LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO32319WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.174 21 26 36 rvB2 16663 18277 0.39% 0.024%
2 1.392 87 94 107 rVB 214566 238461 5.03% 0.312%
3 1.579 132 152 153 rBvY 50580 109892 2.32% 0.144%
4 1.637 165 170 182 rVB 167356 195481 4.12% 0.256%
5 2.241 347 358 372 rVB 412312 625856 13.21% 0.819%
6 2.518 442 444 453 rVB5 1446 1867 0.04% 0.002%
7 2.691 487 498 508 rvB5 4454 8634 0.18% 0.011%
8 3.276 676 680 688 rvvs 1613 1904 0.04% 0.002%
9 4.189 948 964 1001 rBV2 132737 446016 9.41% 0.583%
10 4.640 1086 1104 1130 rBvV 258876 657296 13.87% 0.860%
11 4.897 1178 1184 1191 rVB9 1216 2051 0.04% 0.003%
12 4.987 1209 1212 1220 rVB6 2088 2283 0.05% 0.003%
13 5.328 1293 1318 1344 rBV2 613064 1747544 36.87% 2.286%
14 5.614 1396 1407 1410 rBvV7 3917 6367 0.13% 0.008%
15 5.881 1475 1490 1516 rBV2 590894 1242085 26.21% 1.624%
16 6.173 1575 1581 1583 rBV5 1772 1719 0.04% 0.002%
17 6.250 1596 1605 1613 rBV5 4642 8903 0.19% 0.012%
18 6.324 1613 1628 1648 rBV 373457 790593 16.68% 1.034%
19 6.456 1664 1669 1672 rBV7 2329 2747 0.06% 0.004%
20 6.521 1683 1689 1699 rVB6 4578 6171 0.13% 0.008%
21 6.726 1745 1753 1762 rVBS8 5387 9359 0.20% 0.012%
22 6.894 1794 1805 1823 rBV10 9330 23690 0.50% 0.031%
23 7.035 1843 1849 1859 rVB9 2963 4670 0.10% 0.006%
24 7.099 1859 1869 1875 rBV6 4799 8096 0.17% 0.011%
25 7.135 1875 1880 1883 rBV3 1578 1704 0.04% 0.002%
26 7.225 1896 1908 1924 rBV 204210 408537 8.62% 0.534%
27 7.427 1961 1971 1973 rBV6 3352 5266 0.11% 0.007%
28 7.524 1988 2001 2002 rBV3 44927 60452 1.28% 0.079%
29 7.559 2002 2012 2040 rVB 772548 1407706 29.70% 1.841%
30 7.697 2049 2055 2067 rVB6 12209 21384 0.45% 0.028%

31 7.849 2091 2102 2113 rBV2 144057 267791 5.65% 0.350%
32 7.910 2114 2121 2137 rVB4 60153 114611 2.42% 0.150%
33 8.041 2149 2162 2172 rBV4 27168 50324 1.06% 0.066%
34 8.103 2173 2181 2184 rBV7 6393 9655 0.20% 0.013%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO32319WMA .M
Title : VOC Analysis

35 8.154 2192 2197 2207 rVB4 15054 25571 0.54% 0.033%
36 8.221 2207 2218 2230 rVB3 22789 41180 0.87% 0.054%

37 8.318 2230 2248 2274 rBV2 638041 1233352 26.02% 1.613%
38 8.450 2280 2289 2294 rBV 70270 122230 2.58% 0.160%
39 8.540 2307 2317 2326 rVB2 94883 161285 3.40% 0.211%
40 8.601 2326 2336 2345 rBvV 184390 330684 6.98% 0.432%

41 8.752 2374 2383 2392 rBV2 42762 76062 1.60% 0.099%
42 8.810 2392 2401 2404 rvv2 72520 106077 2.24% 0.139%
43 8.842 2405 2411 2437 rVB4 181060 402582 8.49% 0.527%
44 8.971 2443 2451 2459 rBV9 7204 12606 0.27% 0.016%
45 9.022 2459 2467 2475 rBV6 17442 34584 0.73% 0.045%

46 9.086 2476 2487 2505 rBvV 921665 1609021 33.95% 2.104%
47 9.241 2525 2535 2548 rBV5 93702 188392 3.97% 0.246%
48 9.350 2549 2569 2575 rBV3 188671 413860 8.73% 0.541%
49 9.398 2576 2584 2591 rVvVv 387511 618345 13.05% 0.809%
50 9.440 2591 2597 2623 rVB2 263739 574730 12.13% 0.752%

51 9.562 2623 2635 2648 rBvV2 137767 262534 5.54% 0.343%
52 9.649 2652 2662 2667 rBv4 67301 116327 2.45% 0.152%
53 9.713 2668 2682 2700 rBV6 515564 1338060 28.23% 1.750%
54 9.810 2701 2712 2720 rBV6 138412 250621 5.29% 0.328%
55 9.865 2724 2729 2736 rVB2 148552 193659 4._.09% 0.253%

56 9.948 2736 2755 2764 rBV3 1125461 2265558 47.80% 2.963%
57 10.038 2764 2783 2792 rBV2 1172358 2382968 50.28% 3.117%
58 10.083 2793 2797 2809 rVB4 381351 584243 12.33% 0.764%
59 10.151 2811 2818 2829 rVB6 216939 411481 8.68% 0.538%
60 10.218 2829 2839 2845 rBV4 336550 635927 13.42% 0.832%

61 10.373 2878 2887 2894 rBV5 273117 446639 9.42% 0.584%
62 10.430 2894 2905 2913 rBV 654906 1285600 27.13% 1.681%
63 10.485 2914 2922 2932 rVB5 749269 1300911 27.45% 1.701%
64 10.636 2958 2969 2978 rBV3 426751 951202 20.07% 1.244%
65 10.694 2980 2987 2996 rvVv4 538275 946796 19.98% 1.238%

66 10.749 2996 3004 3013 rVV2 981760 1555285 32.82% 2.034%
67 10.807 3013 3022 3032 rVB6 629681 1189368 25.10% 1.556%
68 10.967 3065 3072 3076 rBV2 281146 447221 9.44% 0.585%
69 11.112 3111 3117 3120 rBV4 179884 243224 5.13% 0.318%
70 11.270 3154 3166 3172 rBV4 643655 1291159 27.24% 1.689%

71 11.392 3196 3204 3212 rBV 1211197 1778524 37.53% 2.326%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

: VOC Analysis

72 11.482 3224 3232 3240 rBV 1067524 1649958 34.81% 2.158%
73 11.662 3282 3288 3296 rVB4 431499 613264 12.94% 0.802%
74 11.781 3316 3325 3338 rBv4 336709 846066 17.85% 1.107%
75 11.855 3339 3348 3367 rVB3 2198855 4443740 93.76% 5.812%

76 12.009 3392 3396 3405 rVB2 486619 665778 14.05% 0.871%
77 12.064 3408 3413 3432 rVB6 819132 2082217 43.93% 2.723%
78 12.180 3439 3449 3457 rBV6 885579 1705975 36.00% 2.231%
79 12.356 3498 3504 3510 rBV4 294730 456229 9.63% 0.597%
80 12.507 3538 3551 3571 rVB5 1959968 4739432 100.00% 6.198%

81 12.607 3572 3582 3589 rBV2 2241151 3862089 81.49% 5.051%
82 12.720 3608 3617 3629 rBV3 1510238 2597772 54.81% 3.397%
83 12.781 3630 3636 3657 rVB7 720374 1537141 32.43% 2.010%
84 12.877 3659 3666 3678 rBvV4 675351 1287673 27.17% 1.684%
85 13.125 3735 3743 3747 rBV6 1022849 1739079 36.69% 2.274%

86 13.408 3824 3831 3838 rVB3 734090 1034897 21.84% 1.353%
87 13.504 3855 3861 3869 rBV2 548077 845807 17.85% 1.106%
88 13.726 3921 3930 3940 rVB3 2076569 3561281 75.14% 4.658%
89 13.787 3941 3949 3958 rBV4 1139792 1973052 41.63% 2.580%
90 13.880 3972 3978 3990 rBV 1090731 1505029 31.76% 1.968%

91 14.749 4244 4248 4261 rVB5 440426 674261 14.23% 0.882%
92 14.893 4288 4293 4297 rBV2 397642 451281 9.52% 0.590%
93 15.658 4525 4531 4541 rVB4 471392 711482 15.01% 0.931%
94 15.848 4584 4590 4598 rVB2 485961 704482 14.86% 0.921%
95 16.057 4648 4655 4661 rBvV 464799 633644 13.37% 0.829%

96 16.099 4663 4668 4684 rVB9 328991 695066 14.67% 0.909%
97 16.765 4870 4875 4888 rVB 196382 341851 7.21% 0.447%
98 16.970 4933 4939 4946 rVB2 213040 277172 5.85% 0.362%
99 17.163 4994 4999 5009 rVB2 145949 205328 4_.33% 0.269%
100 17.228 5011 5019 5027 rBV3 166070 285626 6.03% 0.374%

Sum of corrected areas: 76461932
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
VU030632.D

03 Apr 2019 17:10

JC/SP

K2148-17
5.64a/5mL/100uL/5.0mL/MSVOA_U/MEQOH

8 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 unknown-01 Concentration Rank 55

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

1.58 4.42 ug/L 109892 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1-chloroethane 142 C2H4BrcClI 000593-96-4 14
2 2-Anilino-4-(methvlamino)-6-(pip... 363 C18H17N702 1000225-97-3 12
3 Ethane. 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 10
4 Ethane. 1-bromo-2-chloro- 142 C2H4BrcClI 000107-04-0 10
5 Phosgene 98 CCI20 000075-44-5 9

Abundance Scan 152 (1.579 min): VU030632.D (-132) (-) m/z 63.10 100.00%
35 68
5000 1\
ol 128 152 120 140 160 180 2.00
170 . . . . .
o 3 198 220 m/z 49.00  83.28%

m/z--> 50 100 150 200 250 300 350
Abundance #19246: 1-Bromo-1-chloroethane
63
27 1\

5000 ||||||||III|IIII|IIII|II
1.20 1.40 1.60 1.80 2.00

‘ m/z 35.10 83.01%

\ 81 107 144
ool b 2 -
m/z--> 50 100 150 200 250 300 350
Abundance

63

1.20 1.40 1.60 1.80 2.00

5000 m/z 45.05 73.01%
43
93 146 215
o 118 165 186 269 296 348
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #19247: Ethane, 1-bromo-2-chloro-

63 1.20 1.40 1.60 1.80 2.00

m/z 47.10 61.27%

5000
27
144
93 j\
o 1416 I

L e o e e e e e R e ERamsnmmee e
m/z--> 50 100 150

| |
200 250 300 350 1.20 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path :

Data File : VU030632.D

Aca On : 03 Apr 2019 17:10
Operator : JC/SP

Sample : K2148-17

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\

5.64a/5mL/100uL/5.0mL/MSVOA_U/MEQOH
8 Sample Multiplier: 1

C:\DATABASENNIST11.L

LSCINT.P

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

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

Peak Number 3 (DEL) Alkane: Cyclic7.91 Concentration Rank 58

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

7.91 3.56 ug/L 114611 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 90
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 90
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 90
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 87
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 72

Abundance Scan 2121 (7.910 min): VU030632.D (-2114) (-) m/z 55.10 100.00%
g5 97
69
5000 41
112
| | | || 126 7.60 7.80 8.00 8.20
0..w.”.“.”,”.w!“.pﬂ',”.w.“...” b e m/z 97.10 86.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6829: Cyclohexane, 1,2-dimethyl- (cis/trans)
55
97
41
5000
69 7.60 7.80 8.00 8.20
21 ‘ 83 112 m/z 69.00 53.96%
0 H ‘ ‘ Al TR I i
AR LI IR LIS SN I UL IR UL IS SRR SRS SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
7.60 7.80 8.00 8.20
5000 41 m/z 41.10 49.09%
69 112
97 83
15 62
G R AR AN AR RS RRARS RARAN RARRA RARRS RARES SRR RARSN WARRN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6819: Cyclohexane, 1,2-dimethyl-, trans-
55 97 7.60 7.80 8.00 8.20
m/z 56.10 44 . 70%
41
5000
o7 69 112
| |7
0'”I}il”'m'”wa'PHL?%JI”'W”'W'”lP”'P'”I””I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 56

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

8.45 3.80 ug/L 122230 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 72
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 68
5 Octane, 3-methyl- 128 C9H20 002216-33-3 68

Abundance Scan 2289 (8.450 min): VU030632.D (-2280) (-) m/z 57.10 100.00%
57
5000
43
71 99 8.20 8.40 8.60 8.80
ol & s 2 Tm/z 43.10  32.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethyl-
57
5000
43 8.20 8.40 8.60 8.80
m/z 41.10 26.87%
29 ‘ 71 99
0~ |'d"‘F""'|"' '|§§ "“' }}?I }??, | N SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8.20 8.40 8.60 8.80
5000 m/z 56.10 19.50%
29 43
71 99
O F?" N }}?I }?? NN SR S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12700: Heptane, 2,5-dimethyl-
57 8.20 8.40 8.60 8.80
m/z 71.10 11.36%
5000 43
29
71 99
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 (DEL) Alkane: Cyclic8.54 Concentration Rank 54

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

8.54 5.01 ug/L 161285 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 83
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80

Abundance Scan 2317 (8.540 min): VU030632.D (-2307) (-) m/z 83.10 100.00%
83
55
5000
41
67 112
95 | 007 8.20 8.40 8.60 8.80
0! e R R e m/z 55.10 72 .34%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6669: Cyclohexane, ethyl-
83
55
5000
41 8.20 8.40 8.60 8.80
112 m/z 82.05 42 .33%
27 67
0'}?wth'm“'wl'u“'|“'91""w"'|"“|""|“"l"“
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
83
55 8.20 8.40 8.60 8.80
5000 m/z 41.05 31.51%
41
o7 112
67 97
e R S S S B I L L B WL S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83 8.20 8.40 8.60 8.80
m/z 112.20 20.86%
5000 41
112
0'}E'H”M“”Mlﬂh'P"W"“I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 6 (DEL) Alkane: Cyclic8.60 Concentration Rank 45

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

8.60 10.28 ug/L 330684 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 80

Abundance Scan 2336 (8.601 min): VU030632.D (-2326) (-) m/z 111.20 100.00%
69 111
55
5000
41
83
8.20 8.40 8.60 8.80 9.00
97 126
0 ...,....|i'|...'ll,.':..,'!...-,..'..,.-...,.... 99 2. "m/z 69.10 85.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 41
83 8.20 8.40 8.60 8.80 9.00
. m/z 55.10 52.91%
ob s A W gyl e | s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
69
8.20 8.40 8.60 8.80 9.00
5000 41 95 m/z 41.10 34.79%
83
27
95 126
G R S S S B I L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111 8.20 8.40 8.60 8.80 9.00
m/z 83.10 24 _45%
5000 a2
83
27
0 ...|....|....|....|...9.5|....|1.2.6..|....|....|....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

SOMULMO32319WMA .M

Thu Apr 04 17:51:54 2019



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 59

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

8.81 3.30 ug/L 106077 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 90
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 86
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 78
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 78
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 72

Abundance Scan 2401 (8.810 min): VU030632.D (-2392) (-) m/z 43.05 100.00%
43
5000 a5
| 57 71
8.40 8.60 8.80 9.00 9.20
o...,....',:..-|!|,.'.|'|..,-...??.1.1.1.,.12.53.,....,....,....,210.7.. m/z 85.15  36.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12683: Heptane, 2,3-dimethyl-
43
5000 84
8.40 8.60 8.80 9.00 9.20
57 71 m/z 84.10 35.79%
29
obas Bl L easam
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 26 .88%
84
7 7
O '9?'}}?|}?§'|"" [rrrrprrrrrrre
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7623: Hexane, 3-ethyl- R B
43 8.40 8.60 8.80 9.00 9.20
m/z 57.05 24 _.62%
5000 85
29 57 71
0 '}?I'th Jﬁ*"wl"ﬂ '|“"'|"1}ﬁ|""| S N RS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

SOMULMO32319WMA .M Thu Apr 04 17:51:55 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 (DEL) Alkane: Cyclic8.84 Concentration Rank 43

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

8.84 12.51 ug/L 402582 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 91
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 91
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 91
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 87
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81

Abundance Scan 2410 (8.839 min): VU030632.D (-2405) (-) m/z 69.10 100.00%
69 111
55
5000
4t 126
| | | 82 97 8.60 8.80 9.00 9.20
) o PO [ Y N NS M m/z 111.20 87.60%
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 8.60 8.80 9.00 9.20
m/z 55.10 58.06%
N0 0 ™ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
55 " '860 8.80 9.00 9.20
5000 41 m/z 41.10 33.18%
126
ol 1 it 62 | 178 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11636: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... EE  BEREE RS
69 8.60 8.80 9.00 9.20
111 m/z 126.20 26.19%
55
5000 41
126
27 83
0 ...,.%?.,...h“....h.t..,.h.‘.ﬁ% J'I""IJI"I"??I""I'"'I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20

SOMULMO32319WMA .M Thu Apr 04 17:51:56 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 9 (DEL) Alkane: Cyclic9.24 Concentration Rank 53

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

9.24 5.85 ug/L 188392 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 90
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 87
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 87
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 76
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 74

Abundance Scan 2535 (9.241 min): VU030632.D (-2525) (-) m/z 69.10 100.00%
55 69
111
41
5000 126
83
9|7 153 160 9.00 9.20 9.40 9.60
0! B e o L e m/z 55.10 84 .64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41 55 69
111
5000 2
83 126 9.00 9.20 9.40 9.60
‘ o m/z 111.15 71.17%
0 \‘ \‘ \‘\‘ “\\ H‘ ‘\ | !
LR S L S S UL UL UL SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
41 &0
56
9.00 9.20 9.40 9.60
5000 111 m/z 56.10 68.13%
83 126
98
L L B L DAL S BB
m/z--> 20 40 60 80 100 120 140 160
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69 9.00 9.20 9.40 9.60
55 m/z 41.05 58.33%
a1 111
5000
83 126
27 ‘ 97
0..1.5,.‘”..‘” ‘.‘l.“.‘..“l‘....“l..l. A
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60

SOMULMO32319WMA .M Thu Apr 04 17:51:57 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 (DEL) Alkane: Cyclic9.35 Concentration Rank 41

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

9.35 12.86 ug/L 413860 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-DimethvIl-3-heptene trans 126 C9H18 019550-75-5 58
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 52
3 2-Methvl-2-octene 126 C9H18 016993-86-5 46
4 2-Methvl-2-octene 126 C9H18 016993-86-5 43
5 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 43

Abundance Scan 2569 (9.350 min): VU030632.D (-2549) (-) m/z 69.10 100.00%
55 69
83 125
41
5000
¥ 1w 9.00 9.20 9.40 9.60
o -..':|-,..--'..,.'..1.3?..?“?6, 169 184 207 | n/z 55.10  85.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69
55 83
5000 41
9.00 9.20 9.40 9.60
m/z 83.05 70.96%
29 97 111 126
0.}?“W.ﬂw.ﬁﬂwﬂkwr”.ﬂ,”..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
125
83 9.00 9.20 9.40 9.60
5000 a1 55 m/z 125.20 66.93%
oL 15 29 97 109 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11520: 2-Methyl-2-octene
69 9.00 9.20 9.40 9.60
41 m/z 41.10 58.17%
5000 56
- ‘ 126
o ,,,I,u,,\IH,,‘,\_\I,\,\,,ﬁr‘,,??,l,{l,l,,,,I,,,,I,,,,I,,,,I,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

SOMULMO32319WMA .M Thu Apr 04 17:51:58 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 Sulfurous acid, di(cyclohex... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.40 19.21 ug/L 618345 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 72
2 Sulfurous acid. cvclohexvimethvl... 332 C18H3603S 1000309-21-9 72
3 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 72
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 72
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 72
Abundance Scan 2585 (9.402 min): VU030632.D (-2576) (-) m/z 97.15 100.00%
55 o7
5000 J\k
41 RS e o e R R
| 69 g1 I 108 117176 160 9.00 9.0 9.40 9.60 9.80
Obrprerrprrrd e et oo e b et || M/Z 55.10  81.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #122471: Sulfurous acid, di(cyclohexylmethyl) ester
97
5000
55 9.00 9.20 9.40 9.60 9.80
m/z 41.05 19.18%
ol 20 4 o7 B 127
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
97
9.00 9.20 9.40 9.60 9.80
5000 55 m/z 126.20 15.42%
43 83

71
oL 2 113 126 155

wwmmwmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #181207: Sulfurous acid, cyclohexylmethyl dodecyl ester
97

9.00 9.20 9.40 9.60 9.80
m/z 96.15 13.69%

5000 55
71 83
w7 Ao 11127 140 169 M

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 900 9.20 940 9.60 9.80

o

SOMULMO32319WMA .M Thu Apr 04 17:52:00 2019 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic9.44 Concentration Rank 35

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

9.44 17.86 ug/L 574730 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 91
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 91
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 91
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 91

Abundance Scan 2597 (9.440 min): VU030632.D (-2591) (-) m/z 55.10 100.00%
55 97
5000
41 69
e 9.20 9.40 9.60 9.80
81 111 : . : .
0 il .|~. 42 158 10 207 "m/z 97.20 91.70%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000
9.20 9.40 9.60 9.80
69 126 m/z 41.10 32.53%
81
0 |“"|""|""|"”|'%¥{|""|""|”"|""|"'
m/z--> 60 80 100 120 140 160 180 200
Abundance
55 97
9.20 9.40 9.60 9.80
5000 m/z 69.10 31.46%
41 69 126
29 81 111
R L S S L U L B W B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97 9.20 9.40 9.60 9.80

m/z 96.10 27 .88%

5000 41 M
126
81
‘H il “ \ | 111

m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

o

SOMULMO32319WMA .M Thu Apr 04 17:52:01 2019 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 13 unknown-02 Concentration Rank 48

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

9.56 8.16 ug/L 262534 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 45
2 3-Hexene. 2-methvl-. (2)- 98 C7H14 015840-60-5 35
3 Cvclohexene. 3-pentvl- 152 C11H20 015232-92-5 30
4 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 30
5 Pentane, 1l-chloro-5-(methylenecy... 158 C9H15CI 1000158-49-0 27

Abundance Scan 2634 (9.559 min): VU030632.D (-2623) (-) m/z 81.10 100.00%
69 g1
55
41
5000 95
111
124 140 207 9.20 9.40 9.60 9.80
ol PR R SN L m/z 69.10 86.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16927: 1,6-Heptadiene, 2,5,5-trimethyl-
4
69
55
5000 95
9.20 9.40 9.60 9.80
m/z 55.05 72.11%
0 ‘\ I ‘ “ 109 123 44
'”I"'W"' P"'I”" '”'I"”I"'W""P"'I”"
m/z--> 40 100 120 140 160 180 200
Abundance
41 55 ©9
9.20 9.40 9.60 9.80
5000 m/z 41.05 53.91%
27 98
83
15
S S S U S U L B WL WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25422: Cyclohexene, 3-pentyl-
8 9.20 9.40 9.60 9.80
m/z 70.10 40.79%
5000
96
41 67
55 152
T O el 2 /e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

SOMULMO32319WMA .M Thu Apr 04 17:52:02 2019 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 57

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

9.65 3.61 ug/L 116327 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-ethvl- 142 C10H22 015869-86-0 90
2 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
3 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 59
4 Nonane. 2-methvl- 142 C10H22 000871-83-0 53
5 Decane 142 C10H22 000124-18-5 52

Abundance Scan 2662 (9.649 min): VU030632.D (-2652) (-) m/z 57.05 100.00%
43 g7
5000 -
o 113 " 940 9.60 9.80 10.00
o ,..'..,.||...',....,.1.39.1,4.2.1.5?,....,....,2.0.7.. m/z 43.10 86.25%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #19161. Octane, 4-ethyl-
57
43
5000 71
9.40 9.60 9.80 10.00
85 og 112 m/z 71.05  37.30%
0\\“\\\\‘142
m/z--> 60 80 100 120 140 160 180 200
Abundance
57
43
9.40 9.60 9.80 10.00
5000 m/z 41.10 36.96%
71
84
o 98 113 127 150
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #38355: Octane, 3,4,5,6-tetramethyl-
43 57 9.40 9.60 9.80 10.00
m/z 56.10 25.32%
71
50000 g g5
ol Il |l 97 1ﬁ3 126 139 168
m/z--> 20 4'0 6|O 8|0 100 120 140 160 180 200 9.40 9.60 9.80 10.00

SOMULMO32319WMA .M Thu Apr 04 17:52:02 2019 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 (DEL) Alkane: Cyclic9.71 Concentration Rank 15

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

9.71 41.58 ug/L 1338060 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 78
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 76
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 76
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 74
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64

Abundance Scan 2681 (9.710 min): VU030632.D (-2668) (-) m/z 97.15 100.00%
56 g7
5000 41
69
126
81 9.40 9.60 9.80 10.00
111
0 | Sl a2 169 184 207 | s T 55 10 98 660
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11601: trans-1,2-Diethyl cyclopentane
55 97
5000
41 70 9.40 9.60 9.80 10.00
m/z 57.10 61.61%
29 84 126
0--1?.-‘-‘--‘.“---“‘.-‘i‘--.“l---‘.-1-1-1-.-‘---.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
9.40 9.60 9.80 10.00
5000 m/z 41.10 47 .14%
41
29 69 126
oL 15 8l 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 o7 9.40 9.60 9.80 10.00
m/z 56.10 36.16%
5000
41 69
29 126
0 ...,....,....,....?{ O
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 (DEL) Alkane: Cyclic9.81 Concentration Rank 49

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

9.81 7.79 ug/L 250621 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 38
2 Cyclohexane. 1-ethvyl-1-methvl- 126 C9H18 004926-90-3 38
3 cis-1-Ethvl-3-methyvyl-cvclohexane 126 C9H18 019489-10-2 38
4 Cvclohexane. 1-ethyl-1-methvyl- 126 C9H18 004926-90-3 38
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 38

Abundance Scan 2712 (9.810 min): VU030632.D (-2701) (-) m/z 55.10 100.00%
43 5 97
71
5000
83 111 9.40 9.60 9.80 10.00 10.20
125 142
o b S0e 155 169 m/z 57.10 91.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000 RS NERE SER R
o7 41 9.40 9.60 9.80 10.00 10.20
69 126 m/z 43.10 84.42%
81
0....|....|....|....|....lu:!-]-.]-.l....l....l....
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 97
9.40 9.60 9.80 10.00 10.20
5000 m/z 97.10 81.46%
41
27 69
ottt
miz--> 20 40 60 80 100 120 140 160
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97 9.40 9.60 9.80 10.00 10.20
m/z 71.10 69.87%
5000
4l 69 126
29 81
M I VT N O P -
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 52

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

9.86 6.02 ug/L 193659 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 53
2 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 50
3 3.6-Heptanedione 128 C7H1202 001703-51-1 47
4 Acetamide. N-ethenvIl-N-methvl- 99 C5H9NO 003195-78-6 43
5 Nonane 128 C9H20 000111-84-2 38

Abundance Scan 2728 (9.861 min): VU030632.D (-2724) (-) m/z 43.10 100.00%
57
99
5000
| 71 85 L I B
111 125 9.60 9.80 10.00 10.20
0 ...-'.-,..'|..,'....i..'..,.-...,..1.“3.5,1.6.7..,....,2.0.7.. m/z 57.10 78.58%

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

Abundance #12663: Nonane
43
57
5000
29 9.60 9.80 10.00 10.20
‘ 71 8 m/z 99.20 53.03%
‘ 99 128
0.,.l..‘,‘:..‘.‘,..“‘..,l...“,..l.l?,.l..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 99
9.60 9.80 10.00 10.20
5000 m/z 41.10 45.42%
71
56
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12184: 3,6-Heptanedione
43 9.60 9.80 10.00 10.20
m/z 56.10 26.11%
57
29 99
5000
71
| il mA 85 .
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

SOMULMO32319WMA .M Thu Apr 04 17:52:06 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

9.95 70.40 ug/L 2265560 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 60
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 60
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 60
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 60

Abundance Scan 2756 (9.951 min): VU030632.D (-2736) (-) m/z 57.10 100.00%
43 i
5000
81
%6 113 9.60 9.80 10.00 10.20
125 : : : :
o bl 120 142 169 0 Thyz 71.10  59.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
9.60 9.80 10.00 10.20
m/z 43.10 52.59%
29 ‘ 85 113
0 ..1.5| .‘.‘..‘l‘. : ""| : .”l.lu‘. '9'7I — l‘.l:!-2.7. |1|4|2||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
1 SRR UM AR
9.60 9.80 10.00 10.20
5000 23 m/z 41.10 45 _.22%
29 113
0 8 g9 127 142
miz--> 20 40 60 80 100 120 140 160
Abundance #19194: Octane, 2,6-dimethyl-
57 9.60 9.80 10.00 10.20
m/z 67.10 33.13%
43
5000 1
113
0 2\? Al Il 8\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.04 74.05 ug/L 2382970 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 76
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 68
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
Abundance Scan 2784 (10.041 min): VU030632.D (-2764) (-) m/z 83.10 100.00%
41
5000
67 126
97 109 142153 185 9.80 10.00 10.20 10.40
of POV N WIS N L S m/z 55.10 94.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11538: Cyclohexane, propyl-
83
55
5000
41 9.80 10.00 10.20 10.40
29 67 126 m/z 82.10 63.08%
0 ..1.5|.U..‘|H...”ll.‘l“..|‘l..9.‘7|.19?.|....|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 54 .18%
27 67 126
15 97
L S S S WL L S WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11537: Cyclohexane, propyl- B B Eams me s B
55 83 9.80 10.00 10.20 10.40
m/z 57.10 46.47%
5000 41
27 67 126
O "'hH"'MyI"W"I l"gz — S AL DAL SN B
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.08 18.16 ug/L 584243 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 53
2 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 50
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
4 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
Abundance Scan 2796 (10.080 min): VU030632.D (-2793) (-) m/z 57.10 100.00%
g7
5000 43
98
69
85 125 9.80 10.00 10.20 10.40
ol ok B3 140183 170 184 207 nzo 43 10 44.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19222: Heptane, 4-(1-methylethyl)-
57
5000 43 USSR SN SRR SR
9.80 10.00 10.20 10.40
27 98 m/z 98.10 33.48%
ol 15 I ‘L L% 85 | 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 9.80 10.00 10.20 10.40
5000 m/z 41.10 25.15%
29 71
o 85 %8 113 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19221: Heptane, 3-ethyl-2-methyl- N B EE B e e
57 9.80 10.00 10.20 10.40
m/z 69.10 24 _.33%
5000 43
29 71 %P
Unans JJ"N“"k‘l"k'|§ﬁ"L|'}}?l""ﬁ4?"'|""| T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 21 (DEL) Alkane: Cyclicl0.15 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
10.15 12.79 ug/L 411481 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2.3-dimethvl- 140 C10H20 007058-05-1 74
2 2-Hexene. 4-ethvl-2_3-dimethvl- 140 C10H20 1000149-19-7 64
3 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 59
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 53
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 50
Abundance Scan 2818 (10.151 min): VU030632.D (-2811) (-) m/z 69.10 100.00%
s P
111
5000 a1
97 Sae VA AN A S A A -
| | h 83 | s M0 9.80 10.00 10.20 10.40
Obrrrprrrr et el bl el ettt | M/Zz 55.10  78.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18050: Cyclohexane, 1-ethyl-2,3-dimethyl-
69
111
55
5000 SRRV AR
41 9.80 10.00 10.20 10.40
m/z 111.20 69 .04%
83 140
0 “'I"“I"'W"'W""ﬁ%"I"“I"'W"??I“"I'“'I}?ﬁl"'ﬁ""P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
41 9.80 10.00 10.20 10.40
5000 55 Hi m/z 70.10  41.77%
29
83 140
o 48 | 62 | 76 9 102 125 133
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl- B RE e e R
69 9.80 10.00 10.20 10.40
55 m/z 41.10 38.14%
111
5000
41
83 97
oozl el B e v Sl s kS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 (DEL) Alkane: Cyclicl0.22 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.22 19.76 ug/L 635927 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 46
2 Bicvclol3.1.1Theptane., 2.6.6-tri... 138 C10H18 004755-33-3 38
3 Cvclohexane. 1.1°-(1.2-dimethvl-._.. 222 C16H30 074663-71-1 38
4 Bicvclol3.1.11Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 30
5 Chloromethyl 5-chloroundecanoate 268 C12H22C1202 080418-91-3 22
Abundance Scan 2840 (10.221 min): VU030632.D (-2829) (-) m/z 69.10 100.00%
125
5000
138 10.00 10.20 10.40 10.60
o! 0 184 207 1 "m/z 55.10  79.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
83
5000 41 55 LB BRI UL BRI B
10.00 10.20 10.40 10.60
29 m/z 95.10 73.25%
I T O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4 55 95
83
69 10.00 10.20 10.40 10.60
5000 m/z 125.20 62.83%
123
109 138
e L S S SIS B WL L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79580: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl)bis-
69 10.00 10.20 10.40 10.60
55 m/z 41.10 59.68%
5000 41 83 111
28 ‘ o7
0 |||||‘|‘||‘N|||“l||“”:||Hl||‘|‘|||w|]|-2|3||]|-?|9||||||||||||||||||| M
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 23 3,4-Octadiene, 7-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.37 13.53 ug/L 446639 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 62
2 3-Octadecvne 250 C18H34 061886-64-4 58
3 Cvclopropene. 1-butvl-2-ethvl- 124 C9H16 050915-91-8 58
4 1-Methvlcvcloheptene 110 C8H14 055308-20-8 55
5 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 53

Abundance Scan 2886 (10.369 min): VU030632.D (-2878) (-) m/z 67.10 100.00%

5000

124 10.00 10.20 10.40 10.60
o 140 169 184 ; ' ' :

m/z 69.10 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #10664: 3,4-Octadiene, 7-methyl-
41 o
81
5000 95 LA L L L L L L
53 10.00 10.20 10.40 10.60
109 m/z 81.05 59.68%
‘ ‘ 124
ol bl L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
67
41 81 10.00 10.20 10.40 10.60
5000 55 95 109 m/z 55.10 57.70%
29
23
0 137 151 165 180 194207 221 250
e e o R Rt s SaS Tt s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10699: Cyclopropene, 1-butyl-2-ethyl- AR E e e A
67 10.00 10.20 10.40 10.60
m/z 82.10 54 _.12%
5000 41
27 82 95
| ‘ \‘ IR
0.,.”.whh.,s.ﬂ..”,.”.,”..“..w..”,.”. e
m/z--> 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 24 (DEL) Alkane: Cyclicl0.49 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.49 39.42 ug/L 1300910 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 87
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 58
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 52
4 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 50
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 35
Abundance Scan 2924 (10.492 min): VU030632.D (-2914) (-) m/z 69.10 100.00%
125
5000
Mo 10301040 1060 1080
o L. m/z 70.10 70.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69
41 g
5000 L BN UL BN UL
125 10.20 10.40 10.60 10.80
83 m/z 125.20 64.32%
H ‘ 97 111 140
0::|||||||||“|‘||‘l‘|||“|‘|||‘|||‘||||‘|||l|||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance
41 69
55 10.20 10.40 10.60 10.80
5000 m/z 55.10 63.60%
29
83 140
o g7 111 4o
mz-> 20 40 60 80 100 120 140 160 180
Abundance #18000: 2-Octene, 2,6-dimethyl- AR R ama e
69 10.20 10.40 10.60 10.80
m/z 41.10 58.56%
5000 »
43 o3 140
29
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 25 1-Methyl-4-(1-methylethyl)-_._._. Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.64 28.83 ug/L 951202 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-4-(1l-methvlethvl)-cvclo... 140 C10H20 000099-82-1 58
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 001678-82-6 58
3 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 58
4 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 53
5 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 53
Abundance Scan 2970 (10.639 min): VU030632.D (-2958) (-) m/z 55.10 100.00%
56
97
5000 8l
41 69 123 I WAY e S
111 140 10.40 10.60 10.80 11.00
0 - ,|. 192 169 198 Thzz 97.10 76.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18058: 1-Methyl-4-(1-methylethyl)-cyclohexane
55
97
5000
a1 10.40 10.60 10.80 11.00
6o 81 m/z 81.10 51.91%
27 ‘ ‘ 140
0 ..:L.Slu‘ﬁ‘..‘i“...Ml‘lu‘l‘..l“....‘lu...|1.2§..l....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
10.40 10.60 10.80 11.00
5000 m/z 96.20 36.34%
41 69 81
27 140
0= }?I" R S UL UL A }??" [rrrrfrrrrprrrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18002: m-Menthane, (lS,3S)-(+)' TTI T [T T T T [T T T T[T T T T[T
55 10.40 10.60 10.80 11.00
97 m/z 41.10 29.91%
5000
41 69 81
Uns '|'ﬁ? 'Jt' 'll"J"IL""H A }?$' %T? UL DL UL B UL AR BN SO
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 26 (DEL) Alkane: Cyclicl0.69 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.69 28.69 ug/L 946796 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-methvl-4-(1-methv... 140 C10H20 006069-98-3 50
2 Furfurvl alvcidvl ether 154 C8H1003 005380-87-0 47
3 Cvclohexane. 1-methvl-4-(l1-methv... 140 C10H20 001678-82-6 46
4 Pentalene. octahvdro-2.5-dimethvl- 138 C10H18 028588-55-8 43
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
Abundance Scan 2986 (10.691 min): VU030632.D (-2980) (-) m/z 55.10 100.00%
55
97
5000 a1
67
109 U LN SUCRN SN B
125 140 007 10.40 10.60 10.80 11.00
0 e e eeeraae || M/z 81.10 97.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
97
5000
41 10.40 10.60 10.80 11.00
27 69 81 m/z 97.10 68.40%
140
Ouu}ﬂslu‘l‘..‘i“...“l‘l.‘l‘..l“....‘|.1.1.0.|1.2.5..l....“...l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
97 10.40 10.60 10.80 11.00
5000 m/z 96.15 53.73%
53
ol 15 27 30 69 108 123 154
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- e e
55 10.40 10.60 10.80 11.00
97 m/z 41.10 38.56%
5000
41 6 81
140
0% '}?I'?g UL S UL B }??"l' UL L B S LR BN SUCRLN SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 27 (DEL) Alkane: Cyclicl0.75 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.75 47.13 ug/L 1555290 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 3-ethvl-2.,5-dimethvl- 140 C10H20 062338-08-3 76
2 Cvclohexane. 1l-methvl-3-propvl- 140 C10H20 004291-80-9 72
3 Cvclohexane. 1l-methvl-2-propvl- 140 C10H20 004291-79-6 72
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 64
Abundance Scan 3004 (10.749 min): VU030632.D (-2996) (-) m/z 97.20 100.00%
56 9
5000
41 69
140 10.40 10.60 10.80 11.00
111 - - - -
ol o lee | 154167 184 200 | nso7 5510 94.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
55 69
97
5000 NN SRR
41 10.40 10.60 10.80 11.00
84 m/z 41.10 31.47%
27 11 140
0.|.U..‘,‘...l‘,.‘.‘..|‘...l‘,..‘..|1.2.5..l....,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
55 97
10.40 10.60 10.80 11.00
5000 m/z 69.10 29.16%
41
69
83
o 29 111 125 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18038: Cyclohexane, 1-methyl-2-propyl- R e I
55 7 10.40 10.60 10.80 11.00

m/z 56.10 20.77%

5000

29 ﬂ‘ 83 | 111 125 140

0.,.J”ut..w....“...,”..,.”.,..”,...w....“... .

m/z--> 20 40 60 80 100 120 140 160 180 200 10 40 10. 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 28 (DEL) Alkane: Cyclicl0.81 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.81 36.04 ug/L 1189370 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 43
2 1-Nonvlcvcloheptane 224 C16H32 1000371-47-7 35
3 Tartaric acid. dimenthvl ester 426 C24H4206 1000149-89-9 35
4 Trichloroacetic acid. 6-chlorohe... 280 C8H12Cl1402 1000330-89-2 35
5 1-Cyclohexylethanol, trifluoroac... 224 C10H15F302 1000365-19-2 27
Abundance Scan 3023 (10.810 min): VU030632.D (-3013) (-) m/z 55.10 100.00%
83
5000
129 10.40 10.60 10.80 11.00 11.20
111 : : : : :
ol dA | aes o7 w7 8310 77.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
5000 R ABNUS A KRR RS AR R
10.40 10.60 10.80 11.00 11.20
27 ‘ 140 m/z 97.10 53.68%
0..H.‘l“l““.ul.H.“llelzu‘.lluuuuluuuu....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
10.40 10.60 10.80 11.00 11.20
5000 97 m/z 41.10 47 .14%
137 224
L L (A U UL L WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #220902: Tartaric acid, dimenthyl ester R B
83 139 10.40 10.60 10.80 11.00 11.20
m/z 69.10 43.67%
5000 55
o ??]\,‘m“JpOQ‘ | 169 214 245 280311 411
m/z--> 50 100 150 200 250 300 350 400 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 29 Methoxyacetic acid, 1-cyclo... Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
10.97 13.55 ug/L 447221 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. l1-cvclopenty... 186 C10H1803 1000282-69-5 59
2 Ethanone. 1-(l1l-methvlcvclohexvl)- 140 C9H160 002890-62-2 53
3 Cvclohexane. 1-ethyvl-1-methvl- 126 C9H18 004926-90-3 50
4 Cvclohexane. 1-bromo-4-methvl- 176 C7H13Br 006294-40-2 47
5 Ethanone, 1-(3,4-dihydro-6-methy... 140 C8H1202 028450-02-4 43

Abundance Scan 3073 (10.971 min): VU030632.D (-3065) (-) m/z 97.20 100.00%
a1
55
5000 67
41
140 10.60 10.80 11.00 11.20
124
0 R/ Ak S T AR L2 m/z 81.10 81.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49890: Methoxyacetic acid, 1-cyclopentylethyl ester
55 97
45
5000 AR A DR B
1060 10.80 11.00 11.20
67 m/z 55.10 70.26%
81
27 M C | 17 143
0"”l"'ﬂ“'”lwl"w"Jl”"l'”'l"”l"'w"
m/z--> 20 40 80 100 120 140 160 180
Abundance
55 97
10,60 10.80 11.00 11.20
5000 m/z 67.10 41 .01%
43
29 69 81 107 125 40
ottt e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11604: Cyclohexane, 1-ethyl-1-methyl- R i e
55 97 10.60 10.80 11.00 11.20
m/z 96.15 38.61%
5000
41
27 69
m/z--> 20 40 80 100 120 140 160 180 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.11 7.37 ug/L 243224 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 53
2 4-Methvl-3-heptanol. trifluoroac... 226 C10H17F302 1000365-51-8 50
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 50
4 Sulfurous acid. octvl 2-pentvl e... 264 C13H2803S 1000309-15-7 50
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 47
Abundance Scan 3116 (11.109 min): VU030632.D (-3111) (-) m/z 71.10 100.00%
43 57 7
5000
111 A . A A
84 95 125 140 10.80 11.00 11.20 1140 |
S 153 169183 nzu 43,10 89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28433: Decane, 4-methyl-
43 -
57
5000 29 RAARAN RN AR ARRN
10.80 11.00 11.20 11.40
112 m/z 57.10 81.98%
o L L 8 9g T 126 141 186
miz--> 20 40 6 8 100 13 140 18 180 200
Abundance
43 71
10.80 11,00 11,20 11.40
5000 - m/z 69.10 46.03%
29 83 112
ol 15 99 125 141 154 167 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester I R R m ma
57 10.80 11.00 11.20 11.40
1 m/z 41.10 44 _77%
5000 43
02\9“\“‘\"773” bR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.27 39.13 ug/L 1291160 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 70
2 Nonane. 5-(l1-methvlpropvl)- 184 C13H28 062185-54-0 59
3 Eicosane 282 C20H42 000112-95-8 59
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
Abundance Scan 3166 (11.270 min): VU030632.D (-3154) (-) m/z 57.10 100.00%
57
43 71
5000
109 125 11,00 1120 1140 11.60
R 014 182198 m/z 43.10 69.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28436: Decane, 3-methyl-
57
43
71
5000 L B UL BN R
29 85 11.00 11.20 11.40 11.60
m/z 71.10 66.09%
0 \‘ d Lo 99113 M 141156
m/z--> 20 40 60 50 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
11,00 11.20 1140 11.60
5000 85 m/z 41.10 52.13%
29 126
ol 99 141155
mwwmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane A EmaE s R
57 11.00 11.20 11.40 11.60
43 m/z 55.10 37.56%
71
5000
85
29 %
0 | L h Lo 1}3127141155169183197211225239253 282
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 11,00 1120 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 32 (DEL) Alkane: Cyclicl1.39 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.39 53.90 ug/L 1778520 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 94
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 87
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 86
Abundance Scan 3203 (11.389 min): VU030632.D (-3196) (-) m/z 83.10 100.00%
a3
55
5000
41
g7 111 11.00 11.20 11.40 11.60 11.80
o ol ST A5 | 15467 184 207 | 7o 55 10 75.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17971: Cyclohexane, butyl-
55 83
5000 41 AR P UM BRI B
11.00 11.20 11.40 11.60 11.80
29 140 m/z 82.10 64.87%
0 "]-'SI'H'"N""‘ I""''Il"9'7l']'-1'1'l""I""I""I""IIIII
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
83
55 11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 34 .59%
41
29 67 140
ol 15 97 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17972: Cyclohexane, butyl- A e o
83 11.00 11.20 11.40 11.60 11.80
55 m/z 67.10 23.11%
5000
41
140
0 15\\“\\\97111125 AT SN
m/z--> 20 40 80 100 120 140 160 180 200 11,00 11.20 11.40 11.60 11.80

SOMULMO32319WMA .M Thu Apr 04 17:52:48 2019 Page: 35



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 33 (DEL) Alkane: Cyclicll.66 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

11.66 18.58 ug/L 613264 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 62
2 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 58
3 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 52
4 3-Undecene. (E)- 154 C11H22 001002-68-2 46
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 41

Abundance Scan 3287 (11.659 min): VU030632.D (-3282) (-) m/z 57.10 100.00%

57 69

5000

11.40 11.60 11.80 12.00

0 : m/z 43.10 96.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27019: 5-Undecene
55
69
5000 41 TT T[T I T T[T rrprrrrrrm
83 154 11.40 11.60 11.80 12.00
97 111 m/z 69.10 88.12%
‘ \‘ ul H ‘\ , 125
o1 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
M 55 N N NI i
11.40 11.60 11.80 12.00
5000 84 m/z 71.10 82.60%
29
97 111 139 154
125
e o o L L S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl- A BE SRR L
56 69 11.40 11.60 11.80 12.00
41 m/z 41.10 75.77%
5000 84
29
139 154
Ll T s T
0,....“.JM,NN.ﬁj..m..h.,h..,..”,...w....,”.. N N NI i
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 34 Benzene, 1,3-diethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.78 25.64 ug/L 846066 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 86
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 81
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 80
4 Ethanone. 1-(4-methviphenvl)- 134 C9H100 000122-00-9 42
5 o-Cymene 134 C10H14 000527-84-4 42
Abundance Scan 3325 (11.781 min): VU030632.D (-3316) (-) m/z 105.10 100.00%
105 119
57 69
5000 41 134
81 91
11.40 11.60 11.80 12.00
154
ol b 20183 1 777119.15  94.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134

11.40 11.60 11.80 12.00
77 91 m/z 69.10 80.75%
27 39 51 g5
0 [ | Ay i ‘H \ Al | |
LA a
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105 119
R
11.40 11.60 11.80 12.00
5000 134 m/z 57.10 76.96%
91
15 27 39 51 65 f
ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14843: Benzene, 1,3-diethyl- A REREE RS
105 119 11.40 11.60 11.80 12.00
m/z 41.10 46.43%
5000 134
27 39 77 91
A
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 35 (DEL) Alkane: Cyclicl2.01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.01 20.18 ug/L 665778 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 72
2 Cvclohexane. 1-methvl-3-pentvl- 168 C12H24 054411-02-8 64
3 Cvclohexane. 1-methvl-2-pentvl- 168 C12H24 054411-01-7 64
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 59
5 Hept-2-ene, 2,4,4,6-tetramethyl- 154 C11H22 103982-58-7 58
Abundance Scan 3396 (12.009 min): VU030632.D (-3392) (-) m/z 97.20 100.00%
97
55
5000
i 1165 1280 15100 1330 1540
111 123 : : : :
o.,....',|'...“,..-..,'....,....,-...%ﬁ?..'.,?‘?ff.,l?‘?..,?‘.’f?.,. m/z 55.10 71.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55 97
5000 R SRR RIS SRR B
nmumnmnmnm
69 m/z 69.10 22 .80%
83
140
0|||‘|‘||‘I‘|||l‘||‘;‘||IM‘||||‘||]|-1|1||1|2|5||klllllllllllllllllll ;
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
55 97
11.60 11}80 12)00 12)20 12!40
5000 a1 m/z 96.10 19.86%
29
69 g1 168
3 N Y NP == - . U —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36854: Cyclohexane, 1-methyl-2-pentyl- e AREREmE L
97 11.60 11.80 12.00 12.20 12.40
55 m/z 41.10 19.00%
5000 a1
oL H \\ Hh h‘\ m | 111 125 140 153 %8
m/z--> 1& @ ﬁ)ﬁOl& ﬁ no nmumnmnmnm

SOMULMO32319WMA .M Thu Apr 04 17:52:51 2019 Page: 38



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 36 (DEL) Alkane: Cyclicl2.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.06 63.10 ug/L 2082220 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-isopropvl-1-methvl- 140 C10H20 016580-26-0 64
2 Oxalic acid. cvclohexvimethvl et... 214 C11H1804 1000309-68-0 59
3 Oxalic acid. butvl cvclohexvlmet... 242 C13H2204 1000309-68-2 59
4 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 59
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 59
Abundance Scan 3412 (12.061 min): VU030632.D (-3408) (-) m/z 55.10 100.00%
56 7
69
5000
4l 125
o 154 11,80 12,00 12.20 12.40
110 : : : :
o e 22167 184 198 | h757797.10  93.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18048: Cyclohexane, 1-isopropyl-1-methyl-
55 97
5000 R ML SRR SUNILN B
11.80 12.00 12.20 12.40
69 81 m/z 69.10 55.39%
0 M A ﬂ L | 111 125 140
m/z--> 20 ' 60 80 100 120 140 160 180 200
Abundance
55
97 A SN SRR SUMIN B
11.80 12.00 12.20 12.40
5000 m/z 41.10 34.71%
09 41 & 8L
127 141
S S UL L B L WL B B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95478: Oxalic acid, butyl cyclohexylmethy! ester R RERRE B
55 11.80 12.00 12.20 12.40
97 m/z 96.15 32.83%
5000
41
m/z--> 40 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 37 (DEL) Alkane: Cyclicl2.18 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.18 51.70 ug/L 1705980 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 53

2 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 50
3 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 50
4 (2-MethvibutvDcvclohexane 154 C11H22 054105-77-0 49
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 49
Abundance Scan 3449 (12.180 min): VU030632.D (-3439) (-) m/z 55.10 100.00%
g5 97
83
5000 41 69
154 1180 12,00 12.20 12.40
111 . . . .
ol Ll 13 139 | 166 184 198 214 Tz, 97 .20  81.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 97
5000 41 e e e S
112 11|80 12. 00 12'20 12'40 '
27 69 a3 m/z 83.10 70.22%
0...1‘.5,.‘.‘..‘;‘...‘.‘,.‘.“..,‘l..l‘,...‘.,....,.... S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
a1 11.80 12.00 12.20 12.40
5000 m/z 82.10 43.39%
97
27 69 140
15 112 125
O I o L R AL e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55 83 11.80 12.00 12.20 12.40
m/z 69.10 40.70%
41
5000
97
27 ‘ 140
s LMy fwors [
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.36 13.83 ug/L 456229 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 50
2 Decane. 5-propvl- 184 C13H28 017312-62-8 45
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 43
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 38
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
Abundance Scan 3505 (12.360 min): VU030632.D (-3498) (-) m/z 71.10 100.00%
57
43
5000
134 NN BRI SR
151 12.00 12.20 12.40 12.60
Obrrrprre .l:'-‘.,'.' 166 184 214 m/z 57.10 92.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000 NS AR VAR NS B
29 85 12.00 12.20 12.40 12.60
m/z 119.10 76 .50%
o J il “ 99 173127141155 170
m/z--> 20 40 éo 85 160 150 150 160 180 200 220 240 260
Abundance
57
43 1
12.00 12.20 12.40 12.60
5000 a5 m/z 43.10 71.84%
29
112
o g 1619015, g4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl- N B o e o
57 71 12.00 12.20 12.40 12.60
43 m/z 41.10 55.26%
5000
85
169
NSl 0 B 10155 183197211 267
m/z--> 20 40 60 80 100 12'0 14'10 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 39 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.51 143.62 ug/L 4739430 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 97
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 95
3 Puledone 152 C10H160 000089-82-7 89
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 68
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
Abundance Scan 3552 (12.511 min): VU030632.D (-3538) (-) m/z 81.10 100.00%
5000
12.20 12.40 12.60 12.80
o} m/z 67.10 77 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25446: Naphthalene, decahydro-2-methyl-
4 67 81 o 152
55
27
5000 SR SRR BN R SR
137 12120 12,40 12.60 12.80
109 m/z 152.20 73 .65%
b 0
Al ol ol ol T ! \
e T L S LS L UL UL L B LI BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
67 o5
41 55 152 12.20 12.40 12.60 12.80
5000 m/z 95.10 69.97%
137
29 109
123
S T L S LS L UL WL R SIS BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25066: Pulegone AR REEEEEaS
8 12.20 12.40 12.60 12.80
67 152 m/z 41.10 53.78%
5000 41 109
137
‘ 53 95 ‘
Oul....M..‘l“ﬁlu“H‘..Hl‘..‘.“.lu.‘..%?4:..“...‘.|....|....|.. s B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 40 (DEL) Alkane: Cyclicl2.61 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.61 117.04 ug/L 3862090 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C11H22 004292-92-6 90
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 90
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 87
4 Cvclohexane. (l-ethvlpropvl)- 154 C11H22 026321-98-2 80
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74

Abundance Scan 3583 (12.610 min): VU030632.D (-3572) (-) m/z 83.10 100.00%
g3
55
5000
154 0 150 1560 15en 1200
12.20 12.40 12.60 12.80 13.00
0 168180 207 m/z 55.10 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 AR AR DR SRR
nmnmnmnmmm
m/z 82.10 68.26%
154
o ‘\ L ‘H 97 111 125137
m/z--> ' ' ' éo 160 150 140 1éo 1éo 260
Abundance
55 83
12:20 12,40 12.60 12.80 13.00
5000 a1 m/z 41.10 39.01%
29 67 154
ok s L L Taaes
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl- T
Fsic] 12.20 12.40 12.60 12.80 13.00
m/z 67.10 23.13%
55
5000
41 .
29 154
o L = Sl et
m/z--> 20 40 60 80 100 120 140 160 180 200 nmnmnmnmmm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 42 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.78 46.58 ug/L 1537140 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 55
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 46
3 2-Ethvl-2-methvl-1.3-dithiolane 148 C6H12S2 006008-81-7 46
4 4" -Methvlpropiophenone 148 C10H120 005337-93-9 46
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 43
Abundance Scan 3636 (12.781 min): VU030632.D (-3630) (-) m/z 119.10 100.00%
119
5000
43 87 41 g 148
105
131 168 18 12.40 12.60 12.80 13.00
0 184 m/z 43.10 37.23%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000 SRR SUMILN UL B B
1240 12.60 12.80 13.00
o1 148 m/z 57.10 34 _.47%
. 27 451 65 77 105 | g3
iz R 20 e 8 1o 13 e 1o o
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 41.10 32.60%
134
, 15 27 39 51 65 77 9 105
O T T = T T R
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #23014: 2-Ethyl-2-methyl-1,3-dithiolane A REREE RS
119 12.40 12.60 12.80 13.00
m/z 71.10 29.86%
5000 59 148
27 45 88 133
T NP0 Y 1S T T N
m/z--> 0 20 40 60 80 100 120 140 160 180 1240 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 43 unknown-03 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.88 39.02 ug/L 1287670 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethyl-5-(1l-methy... 148 C11H16 004706-90-5 35
2 Benzene. pentamethvl- 148 C11H16 000700-12-9 35
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 35
4 4-tert-Butvltoluene 148 C11H16 000098-51-1 35
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 35

Abundance Scan 3667 (12.880 min): VU030632.D (-3659) (-) m/z 133.20 100.00%
133
55 69 97
41
5000 11
83 148
168 12.60 12.80 13.00 13.20
0 2 184196207 m/z 69.10 83.03%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133
5000 L SN SR SURSS IR
1260 1280 13.00 13.20
148 m/z 55.10 80.92%
15 27 3? 51 65 77 %1 105117
0::::‘:::::||‘|||‘||||||||||‘|M||‘||||||||||||||||||
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance
133
1260 12.80 13.00 13.20
0
5000 s m/z 97.10 75.01%
1 105
. 15 27 39 51 65 7 117
mz-> 0 20 40 60 8 100 120 140 160 180 200
Abundance #22764: 3,4-Dimethylcumene R i
133 12.60 12.80 13.00 13.20
m/z 57.10 70.25%
5000
148
M 91 105447
R -0 Y M W B P
m/z--> 0 20 40 60 8 100 120 140 160 180 200 1260 1280 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 44 Bicyclo[4.1.0]heptan-2-one,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.12 52.70 ug/L 1739080 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01heptan-2-one. 3.5.... 152 C10H160 029750-24-1 50
2 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 001197-95-1 49
3 1.1"-Bicvclopropvl, 2.2.27.2"-te... 138 C10H18 068998-20-9 38
4 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 38
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 38
Abundance Scan 3741 (13.118 min): VU030632.D (-3735) (-) m/z 55.10 100.00%
5000
12.80 13.00 13.20 13.40
o} m/z 95.10 85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25255: Bicyclo[4.1.0]heptan-2-one, 3,5,5-trimethy!-
95
110
41 55 152
5000 °9 81 USRNSSR IUNSA U
12.80 13.00 13.20 13.40
‘ 123 137 m/z 41.10 78.57%
0.|....ﬂ‘..k“l‘l.‘.‘.l‘l‘..l”.‘l.l‘..‘l‘l...“l...‘.l....l....l..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 95
67 N
8l 166 12.|80 13.'00 13.'20 13.'40 '
5000 109 154 m/z 67.10 73.98%
151
138
e T L S LS L UL WL B UL BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16990: 1,1'-Bicyclopropyl, 2,2,2',2-tetramethyl- R RERREEEEEEER Ry
a 67 95 12.80 13.00 13.20 13.40
82 m/z 81.10 73.13%
5000 55
27
O "'I""I""I'l?? 'Tﬁ3"{3?" L SN SULL S RN NN SUNSN B
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\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 45 unknown-04 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.41 31.36 ug/L 1034900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-88-8 38
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 38
3 Tricvclol3.3.1.1(3.7)1decanone. ... 276 C10H1310 056781-85-2 35
4 Pvridinium. 1-Cacetvlamino)-2.6-... 164 C9H12N20 031020-35-6 27
5 Cyclohexane, 1,1"-methylenebis- 180 C13H24 003178-23-2 27
Abundance Scan 3832 (13.411 min): VU030632.D (-3824) (-) m/z 149.20 100.00%
149
55 33
5000 41
9
119133 m4m% 13.00 13.20 13.40 13.60 13.80
0 b L a806 | M/z 55.10  57.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33748: 1,4-Dimethyladamantane
149
5000 03 AU RN AR B
1300 13.20 13.40 13.60 13.80
55 7 107 164 m/z 83.10 54.38%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
149
13.00 13.20 13.40 13.60 13.80
5000 93 m/z 82.10 44 _96%
41 107
21 55 79 164
ol13 121135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123706: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha... LN RE s Dt
11 149 13.00 13.20 13.40 13.60 13.80
m/z 41.10 44 _86%
5000 &
41 %
55 107
SN N N 1 SR —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 46 Benzene, pentamethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.50 25.63 ug/L 845807 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 53
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 49
3 Benzene. 1.4-dimethvl-2-(1l-methyvy... 148 C11H16 004132-72-3 46
4 3.4-Dimethyvlcumene 148 C11H16 1000370-34-1 46
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 46
Abundance Scan 3860 (13.501 min): VU030632.D (-3855) (-) m/z 133.20 100.00%
133
5000

13.20 13.40 13.60 13.80

0! m/z 131.10 50.98%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22771: Benzene, pentamethyl-
133
5000
148 13.20 13.40 13.60 13.80
o1 m/z 148.20 25.36%
39 65 115
15 b Il .
0L b e e b e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 91.10 22 .54%
105 148
15 39 77
62
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)- R AR EEEEE L
133 13.20 13.40 13.60 13.80
m/z 115.10 20.31%
5000
148
15 39 e 9 117
0L el et bbb b e e SR I SN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 107.92 ug/L 3561280 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 55
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 55
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 46
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 46
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 46

Abundance Scan 3931 (13.729 min): VU030632.D (-3921) (-) m/z 83.10 100.00%

83
55
5000

13.40 13.60 13.80 14.00
0f m/z 82.10 72.73%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36764: Cyclohexane, hexyl-
83

5000 55 B it
13. 40 13. 60 13. 80 14. 00

m/z 55.10 66 .50%

67
168
0 ...,....,\w...w,.m..,1..%7,.1.1.1.,1.2?..1‘,19...,.z..,....,....
m/z--> 60 80 100 120 140 160 180 200
Abundance
55 83
R B R o e o S
13.40 13.60 13.80 14.00
5000 41 m/z 145.20  44.40%
29 67 140
15 97 111
O e o e R AR BLAL R B B mean e oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl-
83 13.40 13.60 13.80 14.00
m/z 41.10 38.88%
5000 55
41
67
0 29 g1y lp 97 112125 139 152 165 196
s e T e L B B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 48 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.79 59.79 ug/L 1973050 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(1-methy... 138 C10H18 001124-27-2 78
2 Bicvclol4.1.01heptane., 3.7.7-tri... 138 C10H18 000554-59-6 60
3 Cvclohexene. 4-methvl-1-(l1-methy... 138 C10H18 000500-00-5 60
4 Cvclohexene.3-hexvl- 166 C12H22 015232-78-7 50
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 49

Abundance Scan 3950 (13.790 min): VU030632.D (-3941) (-) m/z 95.10 100.00%

5000

13.40 13.60 13.80 14.00 14.20

181 197

0 m/z 81.10 90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81 95
67
5000 LIS B L L L L L L LB
5 138 13. 40 13. 60 13. 80 14. OO 14 20
123 m/z 55.10 56.16%
109
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
81 MM
67 13.40 13.60 13.80 14.00 14.20
5000 41 m/z 67.10 51.51%
123
138
27 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)- A B
81 95 13.40 13.60 13.80 14.00 14.20
m/z 41.10 48.92%
5000 67
41
123138
AU 1 X I N Wi
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.88 45.61 ug/L 1505030 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 80
2 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 64
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 59
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 53
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 3978 (13.880 min): VU030632.D (-3972) (-) m/z 57.10 100.00%
57 71
43
5000
95 113 Cialea 1a'an 1400 14190
4 166 13.60 13.80 14.00 14.20
o el A2ALITLAS T 183 198209 0 nzz 71.10  84.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000 UL BURUSR BN SURIUR B
13.60 13.80 14.00 14.20
m/z 43.10 56.83%
29 ‘ 85 113
0 '}?I'd"w"'MI'N*'IJ"QZ"H'I%%?'lﬁ?"'l""l'"'I""I'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 h U SRS BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 41.10 38.32%
29 113
O et 89127290 A6
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48876: Undecane, 6,6—dimethy|— LI L L L LB L
57 13.60 13.80 14.00 14.20
71 m/z 55.10 24 .40%
5000 43
113
29
0 J b, 84 97 127 141 170
m/z--> 20 40 60 8 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 50 (DEL) Alkane: Cyclicl4.75 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.75 20.43 ug/L 674261 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. octvl- 196 C14H28 001795-15-9 78
2 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 53
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
Abundance Scan 4248 (14.749 min): VU030632.D (-4244) (-) m/z 83.10 100.00%
83
55
5000
41 e e
9 182 14.40 14.60 14.80 15.00
97 163
o 125 145 196210 226 281 mn/z 82.10 74 . 18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58302: Cyclohexane, octyl-
83
55
5000 N DL BB UL BRI B
41 14,40 14.60 14.80 15.00
m/z 55.10 59.19%
ol A ‘\ LT 12 130 s 19
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
14.40 14.60 14.80 15.00
5000 41 m/z 41.10 23.56%
27 69 168
0 97111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11539: Cyclohexane, propyl- R R EEEEE T
83 14.40 14.60 14.80 15.00
m/z 67.10 17.81%
55
5000
41
126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
14.89 13.68 ug/L 451281 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 89
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 62
Abundance Scan 4292 (14.890 min): VU030632.D (-4288) (-) m/z 57.10 100.00%
g7
5000
4 85 «$Aﬁwwmﬁﬂ\f~AA~\v
LR PSRRI AN SR SR
112127 159 14.60 14.80 15.00 15.20
o o s SO = m/z 71.10 82.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57
4
5000 LI B UL BN UM
85 14,60 14.80 15.00 15.20
m/z 43.10 51.73%
RN W WP M. S < -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
14,60 14.80 15.00 1520
5000 m/z 41.10 34.09%
41
85
oL 26 113155 155 183 206 W\/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R e S I s
57 14.60 14.80 15.00 15.20
m/z 85.10 32.57%
5000 85
4
0 L L. 1%3 141156 183 211 239 267 29
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300 14,60 14.80 15.00 15.20

SOMULMO32319WMA .M Thu Apr 04 17:53:06 2019 Page: 53



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.66 21.56 ug/L 711482 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-propvl- 184 C13H28 017312-62-8 64
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 64
3 Tetradecane 198 C14H30 000629-59-4 58
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 58
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 52
Abundance Scan 4531 (15.658 min): VU030632.D (-4525) (-) m/z 57.10 100.00%
87 71
43
5000
145 L AR SUNLE SR B
99 113 129 | 159173187 15.40 15.60 15.80 16.00
Obrrr et 202 224 26983 | 77 71.10 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48838: Decane, 5-propyl-
57
43 | 1
5000 LA IR UL UL
85 15.40 15,60 15.80 16.00
29 m/z 43.10 74.71%
112126140
I 7 7 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
517 L ISR SUNLE SR B
15.40 15.60 15.80 16.00
5000 o m/z 85.10 43.12%
29 140
ol 9113 155169184
memmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane L o L et e
57 15.40 15.60 15.80 16.00
43 - m/z 41.10 34 .04%
5000 ® MJ\M/\
29
oL15 RN %9113127141155169 198
m/z--> 20 46 60 85 100 120 140 160 180 200 220 240 260 280 15.40 15,60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 53 Decahydro-4,4,8,9,10-pentam... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.85 21.35 ug/L 704482 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 89
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 49
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 Silane. chlorodiethylhexvloxv- 222 C10H23CIOSi 1000363-74-4 35
5 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 14
Abundance Scan 4591 (15.851 min): VU030632.D (-4584) (-) m/z 193.30 100.00%
193

5000
208 15.60 15.80 16.00 16.20
o 222 282 m/z 69.10 63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene

193
123

15.60 15.80 16.00 16.20
m/z 55.10 55.45%

5000

208

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

193
R R EEEEE RS
15.60 15.80 16.00 16.20
5000 55 m/z 83.10 49.41%
109
41
69 95

23
2 137151165179 | 207222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55233: 1-(p- Fluorophenyl)4p|per|done RN B S

193 15.60 15.80 16.00 16.20

m/z 41.10 49._.06%
123
5000
150
95
ol 27 42 57 75 | 109 164178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 54 Naphthalene, 2,6-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.06 19.20 ug/L 633644 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4656 (16.060 min): VU030632.D (-4648) (-) m/z 156.20 100.00%

1411%6

5000

15.80 16.00 16.20 16.40

177 200 224

o} m/z 141.10 89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28488: Naphthalene, 2,6-dimethy!-
141156

5000
15.80 16.00 16.20 16.40

m/z 155.20 30.92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141 it
15.80 16.00 16.20 16.40
5000 m/z 115.10 20.60%
115
39 63 77
o 14 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28481: Naphthalene, 2,7-dimethyl- A RERRE RS
156 15.80 16.00 16.20 16.40
m/z 128.10 15.29%
5000 41
115
EETE T 1S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 55 1-Phenyl-3-methylpenta-1,2,... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.10 21.06 ug/L 695066 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-3-methvlpenta-1.2.4-triene 156 C12H12 093247-38-2 50
2 2-Phenvl-1.3-cvclohexadiene 156 C12H12 015619-34-8 46
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 42
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 42
5 2,2"-Bipyridine 156 C10H8N2 000366-18-7 42

Abundance Scan 4668 (16.099 min): VU030632.D (-4663) (-) m/z 105.10 100.00%

5000

15.80 16.00 16.20 16.40

0! m/z 143.20 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28516: 1-Phenyl-3-methylpenta-1,2,4-triene
141 156
51
5000 LA L L L L L B LB B |
7 o1 15.80 16.00 16.20 16.40
‘ 1r m/z 156.20 75.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
156
15.80 16.00 16.20 16.40
5000 128 m/z 141.10 56.16%
51 78
27
65 102 142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28488: Naphthalene, 2,6-dimethyl-

15.80 16.00 16.20 16.40
m/z 155.20 39.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040419\
Data File : VU030632.D

Aca On : 03 Apr 2019 17:10

Operator : JC/SP

Sample : K2148-17

Misc : 5.64a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 56 Naphthalene, 1,6,7-trimethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
16.76 10.36 ug/L 341851 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 91
5 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 87

Abundance Scan 4874 (16.761 min): VU030632.D (-4870) (-) m/z 155.20 100.00%

1

5000

16.40 16.60 16.80 17.00

ol 186 207 281 | "m/z 170.20 56.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38370: Naphthalene, 1,6, 7-trimethyl-
170
155
5000

16.40 16.60 16.80 17.00
m/z 153.15 16.02%

27 51 76 102 128

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
170
DANUNASUNASUNAEEE
155 16.40 16.60 16.80 17.00
5000 m/z 115.10 13.16%

27 51 76 91 113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38377: Naphthalene, 2,3,6-trimethyl- L B o
155170 16.40 16.60 16.80 17.00
m/z 128.10 12.51%
5000
128
o a7 63 8% 106
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040419\
Data File : VU030632.D

Acq On : 03 Apr 2019 17:10

Operator : JC/SP

Sample - K2148-17

Misc : 5.649/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 1.58 4.4 ug/L 109892 1 5.88 1242090 50.0
(DEL) Alkane: Cyc... 7.91 3.6 ug/L 114611 2 9.09 1609020 50.0
(DEL) Alkane: Str... 8.45 3.8 ug/L 122230 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 8.54 5.0 ug/L 161285 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 8.60 10.3 ug/L 330684 2 9.09 1609020 50.0
(DEL) Alkane: Str... 8.81 3.3 ug/L 106077 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 8.84 12.5 ug/L 402582 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 9.24 5.8 ug/L 188392 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 9.35 12.9 ug/L 413860 2 9.09 1609020 50.0
Sulfurous acid, d... 9.40 19.2 ug/L 618345 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 9.44 17.9 ug/L 574730 2 9.09 1609020 50.0
unknown-02 9.56 8.2 ug/L 262534 2 9.09 1609020 50.0
(DEL) Alkane: Str... 9.65 3.6 ug/L 116327 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 9.71 41.6 ug/L 1338060 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 9.81 7.8 ug/L 250621 2 9.09 1609020 50.0
(DEL) Alkane: Str... 9.86 6.0 ug/L 193659 2 9.09 1609020 50.0
(DEL) Alkane: Str... 9.95 70.4 ug/L 2265560 2 9.09 1609020 50.0
(DEL) Alkane: Str... 10.04 74.0 ug/L 2382970 2 9.09 1609020 50.0
(DEL) Alkane: Str... 10.08 18.2 ug/L 584243 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 10.15 12.8 ug/L 411481 2 9.09 1609020 50.0
(DEL) Alkane: Cyc... 10.22 19.8 ug/L 635927 2 9.09 1609020 50.0
3,4-Octadiene, 7-... 10.37 13.5 ug/L 446639 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 10.49 39.4 ug/L 1300910 3 11.48 1649960 50.0
1-Methyl-4-(1-met... 10.64 28.8 ug/L 951202 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 10.69 28.7 ug/L 946796 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 10.75 47.1 ug/L 1555290 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 10.81 36.0 ug/L 1189370 3 11.48 1649960 50.0
Methoxyacetic aci... 10.97 13.6 ug/L 447221 3 11.48 1649960 50.0
(DEL) Alkane: Str... 11.11 7.4 ug/L 243224 3 11.48 1649960 50.0
(DEL) Alkane: Str... 11.27 39.1 ug/L 1291160 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 11.39 53.9 ug/L 1778520 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 11.66 18.6 ug/L 613264 3 11.48 1649960 50.0
Benzene, 1,3-diet... 11.78 25.6 ug/L 846066 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 12.01 20.2 ug/L 665778 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 12.06 63.1 ug/L 2082220 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 12.18 51.7 ug/L 1705980 3 11.48 1649960 50.0
(DEL) Alkane: Str... 12.36 13.8 ug/L 456229 3 11.48 1649960 50.0
Naphthalene, deca... 12.51 143.6 ug/L 4739430 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 12.61 117.0 ug/L 3862090 3 11.48 1649960 50.0
Benzene, 1-methyl... 12.78 46.6 ug/L 1537140 3 11.48 1649960 50.0
unknown-03 12.88 39.0 ug/L 1287670 3 11.48 1649960 50.0
Bicyclo[4.1.0]hep... 13.12 52.7 ug/L 1739080 3 11.48 1649960 50.0
unknown-04 13.41 31.4 ug/L 1034900 3 11.48 1649960 50.0
Benzene, pentamet... 13.50 25.6 ug/L 845807 3 11.48 1649960 50.0
(DEL) Alkane: Str... 13.73 107.9 ug/L 3561280 3 11.48 1649960 50.0
Cyclohexane, 1-me... 13.79 59.8 ug/L 1973050 3 11.48 1649960 50.0
(DEL) Alkane: Str... 13.88 45.6 ug/L 1505030 3 11.48 1649960 50.0
(DEL) Alkane: Cyc... 14.75 20.4 ug/L 674261 3 11.48 1649960 50.0
(DEL) Alkane: Str... 14.89 13.7 ug/L 451281 3 11.48 1649960 50.0
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(DEL) Alkane: Str... 15.66 21.6 ug/L 711482 3 11.48 1649960 50.0
Decahydro-4,4,8,9... 15.85 21.4 ug/L 704482 3 11.48 1649960 50.0
Naphthalene, 2,6-... 16.06 19.2 ug/L 633644 3 11.48 1649960 50.0
1-Phenyl-3-methyl... 16.10 21.1 ug/L 695066 3 11.48 1649960 50.0
Naphthalene, 1,6,... 16.76 10.4 ug/L 341851 3 11.48 1649960 50.0
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