LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 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\SOMULMO40920WMA .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 1.488 40 46 54 rvB2 12070 13917 0.12% 0.015%
2 1.610 75 84 98 rvB 245001 281042 2.42% 0.304%
3 1.819 125 149 150 rBv8 37789 90965 0.78% 0.098%
4 1.887 164 170 180 rBvV 194655 208014 1.79% 0.225%
5 2.559 367 379 392 rBV 383392 617451 5.32% 0.668%
6 3.214 567 583 598 rBV2 24606 55894 0.48% 0.061%
7 4.677 1021 1038 1077 rBv2 184749 590109 5.09% 0.639%
8 5.099 1148 1169 1192 rBV 348650 809351 6.98% 0.876%
9 5.404 1249 1264 1279 rVV5 13776 38379 0.33% 0.042%
10 5.484 1279 1289 1301 rVB4 6835 15155 0.13% 0.016%
11 5.616 1318 1330 1339 rBv4 15846 33558 0.29% 0.036%
12 5.751 1353 1372 1399 rBv2 850348 2153924 18.57% 2.332%
13 5.870 1400 1409 1420 rVB3 13234 25823 0.22% 0.028%
14 5.944 1420 1432 1442 rBV5 9647 18708 0.16% 0.020%
15 6.012 1442 1453 1465 rVB3 18381 39041 0.34% 0.042%

16 6.279 1519 1536 1554 rBV 708122 1349981 11.64% 1.461%
17 6.719 1658 1673 1685 rBvV 511442 1035416 8.93% 1.121%
18 6.783 1686 1693 1704 rVvB2 108970 200521 1.73% 0.217%

19 6.886 1716 1725 1738 rVB2 20885 38103 0.33% 0.041%
20 7.002 1751 1761 1773 rVB5 12816 22928 0.20% 0.025%
21 7.092 1773 1789 1803 rBv4 24697 57073 0.49% 0.062%
22 7.256 1832 1840 1856 rVB3 27136 57444 0.50% 0.062%
23 7.446 1890 1899 1908 rBV2 17576 28247 0.24% 0.031%

24 7.520 1908 1922 1929 rBvV2 112877 200656 1.73% 0.217%
25 7.590 1929 1944 1961 rVB 305243 606267 5.23% 0.656%

26 7.677 1961 1971 1992 rVB 115016 238560 2.06% 0.258%
27 7.877 2020 2033 2037 rBVv3 127099 226471 1.95% 0.245%
28 7.922 2037 2047 2064 rVB 1035119 1861094 16.05% 2.015%
29 8.057 2074 2089 2101 rBV7 27696 79259 0.68% 0.086%
30 8.115 2102 2107 2123 rVB5 22795 39624 0.34% 0.043%

31 8.205 2123 2135 2145 rBV 223299 419354 3.62% 0.454%
32 8.262 2145 2153 2167 rVB4 104500 196044 1.69% 0.212%
33 8.388 2175 2192 2202 rBV2 52613 96495 0.83% 0.104%
34 8.462 2202 2215 2216 rBV5 15702 23977 0.21% 0.026%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 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\SOMULMO40920WMA .M
Title : VOC Analysis
35 8.488 2216 2223 2233 rVB 40488 70041 0.60% 0.076%

36 8.552 2233 2243 2256 rVB 78422 133379 1.15% 0.144%
37 8.668 2258 2279 2302 rBV2 929945 1859360 16.03% 2.013%
38 8.777 2302 2313 2320 rBV 138405 239082 2.06% 0.259%
39 8.819 2321 2326 2336 rVV6 54577 97705 0.84% 0.106%
40 8.883 2338 2346 2355 rVB 205130 326511 2.82% 0.353%

41 8.944 2355 2365 2373 rBv2 161303 269562 2.32% 0.292%
42 9.089 2400 2410 2416 rBV3 26919 45355 0.39% 0.049%
43 9.137 2416 2425 2432 rVV 146082 229518 1.98% 0.248%
44 9.185 2432 2440 2446 rVV3 176088 309133 2.67% 0.335%
45 9.224 2446 2452 2467 rVB 199306 328025 2.83% 0.355%

46 9.352 2469 2492 2502 rBV 305303 507338 4._.38% 0.549%
47 9.439 2507 2519 2532 rBV 1015142 1735663 14.97% 1.879%
48 9.529 2541 2547 2553 rVB 32231 41572 0.36% 0.045%
49 9.581 2553 2563 2576 rVB5 95142 190960 1.65% 0.207%
50 9.713 2576 2604 2618 rBV 6590068 11596083 100.00% 12.553%

51 9.777 2618 2624 2648 rVB4 170057 344419 2.97% 0.373%
52 9.899 2648 2662 2674 rBV6 63514 162621 1.40% 0.176%
53 9.970 2675 2684 2693 rBvV2 42912 78515 0.68% 0.085%
54 10.034 2693 2704 2718 rBV4 365609 933390 8.05% 1.010%
55 10.134 2728 2735 2744 rVB4 184472 260351 2.25% 0.282%

56 10.185 2746 2751 2759 rVB3 130268 184597 1.59% 0.200%
57 10.266 2759 2776 2790 rBV4 814316 1831769 15.80% 1.983%
58 10.333 2791 2797 2799 rBvV4 80262 92913 0.80% 0.101%
59 10.372 2800 2809 2816 rBV3 602721 1068666 9.22% 1.157%
60 10.407 2816 2820 2832 rVB2 531661 810869 6.99% 0.878%

61 10.484 2833 2844 2845 rBV3 203276 263465 2.27% 0.285%
62 10.571 2857 2871 2882 rBV5 532263 1205053 10.39% 1.304%
63 10.639 2883 2892 2899 rVvVv 593701 830017 7.16% 0.899%
64 10.687 2899 2907 2926 rVB 1213311 1939192 16.72% 2.099%
65 10.777 2926 2935 2942 rBV 805128 1311658 11.31% 1.420%

66 10.822 2943 2949 2961 rVB7 574208 1101714 9.50% 1.193%
67 10.883 2961 2968 2973 rBV2 236193 343335 2.96% 0.372%
68 11.018 3001 3010 3022 rBV2 882333 1940727 16.74% 2.101%
69 11.079 3023 3029 3033 rBV2 498050 694051 5.99% 0.751%
70 11.256 3079 3084 3090 rBV2 111887 137719 1.19% 0.149%

71 11.323 3091 3105 3117 rBV7 603484 1324499 11.42% 1.434%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 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\SOMULMO40920WMA .M

: VOC Analysis

72 11.391 3118 3126 3131 rVVv4 512472 850858 7 .34% 0.921%
73 11.430 3131 3138 3144 rVV 1550589 2336176 20.15% 2.529%
74 11.478 3144 3153 3178 rVB2 3526675 7749448 66.83% 8.389%
75 11.590 3178 3188 3197 rBV2 997259 1861562 16.05% 2.015%

76 11.655 3203 3208 3215 rVB4 331596 432719 3.73% 0.468%
77 11.712 3216 3226 3236 rBV3 3296882 5861375 50.55% 6.345%
78 11.828 3252 3262 3272 rBV3 1345819 2327369 20.07% 2.519%
79 11.883 3272 3279 3281 rVV 535723 689302 5.94% 0.746%
80 11.909 3283 3287 3293 rVV 977742 1433856 12.37% 1.552%

81 11.957 3294 3302 3306 rVV 2385741 3837567 33.09% 4._.154%
82 11.986 3307 3311 3325 rVB 2331153 3110948 26.83% 3.368%
83 12.137 3339 3358 3363 rBv4 863601 2006326 17.30% 2.172%
84 12.204 3364 3379 3394 rVB10 2179494 6455310 55.67% 6.988%
85 12.343 3415 3422 3431 rVB5 467234 790841 6.82% 0.856%

86 12.397 3432 3439 3456 rVB7 585068 1656454 14.28% 1.793%
87 12.484 3458 3466 3469 rBV 334086 489867 4.22% 0.530%
88 12.847 3568 3579 3588 rVB9 234109 558629 4.82% 0.605%
89 12.950 3603 3611 3618 rBV3 221501 404992 3.49% 0.438%
90 13.050 3633 3642 3656 rBV2 284525 698732 6.03% 0.756%

91 13.172 3672 3680 3692 rVB5 496294 971417 8.38% 1.052%
92 13.307 3717 3722 3731 rVB3 148915 209170 1.80% 0.226%
93 13.478 3766 3775 3789 rBV4 250444 493030 4._.25% 0.534%
94 13.867 3888 3896 3907 rBvV4 40029 78530 0.68% 0.085%
95 14.114 3965 3973 3982 rVB 159409 242013 2.09% 0.262%

96 14.230 4001 4009 4023 rVB2 45653 97060 0.84% 0.105%

97 14.995 4239 4247 4261 rVB4 13656 23694 0.20% 0.026%

98 15.262 4320 4330 4342 rVB3 27512 46356 0.40% 0.050%

99 15.439 4378 4385 4397 rVB2 12158 27879 0.24% 0.030%

100 16.150 4597 4606 4616 rVB3 17697 28151 0.24% 0.030%
Sum of corrected areas: 92377303
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU037675.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 1 unknown-01 Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
182 3.37 ug/L 00965  1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Chloroethvl methvl sulfoxide 126 CaH7ClOS 005331-57-7 36

2 Propanoic acid. 2-chloro-. methv... 122 C4H7CI102 017639-93-9 27
3 Propanoic acid. 2-chloro-. methv... 122 C4H7CI102 073246-45-4 12
4 Propanoic acid. 2-chloro-. methv... 122 C4H7Cl02 077287-29-7 12
5 Phosgene 98 CCI20 000075-44-5 9
Abundance Scan 149 (1.819 min): VU037675.D (-125) (-) m/z 63.10 100.00%
63
35 49
5000
78 91 105 149 160 1.80 2.00 220
131 143 : : : :
o 165 202 m/z 48.95 67.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10966: 2-Chloroethyl methy! sulfoxide
63
47
5000 R S LS L
1.60 1.80 2.00 2.20
126 m/z 35.10 65.79%
‘\ 83 110
0'”'I'”'“'L'W“”'I“”'I'“'Iwh'l'”'l'”'l'”'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
63
1.60 1.80 2.00 2.20
5000 27 m/z 45.00 65.64%
15 43 87
0 76 99 122
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9757: Propanoic acid, 2-chloro-, methyl ester, (S)-
27 63 1.60 1.80 2.00 2.20
m/z 47.00 58.26%
5000 15
87
43
U |JJM'|L' "|"'Z§ ""I%qz'ﬁz?"'l""l' R B B R S SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 38

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

7.52 7.43 ug/L 200656 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 95
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 90
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 83
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 80
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 43

Abundance Scan 1922 (7.520 min): VU037675.D (-1908) (-) m/z 57.05 100.00%
43 g7
5000
7|0 % 7.20 7.40 7.60 7.80
114 : . . .
o...,....,....,....|;.:..‘??-.'!:,....,|..??,.E.“‘?.,...:|,....,.!..,.. m/z 43.05 92.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43 57
5000
7.20 7.40 7.60 7.80
29 70 99 m/z 41.00 44 .45%
ol 15 ] 37\“ 51 63 | & | 14
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 57
7.20 7.40 7.60 7.80
5000 m/z 42.00 38.96%
29
70 9%
0 15 37 51 | 63 77 8591 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: Heptane, 2-methyl-
43 7.20 7.40 7.60 7.80
57 m/z 70.10 23.05%
5000
29
o 15 H 7l sijl 63 || 77 591 | 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SOMULMO40920WMA .M Tue Apr 14 13:02:33 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 35

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

7.68 8.84 ug/L 238560 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 94
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 86
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59

Abundance Scan 1972 (7.680 min): VU037675.D (-1961) (-) m/z 43.05 100.00%
a3 57
85
5000
71 114 7.40 7.60 7.80 8.00
O 8L SLUL o8 T e B4 w7z 57.10  81.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
7.40 7.60 7.80 8.00
29 m/z 85.10 68.86%
ol 15 \‘ . s1 es 77 99 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57 UL UL IR L L
85 7.40 7.60 7.80 8.00
5000 m/z 41.05 52 _.57%
29
114
oL 15 37 51| 6399 77 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 7.40 7.60 7.80 8.00
m/z 84.10 41.26%
85
5000
29 71
ol 15 || snf| si| es,| 77 || e 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Cyclic8.26 Concentration Rank 42

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

8.26 5.65 ug/L 196044 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 95
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 94
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 94
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 90
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87

Abundance Scan 2152 (8.259 min): VU037675.D (-2145) (-) m/z 97.10 100.00%
55 o7
5000 41
70 112
8.00 8.20 8.40 8.60
o...,....,....,....|,!'...,.':',‘??.'!”....,....,...!,....,....,.1.?‘?,... m/z 55.10 92.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
69 112 8.00 8.20 8.40 8.60
27 ‘ 3 m/z 41.05 44 .34%
0'”I}?I””I””I””I“”F%”P'”P'”P'”P'”P'”P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
41 8.00 8.20 8.40 8.60
5000 m/z 56.10 34.94%
27 69 112
83
o 15 62
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 8.00 8.20 8.40 8.60
m/z 112.20 33.70%
41
5000
27 112
| )3
0'“|}?|“”M””lm“ﬁhmw'Jw'“*M“w“lw“'w“'w“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M

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

Concentration Rank 52

Peak Number 6 (DEL) Alkane: Cyclic8.39

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

8.39 2.78 ug/L 96495 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 97
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 97
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 96
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 96
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95

Abundance Scan 2193 (8.391 min): VU037675.D (-2175) (-) m/z 55.10 100.00%
56 o7
5000 a1 112
69
| | | 4, 83 8.00 8.20 8.40 860 8.80
Ol el L Tmzz 97.10  97.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000
41 112 8.00 8.20 8.40 860 8.80
69 m/z 41.00 40.12%
27 ‘ 83
0 ...,.%?.,...U,....i.‘...,.‘a.‘.,??.‘al‘..??,.‘l..?*.”,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
8.00 8.20 8.40 860 8.80
5000 41 110 m/z 112.10 35.65%
27 69
0 15 47 63 778 o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55 8.00 8.20 8.40 8.60 8.80
97 m/z 56.00 26.74%
5000 41
27 69 112
83
0 ...,.%?.,....,....,....,....,??..,...7?,....?%...,....,.. EEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 860 8.80

SOMULMO40920WMA .M Tue Apr 14 13:02:37 2020

Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 48

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

8.55 3.84 ug/L 133379 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 81
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 74
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
4 Octane 114 C8H18 000111-65-9 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 58

Abundance Scan 2242 (8.549 min): VU037675.D (-2233) (-) m/z 43.05 100.00%
43
85
5000
57 71
Bl AREa e R e
8.20 8.40 8.60 8.80
o..,....,....,....',.|:..,..|.|.,....',....,.I..,....,....,1.15?.,..1.??.... m/z 85.10 55.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12695: Heptane, 2,4-dimethyl-
43
5000
85 8.20 8.40 8.60 8.80
27 57 71 m/z 57.05 35.40%
o 36| M‘ 50 \‘ 64 J‘ 78 | 99 113 128
m/z--> 10 20 §0 45 50 60 70 80 90 100 110 120 130
Abundance
43
8.20 8.40 860 8.80
5000 o5 m/z 41.00 33.99%
57 71
29
0"I'"W""I'ﬁql"'?g"'l'”'l"'W""P"??""1}§' "%??"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12684: Heptane, 2,4-dimethyl-
43 8.20 8.40 860 8.80
m/z 71.10 30.92%
5000 85
57 71
29
ol 15 | M‘ 50 || J‘ Il 99 113 128
T T [ T T e L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 840 860 8.80

SOMULMO40920WMA .M Tue Apr 14 13:02:38 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 40

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

8.78 6.89 ug/L 239082 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
3 Octane. 3-methvl- 128 C9H20 002216-33-3 90
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 87
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87

Abundance Scan 2314 (8.780 min): VU037675.D (-2302) (-) m/z 57.05 100.00%
g7
5000
43
71 99 8.40 8.60 8.80 9.00 9.20
o..,....,....,....',:...,..'.|.,....~||....,.??.,...:',....,1.15?.,..?.2?.... m/z 43.00 32.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12700: Heptane, 2,5-dimethyl-
57
5000 43
8.40 8.60 8.80 9.00 9.20
m/z 40.95 26.53%
71 99
0 “ 50 ||, 64 | 78 85 | 113 128
"P'”P'”P'”I”“I”'W”'W'”W'“'P“'P'“"”P'”I””
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
8.40 8.60 8.80 9.00 9.20
5000 43 m/z 56.10 22.79%
29 71 99
ol 15 50 85 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12669: Octane, 3-methyl-
57 8.40 8.60 8.80 9.00 9.20
m/z 71.10 12.83%
5000
43
29 98
ol 15 A “ 50 | 7} 85 I 113 128
m/z--> 10 20 30 4'0 50 6|0 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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Cyclic8.82 Concentration Rank 51

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

8.82 2.81 ug/L 97705 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. propvl- 112 C8H16 002040-96-2 49
2 1l-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 46
3 7-Oxabicvclol4.1.0lheptane. 1-me... 112 C7H120 001713-33-3 43
4 3-Hexene., 2.2-dimethvl-. (E)- 112 C8H16 000690-93-7 35
5 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 35

Abundance Scan 2326 (8.819 min): VU037675.D (-2321) (-) m/z 69.10 100.00%
69
5000 4 83 o7
111
|| ‘ | || 126 8.40 8.60 8.80 9.00 9.20
N N 1 IS | e MV MO MMM m/z 55.10 93.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6700: Cyclopentane, propyl-
69
41
56
5000 83
8.40 8.60 8.80 9.00 9.20
27 112 m/z 83.10 46 .45%
0"w%gl“jh'“jhy“|”Jw'“kﬁ'“lk'w'ﬁzw'“l“'w'”'w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
41 55 8.40 8.60 8.80 9.00 9.20
5000 m/z 41.00 41.80%
83
0 'W'%?'P'?TI'”'I"“I""ﬁ%"I"“I"'W"?TI'”'T%?'W""P"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6613: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
a1 55 83 8.40 8.60 8.80 9.00 9.20
m/z 97.10 40.79%
97
5000
69 112
0'w'“'w'“l“'w'L'ﬁhw|“J¢L“w$'“FJ'H'“'W'“l“'w'”
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

SOMULMO40920WMA .M Tue Apr 14 13:02:41 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Cyclic8.88 Concentration Rank 32

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

8.88 9.41 ug/L 326511 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

Abundance Scan 2345 (8.880 min): VU037675.D (-2338) (-) m/z 83.10 100.00%
a3
55
5000
41
112 ISR SR AN R
6|7 77 o | 8.60 8.80 9.00 9.20
o} B | ST | NS Y PO T S D m/z 55.05 76.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 8.60 8.80 9.00 9.20
- m/z 82.05 47 .62%
s \\
RS I SUL L U SUL '|""|""|""|"" INEEBISERBEBRRBEN
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance
83
55 8.60 8.80 9.00 9.20
5000 m/z 41.00 31.92%
41
. 112
S N O NN 2 -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6667: Cyclohexane, ethyl-
83 8.60 8.80 9.00 9.20
55 m/z 112.15 21.31%
5000
41
112
0"|""|"'??"''|""w"ll'l"""i''??l'l"l"??l""l""|' ISR SRR AN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20

SOMULMO40920WMA .M Tue Apr 14 13:02:42 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Cyclic8.94 Concentration Rank 37

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

8.94 7.77 ug/L 269562 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 80
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 64
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 62
5 Cyclohexane, l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 53

Abundance Scan 2364 (8.941 min): VU037675.D (-2355) (-) m/z 111.15 100.00%
69 111
5000 55
41 A
T 550 580 900 620
97 : : : :

ol i 89 Tm/z 69.10  80.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-

5000
8.60 8.80 9.00 9.20

m/z 55.05 44.62%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
111
69
8.60 8.80 9.00 9.20
5000 a5 m/z 41.00 34.80%
83
27
0 95 103 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11636: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 8.60 8.80 9.00 9.20
111 m/z 56.05 24 .62%
55
5000 41
126
27 83
0.w}?,nhhnnhhnfhm“umkn.Nh.ven.”wh.w”u,””“.”“”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

SOMULMO40920WMA .M Tue Apr 14 13:02:43 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 41

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

9.14 6.61 ug/L 229518 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 91
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 78
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 72
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 68
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64

Abundance Scan 2426 (9.140 min): VU037675.D (-2416) (-) m/z 43.05 100.00%
43
5000 84
‘ 57 71
8.80 9.00 9.20 9.40
o..,....,....,....',!:.?P.~.|!|.,....',-|....,..:.,...?,9....,....,..1.??.... m/z 84.10 44.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12683: Heptane, 2,3-dimethyl-
43
5000
84 8.80 9.00 9.20 9.40
57 71 m/z 85.10 36.57%
0 15 Fg ‘\\‘ 50 H‘ H\ 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
8.80 9.00 9.20 9.40
5000 m/z 41.00 29.23%
. 84
27 71
0''|""|"''|':?§'|""5|0""|""|""|""|"'9?""1'1'3" "%??"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7622: Hexane, 3-ethyl-
43 8.80 9.00 9.20 9.40
m/z 57.05 24 _70%
5000 84
27 57 70
0"I'%?'I'“hl'"Jill'?ghk'l"'ﬂw"'W"*'I""P"'I%}?'I'”'I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40

SOMULMO40920WMA .M Tue Apr 14 13:02:44 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Cyclic9.19 Concentration Rank 34

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

9.19 8.91 ug/L 309133 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 93
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 83
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 76
4 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 76
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 70

Abundance Scan 2441 (9.188 min): VU037675.D (-2432) (-) m/z 69.10 100.00%
60 141
43 57
5000
126
| 50l | 77 ‘|3|5 9|8 8.80 9.00 9.20 9.40 9.60
Ot el rlll e Tm/z 111.10  99.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
41
5000
27 196 8.80 9.00 9.20 9.40 9.60
m/z 57.10 81.75%
N Y . N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
41 111 8.80 9.00 9.20 9.40 9.60
5000 m/z 43.10 79 .56%
27 ga 97 126
0 34 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69 8.80 9.00 9.20 9.40 9.60
55 11 m/z 55.10 78.21%
5000 41
126
g4 97
0'“lﬁﬁl”Jh“'Mm'wm”w'mw“]a““w'Jw'“wl“w'”w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60

SOMULMO40920WMA .M Tue Apr 14 13:02:46 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 31

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

9.22 9.45 ug/L 328025 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 87
2 Octane. 4-methvl- 128 C9H20 002216-34-4 72
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 59
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 59

Abundance Scan 2451 (9.221 min): VU037675.D (-2446) (-) m/z 43.00 100.00%
43
5000 - g5
| o 5|7 . s 128 8.80 9.00 9.20 9.40 9.60
Ol S s L WS T Tm/z 85.10  36.17%
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43
5000
8.80 9.00 9.20 9.40 9.60
29 57 71 85 m/z 71.10 35.76%
o | a7l s1 es | I 98 113 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
8.80 9.00 9.20 9.40 9.60
5000 m/z 84.10 26.56%
29 57 1 &
0 51 65 | 77 98 113 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12670: Octane, 4-methyl-
43 8.80 9.00 9.20 9.40 9.60
m/z 70.10 24 _.80%
85
5000 57 71
29
Lol sl e | s s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60

SOMULMO40920WMA .M Tue Apr 14 13:02:47 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Straight-Chai... Concentration Rank 26

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

9.35 14.62 ug/L 507338 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Octane. 3-methvl- 128 C9H20 002216-33-3 80
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 59
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 59
5 Octane, 3-methyl- 128 C9H20 002216-33-3 58

Abundance Scan 2491 (9.349 min): VU037675.D (-2469) (-) m/z 57.10 100.00%
57
5000
43
| 70 % 9.00 9.20 9.40 9.60
o..,....,....,....','....,..'.:,....-,"....,.?‘?.,....",....1,1.1...,..1.??....,....,. m/z 43.05 29.58%

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

Abundance #12669: Octane, 3-methyl-
57
5000
43 9.00 9.20 9.40 9.60
m/z 41.00 28.99%
29 71 98
ol 15 \ “ l 0 85 || 113 128
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
9.00 9.20 9.40 9.60
5000 m/z 56.05 22.60%
43
29
o 1 g5 B 13 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19176: Heptane, 4-propyl-
5[7 9.00 9.20 9.40 9.60
m/z 98.10 16.90%
5000 43
98
o o, ™ 85 || 112 126 142
B N b e O ERARRNARARAREESEERA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 16 (DEL) Alkane: Cyclic9.58 Concentration Rank 43

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

9.58 5.50 ug/L 190960 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 81
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 64
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 55
4 Cvclohexanone. 2.6-dimethvl- 126 C8H140 002816-57-1 53
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 52

Abundance Scan 2563 (9.581 min): VU037675.D (-2553) (-) m/z 69.05 100.00%
55 60
111
41 91
5000
126
| I |
I 9.20 9.40 9.60 9.80
o..,....,....,....|',I...;':'..:,‘3.%'..,|..7.ﬁ.',.|ll..,:.?:,.-.-.'.,:...,...'.,...., m/z 55.10 81.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
69
41
56
5000 111
9.20 9.40 9.60 9.80
83 126 m/z 56.05 77.91%
. L e ® o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
55
a1 11 9.20 9.40 9.60 9.80
5000 m/z 57.10 74 .69%
126
83
27 97
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69 9.20 9.40 9.60 9.80
55 1 m/z 111.15 71.72%
5000 41
126
97
97 ‘ 84
0“I}?I“LM'“L“'ﬁ“'P“W'JaN“W“lﬁ“”lh”v'“v”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80

SOMULMO40920WMA .M Tue Apr 14 13:02:50 2020 Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Cyclic9.78 Concentration Rank 30

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

9.78 9.92 ug/L 344419 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 83
2 cis-1-Ethvl-3-methyvl-cvclohexane 126 C9H18 019489-10-2 76
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 76
4 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 74
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64

Abundance Scan 2625 (9.780 min): VU037675.D (-2618) (-) m/z 55.10 100.00%
55 97
5000 a1
126
| | ‘|| ‘ 111 9.40 9.60 9.80 10.00
o..“.”,”.w.”.ﬂ.”,ﬂ ,.”.“.”ﬂm.w.“!“.”ﬂm.w.”.“.. m/z 97.10 87.75%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000
9.40 9.60 9.80 10.00
69 126 m/z 41.05 39.54Y%
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130
Abundance

9.40 9.60 9.80 10.00
5000 m/z 96.10 29.81%

4 69 126
29 81 111
(0 B LI R I o o o o e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97

940 960 980 1000

s m/z 69.10  28.72%

5000

41 69 126

29 ‘ 81
14 L Ll ! L \ 111

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 unknown-02 Concentration Rank 46

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

9.90 4.68 ug/L 162621 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 43
2 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 43
3 1-Chloro-4-methvilcvclohexane 132 C7H13ClI 000931-68-0 43
4 N.N"-Dimethvl-N.N"-bis(furfurvl)... 234 C13H18N202 101264-94-2 38
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 38

Abundance Scan 2662 (9.899 min): VU037675.D (-2648) (-) m/z 81.10 100.00%
g1
55 69
5000 a1
bl e R
0..,....,....,....;....,-.!.'.,..'..,'...".|.'..,....,....',....,.."..,....,-...., m/z 69.05 60.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
9.60 9.80 10.00 10.20
7 39 g3 7 96 m/z 55.00 53.89%
0"I'”'I"j“l”'*u'ﬁﬁid”'ﬁq'JIIZ4mil”g?"”l""v"'l”"l'“'I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
9.60 9.80 10.00 10.20
5000 67 m/z 41.00 38.35%
95
. 41 55 124
ol 15 74 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14417: 1-Chloro-4-methylcyclohexane
g1 9.60 9.80 10.00 10.20
m/z 67.00 35.88%
5000
55
96
0"P%?'P'?ZI”'th"fm"I'”HI'“““l”g?'“hl'“'l"” "”}??”I"'W
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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 Ether, heptyl hexyl Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.03 26.89 ug/L 933390 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. heptvl hexvl 200 C13H280 007289-40-9 50
2 Hexane. 1-(hexvloxv)-2-methvl- 200 C13H280 074421-17-3 43
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 43
4 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 38
5 Nonane 128 C9H20 000111-84-2 35

Abundance Scan 2703 (10.031 min): VU037675.D (-2693) (-) m/z 57.10 100.00%
57
69
5000 85
125
rrrrrrrTTpTTT T T T T T T T
9.80 10.00 10.20 10.40
0 .,....,....|,-!...5,°.':.: “77,” ...|." M2 Th/z 43.05 92.28Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #61346: Ether, heptyl hexyl
57
43
5000 85 LR LN SR SULRIRN I
9.80 10.00 10.20 10.40
29 70 m/z 41.00 61.76%
ob 1l 361 50 “ 2 115 129
m/z--> 20 30 Jo 50 60 70 8 90 100 110 120 130 140
Abundance
43
57 85 9.80 10.00 10.20 10.40
5000 m/z 69.05 56.43%
29 69 98
ol 50 78 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12733: Pentane, 2,2,3,4-tetramethyl-
57 9.80 10.00 10.20 10.40
m/z 55.05 52.20%
43
5000
71 85
0 \\ (1l 501, 64 | 78 97 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40

SOMULMO40920WMA .M Tue Apr 14 13:02:53 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 unknown-03 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.19 5.32 ug/L 184597 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidineacetic acid 117 C3H7N302 000352-97-6 47
2 Hexanovl chloride 134 C6H11CIO 000142-61-0 43
3 Phosphonofluoridic acid. methvl-... 224 C10H22F02P 211192-74-4 40
4 Acetamide. N-ethenvIl-N-methvl- 99 C5H9NO 003195-78-6 35
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 35
Abundance Scan 2752 (10.188 min): VU037675.D (-2746) (-) m/z 43.10 100.00%
57
5000
69 8°
| \ NS .50 10,00 10,20 1040 1060
) SSSSNN |SE S¥ 4  S PR . m/z 99.10 83.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8435: Guanidineacetic acid
43
99
5000 28
71 9.80 10.00 10.20 10.40 10.60
56 m/z 41.00 70.11%
N A S
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43
57 99
78 9.80 10.00 10.20 10.40 10.60
5000 27 m/z 57.10 50.64%
0 119 133
HRELI JUEL SULELS SURILIN IR LI L B SRS Y SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80493: Phosphonofluoridic acid, methyl-, nonyl ester
99 9.80 10.00 10.20 10.40 10.60
m/z 56.10 46.39%
5000
41 o
69 81
0 ‘M w‘ Qo 1, 111 126 139 153165 179191 208220
m/z--> ﬁo Jo eb 86 160 150 150 1éo 180 200 250 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.27 52.77 ug/L 1831770 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 94
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 81
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 74
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 68
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 58
Abundance Scan 2777 (10.269 min): VU037675.D (-2759) (-) m/z 57.05 100.00%
57
43 1
5000
113
82 10.00 10.20 10.40 10.60
o..,....,....,....',!...,.-.”.-,...'.':.-...,'!'.-'..,..?.7,....,!|...,.1..2?,....1,‘.‘.2..,. m/z 71.10 60.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
10.00 10.20 10.40 10.60
29 a5 113 m/z 43.05 55.08%
S . S =~ 20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
7 10,00 10.20 10.40 10.60
5000 43 m/z 41.00 43.90%
29
112
oL 15 85 og 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19193: Octane, 2,6-dimethyl-
57 10.00 10.20 10.40 10.60
43 m/z 56.05 34.75%
5000 29 1
113
0"I'“'I"'W""P"'I“"I"“I"'W'??'P"??'“'I"“I'}EZ"“%%?"P
m/z--> 10 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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 53
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.68 ug/L 92913 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 50
2 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 47
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 47
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 43
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 38
Abundance Scan 2796 (10.330 min): VU037675.D (-2791) (-) m/z 71.10 100.00%
1
a3
5000
84 97 113 125 449 10.00 10.20 10.40 10.60
(1 R — m/z 43.00 67.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43 71
5000 55 RN BN IUURE
10.00 10.20 10.40 10.60
29 m/z 57.10 60.33%
97
ol 15 | \‘M Les s % e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
57 o1
10.00 10.20 10.40 10.60
5000 m/z 70.10 45.07%
29
0 8 g 13 127 141 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19181: Octane, 2,6-dimethyl- R e R RARA Ra e
57 10.00 10.20 10.40 10.60
m/z 41.00 38.07%
43 71
5000
29 113
ol 15 L \ A 8 o | 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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: Cyclicl0.37 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.37 30.79 ug/L 1068670 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 95
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 93
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 91
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 80
Abundance Scan 2808 (10.368 min): VU037675.D (-2800) (-) m/z 83.10 100.00%
55 g3
5000 41
| 67 126
98 109 10.00 10.20 10.40 10.60
o..,....,....,....|,-!|...,.'!.l.,...|!'ll....,'!..,..'.:~,....-,....,..I.,....1,‘.‘.2..,. m/z 55.10 82.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11537: Cyclohexane, propyl-
55 83
5000 41
10.00 10.20 10.40 10.60
27 67 126 m/z 82.10 59.67%
0 “l"“|"Jh"'“lh"VWE“l“'MH'7§|'l'w"??|“%9?'“'|"“|"'w"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 83
10.00 10.20 10.40 10.60
5000 4 m/z 41.00 46.42%
27 67 126
o..15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11540: Cyclohexane, propyl-
55 83 10.00 10.20 10.40 10.60
m/z 57.10 27 .14%
5000 41
27 67 126
0'W””PJh””MLWNLPJM””ﬁLW”WP”W””P”W“”P”W'
m/z--> 10 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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.41 23.36 ug/L 810869 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 80
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 72
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 53
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 53
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
Abundance Scan 2821 (10.410 min): VU037675.D (-2816) (-) m/z 57.10 100.00%
g7
5000 43
98
69
| | 85 ‘ 13 25 40 10.00 10.20 10.40 10.60 10.80
0”'P”W'”W”'ﬁh”I”JP'”””'PHW'“ﬁ”'W””I”hI“”P'”P m/z 43.10 47.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000 NN SRR SUNIL I
10.00 10.20 10.40 10.60 10.80
27 - % m/z 98.10 33.19%
0 15 H “ \‘ ! H‘ 8‘\5 | 113 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
10.00 10.20 10.40 10.60 10.80
5000 43 m/z 41.00 22 .36%
29 71 P
o 85 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19222: Heptane, 4-(1-methylethyl)- R e e
57 10.00 10.20 10.40 10.60 10.80
m/z 56.10 18.16%
5000 43
27 98
o 15 I “ I %77 e || 113122 133 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 12
R.T. EstConc Area Relative to ISTD R.T.
10.57 34.71 ug/L 1205050 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 58
2 lIsobutvl nonvl carbonate 244 C14H2803 959311-27-4 50
3 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 47
4 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 43
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
Abundance Scan 2871 (10.571 min): VU037675.D (-2857) (-) m/z 57.10 100.00%
57
43
5000
98
Il || "| | 212 g 10.20 10.40 10.60 10.80
0”P”W””P”W”JP”M””P”W””m”Wh“PhW”“P”W””P”W””I m/z 43.05 68.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000 USRI
10.20 10.40 10.60 10.80
B4 m/z 41.00 38.84%
. L% e, 27 s
m/z--> 20 30 Jo 50 éo 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 71.10 24 .65%
41 71
85
29
97 118126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57 10.20 10.40 10.60 10.80
m/z 56.10 23.81%
43
5000
71
85
0 I I ‘ 97 114 ]_26 171
m/z--> 20 3'0 4'0 50 6|0 70 80 90 1(')0 110 120 130 140 150 160 17'0 ' 10.20 10.40 10.60 10.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
VU037675.D

10 Apr 2020 16:04

JC/MD

L2176-07ME
6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

12 Sample Multiplier: 1

VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
10.64 17.83 ug/L 830017 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
Abundance m/z 57.10 100.00%

5000

o

Scan 2892 (10.639 min): VU037675.D (-2883) (-)
57

43
71

98
1l e w 12 125 142

m/z--> 10 20

30 40 50 60 70 80 90 100 110 120 130 140

Abundance #19173: Nonane, 4-methyl-
a3
5000 LN N U B I I I N
71 10.40 10.60 10.80 11.00
29 98 m/z 71.10 40.03%
O R L e o o o e R A RRARERER SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 57
71 10.40 10.60 10.80 11.00
5000 m/z 70.10 39.85%
98
29
ol 15 85 112 197 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19208: Heptane, 2,3,4-trimethy!- R e m LA
3 5[7 10.40 10.60 10.80 11.00
m/z 41.00 32.63%
5000 71
29
99
21 85
B S I SR AN i

10.40 10.60 10.80 11.00

m/z 43.10 60.06%

m/z--> 10 20

30 40 50 60 70 80 90 100 110 120 130 140

I
10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.69 41.66 ug/L 1939190 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.2.11.11-tetramethvl- 226 C16H34 127204-12-0 72
2 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 64
4 Decane. 2.2.6-trimethvl- 184 C13H28 062237-97-2 64
5 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 59
Abundance Scan 2908 (10.690 min): VU037675.D (-2899) (-) m/z 57.10 100.00%
57
5000
43 71
85
99 10.40 10.60 10.80 11.00
Ol bl L a7 A1124 41 A86 0 Thsz 56.10  40.48Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83053: Dodecane, 2,2,11,11-tetramethyl-
57
5000
10.40 10.60 10.80 11.00
41 71 m/z 43.05 25.04%
29 85
0 ‘ LT 99 1138 127 141 155 168 211
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance
57
1040 10.60 10.80 11.00
5000 m/z 71.10 23.69%
41
ol 14 il 7185 99 112 155
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19227: Hexane, 2,2,5,5-tetramethyl-
57 10.40 10.60 10.80 11.00
m/z 41.00 23.11%
5000 71
41
0 ZZ “ 85 111 127
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 10.'40 10.|60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.88 7.38 ug/L 343335 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 72
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 72
3 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 64
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
Abundance Scan 2967 (10.880 min): VU037675.D (-2961) (-) m/z 57.10 100.00%
g7
5000
41
| 70 85 98 141 10.60 10.80 11.00 11.20
o m/z 56.10 74.64%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #48908: Decane, 2,2,3-trimethyl-
57
5000
10.60 10.80 11.00 11.20
m/z 41.00 24 .29%
0 29 H ™ 8 99 113126 143 159169180
Y N A S S S S
Abundance
56
10,60 10.80 11.00 11.20
5000 30 4 m/z 43.10 14.21%
o 15 68 S0 98 111 125 140
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #7662 Pentane, 2,2,3—trimethy|— L L L L B LN
57 10.60 10.80 11.00 11.20
m/z 55.10 8.76%
5000
41
29
0 2 15 “ “ |l 69 85 99 112
m/z--> 0 2'0 40 60 8|0 1(')0 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 29 Benzene, l-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.02 41.69 ug/L 1940730 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 3011 (11.021 min): VU037675.D d)(-3001) ) m/z 105.10 100.00%
105
5000
120
55 77 9 T a0 1100 1190 11 40
39 65 ‘ 10.80 11.00 11.20 11.40
O s ot BB 1B 340 7o 7150.10 30 79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000 IIIII"/'\'I""I""III
120 10.80 11.00 11.20 11.40
o1 m/z 55.10 13.48%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10,80 11.00 11.20 11.40
5000 m/z 77.05 12.91%

120

39 79
i lsg 65 g 113

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 10.80 11.00 11.20 11.40
m/z 91.10 12_.46%
5000
120
91
ol 15 27 39 Sisges U Al
T T T T T T e e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 30 (DEL) Alkane: Cyclicl1.08 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.08 14.91 ug/L 694051 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 90
2 Cyclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 90
3 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 83
4 Cyclohexane. 1-methvl-4-(1-methv... 140 C10H20 006069-98-3 80
5 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 64
Abundance Scan 3029 (11.079 min): VU037675.D (-3023) (-) m/z 97.10 100.00%
55 97
5000
41
69
83 U1 105 140 154 10.80 11.00 11.20 11.40
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-
55 97
5000 SRS SUNIL SRR SRR
10.80 11.00 11.20 11.40
41 69 m/z 41.00 28.04%
0 ?\9 | \‘ M m‘\ §3 ‘\ 111 125 1‘\10
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
110.80 11.00 11.20 1140
5000 m/z 69.10 23.47%
41
69
83
o 29 111 125 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18032: 3-Hexene, 3—ethy|—2,5—dimethy|— LI L L L N B
5 69 10.80 11.00 11.20 11.40
97 m/z 96.10 16.25%
5000 a1
84
27\ | ‘ | L ‘ ] 1]\'1 125 o
0|||||||||||||||‘|‘||‘|||||‘||||“|||||||||||||||||||||||||||||||||| o —— T —T —
m/z--> 25 35 45 55 eb fo éo do 160 1io 150 1§0 150 1%0 1éo 10.80 11.00 1150 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.96 ug/L 137719 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 4-ethvl-2.,3-dimethvl- 140 C10H20 1000149-19-7 72
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 72
3 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 64
4 Cvclohexane. (1.2-dimethvlbutvl)- 168 C12H24 061142-37-8 59
5 Cyclohexane, l-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 59
Abundance Scan 3085 (11.259 min): VU037675.D (-3079) (-) m/z 69.10 100.00%
6o
111
5000

SRS A S
140 11.00 11.20 11.40 11.60
156 168

0 m/z 111.10 58.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #18035: 2-Hexene, 4-ethyl-2,3-dimethyl-
69
4 55 111
5000 TT T[T I T I rrprrrrrrm
11.00 11.20 11.40 11.60
m/z 41.00 30.63%
H ‘ 83 140
0..“..q..”,.”.p..q.”.,”n.L.u\U”.P%ﬁ,.”.l..w?%ﬁ,”.ﬂ..”,”..“.”,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance
69 111
L
11.00 11.20 11.40 11.60
5000 55 m/z 55.10 26.07%
41
oL, 15 29 83 o7 126
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #36845: Cyclooctane, (1-methylpropyl)- T s B B e !
69 11.00 11.20 11.40 11.60
111 m/z 43.00 22 .25%
5000 55
41
29 ‘ 82
Obrprrerprrtdrereeberep b e beerelerrotegeerefbere e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 32 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.32 28.45 ug/L 1324500 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. hexvl pentadecvl... 376 C21H4403S 1000309-13-7 35
2 Decane. 4-ethvl- 170 C12H26 001636-44-8 27
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 27
4 Hexvl octvl ether 214 C14H300 017071-54-4 27
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 27
Abundance Scan 3104 (11.320 min): VU037675.D (-3091) (-) m/z 57.10 100.00%
43
5000
| 11.00 11.20 11.40 11.60
O rrprr s m/z 43.05 82 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #200446: Sulfurous acid, hexyl pentadecy! ester
43 8
5000 71
11.00 11.20 11.40 11.60
29 m/z 81.10 62.70%
0 Ll \ hh ‘ 9 113127141155160182 211 263
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43
> 11.00 11.20 11.40 11.60
5000 71 85 m/z 41.00 59.72%
29
140
oL 15 99 113126 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester B B LA B e
57 11.00 11.20 11.40 11.60
43 m/z 55.10 47 .87%
71 g5
5000
29 113
N - A S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11,40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.39 18.28 ug/L 850858 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.7.7-Tetramethvloctane 170 C1l2H26 001071-31-4 53
2 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 50
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 50
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 47
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 47
Abundance Scan 3126 (11.391 min): VU037675.D (-3118) (-) m/z 57.10 100.00%
57
5000 43
85
‘ | 1 97 11.00 11.20 11.40 11.60 11.80

112
.,....,....l,:...,....-,....':'....,'.'!|..,..:':',....,:...,..1.2]7,...1.37,9....,.1.??,... m/z 56.10  44.99%

0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38353: 2,2,7,7-Tetramethyloctane
57
5000
41 11.00 11.20 11.40 11.60 11.80
0
29 718 m/z 43.10 44 _09%
., . ‘ | ‘ 112 155
O T T T T T T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.00 29.59%
41 o8
29 71 85
0 141 156
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12737: Pentane, 2,2,3,4-tetramethyl- e e AR R
57 11.00 11.20 11.40 11.60 11.80
43 m/z 85.10 24 _27%
5000
29 71 85
0.,...‘.‘,....,....,..‘.a,....‘”....,....,....,....,....,....,....,....,....,...
m/z--> 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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.43 50.19 ug/L 2336180 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 80
2 Heptane. 2.5.5-trimethvl- 142 C10H22 001189-99-7 78
3 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 78
4 Decane. 4-methvl- 156 C11H24 002847-72-5 64
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59
Abundance Scan 3138 (11.430 min): VU037675.D (-3131) (-) m/z 71.10 100.00%
43 !
57
5000
113
85 11.20 11.40 11.60 11.80
Obrrrrrrrpreler el 3 e 127 141186 168 s T 6 95 00
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28434: Decane, 4-methyl-
43
57 71
5000
11.20 11.40 11.60 11.80
m/z 57.10 62.21%
‘ 8 112
o\\w e 98126 141 16
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
71
43
57 11.20 11.40 11.60 11.80
5000 m/z 70.10 37.89%
25 85 o 18 14
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19190: Octane, 3,3—dimethy|— B L L
43 7 11.20 11.40 11.60 11.80
57 m/z 41.05 34.69%
5000 29
113
Obrrprerr e mhw.uﬂﬂ.“,f?w.g?..”,NH.P%%7”.W.”.P.”,“.q.”. e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 35 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.48 166.49 ug/L 7749450 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 3154 (11.481 min): VU037675.D (-3144) (-) m/z 105.10 100.00%
105
5000 120
57
41 ool 11.20 11.40 11.60 11.80
65 : : : -
Obrererrrprrrrrrreie Al i bl il 139185 L 757950 .10 44 65%
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 A
5000 ﬁ\'"|""|""|""|""
11.20 11.40 11.60 11.80
77 m/z 57.10 30.10%
39 91
0"P%ﬁI'EZP"““'”?%”'Pgéﬁ'”h“”"”'”I”N'P““W“”'I”"P'”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.20 11.40 11.60 11.80
5000 120 m/z 56.10 13.82%
5 27 39 s g5 7091
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9400: Mesitylene
105 11.20 11.40 11.60 11.80
120 m/z 77.05 13.81%
5000
27 3? 51 g5 77 91
Ot e A e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.59 39.99 ug/L 1861560 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.8-trimethvl- 184 C13H28 062238-01-1 72
2 Heptane. 4-ethvl-2.2.6.6-tetrame... 184 C13H28 062108-31-0 72
3 Decane. 2.2.5-trimethvl- 184 C13H28 062237-96-1 72
4 Octane. 2.2-dimethvl- 142 C10H22 015869-87-1 64
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
Abundance Scan 3188 (11.590 min): VU037675.D (-3178) (-) m/z 57.10 100.00%
q7
5000
41 71
85 11.20 11.40 11.60 11.80 12.00
99 113
o ,..h|..,.'...-,..:-.,.12]7.1.3?..?“3.5,....,... m/z 56.10  39.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48898: Decane, 2,2,8-trimethyl-
57
5000
11.20 11.40 11.60 11.80 12.00
m/z 41.00 24 .61%
29 41 71
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
11.20 11.40 11.60 11.80 12.00
5000 m/z 43.10 23.39%
41 71
o 29 85 g9 113 126 169
LR P S N DAL WAL IR SURLELELA SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48899: Decane, 2,2,5-trimethyl-
57 11.20 11.40 11.60 11.80 12.00
m/z 71.10 19.49%
5000
43 71
oL 2| 85 99 113 127 169 184
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 37 unknown-05 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
11.65 9.30 ug/L 432719 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 27
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 22
3 Cvclopenten-4-one. 1.2.3.3-tetra... 138 C9H140 1000163-38-6 22
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 22
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 22
Abundance Scan 3207 (11.651 min): VU037675.D (-3203) (-) m/z 57.10 100.00%
g7 105
5000
11.40 11.60 11.80 12.00
o} m/z 105.10 98.48%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
43 57
5000 & T
85 11.40 11.60 11.80 12.00
m/z 71.10 62.20%
oh T L g s e AL 296
mz-> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 11.40 11.60 11.80 12.00
5000 85 m/z 95.10 55.23%
7 99113
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17618: Cyclopenten-4-one, 1,2,3,3-tetramethyl- T
95 11.40 11.60 11.80 12.00
m/z 41.05 46.98%
138
5000 110
67
41 ‘
0 ,?T.AM.JH,.:”Wn.vl,..”%??.H“...,........,........ SN S A AR
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.71 125.92 ug/L 5861380 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.8-trimethvl- 184 C13H28 062238-14-6 64
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 59
3 Hexadecane 226 C16H34 000544-76-3 58
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 53
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 53
Abundance Scan 3225 (11.709 min): VU037675.D (-3216) (-) m/z 57.10 100.00%
57
71
5000

99 111 127 11.40 11.60 11.80 12.00
0 140 155168 m/z 71.10 59.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48895: Decane, 2,3,8-trimethyl-
43 57
71
5000 85
11.40 11.60 11.80 12.00
m/z 43.10 43.73%
29 ‘ ‘ 9o 111 141
c.w.d”,hnh,uﬂ.“..w..”,..”ﬂ.”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 LN L L L L LB L |
11.40 11.60 11.80 12.00
5000 71 m/z 85.10 34.24%
29 85 113
0 98 141 155 184
L LI i o o L e R R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57 11.40 11.60 11.80 12.00
m/z 41.00 31.78%
5000 n
85
29
0 | “ L “ 99 113 127 141 155 169 183 197 226
e e e e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.88 14.81 ug/L 689302 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 74
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 53
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 50
Abundance Scan 3278 (11.880 min): VU037675.D (-3272) (-) m/z 57.10 100.00%
g7
71
43
5000
85
113 127 11.60 11.80 12.00 12.20
o 29 T T8 155 10 0 hyz 0 71.10  68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71
5000
85 11.60 11.80 12.00 12.20
29 m/z 43.10 53.74%
97 127
Ot "H""L‘I"JQ'I' ""l'%%l'l""'lﬁ%' }§§ R NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
1 U AR SN BN SUNRE
43 11.60 11.80 12.00 12.20
5000 m/z 41.00 29.63%
o 99 113 127 141 155 169 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl- N B s S A
57 11.60 11.80 12.00 12.20
m/z 56.10 24 _50%
71
5000 43
29
113
0 ‘M L) 8 99 " 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
VU037675.D

10 Apr 2020 16:04

JC/MD

L2176-07ME
6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

12 Sample Multiplier: 1

d :

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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

41 (DEL) Alkane: Straight-Chai...

Concentration Rank 3

11.83

001071-26-7 59
001071-81-4 53
016747-32-3 53
002051-30-1 53
017312-82-2 50

11.60 11.80 12.00 12.20

57.10 100.00%

11.60 11.80 12.00 12.20

56.10 48.73%

43.10 30.81%

11.60 11.80 12.00 12.20

11.60 11.80 12.00 12.20

71.10 28.15%

41.00 24 .21%

R.T. EstConc Area Relative to ISTD
11.96 82.44 ug/L 3837570 1,4-Dichlorobenzene-d4
Hit# of 5 Tentative ID MW  MolForm
1 Heptane. 2.2-dimethvl- 128 C9H20
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22
3 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20
4 Octane. 2.6-dimethvl- 142 C10H22
5 Undecane, 4,6-dimethyl- 184 C13H28

Abundance Scan 3303 (11.960 min): VU037675.D (-3294) (-) m/z
5
5000
85 113
0,,” , oD 124 188 182 170 gz
m/z--> 20 80 100 120 140 160
Abundance #12705. Heptane, 2,2-dimethyl-
57
5000 41
29 1 m/z
0 ‘\‘ ‘\‘ \‘ ‘ 1]\-3
L S L L NS WL WL L WAL R B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
5000 - m/z
41
0 27 85 95 111 127
miz--> 20 40 60 80 100 120 140 160
Abundance #12748: Pentane, 3-ethyl-2,2-dimethyl-
57
m/z
5000
41
71
oL 15 4 ‘H il | 83 99 113
miz--> 20 40 60 80 100 120 140 160

11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.99 66.83 ug/L 3110950 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
3 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 50
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 47
Abundance Scan 3312 (11.989 min): VU037675.D (-3307) (-) m/z 57.10 100.00%
g7
5000
a t 85
99 113 11.60 11.80 12.00 12.20 12.40
Ol gl T U125 139 195 370 0 n7n 56.10  32.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
11.60 11.80 12.00 12.20 12.40
m/z 41.00 22 .64%
85 113
oL, 15 d L T er | 127 142
miz--> o 4 e 8 1% 1o 14 i 1%
Abundance
57
1160 11.80 12,00 12.20 12.40
5000 m/z 71.10 21.33%
41 71
oL 15 29 85 113
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl-
57 11.60 11.80 12.00 12.20 12.40
43 m/z 43.10 20.23%
5000 n
113
ow\\\\%»l‘”ﬁsm ALVLIR T WYY
m/z--> 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 43 Benzene, 1l-methyl-3-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.14 43.10 ug/L 2006330 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 94
2 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 93
3 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 81
4 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 76
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 76
Abundance Scan 3359 (12.140 min): VU037675.D (-3339) (-) m/z 105.10 100.00%
105
5000
134 A\ LU\ o
41 57 6? 9 91 | 119 153 oo 11.80 12.00 12.20 12.40
oupnq””“”mhnﬁwhmMﬁ”mmmM”hh.“”w””“”qnnphq““““. m/z 134.20 23.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
5000
11.80 12.00 12.20 12.40
134 m/z 106.10 14 .04%
. 27 39 51 65 77 | 19
miz-> 10 20 30 40 5 8 70 85 80 100 100 190 130 140 150 160 120
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 69.10 13.81%
134
15 27 39 51 65 7 N 119

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #14855: Benzene, 1-methyl-2-propyl- R B
5 11.80 12.00 12.20 12.40

m/z 77.10 12.67%

5000

65 7 91

15 27 39 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.34 16.99 ug/L 790841 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 58
2 Undecane. 4-methvl- 170 C12H26 002980-69-0 50
3 Hexadecane 226 Cl16H34 000544-76-3 47
4 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 46
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43
Abundance Scan 3421 (12.339 min): VU037675.D (-3415) (-) m/z 71.10 100.00%
a3 57 7
97
85
5000
126
111 154 12.00 12.20 12.40 12.60
o e A e8|  m/Zz 57.10 99.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
5000
57 71 g5 12.00 12.20 12.40 12.60
m/z 43.10 97 .39%
0 H “ M ‘ \‘ 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
o 12.00 12.20 12.40 12.60
5000 - 57 m/z 97.10 76.15%
85
126
o 98 112 141 155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane TR R
57 12.00 12.20 12.40 12.60
43 m/z 55.10 71.26%
71
5000 85
oL 18 | L | T 18127141 155 169 183 197 226
m/z--> 20 45 eb 80 160 150 110 160 180 200 220 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 45 Benzene, 1l-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.40 35.59 ug/L 1656450 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 53
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 25
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 25
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 25
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 25
Abundance Scan 3440 (12.401 min): VU037675.D (-3432) (-) m/z 71.10 100.00%
55 1 105
43
5000 85 125
154 12.00 12.20 12.40 12.60 12.80
o 12 166 m/z 105.10 93.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 |""|""|""|"{\|"
12.00 12.20 12.40 12.60 12.80
. 134 m/z 55.10 85.53%
15 27 39 51 65 % |15
mz-> 10 20 30 40 % 80 76 80 8 100 110 130 13 140 1% 180 170
Abundance
105
12.00 12.20 12.40 12.60 12.80
5000 m/z 43.10 79.82%
134
27 39 51 65 i 91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14860: Benzene, 1-methyl-4-propyl- R
105 12.00 12.20 12.40 12.60 12.80
m/z 69.10 76.78%
5000
134
. 27 39 51 e 7T 91 | g5
iz 10 % % 4 B 6 7o 8 80 100 106 130 15 140 150 1860 190 | | 1200 120 12140 15,60 1380
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 46 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.48 10.52 ug/L 489867 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3465 (12.481 min): VU037675.D (-3458) (-) m/z 119.10 100.00%
119
5000
134
91
43 71 105
57 12.20 12.40 12.60 12.80
) || .'-?%.'. et L 152 168 34 00 31, 07%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 91.10 17.92%
15 27 39 51 g 77 91 105 |
0 .|...‘.|.‘...|‘..“a‘.,‘.‘...“‘,....|‘:“..‘.‘l...“.,....,....|
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 13.74%
01 134
15 27 30 51 65 105
L L L S WL R B WL
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- R RAREERE BT eSS
119 12.20 12.40 12.60 12.80
m/z 71.10 12.95%
5000 134
77 91 105
0 ?.. }?,.%7. ?ﬁ. ?&. ,?? by — .,WL..WW T
m/z--> 0 20 40 60 80 100 120 140 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 47 Naphthalene, decahydro-2-me... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.85 12.00 ug/L 558629 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 64
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 64
3 Puledone 152 C10H160 000089-82-7 60
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 60
5 Pulegone 152 C10H160 000089-82-7 53
Abundance Scan 3580 (12.851 min): VU037675.D (-3568) (-) m/z 81.10 100.00%
5000
1260 12.80 13.00 13.20
0 m/z 67.05 89.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55
27 S~
5000 137 12.60 12.80 13.00 13.20
109 m/z 135.15 82.12%
I
I .‘...H‘. Pl b, .W el .‘..,‘l S L, SN
m/z--> 20 40 60 80 100 120 140 160
Abundance
81
67
41 55 95 152 12.60 12.80 13.00 13.20
5000 m/z 152.20 74 .43%
137
29 109
123
L S L L L S B
m/z--> 20 40 60 80 100 120 140 160
Abundance #25063: Pulegone
1 182 12.60 12.80 13.00 13.20
67 m/z 95.10 70.36%
109
5000
41 137
55 95
27 123
0IlllslI‘I\Il‘i\‘llwl‘\‘lw\l L L EE ||“‘|||||| AL By L
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 48 (DEL) Alkane: Cyclicl2.95 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.

12.95 8.70 ug/L 404992 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C11H22 004292-92-6 93
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 87
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 87
4 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 74
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 72

Abundance Scan 3611 (12.950 min): VU037675.D (-3603) (-) m/z 83.10 100.00%

83
55
5000 a1
67

9 1c|)5 116195 137 154 168 1260 1280 13.00 13.20

ol Al m/z 82.10 70.95%

m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83
55

5000
12.60 12.80 13.00 13.20
m/z 55.10 70.17%

154
8 I prane .\.H. L T - N A
m/z--> 20 60 80 100 120 140 160
Abundance
55 83
12.|60 12.|80 13.|00 13.|20 I
5000 a1 m/z 41.00 36.83%
29 67 154
ot e
m/z--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl- N e o o
83 12.60 12.80 13.00 13.20
m/z 67.10 22 .58%
55
5000
41
29 67 97 154
ol 28 L il il T 16 AR s
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 49 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.05 15.01 ug/L 698732 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3642 (13.050 min): VU037675.D (-3633) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 77 9|1 103 152 168 12.80 13.00 13.20 13.40
0 ...,....',"..'.".',':'“...I"l“.'...','."..I.I'I...l'.l....l.... m/z 134.15 43_.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134

12.80 13.00 13.20 13.40
m/z 91.10 14.77%

91
15 27 3? 51 65 77 105 |
o1t
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
I Aa mmans B R
12.80 13.00 13.20 13.40
5000 134 m/z 133.10 10.88%
91
15 27 39 51 65 77 103
0] N N PSS F ML WM S| U A
m/z--> 20 40 60 80 100 120 140 160
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119 12.80 13.00 13.20 13.40
m/z 120.10 9.26%
5000 134
91
27 451 g5 T7 105
0 ...,.‘...‘,‘..“a‘.,‘.‘...“‘,...‘.,‘:‘..‘a“l...“.,....,....
m/z--> 20 40 60 80 100 120 140 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.17 20.87 ug/L 971417 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
2 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 59
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 56
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
Abundance Scan 3679 (13.169 min): VU037675.D (-3672) (-) m/z 57.10 100.00%
g7
71
5000
h g5 o, 113 127 12:80 13.00 13.20 13.40
ol L 20 011 169 183 | nzz 71.10  56.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl-
57
71
5000 43 LA SRR BN
12:80 13.00 13.20 13.40
29 m/z 43.10 22.71%
113
0 J ‘ “ L 8 99 | 127 142
m/z--> 20 Jo éo 80 100 120 140 160 180 200
Abundance
57
71 PN PSR SN B
12.80 13.00 13.20 13.40
5000 m/z 41.00 20.25%
43
g5 113
. 29 99 127 141 154 183
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,ll—trimethyl— L L L L B N LB N B
57 12.80 13.00 13.20 13.40
43 1 m/z 56.10 17.79%
5000
29 85
b L Il w 99 113 127 149 155 169 182 197207
m/z--> 20 b & &)1& 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\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.31 4.49 ug/L 209170 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 30
2 Oxalic acid. decvl isohexvl ester 314 C18H3404 1000309-33-3 27
3 Sulfurous acid. hexvl tridecvl e... 348 C19H4003S 1000309-13-5 27
4 Sulfurous acid. hexvl undecvl ester 320 C17H3603S 1000309-13-3 27
5 Pentanethioic acid, S-propyl ester 160 C8H160S 002432-76-0 22
Abundance Scan 3723 (13.310 min): VU037675.D (-3717) (-) m/z 85.10 100.00%
43 57 8 106
71
5000
13.00 13.20 13.40 13.60
Olrrrrrrek .".-|l-,~'!'=||.- .|,'l s 168182 207 m/z 106.10 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000 85
57 13.00 13.20 13.40 13.60
& m/z 105.10 91.44%
oL 15 \ M J | | 99113128
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 85
57 13.00 13.20 13.40 13.60
5000 m/z 57.10 88.92%
fl 185
0 29 111, ,5140 271
wﬁmﬁwﬁﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #182577: Sulfurous acid, hexyl tridecyl ester
4 13.00 13.20 13.40 13.60
m/z 43.10 82.22%
5000
o 113127141154 183 317 235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040920\
Data File : VU037675.D

Aca On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .M
VOC Analysis

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

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

Peak Number 52 o0-Cymene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.48 10.59 ug/L 493030 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 70
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 64
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 64
4 p-Cvmene 134 C10H14 000099-87-6 64
5 o-Cymene 134 C10H14 000527-84-4 64
Abundance Scan 3776 (13.481 min): VU037675.D (-3766) (-) m/z 119.10 100.00%
119
5000
134
13.20 13.40 13.60 13.80
151
ol ol ok M0 182 1 hyz 117.10  54.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14806: o-Cymene
119
5000 o1
13.20 13.40 13.60 13.80
65 77 134 m/z 134.10 34_.17%
15 27 3‘9\ ﬁl \ ‘\“ ‘H am 1(\)\\3 “ .
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
13.20 13.40 13.60 13.80
5000 m/z 91.10 21.04%
134
91
15 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- i B
119 13.20 13.40 13.60 13.80
m/z 115.10 18.94%
5000
134
91
dss s e T | N/\
m/z--> 20 40 60 80 100 120 140 160 180 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040920\
Data File : VU037675.D

Acq On : 10 Apr 2020 16:04

Operator : JC/MD

Sample : L2176-07ME

Misc : 6.14/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40920WMA .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]
unknown-01 1.82 3.4 ug/L 90965 1 6.28 1349980 50.0
(DEL) Alkane: Str... 7.52 7.4 ug/L 200656 1 6.28 1349980 50.0
(DEL) Alkane: Str... 7.68 8.8 ug/L 238560 1 6.28 1349980 50.0
(DEL) Alkane: Cyc... 8.26 5.7 ug/L 196044 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 8.39 2.8 ug/L 96495 2 9.44 1735660 50.0
(DEL) Alkane: Str... 8.55 3.8 ug/L 133379 2 9.44 1735660 50.0
(DEL) Alkane: Str... 8.78 6.9 ug/L 239082 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 8.82 2.8 ug/L 97705 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 8.88 9.4 ug/L 326511 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 8.94 7.8 ug/L 269562 2 9.44 1735660 50.0
(DEL) Alkane: Str... 9.14 6.6 ug/L 229518 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 9.19 8.9 ug/L 309133 2 9.44 1735660 50.0
(DEL) Alkane: Str... 9.22 9.4 ug/L 328025 2 9.44 1735660 50.0
(DEL) Alkane: Str... 9.35 14.6 ug/L 507338 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 9.58 5.5 ug/L 190960 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 9.78 9.9 ug/L 344419 2 9.44 1735660 50.0
unknown-02 9.90 4.7 ug/L 162621 2 9.44 1735660 50.0
Ether, heptyl hexyl 10.03 26.9 ug/L 933390 2 9.44 1735660 50.0
unknown-03 10.19 5.3 ug/L 184597 2 9.44 1735660 50.0
(DEL) Alkane: Str... 10.27 52.8 ug/L 1831770 2 9.44 1735660 50.0
(DEL) Alkane: Str... 10.33 2.7 ug/L 92913 2 9.44 1735660 50.0
(DEL) Alkane: Cyc... 10.37 30.8 ug/L 1068670 2 9.44 1735660 50.0
(DEL) Alkane: Str... 10.41 23.4 ug/L 810869 2 9.44 1735660 50.0
(DEL) Alkane: Str... 10.57 34.7 ug/L 1205050 2 9.44 1735660 50.0
(DEL) Alkane: Str... 10.64 17.8 ug/L 830017 3 11.83 2327370 50.0
(DEL) Alkane: Str... 10.69 41.7 ug/L 1939190 3 11.83 2327370 50.0
(DEL) Alkane: Str... 10.88 7.4 ug/L 343335 3 11.83 2327370 50.0
Benzene, l-ethyl-_.. 11.02 41.7 ug/L 1940730 3 11.83 2327370 50.0
(DEL) Alkane: Cyc... 11.08 14.9 ug/L 694051 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.26 3.0 ug/L 137719 3 11.83 2327370 50.0
unknown-04 11.32 28.4 ug/L 1324500 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.39 18.3 ug/L 850858 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.43 50.2 ug/L 2336180 3 11.83 2327370 50.0
Benzene, 1,2,3-tr... 11.48 166.5 ug/L 7749450 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.59 40.0 ug/L 1861560 3 11.83 2327370 50.0
unknown-05 11.65 9.3 ug/L 432719 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.71 125.9 ug/L 5861380 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.88 14.8 ug/L 689302 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.96 82.4 ug/L 3837570 3 11.83 2327370 50.0
(DEL) Alkane: Str... 11.99 66.8 ug/L 3110950 3 11.83 2327370 50.0
Benzene, l-methyl... 12.14 43.1 ug/L 2006330 3 11.83 2327370 50.0
(DEL) Alkane: Str... 12.34 17.0 ug/L 790841 3 11.83 2327370 50.0
Benzene, l-methyl... 12.40 35.6 ug/L 1656450 3 11.83 2327370 50.0
Benzene, 2-ethyl-_.. 12.48 10.5 ug/L 489867 3 11.83 2327370 50.0
Naphthalene, deca... 12.85 12.0 ug/L 558629 3 11.83 2327370 50.0
(DEL) Alkane: Cyc... 12.95 8.7 ug/L 404992 3 11.83 2327370 50.0
Benzene, 1,2,3,4-_... 13.05 15.0 ug/L 698732 3 11.83 2327370 50.0
(DEL) Alkane: Str... 13.17 20.9 ug/L 971417 3 11.83 2327370 50.0
(DEL) Alkane: Str... 13.31 4.5 ug/L 209170 3 11.83 2327370 50.0
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o-Cymene 13.48 10.6 ug/L 493030 3 11.83 2327370 50.0
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