LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample : K3213-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO60619WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.180 23 28 35 rBv2 10918 10671 0.13% 0.036%
2 1.396 86 95 106 rBV 87654 102952 1.25% 0.351%
3 1.469 112 118 125 rBvV 15816 16733 0.20% 0.057%
4 1.675 174 182 199 rvVB 68692 89511 1.09% 0.305%
5 2.177 333 338 346 rBV6 2526 3961 0.05% 0.014%
6 2.267 349 366 378 rVB2 151290 293480 3.57% 1.000%
7 2.444 414 421 428 rBvV4 1077 1915 0.02% 0.007%
8 2.820 525 538 561 rVB2 22076 49256 0.60% 0.168%
9 2.981 579 588 599 rVB5 5090 9053 0.11% 0.031%
10 3.177 635 649 670 rBV 46845 102677 1.25% 0.350%
11 3.437 722 730 743 rBv4 2017 4917 0.06% 0.017%
12 3.569 759 771 784 rVV7 3046 8186 0.10% 0.028%

13 3.977 878 898 927 rBV 343324 872861 10.62% 2.975%
14 4.170 946 958 989 rVvB 82514 212049 2.58% 0.723%
15 4.640 1089 1104 1131 rVB 119136 282934 3.44% 0.964%

16 4.871 1172 1176 1179 rBV4 646 668 0.01% 0.002%
17 4.990 1204 1213 1214 rBV4 898 1057 0.01% 0.004%
18 5.334 1297 1320 1332 rBV2 248428 742924 9.04% 2.532%
19 5.591 1394 1400 1402 rBV2 556 560 0.01% 0.002%
20 5.746 1443 1448 1451 rBV2 309 380 0.00% 0.001%
21 5.836 1472 1476 1477 rVvVv2 1003 656 0.01% 0.002%
22 5.881 1477 1490 1521 rVVv 255918 505381 6.15% 1.723%
23 6.173 1574 1581 1586 rBV3 1991 2902 0.04% 0.010%
24 6.235 1596 1600 1612 rVB3 4110 7239 0.09% 0.025%
25 6.325 1615 1628 1644 rBV2 164164 326998 3.98% 1.115%
26 6.537 1687 1694 1695 rBV2 677 766 0.01% 0.003%
27 6.579 1705 1707 1714 rVB4 932 736 0.01% 0.003%
28 6.624 1715 1721 1732 rVB5 1095 2025 0.02% 0.007%
29 6.878 1796 1800 1804 rBV3 460 433 0.01% 0.001%

30 7.222 1895 1907 1929 rBV 95710 175903 2.14% 0.600%

31 7.366 1943 1952 1968 rBV2 7237 13691 0.17% 0.047%
32 7.559 1992 2012 2045 rBV 352200 634468 7.72% 2.163%
33 7.845 2091 2101 2124 rVB 66150 116557 1.42% 0.397%
34 8.016 2148 2154 2155 rBvV4 767 619 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample : K3213-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
Title : VOC Analysis

35 8.096 2173 2179 2184 rBV2 1392 1677 0.02% 0.006%
36 8.157 2192 2198 2199 rBV2 1083 975 0.01% 0.003%
37 8.193 2207 2209 2213 rVB2 767 447 0.01% 0.002%
38 8.225 2213 2219 2224 rBV6 891 1019 0.01% 0.003%
39 8.305 2230 2244 2287 rBV 430900 751401 9.14% 2.561%
40 8.572 2319 2327 2340 rVB 12787 21207 0.26% 0.072%
41 8.675 2350 2359 2364 rBv4 2470 3195 0.04% 0.011%
42 8.781 2379 2392 2402 rBV4 3863 7347 0.09% 0.025%
43 8.948 2435 2444 2451 rBV3 2083 3051 0.04% 0.010%
44 9.083 2463 2486 2505 rBVY 376814 696524 8.47% 2.374%
45 9.292 2538 2551 2559 rBvV 19728 33268 0.40% 0.113%
46 9.373 2560 2576 2604 rVvB2 482170 974867 11.86% 3.323%
47 9.559 2625 2634 2645 rBV3 9271 15480 0.19% 0.053%
48 9.633 2646 2657 2668 rvB2 10995 18329 0.22% 0.062%
49 9.797 2694 2708 2722 rVv2 8065 15954 0.19% 0.054%
50 9.894 2730 2738 2744 rBV6 1825 2916 0.04% 0.010%
51 9.961 2749 2759 2760 rBV6 1450 2196 0.03% 0.007%
52 10.035 2770 2782 2790 rBV8 6046 12532 0.15% 0.043%
53 10.157 2808 2820 2837 rVB3 13276 26018 0.32% 0.089%
54 10.305 2856 2866 2879 rBV6 15123 28733 0.35% 0.098%
55 10.392 2880 2893 2901 rBV 982026 1621647 19.73% 5.528%
56 10.543 2931 2940 2945 rBV2 10323 17072 0.21% 0.058%
57 10.643 2963 2971 2983 rVB2 32545 54456 0.66% 0.186%
58 10.736 2992 3000 3006 rBvV 30820 46222 0.56% 0.158%
59 10.781 3006 3014 3024 rVB 160111 242491 2.95% 0.827%
60 10.897 3046 3050 3051 rBV3 814 601 0.01% 0.002%
61 11.096 3093 3112 3119 rBV3 7992 18404 0.22% 0.063%
62 11.212 3137 3148 3157 rBvV4 16240 32037 0.39% 0.109%

63 11.402 3197 3207 3221 rBV 171388 294601 3.58% 1.004%
64 11.479 3222 3231 3237 rVV 446153 699403 8.51% 2.384%
65 11.530 3237 3247 3268 rVB 5457544 8218746 100.00% 28.015%

66 11.627 3269 3277 3297 rBV2 83383 148009 1.80% 0.505%
67 11.723 3297 3307 3315 rBV 317757 498288 6.06% 1.699%
68 11.855 3337 3348 3357 rBvV 396263 640920 7.80% 2.185%
69 11.916 3358 3367 3380 rVB 714786 1134358 13.80% 3.867%
70 12.125 3423 3432 3446 rVB6 34358 75030 0.91% 0.256%

71 12.215 3455 3460 3463 rBV6 7901 9155 0.11% 0.031%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample : K3213-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M

: VOC Analysis

72 12.254 3464 3472 3482 rVB3 81995 127680 1.55% 0.435%
73 12.315 3484 3491 3497 rBV2 33799 52246 0.64% 0.178%
74 12.408 3512 3520 3537 rVB3 114051 300827 3.66% 1.025%
75 12.508 3538 3551 3573 rVB3 187839 473992 5.77% 1.616%

76 12.617 3574 3585 3593 rBV2 78998 143659 1.75% 0.490%
77 12.691 3599 3608 3621 rVB 566016 891938 10.85% 3.040%
78 12.781 3622 3636 3652 rBV 552756 890659 10.84% 3.036%
79 13.000 3696 3704 3713 rBV 89327 143273 1.74% 0.488%
80 13.119 3734 3741 3748 rBV3 100511 138370 1.68% 0.472%

81 13.167 3749 3756 3764 rVB 118388 161479 1.96% 0.550%
82 13.344 3800 3811 3821 rBV3 140136 243642 2.96% 0.831%
83 13.414 3823 3833 3845 rVB2 227698 436055 5.31% 1.486%
84 13.543 3868 3873 3886 rVB 31155 46373 0.56% 0.158%
85 13.646 3893 3905 3926 rBV 951228 1624700 19.77% 5.538%

86 13.974 3998 4007 4017 rBV 217764 345776 4.21% 1.179%
87 14.032 4017 4025 4031 rBV 175665 290486 3.53% 0.990%
88 14.112 4044 4050 4067 rVB 54946 91739 1.12% 0.313%
89 14.254 4086 4094 4103 rBV 195050 283558 3.45% 0.967%
90 14.430 4139 4149 4166 rVB3 221619 392356 4.77% 1.337%

91 14.835 4267 4275 4286 rVB 362741 535946 6.52% 1.827%
92 15.019 4322 4332 4339 rBV6 127320 243733 2.97% 0.831%
93 15.305 4416 4421 4442 rVB 72062 147516 1.79% 0.503%

94 15.405 4443 4452 4460 rBV 15482 28321 0.34% 0.097%
95 15.459 4462 4469 4481 rVB5 20052 39573 0.48% 0.135%
96 15.852 4583 4591 4615 rVBS8 30040 75679 0.92% 0.258%
97 16.038 4640 4649 4662 rBV6 28374 57642 0.70% 0.196%
98 16.488 4782 4789 4804 rVB3 25961 43013 0.52% 0.147%
99 16.671 4837 4846 4861 rBV2 51440 90567 1.10% 0.309%
100 16.903 4912 4918 4931 rVB2 18907 32247 0.39% 0.110%
Sum of corrected areas: 29336740
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

Abundance TIC: VU032492.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2-Propanol, 2-methyl- Concentration Rank 34

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

2.82 4.87 ug/L 49256 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 56
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 56
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 50
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 45

Abundance Scan 538 (2.820 min): VU032492.D (-525) (-) m/z 59.10 100.00%
59.1
5000 /\k‘
41.0 LRSS LARSE RS SRR
|| 50.9 69.0 89.0 240 2.60 2.80 3.00 3.20
)AL N X O S Sy m/z 41.05 21._46%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #860: 2-Propanol, 2-methyl-
54.0
5000
310 240 2.60 2.80 3.00 3.20
410 m/z 43.00 16.34%
0 15.'0. 1l | 1 | | 50.0 AN
HL PN S NN SR SRS SULELEL SR LRI SURLL U
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #858: 2-Propanol, 2-methyl-
54.0
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 10.47%
31.0
150 ‘ 41.0
0 | L] | ‘ ‘ [l 74.0
"W"'W""P"'P"'P"'I”"I”"I'”'I'”'I'
m/z--> 10 20 50 60 70 80 90 100
Abundance #4490 Propane 2-ethoxy-2-methyl-
54.0 240 2.60 2.80 3.00 3.20
m/z 57.00 9.94%
5000 870
29.0 41.0
0 N \‘ 51.0 ||, 73.0
m/z--> 10 20 30 4'0 50 60 70 8 90 100 240 2.60 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Propanal, 2-methyl- Concentration Rank 27

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

3.18 10.16 ug/L 102677 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
2 Propanal. 2-methvl- 72 C4H80 000078-84-2 91
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 78
4 Isobutvlene epoxide 72 C4H80 000558-30-5 53
5 Isobutylene epoxide 72 C4H80 000558-30-5 53

Abundance Scan 650 (3.180 min): VU032492.D (-635) (-) m/z 43.10 100.00%
431
72.1
5000
353,| |, 409 571 2.80 3.00 3.20 3.40 3.600
S L L L LA A LA AN AR R LAARA RARAA NAASE RS RARMA RN m/z 41.00 83.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #688: Propanal, 2-methyl-
43.0
5000 27.0 72.0
2.80 3.00 3.20 3.40 3.60
m/z 72.10 57.69%
o 21.0 |, 380/ 500 57.0 L
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #685: Propanal, 2-methyl-
43.0
. 280 300 320 3.40 3.60
5000 ' m/z 39.00 33.50%
27.0
0 15.0 1 3%\ ‘ 50.0 szo !
L AR AR LR ARARA LEREN AR SRR AR LR R LR RN AR RARRE R N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #690: Propanal, 2-methyl-
43.0 2.80 3.00 3.20 3.40 3.60
m/z 42.00 9.62%
72.0
5000 270
0 15.020.0 m‘ 380| | 500 57.0 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40 3.60

SOMULMO60619WMA .M Fri Jun 07 12:22:46 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

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

Peak Number 3 Butanal Concentration Rank 3

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

3.98 86.36 ug/L 872861 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 72
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 52

Abundance Scan 899 (3.981 min): VU032492.D (-878) (-) m/z 43.95 100.00%
44.0
72.1
5000 39.
57.0
| 50.0 3.60 3.80 4.00 4.20 4.40
O'V“WH'W““V“W“'W““VH4“ treerrr e e m/z 43.10 93.09%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
44.0
72.0
5000 29.0 30. AN S R
57.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 80.47%
o 150 2aqlll LIl seo | o |
mz> 5 10 15 % 25 3 % 4b 45 50 55 80 65 7o 75 B0
Abundance #646: Butanal
27.0 44.0
72.0 360 3.80 400 420 4.40
5000 39 m/z 72.10 72 .56%
15.0 57.0
o ‘ 20.0 32.0 |,|l|| 50.0 66.0 |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal
44.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 44 .31%
27.0 72.0
5000
39. 57.0
o JA1133.0 ] 50.0 A
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-01 Concentration Rank 5

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

9.37 69.98 ug/L 974867 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 35
2 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 32
3 Cvclohexanecarboxvlic acid. 2-me... 184 C11H2002 037139-85-8 28
4 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 25
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 23

Abundance Scan 2575 (9.369 min): VU032492.D (-2560) (-) m/z 43.00 100.00%
43.0 83.0
5000 . 1291 /k
1001 s 9.00 9.20 940 9.60 9.80
o SN RS m/z 83.05 97.64Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18748: Cyclohexanone, 3,3,5-trimethyl-
83.0

5000 A e e
9.00 920 940 9.60 9.80

410 55.0 690 m/z 56.05 45.54%

27.0 | 140.0
OW_V_V_‘L_V_V_Ml LI | ! T l9l7?l1lll2l0]|-2llsl0l T I LA B L L L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1282: 1-Methyl-1H-1,2,4-triazole
83.0

9.00 9.20 9.40 9.60 9.80

5000 56.0 m/z 129.10 36.94%
28.0
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48568: Cyclohexanecarboxylic acid, 2-methylpropyl ester LI B o e e e e
83.0 900 920 940 960 980
129.0 m/z 59.10 33.59%
56.0 111.0
5000 41.0
S N 7 N Y1 B SR £ SO
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9. 20 9. 40 9. 60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

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

Peak Number 6 unknown-02 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.64 3.89 ug/L 54456 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal. 3-methvl- 100 C6H120 015877-57-3 47
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 42
3 Nonane. 5-methvlene- 140 C10H20 006795-79-5 40
4 1-Hexene., 2-methvl- 98 C7H14 006094-02-6 40
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
Abundance Scan 2970 (10.640 min): VU032492.D (-2963) (-) m/z 56.05 100.00%
56.0
5000
41.0 ‘
69.0 85.0 103.0 10.40 10.60 10.80 11.00
o...,....,....'i|:|.'..,..|!',....|,....,.:'..,...'.,'.l...lﬁf‘..l,....,....,....,.1?.7.,1... m/z 57.05 29.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3839: Pentanal, 3-methyl-
56.0
5000
41.0 10.40 10.60 10.80 11.00
29.0 ‘ m/z 41.05 22.52%
‘ 71.0
0"w"lL'“'hdh'v'J!v"w"“|§§9|“%9%9'w"“|'“'l“"v"w"“l'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18264: Urea, N,N'-di-2-propeny!-
56.0
10.40 10.60 10.80 11.00
5000 41.0 m/z 42.95 17.33%
28.
o A, 700 850 980 1910 1950 140.0
m/z--> 20 35 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17974: Nonane, 5-methylene-
56.0 10.40 10.60 10.80 11.00
m/z 55.00 15.37%
5000
41.0 0.0
R O O N T RS
m/z--> 20 30 40 55 60 70 85 90 160 110 120 130 110 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 1,3-Dioxepane, 2-heptyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.30 ug/L 46222 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxepane. 2-heptvl- 200 C12H2402 061732-92-1 59
2 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 43
3 2-Oxazolidinone. 3-methvl- 101 C4H7NO2 019836-78-3 43
4 1.3-Dioxane. 2.4-dimethvl- 116 C6H1202 000766-20-1 42
5 1,3-Dioxepane, 2-pentadecyl- 312 C20H4002 041563-29-5 38
Abundance Scan 3001 (10.739 min): VU032492.D (-2992) (-) m/z 55.05 100.00%
55.0 101.1
5000
71.1
39 143.1 10.40 10.60 10.80 11.00
ol S S TR ) N — m/z 101.05 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61133: 1,3-Dioxepane, 2-heptyl-
101.0
55.0
5000
10.40 10.60 10.80 11.00
71.0 m/z 43.00 35.72%
Ol Al b b 12701450 720 2000
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4008: 1,3,4-Thiadiazol-2-amine
101.0
4.0 10.40 10.60 10.80 11.00
5000 m/z 71.10 25.30%
28.0 45.0
0'%%9IJ1'”W'”W"'H""M"'I”"I"”I"'W""I”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4032: 2-Oxazolidinone, 3-methyl-
101.0 10.40 10.60 10.80 11.00
m/z 41.00 18.26%
42.0
5000
15.0
0"ﬂl'w'W”"h'7%ﬂ""M"'P"'P"'I”"I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

SOMULMO60619WMA .M Fri Jun 07 12:22:51 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA _M
Quant Title : VOC Analysis

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

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

Peak Number 8 unknown-03 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.78 17.34 ug/L 242491 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvl octvl ester 284 C16H2804 1000309-31-0 40
2 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 40
3 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 40
4 Pentanoic acid. 2.4-dimethvl-4-n... 189 C8H15N04 005762-40-3 38
5 Bis(2-ethylhexyl) hydrogen phosp... 306 C16H3503P 003658-48-8 33
Abundance Scan 3014 (10.781 min): VU032492.D (-3006) (-) m/z 83.10 100.00%
83.1
5000 43.0
129.1 N
5si.o 100.0 115.0 157.1171.1 10.40 10.60 10.80 11.00
0 MY B L - e m/z 43.00 35.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #130927: Oxalic acid, cyclohexyl octyl ester
83.0
5000
55.0 10.40 10.60 10.80 11.00
41.0 m/z 129.05 23.71%
o270 690 J 97.0111.0 129.0 157.0
m/z--> 20 40 éo 85 160 150 150 1éo 1éo
Abundance #154561: Oxalic acid, cyclohexyl decy! ester
83.0
10,40 10.60 10.80 11.00
5000 550 m/z 41.00 15.77%
41.0
27.0 ‘M | 690 | 97.0111.0 129.0 185.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #39495: 1,1-Hexylenedioxybutane
83.0 10.40 10.60 10.80 11.00
43.0 m/z 55.10 15.23%
5000
27.0 9.0 129.0
P A |, 100.0115.0 157.0171.0
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 1&'30 10.40 10.60 10.80 11.00

SOMULMO60619WMA .M Fri Jun 07 12:22:52 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.40 21.06 ug/L 294601 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Cvano-5.6.6-trimethvl-1-oxa-4-... 282 C13H18N205 1000193-01-2 43
2 Morpholine. 2.6-dimethvl-. cis- 115 C6H13NO 006485-55-8 38
3 1H-1.2.4-Triazole. 3-thiol-5-met... 115 C3H5N3S 007271-44-5 27
4 3-Octanol 130 C8H180 000589-98-0 22
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 16
Abundance Scan 3207 (11.402 min): VU032492.D (-3197) (-) m/z 56.10 100.00%
56.1 115.1
5000
11.00 11.20 11.40 11.60 11.80
(o} m/z 115.05 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128737: 5-Cyano-5,6,6-trimethyl-1-oxa-4-aza-spiro[2.4]hep....
56.0
5000
11.00 11.20 11.40 11.60 11.80
29.0 m/z 59.00 90.71%
o 181.0 223.0 255.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7855: Morpholine, 2,6-dimethyl-, cis-
30.0
BB BB AR
11.00 11.20 11.40 11.60 11.80
5000 710 m/z 41.00 67.05%
115.0
0|||||IU‘II Frrrrv—rv—v—n—rn—n—rrrn—rrn—v—rn—n—rrrn—rrrn—rn—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7694: 1H-1,2,4-Triazole, 3-thiol-5-methyl-
115.0 11.00 11.20 11.40 11.60 11.80
56.0 m/z 69.05 57 .45%
5000
28.0
o 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60 11.80

SOMULMO60619WMA .M Fri Jun 07 12:22:52 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 1,1-Hexylenedioxybutane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.53 587.55 ug/L 8218750 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 83
2 Oxalic acid. cvclohexvl nonvl ester 298 C17H3004 1000309-31-1 40
3 Pentanoic acid. 2.4-dimethvl-4-n... 189 C8H15N04 005762-40-3 38
4 5-Cvano-1.2.3-thiadiazole 111 C3HN3S 057352-02-0 36
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 33
Abundance Scan 3247 (11.530 min): VU032492.D (-3237) (-) m/z 83.10 100.00%
3.1
5000 43.0
129.1
]5‘9-0 11.20 11.40 11.60 11.80
ob ety Ly 10011181 | aep115700702 1 AT Ay,
m/z--> 20 40 60 80 100 120 140 160
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000 USRS BN SUNRA SRR
11.20 11.40 11.60 11.80
27.0 5.0 129.0 m/z 129.10 25.07%
ol | 690 | 100.0115.0 157.0171.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #142799: Oxalic acid, cyclohexyl nony! ester
83.0
11.20 11.40 11.60 11.80
5000 55.0 m/z 55.10 21.95%
41.0
0 27\:\0 | M ! \‘ 6\9\'\0 LI 97.0 111.0 129.0 171.0
miz--> 20 40 60 80 100 120 140 160
Abundance #52600: Pentanoic acid, 2,4-dimethyl-4-nitro-, methy! ester I Ram s e e RRARE
83.0 11.20 11.40 11.60 11.80
m/z 41.05 17.17%
5000
410 550
15.0 69.0 143.0
111.0 128.0
oL I‘I\I Iwwl il u] Ml I\I‘\I‘wl leu‘l — |" I‘I = l — I\; : |15|‘8|0| —
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80

SOMULMO60619WMA .M Fri Jun 07 12:22:53 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Oxalic acid, cyclohexyl dod... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.63 10.58 ug/L 148009 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 53
2 Cvclohexane. decvl- 224 C16H32 001795-16-0 53
3 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 53
4 Oxalic acid. cvclohexvl isohexvl... 256 C14H2404 1000309-30-7 50
5 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 50
Abundance Scan 3278 (11.630 min): VU032492.D (-3269) (-) m/z 83.10 100.00%
83.1
5000
43.0
129.1 S B U\ G
9.0 11.40 11.60 11.80 12.00
ol ..'i|':'. .%“.“, Al 200 | ST £ N— m/z 43.00 35.27%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #176832: Oxalic acid, cyclohexyl dodecyl ester
83.0
5000 55.0 LB UL UL SRR B

11.40 11.60 11.80 12.00
m/z 55.10 28.34%

ol 220l o0 Lm0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81252: Cyclohexane, decyl-
83.0
N REE e e e R
11.40 11.60 11.80 12.00
5000 55.0 m/z 129.10 23.75%
0 380 M . I, 111.0  140.0 166.0182.0 224.0
R e e L e o o o B B B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154561: Oxalic acid, cyclohexyl decyl ester A B e e i R
83.0 11.40 11.60 11.80 12.00
m/z 41.00 22.92%
5000 55.0
0 2%0 \“ \\‘ Ll ‘M 1110 1290 1850
R e e o TR T I e o o e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00

SOMULMO60619WMA .M Fri Jun 07 12:22:53 2019 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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: Cyclicll.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.72 35.62 ug/L 498288 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. ethvl- 84 C6H12 004806-61-5 47
2 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 40
3 Cvclopentanamine 85 C5H11IN 001003-03-8 38
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 33
Abundance Scan 3306 (11.720 min): VU032492.D (-3297) (-) m/z 56.10 100.00%
58.1
5000
41.0 97.0
117.1 11.40 11.60 11.80 12.00
71.0 143.1
0 .,....,....',~'...'|-|,..F'.'.,:'...,....',....,'....,.1.71.'.1, m/z 57.05 42.68%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1471: Cyclobutane, ethyl-
56.0
41.0
5000
11.40 11.60 11.80 12.00
m/z 41.00 24 .02%
oL10 28 Ji 700840
mz-> 0 20 40 60 80 100 120 140 160
Abundance #6685: 1-Heptene, 2-methyl-
56.0
11.40 11.60 11.80 12.00
0
5000 410 m/z 97.05 22 .39%
112.0
0 ""Ing"HM' “H|'7$9'?%9'9?P"l'|' LI DAL UL
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1571: Cyclopentanamine
56.0 11.40 11.60 11.80 12.00
m/z 55.10 20.00%
5000 'j\
30.0
85.0
0 'I”%QQ'H'“M"‘IZQRIJ"'P"'I"”I""P"'I BB AN AR RARRY
m/z--> 0 20 40 60 80 100 120 140 160 11.40 11.60 11.80 12.00

SOMULMO60619WMA .M Fri Jun 07 12:22:54 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

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

Peak Number 13 unknown-05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 81.09 ug/L 1134360 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1H-1.2.4-triazole 83 C3H5N3 006086-21-1 32
2 2.4-Dimethvilpentan-3-vl (E)-2-me... 198 C12H2202 1000373-75-5 25
3 1.4-Pentadien-3-ol 84 C5H80 000922-65-6 23
4 3-Hexen-1-ol. 2.5-dimethvl-. for... 156 C9H1602 1000132-12-3 14
5 3-Methylbut-2-enoic acid, 4-nitr... 221 C11H11NO4 1000307-59-8 12
Abundance Scan 3368 (11.919 min): VU032492.D (-3358) (-) m/z 83.10 100.00%
43.0 83.1

5000

11.60 11.80 12.00 12.20

(o} m/z 43.00 85.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #1282: 1-Methyl-1H-1,2,4-triazole
83.0
56.0
5000 LA L L L L L L LB LB |
28.0 11.60 11.80 12.00 12.20
m/z 141.10 39.90%
4|:|..0 A
vt el e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #59621: 2,4-Dimethylpentan-3-y! (E)-2-methylbut-2-enoate
83.0
R e
11.60 11.80 12.00 12.20
5000 m/z 56.05 36.58%
55.0
98.0
0 27.0 41‘.‘0 69.0 | 126.0 15?-0
et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #1408: 1,4-Pentadien-3-ol
55.0 83.0 11.60 11.80 12.00 12.20
m/z 85.00 24.17%
5000 29.0
0 69.0
onﬂﬁﬂ””.”%ﬁ”“”q”““”q””.”q””“”w””“”w””“”w””“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170 11.60 11.80 12.00 12.20

SOMULMO60619WMA .M Fri Jun 07 12:22:54 2019 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-06 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

12.13 5.36 ug/L 75030 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 43
2 Diethvlene alvcol hexvl ether 190 C10H2203 000112-59-4 38
3 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 38
4 2H-Pvran. tetrahvdro-2-methvl- 100 C6H120 010141-72-7 27
5 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 22

Abundance Scan 3434 (12.131 min): VU032492.D (-3423) (-) m/z 43.05 100.00%

5000

100.0
140.1
125.0 171.1 11.80 12.00 12.20 12.40

o} m/z 41.00 80.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18052: 1R, 2c,3t,4t-Tetramethyl-cyclohexane
69.0
56.0
5000
83.0 11.80 12.00 12.20 12.40
111.0194 o 140.0 m/z 69.05 67.43%
97.0 '
o) RSRESEEENE| I A Ay
m/z--> 20 40 60 80 100 120 140 160
Abundance #52782: Diethylene glycol hexyl ether
43.0
11.80 12.00 12.20 12.40
5000 85.0 m/z 85.05 60.56%
57.0
29.0
o150 1, i \M 2.0 |||, 990 115.0129.0143.0 159.0
B anan s v T ....,....,....,....,....,
m/z--> 20 40 80 100 120 140 160
Abundance #22100. Ethanol, 2-(hexyloxy)-

43.0 11.80 12.00 12.20 12.40
m/z 45.00 51.31%

5000 270 85.0
57.0 k}\
- w‘ L H \740 h‘ 99.0 1150

m/z--> 20 40 80 100 120 140 160 11. 80 12. OO 12. 20 12. 40

o

SOMULMO60619WMA .M Fri Jun 07 12:22:55 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-07 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.25 9.13 ug/L 127680 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1S.29)-(+)-1.2-Diaminocvclohexane 114 C6H14N2 021436-03-3 36
2 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 28
4 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 3471 (12.250 min): VU032492.D (-3464) (-) m/z 56.05 100.00%

56.0
5000
119.1
| | 14?-1 185.2 12.00 12.20 12.40 12.60
o bbbt e e 7z 97,05 54.35%
40

m/z--> 100 120 140 160 180
Abundance #7387 (1S 25) (+)-1,2-Diaminocyclohexane
97.0
5000
.0 12.00 12.20 12.40 12.60
114.0 m/z 41.05 36.23%
m/z--> 80 100 120 140 160 180
Abundance #8847. 2,2-Dimethyl-1,3-butanediol
56.0
12.00 12.20 12.40 12.60
5000 41.0 m/z 57.05 35.55%
70.0
0 11739 £50 1010 100
,, L B B e B I B i o i o
m/z--> 20 60 80 100 120 140 160 180
Abundance #22130: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0 12.00 12.20 12.40 12.60
m/z 55.10 34.82%
5000 410
71.0
85.0 103.0
| ‘,..M.,w‘...,‘....,1.2.9-.0.,1‘?6.-9.,....,...
m/z--> 20 40 60 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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: Cyclicl2.31 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.31 3.74 ug/L 52246 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 52
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 46
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 45
4 3-Ethvilcvclopentanone 112 C7H120 010264-55-8 41
5 2-Octene, (2)- 112 C8H16 007642-04-8 38
Abundance Scan 3490 (12.311 min): VU032492.D (-3484) (-) m/z 83.00 100.00%
55.0 83.0
41.0 70.0
5000 140.1
112.1
|| | | 570 125.1 12.00 12.20 12.40 12.60
Ol rrrrr el bl o Mol Ll L W Tm/z 82.10  94.45Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17972: Cyclohexane, butyl-
83.0
55.0
5000
41.0 12.00 12.20 12.40 12.60
290 67.0 140.0 m/z 55.00 88.46%
o150 1 gl gl 970 1110 1250
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17969: Cyclohexane, butyl-
83.0
55.0 12.00 12.20 12.40 12.60
5000 m/z 70.00 62.76%
41.0
29.0 67.0 140.0
ob 280 970 a0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0 12.00 12.20 12.40 12.60
m/z 41.00 62.64%
5000 69.0
410 950
140.0
27.0 125.0
0"P"W"”I"”I"”I"”I"”I"”I"”I'?h?'”%}%g'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-08 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.41 21.51 ug/L 300827 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 35
2 Oxirane. tetramethvl- 100 C6H120 005076-20-0 35
3 3-Hexanol 102 C6H140 000623-37-0 32
4 3-Hexanol 102 C6H140 000623-37-0 32
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 27
Abundance Scan 3521 (12.411 min): VU032492.D (-3512) (-) m/z 59.05 100.00%
4.0
97.1
5000
41.0
12.00 12.20 12.40 12.60 12.80
(o} m/z 55.05 91.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3910: Oxetane, 2,2,4-trimethyl-
54.0
43.0
5000
12.00 12.20 12.40 12.60 12.80
m/z 97.10 69.19%
85.0
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #3857: Oxirane, tetramethyl-
54.0
43.0 12.00 12.20 12.40 12.60 12.80
5000 m/z 73.10 48.77%
29,0
0 =0 i | Il 850 100.0
miz--> 20 40 60 80 100 120 140 160
Abundance #4418: 3-Hexanol
54.0 12.00 12.20 12.40 12.60 12.80
m/z 57.00 34.28%
73.0
5000 310
ol 150 | %-0 A | 8701010
m/z--> 20 40 60 80 100 120 140 160 ' 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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-09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.51 33.89 ug/L 473992 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. methvl ester. ... 114 C6H1002 015790-88-2 43
2 4H-1.2.4-Triazole. 4-methvl- 83 C3H5N3 010570-40-8 35
3 3-Methvlbut-2-enoic acid. 3-meth... 170 C10H1802 1000355-12-7 32
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 32
5 Cyclohexane, azido- 125 C6H11N3 019573-22-9 32
Abundance Scan 3552 (12.511 min): VU032492.D (-3538) (-) m/z 83.10 100.00%
55.1 83.1
5000
410 129.1
7 114.1
1711 12.20 12.40 12.60 12.80
o 1000 131 m/z 55.10  81.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7289: 2-Pentenoic acid, methyl ester, (E)-
55.0 83.0
29.0 114.0
5000
12.20 12.40 12.60 12.80
m/z 73.05 68.30%
0 0 68. 99.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #1283: 4H-1,2,4-Triazole, 4-methyl-
83.0
27.0 12.20 12.40 12.60 12.80
5000 m/z 59.05 38.16%
42.0
55.0
Obrrprr ¥ e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38111: 3-Methylbut-2-enoic acid, 3-methylbut-2-yl ester
83.0 12.20 12.40 12.60 12.80
m/z 41.00 37.02%
5000
55.0 700 100.0
o D020 | 127.0
miz-> 25 2 4 55 80 7o 80 80 100 110 130 150 140 150 100 130 " 12:20 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-10 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.62 10.27 ug/L 143659 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nonanol 144 C9H200 000624-51-1 35
2 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
3 Cvclopropane. propvl- 84 C6H12 002415-72-7 27
4 Cvclobutane. ethvl- 84 CG6H12 004806-61-5 27
5 1-Decene, 2-methyl- 154 C11H22 013151-27-4 27
Abundance Scan 3586 (12.620 min): VU032492.D (-3574) (-) m/z 56.05 100.00%
56.0
5000 41.0
117.1 143.1
12.40 12.60 12.80 13.00
o 157.21712 m/z 55.00 70.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21107: 3-Nonanol
54.0
97.0
5000 41.0
12.40 12.60 12.80 13.00
21, | 115.0 m/z 59.05 67.40%
83.0
0 Jllli"'I'"|"""|"'|'|""'|""|""
m/z--> 20 40 60 80 100 120 140 160
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
12.40 12.60 12.80 13.00
5000 41.0 m/z 97.10 48 .39%
70.0
0 ‘ I, 830 1010 1180
miz--> 20 40 60 80 100 120 140 160
Abundance #1490: Cyclopropane, propyl-
41.0 56.0 12.40 12.60 12.80 13.00
m/z 41.00 41 .53%
5000
27.0
69.0
0 ‘ | ‘ i 84'0
m/z--> ' '2'0' - 4'0 ' 6|0I - I8|0I - '1c')o' - 150 - '14'10' - '1<'30' ] 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

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

Peak Number 20 (DEL) Alkane: Cyclicl2.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.69 63.76 ug/L 891938 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. 1.2.3.4-tetramethvl- 112 C8H16 069531-57-3 47
2 1-Oxa-4-azaspirol4.51decan-4-oxv... 198 C10H16N03 1000115-84-0 40
3 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 40
4 Cvclopentane. (1.1-dimethvlethvl)- 126 C9H18 003875-52-3 40
5 Tridecane, 7-methylene- 196 C14H28 019780-80-4 38
Abundance Scan 3608 (12.691 min): VU032492.D (-3599) (-) m/z 56.05 100.00%
56.0
5000
111.1
30lo *3. O R 12.40 12.60 12.80 13.00
O bl Ly 980 | TSP 1852 2074 /T TE7 05 42.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6811: Cyclobutane, 1,2,3,4-tetramethyl-
56.0
5000
12.40 12.60 12.80 13.00
m/z 69.10 28.77%
0 21,0 | 830 1120
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #59310: 1-Oxa-4-azaspiro[4.5]decan-4-oxyl, 3,3-dimethyl-8-oxo
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.05 23.29%
28.0 860 1130 1459
] -‘i“‘-‘- ,H\\II‘,\J,II\MI ""'|'"'|""|"':!'E|;2"9%?‘8|.(')"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3321: 1-Hexene, 5—methy|— LI L L L B L B
56.0 12.40 12.60 12.80 13.00
m/z 55.10 19.81%
5000
29.0
0"%"'%"'I'"ﬁégg%q'”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-11 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.78 63.67 ug/L 890659 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
2 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 37
3 trans-1.2-Cvclohexanediamine 114 C6H14N2 001121-22-8 33
4 1.2-Cyclohexanediamine 114 C6H14N2 000694-83-7 33
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 32

Abundance Scan 3636 (12.781 min): VU032492.D (-3622) (-) m/z 56.10 100.00%

56.1

5000

12.40 12.60 12.80 13.00

185.2 207.1

0 m/z 97.05 37.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #6728: 1-Hexene, 2,5-dimethyl-
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 57.10 36.04%
112.0
[ b ) |.770 95.0
O L i o o o B L LA o e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
56.0
12.40 12.60 12.80 13.00
5000 m/z 55.05 32.57%
0 Ay Hw 85\'\0 10;'0118'0
R e o o e SR EE e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7368: trans-1,2-Cyclohexanediamine
56.0 12.40 12.60 12.80 13.00
m/z 41.00 27 .93%
28.0
5000 97.0
0 114.0
ROV [ 1) N O S — UANV/TAVE AL
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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: Cyclicl3.00 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.00 10.24 ug/L 143273 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 52
2 3-Hexene. 2.3-dimethvl- 112 C8H16 007145-23-5 45
3 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 38
4 Cvclopentane. propvl- 112 C8H16 002040-96-2 38
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 35
Abundance Scan 3704 (13.000 min): VU032492.D (-3696) (-) m/z 55.00 100.00%
53.0 69.0 g30
41.0
111.1
5000 96.0 140.1
125.1
| ‘ ‘ || Ul ‘ ‘ 12.60 12.80 13.00 13.20 13.40
) SN 11 SO 1 S R S | R WY m/z 69.00 91.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17935: 1-Decene
41.0
55.0
70.0
5000 29.0
12.60 12.80 13.00 13.20 13.40
‘ ‘ 830 479 m/z 83.05 83.58%
111.0
0...,%?:9,..:.“...|....,J!..“..”,h...,JL..“.:h,....ﬂ!...%%Q'ﬂ..%??I9..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6726: 3-Hexene, 2,3-dimethyl-
55.0
83.0 12.60 12.80 13.00 13.20 13.40
5000 41.0 69.0 =% m/z 41.00 72.74%
112.0
27.0 97.0
0 M “ \‘ IR Iy Ll ‘
BRI IR IR IR S NI LA AR SR RS RS BARSS BARSS BUAE BARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6751: trans-3,4-Dimethyl-2-hexene e B AL ma
55.0 83.0 12.60 12.80 13.00 13.20 13.40
m/z 111.10 53.47%
5000
41.0
112.0
27.0 67.0
0“'&ﬁQVHHVH“H“ﬁwJW'“M”“WJ“|3n?““w'“w“'v“w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-12 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.12 9.89 ug/L 138370 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxobutan-2-vl (BE)-2-methvlbut-... 170 C9H1403 1000373-71-9 32
2 2-Pvrazoline. l-methvl-4-propvl- 126 C7H14N2 033063-77-3 27
3 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 27
4 Neopentvl (E)-2-methvlbut-2-enoate 170 C10H1802 1000373-71-0 25
5 2-Butenoic acid, 3-methyl-, 2-et... 212 C13H2402 085567-31-3 25
Abundance Scan 3741 (13.119 min): VU032492.D (-3734) (-) m/z 83.05 100.00%
83.0
43.0
5000 1171
321 e 1702 12.80 13.00 13.20 13.40
0! . m/z 43.00 60.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38861: 3-Oxobutan-2-yl (E)-2-methylbut-2-enoate
83.0
5000 550 USRNSSR SN R
12.80 13.00 13.20 13.40
127.0 m/z 117.05 37 .55%
150 290 420 | 690 | 9901130 | 170.0
miz--> 20 40 60 80 100 120 140 160
Abundance #11235: 2-Pyrazoline, 1-methyl-4-propyl-
3.0
12.80 13.00 13.20 13.40
5000 m/z 71.00 30.60%
42.0
56.0 126.0
20 69.0 | 970
L I L L L UL ML WL
m/z--> 20 40 60 80 100 120 140 160
Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)-
83.0 12.80 13.00 13.20 13.40
55.0 m/z 41.00 28.99%
5000
41.0
126.0
oL %00 | ek “M 98.0 1110
TTrrr [ rrrr{rrrryrrrrrryrrrrprrrrrrrrrr oo —v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—r
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\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-13 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.17 11.54 ug/L 161479 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2.3-bis(l-methvlethvl)-_.. 128 C8H160 054644-32-5 38
2 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 28
3 Tridecane. 7-methvlene- 196 C14H28 019780-80-4 25
4 2-Methvl-1-nonene 140 C10H20 002980-71-4 25
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 25
Abundance Scan 3757 (13.170 min): VU032492.D (-3749) (-) m/z 56.10 100.00%
56.1
5000
41.0 L0 111.1
157.1
12.80 13.00 13.20 13.40
129.1
Obrr el 990 | 12T | | 191 7 69.10 | 48.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
41.0
5000
12.80 13.00 13.20 13.40
73.0 m/z 71.05 40.31%
0 o i 95.0 113.0128.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
12.80 13.00 13.20 13.40
5000 m/z 111.10 33.63%
410 73.0
103.0
0 18.0 \“\ \‘ ‘ ‘ H \‘ ‘ 129.0145.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58310: Tridecane, 7-methylene-
56.0 12.80 13.00 13.20 13.40
410 m/z 41.00 32.43%
5000
83.0 111.0
L g o
0"'Pl"k”"I“'“wh'wl”w'lm"I”"I”"I”'ll”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-14 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.34 17.42 ug/L 243642 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanone. 1-cvclohexvl- 140 C9H160 001123-86-0 46
2 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 43
3 1-Octene. 2.6-dimethvl- 140 C10H20 006874-29-9 41
4 4-Nonene. 2-methvl-. (2)- 140 C10H20 051090-05-2 41
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 38
Abundance Scan 3810 (13.340 min): VU032492.D (-3800) (-) m/z 56.10 100.00%
3.1
5000
111.1
| | 14?'1 1571 1ee1 s060 13.00 13.20 13.40 13.60
0 el 28T 2009 1 783,10 94.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18720: 1-Propanone, 1-cyclohexyl-
83.0
55.0
5000 IUNNUBUVARSA AR AR
13.00 13.20 13.40 13.60
20.0 111.0 m/z 55.10 85.90%
140.0
0 "”I”"I"”I"'W""I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55.0 83.0
13.00 13.20 13.40 13.60
5000 m/z 41.05 52.18%
21.0 % 140.0
0.|.H..‘i“...Mlu‘l“..|‘l..9.‘.|0....1|2.‘5..Ouul....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17997: 1-Octene, 2,6-dimethyl-
56.0 13.00 13.20 13.40 13.60
41.0 m/z 69.05 48.06%
5000
L ‘ 840 110 1400
O'Fﬁ"ﬂ'”h|'w”fh"“w'H'l”"l"”l""w"'l”"
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

SOMULMO60619WMA .M Fri Jun 07 12:23:05 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .M
VOC Analysis

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

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

Peak Number 26 (DEL) Alkane: Cyclicl3.41 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.41 31.17 ug/L 436055 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 43
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 43

3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 43
4 Cvclopentane. 1.2-dimethvl-3-(1-... 140 C10H20 000489-20-3 37
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 35
Abundance Scan 3832 (13.411 min): VU032492.D (-3823) (-) m/z 73.10 100.00%
551 731
97.1
5000
143.1
39 114.1
| 1852 206.9 13.00 13.20 13.40 13.60 13.80
o I B I o S LR e e e m/z 55.10 99.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000
13.00 13.20 13.40 13.60 13.80
27.0 m/z 97.10 63.27%
“ || | ?ho 1180
0..”,..”,...,.r”,..”,..”,..”,..”,..”,..”,..”
m/z--> 60 80 100 120 140 160 180 200
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 43.10 38.84%
39/0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0 13.00 13.20 13.40 13.60 13.80
m/z 41.00 31.30%
5000
27.0
m/z--> 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60 13.80

SOMULMO60619WMA .M Fri Jun 07 12:23:09 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 2-Cyclohexen-1-one, 3,4,4-t... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.54 3.32 ug/L 46373 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3.4.4-trimet... 138 C9H140 017299-41-1 53
2 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 43
3 2-Cvclohexen-1-one. 4.4.5-trimet... 138 C9H140 017429-29-7 38
4 1H-Pvrazole-1-carboximidamide. 3... 138 C6H10N4 022906-75-8 37
5 1H-Imidazole, 1,5-dimethyl- 96 C5H8N2 010447-93-5 35
Abundance Scan 3872 (13.540 min): VU032492.D (-3868) (-) m/z 96.00 100.00%
9d.0
5000 67.0 138.1
13.20 13.40 13.60 13.80
o} m/z 67.05 44 _55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17605: 2-Cyclohexen-1-one, 3,4,4-trimethyl-
9d.0
5000 67.0 B B e ]
410 138.0 13.20 13.40 13.60 13.80
m/z 138.10 39.45%
0 | 1230 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
96.0
13.20 13.40 13.60 13.80
5000 67.0 m/z 68.00 28.84%
39.0
0 EQQJ“'M”'lI”“'P"M"'W"”I"”I'”'I'”'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 A,
Abundance #17602: 2-Cyclohexen-1-one, 4,4,5-trimethyl- e
96.0 13.20 13.40 13.60 13.80
m/z 41.00 26.81%
410 138.0
0 ...|....|“..‘IM.|.“.‘..”|“..‘."l..“..|‘....‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-15 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.65 116.15 ug/L 1624700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 47
2 2-Methvl-1-nonene 140 C10H20 002980-71-4 27
3 Butvl caprvlate 200 C12H2402 000589-75-3 23
4 Tridecane. 7-methvlene- 196 C14H28 019780-80-4 17
5 Decane, 5-methyl-6-methylene- 168 C12H24 075029-95-7 17
Abundance Scan 3906 (13.649 min): VU032492.D (-3893) (-) m/z 56.05 100.00%
56.0 h
5000
.0 111.1 1451
39 . 13.40 13.60 13.80 14.00
128.1 .
ol .,-.'.95.-%..|..,.:..,.'...',1.69:9,...1.99,.2... m/z 71.05 40.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000
13.40 13.60 13.80 14.00
29.0 0 111.0 5o m/z 57.05 35.80%
o130 |, | . 050 | 12000 4700 1900
miz--> 20 4'0 60 80 100 120 140 160 180 200
Abundance #17960: 2-Methyl-1-nonene
56.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 31.91%
29.0
o H H‘ ‘ ‘ 840 112.0 1400
miz--> B @ w1 g o e B %o
Abundance #61118: Butyl caprylate
56.0 13.40 13.60 13.80 14.00
m/z 41.05 30.99%
5000 127.0 145.0
29.0 3.0
101.0
0....|....|... ‘I" .‘.‘. |‘.‘.‘..|‘...l|.l.. I EL.?].'.O ...2.0|0'.0...
m/z--> 20 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

SOMULMO60619WMA .M Fri Jun 07 12:23:23 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.97 24.72 ug/L 345776 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-methvl-5-(l-met... 154 C10H180 059471-80-6 93
2 Tetrahvdrocarvone 154 C10H180 000499-70-7 52
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 38
4 4-Amino-6-hvdroxyvpvrimidine 111 C4H5N30 001193-22-2 35
5 Cyclohexane, 1,2-diethyl-, cis- 140 C10H20 000824-43-1 27
Abundance Scan 4006 (13.971 min): VU032492.D (-3998) (-) m/z 55.10 100.00%
54.1
111.1
41.0 69.0
5000
g1 %1 154.1
| | | || 1240 1391 13.60 13.80 14.00 14.20
o NS N R NSO | S -1 SN S NS m/z 111.10 74.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
58.0 111.0
41.0
5000
69.0 13.60 13.80 14.00 14.20
Co8so 154.0 m/z 69.05 69.01%
ol 125.0 139.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26679: Tetrahydrocarvone
111.0
55.0 13.60 13.80 14.00 14.20
5000 410 m/z 41.05 61.84%
69.0 154.0
27.0 ‘ 830 470
ob 250 I Ml e Wl 1801300 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0 13.60 13.80 14.00 14.20
m/z 96.10 25.67%
5000 a0 20
83.0
27.0
O'W'”'P'”I””I”'W'”'P'”I”'W'”'ﬁﬁgP'”l”"ﬁ?ﬁ?'”I”'W”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-16 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.03  20.77 ug/L 200486  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cvclohexanone. 3-methvl- 112 c7H120 000591-24-2 43
2 Cvclohexanone. 3-methvl- 112 C7H120 000591-24-2 43

3 Cvcloheptanone 112 C7H120 000502-42-1 35
4 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 30
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30
Abundance Scan 4024 (14.028 min): VU032492.D (-4017) (-) m/z 111.10 100.00%
5 111.1
5000
1251 1 en 13.80 14.00 14.20 14.40
Of : m/z 55.05 92 .52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6523: Cyclohexanone, 3-methyl-
69.0
5000 41.0
112.0 13.80 14.00 14.20 14.40
0 I 1 o0 m/z 69.00 77.45%
0 N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6539: Cyclohexanone, 3-methyl-
69.0
13.80 14.00 14.20 14.40
5000 m/z 41.00 66.62%
41.0 55,0
112.0
97.0
27\.0 830 |
ottt e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6474: Cycloheptanone
55.0 13.80 14.00 14.20 14.40
41.0 m/z 97.05 52.28%
5000
27.0 69.0 84.0 112.0
|
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40

SOMULMO60619WMA .M Fri

Jun 07 12:23:24 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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-17 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.25 20.27 ug/L 283558 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvl alvcol 104 C5H1202 000126-30-7 40
2 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 40
3 Nonane. 4-methvlene- 140 C10H20 033717-91-8 38
4 Oxirane. (1-methvlbutvl)- 114 C7H140 053229-39-3 37
5 Neopentyl glycol 104 C5H1202 000126-30-7 33
Abundance Scan 4093 (14.250 min): VU032492.D (-4086) (-) m/z 56.05 100.00%
56.0
5000
157 14.00 14.20 14.40 14.60
199.2 : : : :
o 181 m/z 73.05 76.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4757: Neopenty! glycol
56.0
73.0
5000
14.00 14.20 14.40 14.60
m/z 55.05 76.72%
o 810 105.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
14.00 14.20 14.40 14.60
5000 71.0 m/z 69.10 63.41%
29.0 1o 145.0
o140 | | ‘ ‘ “ L 95.0 129.0° 7 | 168.0184.0199.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17975: Nonane, 4-methylene-
56.0 14.00 14.20 14.40 14.60
m/z 41.00 42 .93%
5000
85.0
39 ‘ 140.0
0'“'|"”|“'““'“"H“'“l”"l'”'l"”l"'w""w' IR AL SR B U
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

SOMULMO60619WMA .M Fri Jun 07 12:23:25 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 1,3-Dimethyl-5-isobutylcycl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.43 28.05 ug/L 392356 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-isobutvlcvclohexane 168 C12H24 013131-76-5 53
2 1-Heptene. 6-methvl- 112 C8H16 005026-76-6 50
3 Hexvl trifluoroacetate 198 C8H13F302 000400-61-3 50
4 Cvclopentane. 1.l1-dimethvl- 98 C7H14 001638-26-2 47
5 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 40
Abundance Scan 4149 (14.430 min): VU032492.D (-4139) (-) m/z 56.05 100.00%
56.0
73.0
5000
178.2 199.2 14.20 14.40 14.60 14.80
0 m/z 55.05 90.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36864: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
111.0
5000
95.0 14.20 14.40 14.60 14.80
' m/z 69.05 84 _75%
o ol 1680
m/z--> 20 40 60 80 100 120 140 1éo 180 200
Abundance #6677: 1-Heptene, 6-methyl-
56.0
14.20 14.40 14.60 14.80
5000 m/z 73.05 75 .06%
‘ 97.0
0"w"”|'” Iw"P"M"LI'”'I”"P"W"”I'”'
m/z--> 60 80 100 120 140 160 180 200
Abundance #60120: Hexy! trifluoroacetate
56.0 14.20 14.40 14.60 14.80
m/z 41.00 51.23%
5000
29.0
. I 840 11501200 1550
|||||||||| LI e e B e e e e e —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 unknown-18 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.84 38.31 ug/L 535946 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-2-methoxv- 126 C7H7FO 000321-28-8 38
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 30
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 27
4 2-Pvrazoline. l1-methvl-4-propvl- 126 C7H14N2 033063-77-3 27
5 5-Amino-1-ethylpyrazole 111 C5HON3 003528-58-3 27

Abundance Scan 4276 (14.839 min): VU032492.D (-4267) (-) m/z 125.10 100.00%
83.1 126.1
55.0
5000
3 J 1672 14.60 14.80 15.00 15.20
109.1 : : : :
o SO Rt ,-|. LA 1 1832 2070 ' ";n/z 83.10 87.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11300: Benzene, 1-fluoro-2-methoxy-
83.0 126.0
5000
57.0 14.60 14.80 15.00 15.20
m/z 55.05 61.73%
ok .1.5'..?..‘|.3.3|.0..|'.I|"|: :lII|I|I| II|!p-|0|5-llllllIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl-
83.0
55.0
14.60 14.80 15.00 15.20
5000 m/z 41.05 51.53%
126.0
29.0
0'”'I'U”“m'MI'L”fl'2%9'”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl- e e S  EEmama
55.0 83.0 14.60 14.80 15.00 15.20
m/z 69.10 43.21%
5000
27.0 126.0
0'”'I'U”hw'Nh'h“'H"'}pggl"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexane, 1,1"-methylene... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.02 17.42 ug/L 243733 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 50
2 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 38
3 Cvclododecene. 1-methvl- 180 C13H24 023070-53-3 38
4 Cvclohexene. 3-(2-methvipropvl)- 138 C10H18 004104-56-7 30
5 1-Butyl-1H-1,2,4-triazole 125 C6H11N3 006086-22-2 30

Abundance Scan 4332 (15.019 min): VU032492.D (-4322) (-) m/z 81.05 100.00%

5000

%

14.80 15.00 15.20 15.40

0 m/z 83.05 91.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45733: Cyclohexane, 1,1'-methylenebis-
55.0 83.0
41.0
5000

14.80 15.00 15.20 15.40
97.0 180.0 m/z 41.00 83.32%

0 6g.0 . 123.0137.0 152.0 )
- IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
67.0
14.80 15.00 15.20 15.40
5000 41.0 96.0 m/z 55.05  77.32%
54.0
H 109.0 124.0
0 il \‘ L Llih Il | ‘
.,....,....,....,....,....,....,....,....,...
m/z--> 20 40 80 100 120 140 160 180
Abundance #45725: Cyclododecene, 1-methyl-
41.0 55.0 81.0 14.80 15.00 15.20 15.40
~ 96.0 m/z 67.05 67.02%
5000 109.0 180.0
270
123.0
I ‘ | | 730 15201850
Ot el ..“, B e R R
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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 Cyclohexane, 1,4-dimethyl-2_.._. Concentration Rank 24

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

15.30 10.55 ug/L 147516

Hit# of 5 Tentative ID

2 Montanol

3 Benzene. l1l-chloro-4-(methvisulfo...
4 2-Thiophenecarboxvlic acid. 3-tr...

5 Oxazole, 4-hexyl-2,5-dimethyl-

MW  MolForm

364 C26H52

352 C21H3604
190 C7H7CI02S
310 C18H3002S
181 C11H19NO

1,4-Dichlorobenzene-d4 11.48

1 Cvclohexane. 1.4-dimethvl-2-octa...

055282-02-5 50
1000145-58-3 43
000098-57-7 40
1000280-66-0 39
020662-86-6 39

Abundance Scan 4419 (15.298 min): VU032492.D (-4416) (-) m/z 111.10 100.00%
111.1
5000
55.1
L jsso 14?-1 071 15.00 15.20 15.40 15.60
ol 7777 m/z 55.10 19.95%
m/z--> 50 100 150 200 250 300 350
Abundance #193384: Cyclohexane, 1,4-dimethyl-2-octadecy!-
111.0
5000
69.0 15.00 15.20 15.40 15.60
41,0 m/z 41.00 15.47%
0 ﬂ | | ., | 139016901980 25202800 323.0 364.0
I I e e e e e e L i e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #185343: Montanol
111.0
15.00 15.20 15.40 15.60
5000 m/z 69.00 14.18%
57.0
140.0
0....,‘.“.“‘.“.““,”‘1.‘. —————
m/z--> 50 100 150 200 250 300 350
Abundance #53377: Benzene, 1-chloro-4-(methylsulfonyl)-
111.0 15.00 15.20 15.40 15.60
m/z 140.10 13.57%
75.0
5000
175.0
180439 |, || | ||
O
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO60619\
Data File : VU032492.D

Aca On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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-19 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.46 2.83 ug/L 39573 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Montanol 352 C21H3604 1000145-58-3 43
2 2H-Pvran-2-carboxaldehvde. 3.4-d... 140 C8H1202 001920-21-4 38
3 Cvclohexane-1-carboxamide. N-(1-... 238 C14H26N20 1000269-92-1 37
4 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 35
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 35
Abundance Scan 4469 (15.459 min): VU032492.D (-4462) (-) m/z 111.05 100.00%
1.1
5000
550 82.0
140.1 180.1 15.20 15.40 15.60 15.80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #185343: Montanol
111.0
5000
15.20 15.40 15.60 15.80
0
570 g1, 140.0 m/z 55.05 31.78%
0 R N M
m/z--> 20 40 60 80 100 150 150 1éo 180 200 250 250
Abundance #18533: 2H-Pyran-2-carboxaldehyde, 3,4-dihydro-2,5-dimethyl-
111.0

15.20 15.40 15.60 15.80
5000 43.0 m/z 96.05 31.30%

140.0
150 || | 710 930 |
ol W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance :

#92246: Cyclohexane-1-carboxamide, N-(1-ethyl-3-piperidyl)- A
111.0 15. 20 15. 40 15. 60 15. 80

m/z 81.00 27 .53%

5000

55.0
34dm M [ 139.0  171.0 193.0 237.0

e A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO60619\
Data File : VU032492.D

Acq On : 06 Jun 2019 13:21

Operator : JC/SP

Sample - K3213-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60619WMA .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]
2-Propanol, 2-met... 2.82 4.9 ug/L 49256 1 5.88 505381 50.0
Propanal, 2-methyl- 3.18 10.2 ug/L 102677 1 5.88 505381 50.0
Butanal 3.98 86.4 ug/L 872861 1 5.88 505381 50.0
unknown-01 9.37 70.0 ug/L 974867 2 9.08 696524 50.0
unknown-02 10.64 3.9 ug/L 54456 3 11.48 699403 50.0
1,3-Dioxepane, 2-... 10.74 3.3 ug/L 46222 3 11.48 699403 50.0
unknown-03 10.78 17.3 ug/L 242491 3 11.48 699403 50.0
unknown-04 11.40 21.1 ug/L 294601 3 11.48 699403 50.0
1,1-Hexylenedioxy... 11.53 587.5 ug/L 8218750 3 11.48 699403 50.0
Oxalic acid, cycl... 11.63 10.6 ug/L 148009 3 11.48 699403 50.0
(DEL) Alkane: Cyc... 11.72 35.6 ug/L 498288 3 11.48 699403 50.0
unknown-05 11.92 81.1 ug/L 1134360 3 11.48 699403 50.0
unknown-06 12.13 5.4 ug/L 75030 3 11.48 699403 50.0
unknown-07 12.25 9.1 ug/L 127680 3 11.48 699403 50.0
(DEL) Alkane: Cyc... 12.31 3.7 ug/L 52246 3 11.48 699403 50.0
unknown-08 12.41 21.5 ug/L 300827 3 11.48 699403 50.0
unknown-09 12.51 33.9 ug/L 473992 3 11.48 699403 50.0
unknown-10 12.62 10.3 ug/L 143659 3 11.48 699403 50.0
(DEL) Alkane: Cyc... 12.69 63.8 ug/L 891938 3 11.48 699403 50.0
unknown-11 12.78 63.7 ug/L 890659 3 11.48 699403 50.0
(DEL) Alkane: Cyc... 13.00 10.2 ug/L 143273 3 11.48 699403 50.0
unknown-12 13.12 9.9 ug/L 138370 3 11.48 699403 50.0
unknown-13 13.17 11.5 ug/L 161479 3 11.48 699403 50.0
unknown-14 13.34 17.4 ug/L 243642 3 11.48 699403 50.0
(DEL) Alkane: Cyc... 13.41 31.2 ug/L 436055 3 11.48 699403 50.0
2-Cyclohexen-1-on... 13.54 3.3 ug/L 46373 3 11.48 699403 50.0
unknown-15 13.65 116.2 ug/L 1624700 3 11.48 699403 50.0
Cyclohexanone, 2-... 13.97 24_.7 ug/L 345776 3 11.48 699403 50.0
unknown-16 14.03 20.8 ug/L 290486 3 11.48 699403 50.0
unknown-17 14.25 20.3 ug/L 283558 3 11.48 699403 50.0
1,3-Dimethyl-5-is... 14.43 28.1 ug/L 392356 3 11.48 699403 50.0
unknown-18 14.84 38.3 ug/L 535946 3 11.48 699403 50.0
Cyclohexane, 1,1"... 15.02 17.4 ug/L 243733 3 11.48 699403 50.0
Cyclohexane, 1,4-_... 15.30 10.6 ug/L 147516 3 11.48 699403 50.0
unknown-19 15.46 2.8 ug/L 39573 3 11.48 699403 50.0
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