 12.25 25.8 ug/L 280825 3 11.48 543544 50.0
(DEL) Alkane: Str... 12.36 3.7 ug/L 39969 3 11.48 543544 50.0
(DEL) Alkane: Cyc... 12.61 3.7 ug/L 40218 3 11.48 543544 50.0
(DEL) Alkane: Str... 13.12 3.8 ug/L 41500 3 11.48 543544 50.0
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