LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vu102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA _M
Title = TRACE VOA SOM01.0

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

# min scan scan scan TY height area % max. total
1 1.286 27 35 64 rBV 66451 208969 17.55% 1.250%
2 1.398 66 70 84 rvVB 24322 31565 2.65% 0.189%
3 2.276 334 343 352 rBvY 34238 55860 4_.69% 0.334%
4 2.707 466 477 494 rvVB2 25675 52111 4._38% 0.312%
5 2.996 556 567 583 rVB3 10794 24603 2.07% 0.147%
6 3.993 858 877 895 rBV3 11647 31466 2.64% 0.188%
7 4.202 927 942 971 rBvV 30524 89461 7.51% 0.535%
8 4.652 1067 1082 1095 rBvV 26165 59634 5.01% 0.357%
9 4.733 1095 1107 1123 rVB3 9695 24394 2.05% 0.146%
10 5.080 1199 1215 1237 rVB2 34962 84801 7.12% 0.507%
11 5.340 1278 1296 1324 rVB2 52087 148400 12.47% 0.888%
12 5.482 1327 1340 1352 rBV3 23310 53399 4._49% 0.319%
13 5.553 1352 1362 1378 rVB4 15003 31856 2.68% 0.191%
14 5.890 1454 1467 1489 rBV 48290 91748 7.71% 0.549%
15 6.334 1593 1605 1614 rBvV 35330 69661 5.85% 0.417%
16 6.395 1614 1624 1639 rVB3 35481 73758 6.20% 0.441%
17 6.739 1715 1731 1749 rBV5 40312 85072 7.15% 0.509%
18 6.906 1771 1783 1799 rBv4 9855 23067 1.94% 0.138%
19 7.231 1874 1884 1900 rBVv4 20749 60162 5.05% 0.360%
20 7.530 1965 1977 1980 rBv4 19503 31131 2.62% 0.186%

21 7.565 1981 1988 2002 rVB 68774 120052 10.08% 0.718%
22 7.710 2020 2033 2047 rBvV 80741 154883 13.01% 0.926%

23 7.855 2067 2078 2086 rBV3 18017 31171 2.62% 0.186%
24 7.919 2086 2098 2117 rVB 209935 380937 32.00% 2.279%
25 8.048 2121 2138 2149 rBV 45461 85015 7.14% 0.509%
26 8.180 2169 2179 2188 rBV 21959 40980 3.44% 0.245%

27 8.315 2209 2221 2237 rBV 123516 239478 20.12% 1.432%
28 8.488 2266 2275 2294 rVB4 58115 122834 10.32% 0.735%

29 8.607 2301 2312 2319 rBV2 32857 59256 4.98% 0.354%
30 8.652 2319 2326 2344 rVB4 32217 75783 6.37% 0.453%
31 8.848 2375 2387 2398 rBV2 50980 87404 7.34% 0.523%
32 9.089 2451 2462 2474 rBV 75127 121471 10.20% 0.727%
33 9.189 2479 2493 2502 rBV 41710 73486 6.17% 0.440%

34 9.250 2502 2512 2524 rVB2 65967 116956 9.82% 0.700%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vu102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA .M
TRACE VOA SOMO1.0

35 9.363 2536 2547 2567 rVB4 78059 197748 16.61% 1.183%

36 9.485 2579 2585 2597 rVBS8 11381 21076 1.77% 0.126%
37 9.569 2599 2611 2626 rBV3 49981 88728 7.45% 0.531%
38 9.729 2643 2661 2662 rBv4 78191 152316 12.79% 0.911%
39 9.806 2678 2685 2700 rVB4 23152 39800 3.34% 0.238%
40 9.922 2708 2721 2726 rBV3 57035 110803 9.31% 0.663%
41 9.951 2727 2730 2740 rVB2 52250 68587 5.76% 0.410%
42 10.048 2751 2760 2767 rBV5 45737 88733 7.45% 0.531%
43 10.167 2786 2797 2807 rBVY 441531 675266 56.72% 4_.039%
44 10.224 2807 2815 2830 rVB5 42048 84637 7.11% 0.506%
45 10.305 2832 2840 2850 rVBS8 11217 24208 2.03% 0.145%
46 10.376 2852 2862 2871 rBV2 58514 99850 8.39% 0.597%
47 10.437 2871 2881 2888 rBV3 33082 72655 6.10% 0.435%

48 10.491 2890 2898 2909 rVB4 124136 203407 17.09% 1.217%
49 10.588 2919 2928 2935 rBVY 117523 184084 15.46% 1.101%
50 10.636 2937 2943 2954 rVV5 55218 124958 10.50% 0.747%

51 10.697 2955 2962 2973 rVB4 62034 117178 9.84% 0.701%

52 10.813 2991 2998 3006 rBv4 38396 55728 4.68% 0.333%
53 10.864 3006 3014 3034 rVB7 41036 88419 7.43% 0.529%
54 10.970 3035 3047 3067 rBV 403598 724265 60.84% 4_.332%
55 11.102 3081 3088 3095 rBV2 39085 62624 5.26% 0.375%
56 11.147 3096 3102 3115 rVB2 61433 94345 7.93% 0.564%

57 11.289 3128 3146 3151 rBV 203713 385482 32.38% 2.306%
58 11.324 3152 3157 3174 rVB 243853 407162 34.20% 2.435%
59 11.430 3182 3190 3199 rVB6 55109 89117 7.49% 0.533%
60 11.482 3199 3206 3217 rVB2 82662 121494 10.21% 0.727%

61 11.572 3223 3234 3246 rBV 513777 784267 65.88% 4.691%
62 11.687 3258 3270 3288 rVB 144743 288795 24.26% 1.727%
63 11.781 3289 3299 3309 rVvVv 281193 425302 35.73% 2.544%
64 11.861 3313 3324 3344 rVB3 349625 664557 55.82% 3.975%
65 11.980 3351 3361 3371 rVB 204664 303712 25.51% 1.817%

66 12.054 3373 3384 3397 rVV 345289 545406 45.81% 3.262%

67 12.147 3406 3413 3418 rBV 30955 44385 3.73% 0.265%
68 12.228 3432 3438 3451 rVB6 42594 89478 7.52% 0.535%
69 12.295 3452 3459 3467 rBVS 23072 38521 3.24% 0.230%

70 12.356 3468 3478 3498 rVV3 411400 1046703 87.92% 6.261%
71 12.433 3499 3502 3510 rVvVv 57104 77291 6.49% 0.462%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vu102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA .M

- TRACE VOA SOMO1.0

72 12.494 3511 3521 3524 rVVv4 74966 127537 10.71% 0.763%
73 12.546 3528 3537 3549 rVB5 365193 717012 60.23% 4._.289%
74 12.649 3549 3569 3577 rBV 613851 1090010 91.56% 6.520%
75 12.703 3577 3586 3602 rVB 729876 1190463 100.00% 7.121%

76 12.787 3602 3612 3631 rVB3 111337 195182 16.40% 1.167%
77 12.880 3631 3641 3647 rBV 77492 129466 10.88% 0.774%
78 12.925 3647 3655 3665 rvVB3 107887 181440 15.24% 1.085%

79 12.996 3671 3677 3685 rVB 40644 56324 4.73% 0.337%
80 13.080 3694 3703 3708 rBV2 64572 94301 7.92% 0.564%
81 13.118 3708 3715 3729 rVB 82081 133856 11.24% 0.801%
82 13.189 3729 3737 3746 rBV6 39112 66753 5.61% 0.399%
83 13.237 3746 3752 3760 rBV 33696 45508 3.82% 0.272%
84 13.408 3796 3805 3813 rBV5 24443 49594 4.17% 0.297%
85 13.456 3813 3820 3827 rVB2 30571 43478 3.65% 0.260%
86 13.507 3827 3836 3842 rBV4 68337 114841 9.65% 0.687%
87 13.543 3843 3847 3854 rVB3 20518 29814 2.50% 0.178%
88 13.636 3872 3876 3885 rVB 24945 32544 2.73% 0.195%
89 13.729 3895 3905 3915 rVvB4 31363 59114 4_.97% 0.354%
90 13.787 3916 3923 3934 rVB6 15337 24952 2.10% 0.149%
91 13.855 3935 3944 3958 rBV3 32391 59673 5.01% 0.357%
92 13.951 3967 3974 3989 rVB5 22472 40644 3.41% 0.243%
93 14.147 4025 4035 4039 rBV5 12985 21718 1.82% 0.130%
94 14.176 4041 4044 4054 rVB4 18602 23940 2.01% 0.143%
95 14.279 4058 4076 4085 rBV 68395 120322 10.11% 0.720%
96 14.334 4085 4093 4121 rVB5 22897 54303 4 _.56% 0.325%
97 14.494 4121 4143 4152 rBV2 40896 90876 7.63% 0.544%
98 14.687 4191 4203 4214 rBV6 10733 23878 2.01% 0.143%
99 15.063 4309 4320 4334 rBV2 44495 78271 6.57% 0.468%
100 15.880 4565 4574 4590 rVB 55463 90922 7.64% 0.544%
Sum of corrected areas: 16718647
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Sulfur dioxide Concentration Rank 14

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

1.29 11.39 ug/L 208969 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 36 (1.289 min): VU027796.D (-27) (-) m/z 63.95 100.00%
64
48
5000
AR AR SRS IUUUAE UGS AL
1.30 1.40 1.50 1.60 1.70
R T O o O B O R m/z 48.00 57.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48 RN UL UL LN LN
1.30 1.40 1.50 1.60 1.70
m/z 66.00 4 .28%
16 32
IIII"!'I""I""I""I""II III""I""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6178: Aminomethanesulfonic acid
64
48 AR AR U IUUUAE UGS AL
1.30 1.40 1.50 1.60 1.70
5000 m/z 50.00 2.77%
42
|, 58 | 7581 96 111
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance #6177: Aminomethanesulfonic acid
64 1.30 1.40 1.50 1.60 1.70
m/z 65.00 0.84Y%
5000 48
17
| 24,32 42 58 |, 76 9
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 9'0 1(')0 ﬁo ' 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 52

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

2.71 2.84 ug/L 52111 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 56
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 56
5 Butane, 2-methyl- 72 C5H12 000078-78-4 39

Abundance Scan 478 (2.710 min): VU027796.D (-466) (-) m/z 43.05 100.00%
a3
5000 J/\_
39 71 I/l\|~|llllllllllllllll
i 51.5|5 |76 86 240 2.60 2.80 3.00 :
BARARREES KELAS AL AREA RALAA SARAN LA AR ALEA RULLA ARAE KAL) SRR BARE KALA) KA RRESN AL AR BRI m/z 42.05 84.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl- A
43
5000 AR R R L
240 2.60 2.80 3.00
2 5 - m/z 41.05  40.95%
1 15 | a4 |l 51% 61 67 | 77 86
miz--> DT I 15 % 25 % 95 4b 45 5 5 0 65 70 75 8 55 %0 95
Abundance #1832: Butane, 2,3-dimethyl-
43
240 2.60 2.80 3.00
5000 m/z 39.10 20.21%
71
27
15 ‘ 39 . 5192 g2 67 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43 240 2.60 2.80 3.00
m/z 71.10 20.09%
5000
71
39
27 55
15 | 1l 517 6367 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.0 280 300
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Library Search Compound Report

Data Path :

Data File : VU027796.D

Acq On : 24 Oct 2018 19:48
Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER
ALS Vial : 30 Sample Multiplie

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU102418\

r: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M

Quant Title

- TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

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

Peak Number

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

Concentration Rank 72

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

3.00 1.34 ug/L 24603 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 39

Abundance Scan 568 (3.000 min): VU027796.D (-556) (-) m/z 57.10 100.00%
57
41
5000
36| | 50| - o 260 2.80 3.00 3.20 3.40
L At LSt LALD) S LAk AL AR AR AR LS WAL LA SRS LA KR AL A AR SRS m/z 56.10 83.20%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
g7
29 41
5000 SARRS NSRS AR R
260 2.80 3.00 3.20 3.40
‘ m/z 41.10 65.99%
S S .?.?,?.?I,.Jﬁ%.ﬁ?.ﬁ?;. ool 8
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
g7
29 41 2.60 2.80 3.00 3.20 3.40
5000 m/z 39.00 25.96%
15 ‘ 53 71 86
A A A ) st ) sy bk Mt L A M il Al el et S
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57 2.60 2.80 3.00 3.20 3.40
m/z 43.05 23.97%
41
5000 29
15 37, w 53, 636771 86
m/z--> 0 5 10 15 20 25 30 35 40 4'55'05'5 6|06|57|0 7|58|O8|5 90 95 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 67

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

3.99 1.71 ug/L 31466 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
5 _alpha.-Amino-.gamma.-butyrolactone 101 C4H7NO2 001192-20-7 39

Abundance Scan 876 (3.990 min): VU027796.D (-858) (-) 43.10 100.00%
43
57
5000
| ‘ T 3.60 3.80 4.00 4.20 4.40
L 312 e T o o m/z 57.10 75 .45%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000 SRARE AR ----u----u--
3.60 3.80 4.00 4.20 4.40
27 85 m/z 41.10 53.64%
15 ] 37|.|. 51 6 77 | 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
360 380 400 4.20 4.40
5000 85 m/z 56.10 42 .80%
29
15 \‘ 3A‘ , 51 || 63 69 77 100
miz--> b % 9 40 so 60 7o 8 90 100
Abundance #3989: Pentane, 2,4-dimethy!l- S REmE .... - .... —
43 360 3.80 4.00 4.20 4.40
57 m/z 42.10 26.42%
5000
15 || 37 51 63 69 100
m/z--> 10 20 30 40 50 6 70 8 9 100 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 74

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

4.73 1.33 ug/L 24394 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 64
4 Borinic acid, diethyl-, methyl e... 100 C5H13BO 007397-46-8 33
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 33

Abundance Scan 1106 (4.730 min): VU027796.D (-1095) (-) m/z 43.05 100.00%
43
71
5000
85
| 5|5 79 440 460 4.80 5.00
SRS 3 4 S SRR | NS M A m/z 71.05 73.93%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3984: Pentane, 3,3-dimethyl-
43
71
5000 IR SERE R S
4.40 4.60 4.80 5.00
29 55 85 m/z 70.10 29.83%
row sl Toes o | e
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3990: Pentane, 3,3-dimethyl-
43
71 4.40 4.60 480 500
5000 m/z 41.05 23.65%
29 55 85
oz el w0l e [ s
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3991: Pentane, 3,3-dimethyl- AN R A — e
43 440 460 480 500
71 m/z 85.10 22 .94%
5000
29 55 8 \
"'I""I'%§'I'"HI"?%J'Q"I"thl'§§'ll"'l'ﬂ"l""l"" IR SRR AR SR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 31

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

5.08 4.62 ug/L 84801 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 68
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47

Abundance Scan 1215 (5.080 min): VU027796.D (-1199) (-) m/z 56.10 100.00%

e
5000
7

480 500 520 540

85
...,....,....,....,....|,....5,°.~.|.,....,'....,..-..,...1.‘,’9..., m/z 43.10 80.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
a3 56
5000 29 ||||
71 4.80 5.00 5.20 5.40

m/z 41.10 68 .94%

2 » H 37|.|. 50|, 65 |‘ 77 8 100
L o B B b R AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
vilc] 56

4.80 5.00 5.20 5.40

5000 m/z 57.10 65.49%
71
29
\‘ 37l s0. 63 || 77 & 100
AL e o e e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl- i NS T W N ATAS
43 56 480 500 520 540

m/z 71.10 33.78%

5000
29 71
\‘ 37|l 49 || 65 77 8 100

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic5.48 Concentration Rank 51

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

5.48 2.91 ug/L 53399 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
2 1-Heptanol 116 C7H160 000111-70-6 64
3 Formic acid, heptyl ester 144 C8H1602 000112-23-2 64
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 64
5 Isopropylcyclobutane 98 C7H14 000872-56-0 53

Abundance Scan 1339 (5.479 min): VU027796.D (-1327) (-) m/z 70.10 100.00%
70
43 56
5000
‘| I H 8|3 98 520 540 5.60 5.80
S V1 T || NS | S S m/z 56.10 69.96%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
520 5.40 5.60 5.80
83 m/z 43.10 65.89%
98
s || 32 | L S0l 63 ]l 77
mz-> 10 20 40 50 60 70 80 90 100
Abundance #8311: 1-Heptanol
56 70
43 520 540 560 580
5000 m/z 55.10 61.18%
29
18 \Hsn so |l e[|, 778
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #20878: Formic acid, heptyl ester
56 70 520 5.40 5.60 5.80
41 m/z 41.10 60.13%
5000 29 }\k
83
15 “‘ ‘ ‘ “47 1 ‘ \‘ | " ‘ 88 8 /m/\
mz-> 10 20 30 40 50 60 70 80 90 100 T T e ok

SOMUTR102418WMA .M Mon Nov 05 01:01:03 2018
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic5.55 Concentration Rank 66

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

5.55 1.74 ug/L 31856 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87

Abundance Scan 1361 (5.549 min): VU027796.D (-1352) (-) m/z 70.10 100.00%
56 70
41
5000
83
| | 98 5.20 540 5.60 5.80
S PO 1 NS | T Y N m/z 56.05 97.21%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
520 5.40 5.60 5.80
27 83 m/z 55.05 73.52%
98
s L| |L 501l 63 |, 77
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
520 5.40 5.60 5.80
5000 m/z 41.10 72 .89%
27 a3
98
i sl smllel m) ol
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis- R B R
56 70 520 5.40 5.60 5.80
41 m/z 39.10 34._.03%
5000
21 ‘ ‘ 83 08
SN S O |71 <3P A NN
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic6.74 Concentration Rank 30

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

6.74 4.64 ug/L 85072 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 80

Abundance Scan 1731 (6.739 min): VU027796.D (-1715) (-) m/z 70.10 100.00%
70
55
5000
|h| | | 4, 84 97 112 6.40 6.60 6.80 7.00
...,....,....,....,....,.'..'.,...-: A S B m/z 55.10 75.57%
m/z--> 10 20 30 50 70 80 90 100 110 120
Abundance #6789. Cyclopentane, 1,2,4-trimethyl-
70
55
5000
6.40 6.60 6.80 7.00
m/z 41.10 31.50%
23|| ||h Jl, 63 || 77 83 o1 97 112
mz-> 10 20 30 40 50 e'o 70 80 90 100 110 120
Abundance #6792. Cyclopentane, 1,2,4-trimethyl-
70
55 6.40 6.60 6.80 7.00
5000 m/z 69.10 22.38%
27 “‘ | “ g5 97 112
| ul |
mz-> 10 20 30 4 S 60 70 8 80 100 1o 130
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 6.40 6.60 6.80 7.00
55 m/z 42.10 22 .36%
5000
41
27 ‘
SN~ A0 -~ O A S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic6.91 Concentration Rank 75

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

6.91 1.26 ug/L 23067 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 87
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 58
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 47

Abundance Scan 1784 (6.909 min): VU027796.D (-1771) (-) m/z 70.10 100.00%
55 70
41
5000
84
| | | 97 112 6.60 6.80 7.00 7.20
SNBSS N SN |1 S S m/z 55.10 86.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
7 6.60 6.80 7.00 7.20
84 112 m/z 56.10 79.52%
s |l sell sl 7 | o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
6.60 6.80 7.00 7.20
5000 41 m/z 41.10 57.26%
27 84
97 112
"'I""I""I""I"'Fg"'l§?" t'??lm"'I'”hl""ll"'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 6.60 6.80 7.00 7.20
m/z 69.10 41.14%
5000
41
7 ‘ 84 112
\ ‘ “ |77 o
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

Concentration Rank 20

Peak Number 12 (DEL) Alkane: Cyclic7.71

000590-66-9 95

000590-66-9 94
003975-85-7 72

R.T. EstConc Area Relative to ISTD
7.71 6.38 ug/L 154883 Chlorobenzene-d5
Hit# of 5 Tentative ID MW MolForm

1 Cyclohexane, 1,1-dimethyl- 112 C8H16

2 Cyclohexane, 1,1-dimethyl- 112 C8H16

3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16

5 Sulfurous acid, cyclohexylmethyl. ..

262 C13H2603S

002207-03-6 56

1000309-

21-5 53

Abundance Scan 2033 (7.710 min): VU027796.D (-2020) (-)
97
55
5000 41 69
84
el Sl 75 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97
55
5000 69
41
27
S N M 130 A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69
27
SN P - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6322: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97
5000 56
42 112
I 70 g2
s L e A B S o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

m/z

97.10 100.00%

7.40 7.60 7.80

8.00

m/z

55.10

7.40 7.60 7.80

72.74%

8.00

m/z

69.10

7.40 7.60 7.80

46 . 44%

8.00

m/z

41.10

7.40 7.60 7.80

43.38%

8.00

m/z

56.10

7.40 7.60 7.80

39.74%

8.00

SOMUTR102418WMA .M Mon Nov 05 01:01:06 2018
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 13 (DEL) Alkane: Cyclic7.92 Concentration Rank 11

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

7.92 15.68 ug/L 380937 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 97
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 97
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95

Abundance Scan 2098 (7.919 min): VU027796.D (-2086) (-) m/z 55.10 100.00%
55 97
41
5000
69 112
| 8 ‘ 7.60 7.80 8.00 8.20
...,....,....,....;.'...,~.'.-',6.2..'!,....,.|.|..,....',....,.'...,.1.?‘?,... m/z 97.10 89.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97
41
5000 7.60 7.80 8.00 8.20
69 112 : - :
‘ ‘ m/z 41.05 53.36%
“'w'“l“‘w'“‘JL”NAJW'HHL'“ h"'”!P'“I”'W'”'P'
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
M 7.60 7.80 8.00 8.20
5000 m/z 56.05 37.11%
27 69 112
I |3
”'P'”I”'L'”'PL“FMJW'“wP'“IM'W'“'P'“I“'W'“'P'
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 69.10 32.78%
41
5000
27 112
'”I}?W”'W'”'P'”I“'W'”'P'“I“'W'”'P'“I“'W'”'P”
m/z--> 10 20 30 40 50 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\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic8.05 Concentration Rank 44

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

8.05 3.50 ug/L 85015 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 93

Abundance Scan 2139 (8.051 min): VU027796.D (-2121) (-) m/z 55.05 100.00%
55 97
5000 a1
112
|| ‘ || 77 83 7.80 8.00 820 8.40
S S | SN Y { P S| N m/z 97.10 93.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 7.80 8.00 8.20 8.40
‘ m/z 41.10 40.41%
...,.?‘L?.,...|.|,....,I|..?,'-..,??.:,-..??,.u..?%.!!,....,.-...,.
m/z--> 10 40 50 70 90 100 110 120
Abundance #6822: Cyclohexane, 1,3- dlmethyl , trans-
55 o7
7.80 8.00 8.20 8.40
5000 m/z 56.10 29.94%
41
69 112
27 83
B O 0 20 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 o7 7.80 8.00 8.20 8.40
m/z 112.20 29.32%
5000
41 112
69
2 83
"'I""I""“'?§JI'M'??'"“I§?'Jl"??l'w"?%'lll""I'”"I' RN RS SRS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic8.49 Concentration Rank 26

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

8.49 5.06 ug/L 122834 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72

Abundance Scan 2276 (8.491 min): VU027796.D (-2266) (-) m/z 55.10 100.00%
55
97
41
5000 69 83
112
| ‘ | 126 8.20 840 8.60 8.80
e e el et e e || M/z 97.10 0 66.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55
97
5000 41
70 83 112 8.20 840 860 8.80
m/z 41.10 50.15%
'“l”'w'“'w'“hh'w”‘l§%JV'H|H"'“!w'“l”'w'“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55
97 ISR R R R
41 8.20 8.40 8.60 8.80
m/z 83.15 37.47%
5000 70 83 0
112
27 ‘ ‘
'”I}?W'“MP'”IL'WJ”“quP'“IJ'W'”'P'“I“'W'”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55 8.20 8.40 8.60 8.80
m/z 69.10 36.67%
4 o7
5000
. 70 83 112
SN S | = ‘Y N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80

SOMUTR102418WMA .M Mon Nov 05 01:01:09 2018 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic8.61 Concentration Rank 57

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

8.61 2.44 ug/L 59256 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 78

Abundance Scan 2313 (8.610 min): VU027796.D (-2301) (-) m/z 111.10 100.00%
9 111
55
5000 41
83 I'”'PA”I”"P'”I”
|| ‘ | | 97 126 8.20 8.40 8.60 8.80 9.00
S M S 1 NS Y P S 2 B m/z 69.10 94.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 4 3
83 8.20 8.40 8.60 8.80 9.00
27 m/z 55.10 65.25%
..,....,...|:|,....|-!|..4.8,.'.l'.F?..':!....,.|:..,.9.“?.,19.3..i!...,.1.?‘.3,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
8.20 8.40 8.60 8.80 9.00
5000 41 55 m/z 41.05 42 _75%
83
27
'w'%?'|“'M“"'hlt"l”'ml"”'l'“'|J"w'9?'|“"|l"w'%?§|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111 8.20 840 8.60 8.80 9.00
m/z 56.05 29.95%
55
5000 41
83
27
'w'%?'|“"|"'w""w"'F%"|'“'|"'w'??'|“"|"'w'%?§w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic8.65 Concentration Rank 49

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

8.65 3.12 ug/L 75783 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 91
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 72
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 68
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64

Abundance Scan 2325 (8.649 min): VU027796.D (-2319) (- m/z 111.15 100.00%
69 111
5000 45 /\ /\A
U A LR U R
8.40 8.60 8.80 9.00
77
..,....,....,....|,:|...,-.':.”.,..-.'!,'...-.,:...,.9.“.3.,....;.'...,.??‘?,... m/z 69.10 99.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11570: 1,1,4-Trimethylcyclohexane
69 111
5000 55
41 8.40 8.60 8.80 9.00
- m/z 55.10 49_.91%
83
S C I N VY -~ R AN N~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #36763: Cyclooctane, butyl-
69
111
55 8.40 8.60 8.80 9.00
5000 a1 m/z 70.10 48.97%
29 83
'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”?z'”'v'”l”'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111 8.40 8.60 8.80 9.00
m/z 41.10 48_.01%
5000 41 5
83
27
..,.%?.,”.Mh...hlk..,N“M,..J.“...,ﬂ:”,.9?.,.”.,1...“%%§,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic8.85 Concentration Rank 43

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

8.85 3.60 ug/L 87404 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 95
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 94
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 90
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87

Abundance Scan 2388 (8.852 min): VU027796.D (-2375) (-) m/z 69.10 100.00%
69 111
55
5000 41
126
| | | | -7 84 g7 8.60 8.80 9.00 9.20
e prete el bl el S Tm/z 111.20  90.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 8.60 8.80 9.00 9.20
. m/z 55.05 67.21%
84
"'|E4'|"'Lh"'JIH"'FJ'Iw'% |!"?ZT:'"I"?TI""I"”I"'“I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69
55 111
8.60 8.80 9.00 9.20
5000 41 m/z 41.05 43.44%
126
97
97 ‘ 84
“'P%?W'”HP'”i“'WJ”“P'LH“??ﬁh“I”lﬂ'“'“'”l”'ﬂ'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... R EE e AREARREE
69 111 8.60 8.80 9.00 9.20
a1 S5 m/z 56.10 27.86%
5000
21 126
15
erorrtletg 02 | 76 P00 T 0 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Pentalene, octahydro- Concentration Rank 50

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

9.19 3.02 ug/L 73486 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 91
3 Pentalene, octahydro- 110 C8H14 000694-72-4 87
4 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 72
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 72

Abundance Scan 2493 (9.189 min): VU027796.D (-2479) (-) m/z 67.10 100.00%
67
5000 82
41
|| 5|4 ll | 95 110 8.80 9.00 9.20 9.40 9.60
LT o | S EERRMN R m/z 82.05 49_.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5940: Pentalene, octahydro-
67
5000 82
8.80 9.00 9.20 9.40 9.60
41 m/z 41.05 19.38%
27 54 95 110
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5986: Pentalene, octahydro-, cis-
67
8.80 9.00 9.20 9.40 9.60
5000 82 m/z 39.05 17.04%
41
54 110
"w"'w"'w"jw"'ww“'w"lw"'ﬂ"'w?§'w"w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5935: Pentalene, octahydro-
67 8.80 9.00 9.20 9.40 9.60
m/z 68.10 12.93%
5000 82
41
54
27 110
'w'}§'w"“w"'P"'ﬁw“'w'““w'“”ﬁ”"w?ﬁ'w"w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Bicyclo[3.2.1]octane Concentration Rank 16

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

9.36 8.14 ug/L 197748 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 90
2 Cyclooctene, (2)- 110 C8H14 000931-87-3 58
3 Bicyclo[5.1.0]octane 110 C8H14 000286-43-1 58
4 Bicyclo[2.2.1]heptane, 2-methyl- 110 C8H14 015185-11-2 52
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 50

Abundance Scan 2546 (9.360 min): VU027796.D (-2536) (-) m/z 67.10 100.00%
67 82
41
5000 54
110
95 125
| | | | | | | | 9.00 9.20 9.40 9.60
e e el b b Tm/z 82.10 80.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5926: Bicyclo[3.2.1]Joctane
6/7 82
5000 it 54
27 110 9.00 9.20 9.40 9.60
95 m/z 81.10 69.45%
"w'“|“’u'“‘I“'WJL'V”thgﬂﬂ“'wj“l“'w““'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5915: Cyclooctene, (2)-
67
54 82 9.00 9.20 9.40 9.60
5000 41 m/z 41.05 57 .79%
110
27 95
"|}§w'”hw'“il“'mH“|““h'“ﬂb““l“kw'“'w'“|“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5928: Bicyclo[5.1.0]octane
67 9.00 9.20 9.40 9.60
m/z 69.05 40.05%
41 5y 82
5000
27 95 110
I SN NI JULILS UL UL SV IR UL LS SRS RS RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Cyclohexene, 3-methyl- Concentration Rank 41

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

9.57 3.65 ug/L 88728 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 62
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 58
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 53
4 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 53
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 53

Abundance Scan 2611 (9.569 min): VU027796.D (-2599) (-) m/z 81.10 100.00%
g1
5000
67 95
|| | .l 109 124 9.20 9.40 9.60 9.80
..P.”,“.w.”.“.”,”!w..4.”'Lw”,”uq.nnﬁ.”,w.w” m/z 67.10 32.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2882: Cyclohexene, 3-methyl-
il
5000 68
55 96 9.20 9.40 9.60 9.80
57 39 m/z 95.10 31.58%
"P%?W'”UP"LLﬂﬁﬂﬂ"P”hﬁ'”JJ"W'”hP"W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2873: Cyclohexene, 3-methyl-
il
9.20 9.40 9.60 9.80
5000 m/z 41.10 25.92%
39 55 67 96
T Jis
"P%$W'”MP"WL§§I”"P'“I'ﬂjl"W'M'P"W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2877: Cyclohexene, 3-methyl- R L e R
81 9.20 9.40 9.60 9.80
m/z 96.10 25._45%
5000
27 3 55 OB 9%
..,....,..H‘,...ll‘l.‘lﬁ}‘lH..,.‘.‘l.‘,...‘a‘il..g?..‘..,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 23 (DEL) Alkane: Cyclic9.73 Concentration Rank 21

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

9.73 6.27 ug/L 152316 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
2 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 62
3 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 59
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 53
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 53

Abundance Scan 2661 (9.729 min): VU027796.D (-2643) (-) m/z 97.20 100.00%
55 o7
5000 41 81
Ll |d ‘I 100 1T6 9.40 9.60 9.80 10.00
..,....,....,....;!'...,-..'..,....I...'.',:-... el g || M/z . 55.10  98.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 41
9.40 9.60 9.80 10.00
69 m/z 41.05 43.19%
a1 126
S 1 1 ol T S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
'9.40 9.60 9.80 10.00
5000 a1 m/z 81.10 42 .60%
27
‘ 69 126
"|""|""|""|"'§"" ﬁ%'*M""?%"g?"'ll"'}}%"l""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12641: Cyclohexanemethanol, 4-methyl-, trans-
55 9.40 9.60 9.80 10.00
m/z 95.05 37.37%
5000
97
41 81
"P%?'P"j””"j'”'l'lhl"'M""»"'I”M'I'”%}?”'I"”I"'W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclic9.81 Concentration Rank 70

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

9.81 1.64 ug/L 39800 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 90
2 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 72
3 Cyclopentane, 1,1"-ethylidenebis- 166 C12H22 004413-21-2 64
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64

Abundance Scan 2686 (9.810 min): VU027796.D (-2678) (-) m/z 97.15 100.00%
55 o7
5000
41 69
83 111 9.40 9.60 9.80 10.00 10.20
e m/z 55.10 86.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11604: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000
41 9.40 9.60 9.80 10.00 10.20
27 69 m/z 41.05 30.11%
15 81 11 90
miz--> 20 40 60 8 100 120 140 160
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55 97
9.40 9.60 9.80 10.00 10.20
5000 m/z 69.10 28 .69%
s 4l 69
BT | S YA el S
m/z--> 20 40 60 80 100 120 140 160
Abundance #35188: Cyclopentane, 1,1-ethylidenebis-
97 9.40 9.60 9.80 10.00 10.20
55 m/z 96.10 26 .80%
41
5000
68
81
I L i 109 123 137 151 166 A /\[\
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\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 25 (DEL) Alkane: Cyclic9.92 Concentration Rank 32

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

9.92 4_.56 ug/L 110803 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 94
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 94
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 94
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 91
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 87

Abundance Scan 2720 (9.919 min): VU027796.D (-2708) (-) m/z 55.10 100.00%
55 83
41
5000 67
| | | B 109 126 9.60 9.80 10.00 10.20
el el TR 109 10 "m/z 83.10 88.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11586: Cyclohexane, (1-methylethyl)-
55 82
41
5000
67 9.60 9.80 10.00 10.20
27 126 m/z 82.10 87.69%
B VIR O N O S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11587: Cyclohexane, (1-methylethyl)-
9.60 9.80 10.00 10.20
5000 41 m/z 41.05 52.58%
67
27
S 1 - S - M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11583: Cyclohexane, (1-methylethyl)- adVi T
55 83 9.60 9.80 10.00 10.20
m/z 67.05 39.23%
5000 a1
67
27 ‘ 126
SO 1 A SO (OO AU SO R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 unknown-01 Concentration Rank 53

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

9.95 2.82 ug/L 68587 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro-l1-methyl- 124 C9H16 032273-77-1 46
2 Cyclopentene, 1-butyl- 124 C9H16 002423-01-0 46
3 Cyclopentene,1-(2-methylpropyl)- 124 C9H16 053098-47-8 43
4 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 38
5 2,4-Octadienal, (E,E)- 124 C8H120 030361-28-5 38

Abundance Scan 2730 (9.951 min): VU027796.D (-2727) (-) m/z 81.10 100.00%
67 81
5000 96
3F 53 | | 109 124 . 9.60 9.80 10.00 10.20
reprrr et el el S Tm/z 67.10  83.93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10700: Pentalene, octahydro-1-methyl-
67

5000
82 9.60 9.80 10.00 10.20

9 124 m/z 96.10 37 .25%

S - A P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10649: Cyclopentene, 1-butyl-
67
\

9.60 9.80 10.00 10.20

5000 m/z 82.10 27 .40%
41 82 124
27 ‘ 53 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10711: Cyclopentene,1-(2-methylpropyl)-
67 9.60 9.80 10.00 10.20

m/z 68.10 17.75%

5000 81
41 108 124 /\
27 53
15 |, \M 160 | 74l %10 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 960 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Ethylidenecycloheptane Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.65 ug/L 88733 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethylidenecycloheptane 124 C9H16 010494-87-8 50
2 Cyclopropane, (2-methylenebutyl)- 110 C8H14 074685-56-6 49
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
4 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 43
5 3-Oxatricyclo[4.2.0.0(2,4)]octan... 124 C7H802 1000211-18-1 43
Abundance Scan 2761 (10.051 min): VU027796.D (-2751) (-) m/z 81.10 100.00%
67 8l
55
41
109
5000 95
124 9.80 10.00 10.20 10.40
..,....,....,....I!|..., ”‘ . '!||!|....|,'.'...,....,....,....,..-..,..1.??.... m/z 67.10 94.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10650: Ethylidenecycloheptane
67 95
5000 4l 55 81 124 9.80 10.00 10.20 10.40
27 m/z 55.10 76 .17%
ol )
“|}?|““l““IL“”““lJLw'lb““ﬁm'w“'VH'w“'w“'w“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6024: Cyclopropane, (2-methylenebutyl)-
a1 67 81
9.80 10.00 10.20 10.40
5000 m/z 41.10 64 .52%
27 54
95
'W"'W""P"'P"'I“"I”"IZ4'I”"I'”'I'“%19'”I"”I"”I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2878: Cyclohexene, 4-methyl- R R R i R
81 9.80 10.00 10.20 10.40
m/z 82.10 57 .55%
54
5000 39 67 9%
..,.1.?,...“‘,...2}‘ ﬁm‘ ”|””||7|4“ l..??..‘..,....,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 28 unknown-02 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.22 3.48 ug/L 84637 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 38
2 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 35
3 (2,4,6-Trimethylcyclohexyl) meth... 156 C10H200 013702-56-2 32
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 30
5 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 27
Abundance Scan 2814 (10.221 min): VU027796.D (-2807) (-) m/z 69.10 100.00%
s 8
95
4l 81 125
5000
110 e Y e e Y
| | |‘| “| ” || 138 10.00 10.20 10.40 10.60
e e e et i el - | M/Z 55.10 79.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16927: 1,6-Heptadiene, 2,5,5-trimethyl-
4
69
55
5000 05 LB BRI LR BN B
10.00 10.20 10,40 10.60
27 ‘ m/z 95.10 68.12%
el || 10 M 45
mz-> 10 20 30 40 50 e'o o % W0 110 130 1% 140
Abundance #17552: 1-(1-Propynyl)cyclohexanol
95
10.00 10.20 10.40 10.60
5000 m/z 41.10 63.38%
82
39 55 67 123
‘ ‘ ‘ 109
..,....,.”.,....JU..WMH..,.J.P,Z%h\kh..ﬂ..k%qg.jl”.. ﬂ"w"%??"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28334: (2,4,6-Trimethylcyclohexyl) methanol e B B
69 10.00 10.20 10.40 10.60
m/z 125.15 56.63%
5000 a3 123
896 o
"P'”I“'W”'W'”'P'”I”'W”'W'“'P'”P'”I”'W'“W'E?ﬁ'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 29 (DEL) Alkane: Cyclicl0.30 Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
10.30 1.00 ug/L 24208 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 45
2 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 43
3 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 43
4 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 40
5 2-Octene, 4-ethyl- 140 C10H20 053966-52-2 40
Abundance Scan 2838 (10.298 min): VU027796.D (-2832) (-) m/z 69.10 100.00%
6o
55 125
5000
41
84 AV AVAVAVAVAVERG VAN
| 7 | 11|1 10.00 10.20 10.40 10.60
rerrerrrrrer et e et b e e et e |- | M/ 125.10 60 46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69
4 125
55
5000
10.00 10.20 10.40 10.60
21 ‘ 83 m/z 55.10 54.69%
..,.“.,.”LL.”.L!”.yJJL,.nh .Z@uJ..w.??w..?ﬂg..w.:L,..5?9.”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11573: 1,1,4-Trimethylcyclohexane
69 111
10.00 10.20 10.40 10.60
5000 4 9 m/z 41.10 33.92%
27
”I'%?W"JHP"'MN'”I'MJ'P"t“'”'lé?"P'??l”"ll"W'%?§P"'I”"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17990: 1-Octene, 3,3—dimethy|— LI L B L B N B
a1 69 10.00 10.20 10.40 10.60
m/z 70.00 28.46%
5000 S5
2f 84
“ ‘m‘ L H“ 9 112 125 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.38 4_.11 ug/L 99850 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87
2 1-Methylcyclooctene 124 C9H16 000933-11-9 86
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 58
4 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 53
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 52
Abundance Scan 2863 (10.379 min): VU027796.D (-2852) (-) m/z 67.05 100.00%
67
81 95
5000
10.00 10,20 1040 10.60
m/z 95.10 59.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67 81 95
124
109
5000 4t 55 NSRRI DU SUNEE R
10.00 10.20 10.40 10.60
m/z 81.05 59.23%
”I””I”'W'”4P”'mh'PJLH”hhm'thﬂ'”'P'”P'”I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10630: 1-Methylcyclooctene
67 81
96
10.00 10.20 10.40 10.60
5000 41 55 m/z 82.10 44 .52%
124
N
“I}?I“jM'“Jl“'m““PJ“ﬁ“AI“'WW“H'“JP'“P'“I““I“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans-
67 10.00 10.20 10.40 10.60
m/z 41.10 42 .49%
81
5000 96
no 124
7
"|%%'l“'bl“"i“"Nm"|“h“|“'“|m'§?”k“w'}93"'v'”'w"w"'w NSRS BN SUNERE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclicl0.49 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.49 8.37 ug/L 203407 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 60
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
4 4-Nonene, 3-methyl-, (2)- 140 C10H20 063830-69-3 52
5 4-Octene, 2,6-dimethyl-, [S-(2)]- 140 C10H20 062960-77-4 49
Abundance Scan 2898 (10.491 min): VU027796.D (-2890) (-) m/z 69.10 100.00%
g9
41 9
125
5000
‘ | | ll |m | 111 140 10.20 10.40 10.60 10.80
el et el m/z 55.10 73.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18000: 2-Octene, 2,6-dimethyl-
69
5000 » SRR BN BN SUNE
10.20 10.40 10.60 10.80
. B ‘ 83 140 m/z 41.10 69.02%
111
"I“"I"JJI“"hM"'P“'LI"J'm"'I"“I"??I'“'Ih"'I}EQI""f'“'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
4 69
55 10,20 10.40 10.60 10.80
5000 m/z 70.10 60.72%
29
83 140
"I”"%%'”I""P"'I”"I"”I'"W""P'??P"}i%"l}%ql"“l"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17992: 2-Octene, 2,6-dimethyl- AR REanE St
69 10.20 10.40 10.60 10.80
m/z 125.15 54 _58%
41
5000 »
140
29 83 111
“l'%$'|“"|"“|'"'|"“l""|'7§|""v'??|'“'|""|}%§|""|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80

SOMUTR102418WMA .M Mon Nov 05 01:01:22 2018 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 32 Benzene, propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.59 7.58 ug/L 184084 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 80
4 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64
Abundance Scan 2929 (10.591 min): VU027796.D (-2919) (-) m/z 91.10 100.00%
il
5000
120
65
39 105 281 10.20 10.40 10.60 10.80 11.00
Obrrrprrrekrrder ettt e prrer e o207 24926550 1 m/z 120.05  22.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
el
5000 RIS SR SN
10.20 10.40 10.60 10.80 11.00
65 120 m/z 65.10 11.60%
15 | % ) 105 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
Sl
10.20 10.40 10.60 10.80 11.00
5000 m/z 92.05 10.83%
120
‘3\9‘\(‘3‘5‘\ llos‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #9406.Benzene,propy| | L DL B ||||||||{
Sl 10.20 10.40 10.60 10.80 11.00

m/z 78.10 6.59%

5000
120

65
15 39 6 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclicl0.64 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.64 5.14 ug/L 124958 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 64
2 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 59
3 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 59
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 59
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 58
Abundance Scan 2944 (10.639 min): VU027796.D (-2937) (-) m/z 55.10 100.00%
55
97
5000
41
| | 123 149 250 10,40 10.60 10.80 11.00
S ! m/z 97.10 73.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18002: m-Menthane, (1S,3S)-(+)-
55
97
5000
10.40 10.60 10.80 11.00
41 81 m/z 96.10 32.87%
27 | | 140
M | .1.1.1.}?:‘3..,.... N ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12648: Cyclopentane, 1-hydroxymethyl-1,3-dimethyl-
T ¥ UL SR SN SO SUR
10.40 10.60 10.80 11.00
5000 m/z 41.10 29.14%
41 81
27 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84076: Oxalic acid, cyclohexylmethyl propyl ester A e B M
55 97 10.40 10.60 10.80 11.00
m/z 69.10 25.88%
5000
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 34 unknown-03 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.70 4.82 ug/L 117178 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, l1l-methyl- 96 C7H12 000591-49-1 47
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 47
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 43
5 2-Butenenitrile, 2-amino-3-methyl- 96 C5H8N2 1000196-28-0 43
Abundance Scan 2963 (10.700 min): VU027796.D (-2955) (-) m/z 55.10 100.00%
55 a1
97
5000 41 67
109 RN SN
| ol ”| | | 125 140 10.40 10.60 10.80 11.00
rerrrrrrrrrrrrrrl il Ll TmZz 81.10 82.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2880: Cyclohexene, 1-methyl-
il
5000 67 LR UL S UL RO
55 96 10.40 10.60 10.80 11.00
P ‘ m/z 97.10 57.13%
III':I'?'I'"|:II"''|=|:'4'(‘::II:|I''I"II'I"'I'll!"'I"I"'I""I""I""I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2882: Cyclohexene, 3-methyl-
il
10.40 10.60 10.80 11.00
5000 m/z 96.10 53.52%
55 68 96
07 39
“l}al“mV'JmﬂqﬁL'V”H'JLL'W“Ml““V'“V'“V“'VH'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2873: Cyclohexene, 3-methyl- R RS EEE
il 10.40 10.60 10.80 11.00
m/z 41.10 47 .56%
5000
39 55 67 96
27 ‘ ‘
III':I'?'I'""‘I"''i"'él'(‘::l‘*"''I"w'I"""Il"'I""'I""I""I""I'"'I""I AR AL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclicl0.81 Concentration Rank 60

R.T. EstConc Area Relative to ISTD R.T.
10.81 2.29 ug/L 55728 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 94
2 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 90
3 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 87
4 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 62
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53

Abundance Scan 2997 (10.810 min): VU027796.D (-2991) (-) m/z 83.10 100.00%
56 83
41
5000 69
97
139 LSRN SRR SUNIURA BRI SN
[ | 111 125 10.40 10.60 10.80 11.00 11.20
S | S SN S | m/z 55.10 96.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
41
5000 R LN UL B BN
97 1040 10.60 10.80 11.00 11.20
27 67 140 m/z 41.10 61.88%
"W'%?'P"UI'”'Ld'”IJ!hI"JL""”!"I”':I'”'%%?”I}%gl"”l"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55 83
" 10.40 10.60 10,80 11.00 11.20
5000 m/z 82.10 42 .94%
97
27 ‘ 140
"W'%?'P"HI”'jlﬂ"Iﬂ'LI'”Lt'”'I'l”l"LI"”%%?”I}%gl"”l"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18030: Cyclohexane, (2-methylpropyl)- AR AR RS B E =
55 83 10.40 10.60 10.80 11.00 11.20
m/z 69.10 40.97%
41
5000
97
‘ 140
H\\w\\wmm [ Wp PP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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: Cyclicl0.86 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.64 ug/L 88419 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 50
2 5-Decene, (E)- 140 C10H20 007433-56-9 49
3 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 43
4 Cyclopropane, 1l-butyl-2-pentyl-,... 168 C12H24 074663-88-0 38
5 3-Dodecene, (2)- 168 C12H24 007239-23-8 38
Abundance Scan 3013 (10.861 min): VU027796.D (-3006) (-) m/z 55.10 100.00%
55
69 97
5000 41 81
125 140 RN SR SR SR
11 | 193 10.60 10.80 11.00 11.20
e m/z 97.05 63.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18010: Cyclooctane, 1,2-dimethyl-
55
41
69
5000
29 83 o7 10.60 10.80 11.00 11.20
111 140 m/z 69.10 58.55%
125
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #17954: 5-Decene, (E)-
55
10,60 10.80 11.00 11.20
5000 41 69 m/z 70.05 48.79%
‘ g3 97 140
LI ,\i”, M b b M L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36873: Cyclohexane, 1-methyl-4-(1-methylbutyl)- N e R M S
55 9 10.60 10.80 11.00 11.20
! m/z 41.10 46.40%
41
5000 69
81
111 125 168
,,,,,,13,9153,,,
m/z--> 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.97 29.81 ug/L 724265 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3047 (10.970 min): VU027796.D (-3035) (-) m/z 105.10 100.00%
105
5000
120
9 51 s 7 % 10.60 10.80 11.00 11.20
et et b8 g W 140 h777950.10  28.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20

m/z 77.10 13.77%
27 39 51 5g 65 7 91

N . . | 113
B N L B e RN o A R RRARRERERREERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
10.60 10.80 11.00 11.20
5000 m/z 91.10 13.44%
-7 120
91
39 51 ., 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105 10.60 10.80 11.00 11.20

m/z 79.10 10.84%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, tert-butyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.58 ug/L 62624 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, tert-butyl- 134 C10H14 000098-06-6 81
2 Benzene, tert-butyl- 134 C10H14 000098-06-6 74
3 Benzene, tert-butyl- 134 C10H14 000098-06-6 72
4 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 64
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 64
Abundance Scan 3087 (11.099 min): VU027796.D (-3081) (-) m/z 119.10 100.00%
119
91
5000
77 134
ﬁl 51 45 | 1031, | 10.80 11.00 11.20 11.40
rerprerrprrrr e e e et reeen || M/z 91.10 77.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14834: Benzene, tert-butyl-
119
5000 91
10.80 11.00 11.20 11.40
41 51 27 134 m/z 134.10 21.21%
...“%ﬁ.“.?Z,”..,”..p..:“ﬁf.“..:,”..,u..f?ﬁ.,.snl.?%f.u”,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14835: Benzene, tert-butyl-

10.80 11.00 11.20 11.40
m/z 77.10  14.94%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14831: Benzene, tert-butyl-

10.80 11.00 11.20 11.40
m/z 41.10 13.88%

5000

T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Mesitylene Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.88 ug/L 94345 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Mesitylene 120 C9H12 000108-67-8 93
3 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
Abundance Scan 3103 (11.150 min): VU027796.D (-3096) (-) m/z 105.10 100.00%
105
5000 120
69
5|5 | 7|7 | 91 | 139 10.80 11.00 11.20 11.40
rerrrrrprrrrrrrrtee bbbl 1920 Tz 120,100 42.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9402: Mesitylene
105
120
5000 UV RS R o

10.80 11.00 11.20 11.40
m/z 69.10 21.96%

27 39 51 g (7 91
s e T £ s W

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

Abundance #9399: Mesitylene
105
120 LA L L L L L B
10.80 11.00 11.20 11.40
5000 m/z 77.00 15.88%
39 7 9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9427: Benzene, 1-ethyl-2-methyl-

10.80 11.00 11.20 11.40
m/z 55.10 15.41%

5000

I T I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, (2-methylpropyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.29 15.86 ug/L 385482 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 87
2 Benzene, butyl- 134 C10H14 000104-51-8 80
3 Benzene, butyl- 134 C10H14 000104-51-8 80
4 Benzene, butyl- 134 C10H14 000104-51-8 80
5 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 76
Abundance Scan 3146 (11.289 min): VU027796.D (-3128) (-) m/z 91.05 100.00%
1
5000
43 o5 134
51 77 115 11.00 11.20 11.40 11.60
..,....,....','.'...il..l??,.u'.n,...-.-,.8.4..-,.-..-.,1.0.3..,..-..,1.?‘.‘.,.l~..,...., m/z 92.10 53.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14849: Benzene, (2-methylpropyl)-
g1
5000 P
134 11.00 11.20 11.40 11.60
43 m/z 134.10 22.82%
T ?F A 105 115 .
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14827: Benzene, butyl-
g1
11.00 11.20 11.40 11.60
5000 m/z 65.05 14.81%
134
27 39 51 6 105
"I"Jﬁ"'JN“”'I“'?ﬁ'"t'l"iﬁ"'W'“"P'h'l}iql"'W""I”"I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14825: Benzene, butyl-
91 11.00 11.20 11.40 11.60
m/z 43.05 13.03%
5000
134
27 39 65
"I"'MI"'M“”"?%'?ﬁ'“M'I"1ﬁ""I”'?gl}??'l}iql'%%§l'“”I""I L SRR ML B SUNE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 41 Oxirane, 2-methyl-2-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.32 16.76 ug/L 407162 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 87
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 81
3 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 80
4 2-Tolyloxirane 134 C9H100 002783-26-8 78
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 72
Abundance Scan 3156 (11.321 min): VU027796.D (-3152) (-) m/z 105.10 100.00%
105
5000
77 134
39 51 g3 g5 95 115123 144150 11.00 11.20 11.40 11.60
e e 85 SO M8123 | 144152 L o257 10 13.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000
11.00 11.20 11.40 11.60
77 m/z 134.15 12._.77%
18 27 39 51 63 o us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15357: Benzeneacetaldehyde, .?)Ipha.—methyl—
105
11.00 11.20 11.40 11.60
5000 m/z 79.10 10.14%
77 134
9 9 g3 || S| s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15344: Benzeneacetaldehyde, 4-methyl-

11.00 11.20 11.40 11.60
m/z 103.10 9.74%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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-3-(1-meth... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.43 3.67 ug/L 89117 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
2 p-Cymene 134 C10H14 000099-87-6 93
3 o-Cymene 134 C10H14 000527-84-4 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
Abundance Scan 3190 (11.430 min): VU027796.D (-3182) (-) m/z 119.10 100.00%
119
5000
91 134
41 ﬁS 69 77 | 108 171, a 11.20 11.40 11.60 11.80
rerrerr e et el UL L 777134100 30.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
91 11.20 11.40 11.60 11.80
& 77 134 m/z 91.10 27 .51%
15 2|7 39 511 I i 1 1(|)|I3 || | I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
11.20 11.40 11.60 11.80
5000 m/z 117.05 16.76%
91
134
39 65 77
"I'%§'P'??I'”'w'“'?%"ﬂ'“t'l”'M\"“\*”"?ﬂ?'l'ﬂkl""v"'l'“'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14806: o-Cymene
119 11.20 11.40 11.60 11.80
m/z 55.10 15.78%
5000 o1
134
39 51 65 77
"v%é'v'%zv"hh"““'”lJJ“l'”h\'“'\"“'Tﬂ?'l“hkl“"v'”'v"'v' UL SUNIUR I B BUR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 43 Benzene, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.57 32.28 ug/L 784267 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3233 (11.568 min):VUOZ??%)G.D(—3223) ) m/z 105.10 100.00%
105
5000 120
39 51 e I/ 91 11.20 11.40 11.60 11.80
e e e et || M7z 120.10 39, 25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.20 11.40 11.60 11.80
77 m/z 77.10 13.77%
I A W TR
mz> T 3 % 45 50 8 7 8 0 180 110 130 130 140 180 160

Abundance #9410: Benzene, 1,2,4-trimethyl-
105
11.20 11.40 11.60 11.80
5000 120 m/z 91.10 10.53%
28 9 7 91
51

”fﬁw”mpuﬂm”ﬂmwmhij””ﬂ”wﬂhpmﬂmnpnwuupuw”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 119.10 9.37%
120
5000
39 51 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 p-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.69 11.89 ug/L 288795 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3271 (11.691 min): VU027796.D (-3258) (-) m/z 119.10 100.00%
119
5000
91 134
39 51 65 77 103 11.40 11.60 11.80 12.00
e et e e BN L 148 G 05 28, 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
5000
91 11.40 11.60 11.80 12.00
134 m/z 134.10 28.16%
s 27 $oa v e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
11.40 11.60 11.80 12.00
5000 m/z 117.10 16.15%
o1 134
27 s S W] ws
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.40 11.60 11.80 12.00
m/z 115.10 11.46%
5000
91
134
"v%é'v'%zv"h“"4“'”|”'“l'”h\'“'\““'?ﬂ?'l“hkl“"v'”'v"'v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 45 Benzene, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.78 17.50 ug/L 425302 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
Abundance Scan 3299 (11.781 min): VU02779$.D (-3289) (-) m/z 105.10 100.00%
105 119
5000 134
91
77
39 51 65 | | 150 11.40 11.60 11.80 12.00
reprrrrprrrrprreteee el bbb e 22 - m/z 119.10  91.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 11.40 11.60 11.80 12.00
77 m/z 134.15 41.82%
39 51
"v%?'v'%Zv"JP'"P“'w'ﬁéw"'h"'w‘"'w'"w"'ﬁ"“l'*'l'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-
105 119
11.40 11.60 11.80 12.00
5000 134 m/z 91.05 28.46%
91
A S
Ly \ Do L I ‘ L Ll !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14839: Benzene, 1,3-diethyl-
105 119 11.40 11.60 11.80 12.00
m/z 77.05 19.27%
5000 134
91
77
39
'W'%?'P'%ZI”"“"”?%'”I'3?'P'jNP"'J”"IJ”'I'“MI'”'I'M'I"”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, 1l-methyl-4-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.05 22 .45 ug/L 545406 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91
4 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
Abundance Scan 3383 (12.051 min):VU02779(d3).D(—3373) ) m/z 105.10 100.00%
105
5000
27 134
39 51 65 91 115 11.80 12.00 12.20 12.40
...,....,....,....',-....,'....,.-.-..,...|:',....,':...,.':!.,..-..,.1.2]“?,.]..,1.“.:?.1,“?.2..,. m/z 134.10 20.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.80 12.00 12.20 12.40
134 m/z 77.05 12.08%
s 27 3 516 S ) s .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
11.80 12.00 12.20 12.40
5000 m/z 106.10 9.67%
134
15 27 39 51 s U St | 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14859: Benzene, 1-methyl-4-propyl-
105 11.80 12.00 12.20 12.40

m/z 91.05 8.89%

5000

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
12.15 1.83 ug/L 44385 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3414 (12.150 min): VU027796.D (-3406) (-) m/z 119.10 100.00%
119
5000
134
435 65 /7 9|1 105 154 11.80 12.00 12.20 12.40
'“v“'VHWH“WM'ﬁ”w”“ﬁ“M”“WH“v%'PJd““v“w'“WH“P' m/z 134.10 31.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.10 16.79%
15 27 39 51 g5 77 91 105 | A
| M Ll m 1y Ll nn
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119
11.80 12.00 12.20 12.40
5000 m/z 105.05 12 .05%
134
91
s 27 @osm 6 7 | s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.80 12.00 12.20 12.40
m/z 77.10 10.88%
5000
134
91
15 27 4l s1 6 77 | 108 ) |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 49 Benzene, (l1-ethylpropyl)- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.68 ug/L 89478 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (l-ethylpropyl)- 148 C11H16 001196-58-3 87
2 Benzeneacetaldehyde, .alpha.-ethyl- 148 C10H120 002439-43-2 64
3 Benzene, (1l-ethylpropyl)- 148 C11H16 001196-58-3 64
4 Benzene, (1-nitropropyl)- 165 C9H11NO2 005279-14-1 53
5 Aziridine, l-phenyl- 119 C8HON 000696-18-4 52
Abundance Scan 3439 (12.231 min): VU027796.D (-3432) (-) m/z 91.10 100.00%
o
105
5000 19
148
|| | | 135 | 12.00 12.20 12.40 12.60
..,....,....,....;'..'.'.,..~..,...!l,'..l'..,..':'.,-J!.' il e e || mM/z 105.10 64 34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22781: Benzene, (1-ethylpropyl)-
91
5000
119 12.00 12.20 12.40 12.60
148 m/z 119.10 50.65%
27 41 51 65 7? | 104
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22708: Benzeneacetaldehyde, .alpha.-ethyl-
91
12.00 12.20 12.40 12.60
5000 119 m/z 43.10 27 .29%
41 148
51
“l'“%?“'JV'“ih“'lmt'v'JM"“\l“'?ﬂ?}ﬁ%'w'“'%ﬁq'v"w"“l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22780: Benzene, (1-ethylpropyl)- S RREEs B L
91 12.00 12.20 12.40 12.60
m/z 41.10 21.40%
5000 119
148
41
e rretrrepterr e restperretbere e B e b e || et e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Adamantane Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
12.30 1.59 ug/L 38521 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 93
2 Adamantane 136 C10H16 000281-23-2 89
3 Adamantane 136 C10H16 000281-23-2 83
4 Bicyclo[3.3.1]non-6-en-2-one 136 C9H120 022482-58-2 55
5 Bicyclo[3.3.1]non-2-en-9-0one 136 C9H120 004844-11-5 50

Abundance Scan 3461 (12.302 min): VU027796.D (-3452) (-) m/z 136.15 100.00%

36

79

93

5000

107 121 144 12.00 12.20 12.40 12.60
m/z 79.05 67.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15683: Adamantane
136
79 93

12.I00 12.20 12.40 12!60
m/z 93.10 58.79%

5000

107 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #15679: Adamantane
136 »p\
79 93 N I EEREE R R
12.00 12.20 12.40 12.60
5000 m/z 135.10 36.50%

53 107 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15684: Adamantane

39
27 ‘
L |

67
|

|
e

6 12.00 12.20 12.40 12.60
m/z 80.15  35.42%

5000

107 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Indan, l1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.36 43.08 ug/L 1046700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
Abundance Scan 3479 (12.359 min): VU027796.D (-3468) (-) m/z 117.10 100.00%
117
5000
o1 132
39 51 63 77 103 12.00 12.20 12.40 12.60
..,....,....,....',~....i'...'.,.':'..,...':,....-,|....,.~~...,..!!|,...:,'.-:..,..1.‘.‘?....,. m/z 115.10 35.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117
5000

12.00 12.20 12.40 12.60

132
91 m/z 132.05 27 .09%
39 51 65
”,.”.,”%?“..ﬂ...wh.d,ﬂi.,”T?“..qL.ufpﬁ.“..w..u,u”.,“..“..w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
e
12.00 12.20 12.40 12.60
5000 132 m/z 119.10 18.28%
51 77 ot ‘
39 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 12.00 12.20 12.40 12.60
m/z 91.05 17.71%
5000 132
91
5 2 % S T T ||
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 4-tert-Butyltoluene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.25 ug/L 127537 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butyltoluene 148 C11H16 000098-51-1 64
2 4-tert-Butyltoluene 148 C11H16 000098-51-1 64
3 6-Methyl-4-indanol 148 C10H120 020294-32-0 58
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 58
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 58
Abundance Scan 3520 (12.491 min): VU027796.D (-3511) (-) m/z 133.05 100.00%
5000 73
148
41 91 119 267
55 251 12.20 12.40 12.60 12.80
S O O N :,.I-:.,.... 1912072323725 | T30 42, 90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22768: 4-tert-Butyltoluene
133
5000 LI SN LN BN SULE
105 12.20 12.40 12.60 12.80
41 148 m/z 135.10 33.45%
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22765: 4-tert-Butyltoluene
133
12.20 12.40 12.60 12.80
5000 105 m/z 148.10 22.18%
148
27\\6?””8\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22620: 6-Methyl-4-indanol
133 12.20 12.40 12.60 12.80
m/z 267 .05 16.77%
148
5000
39 77 91105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.55 29.51 ug/L 717012 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
2 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 83
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 83
4 o-Cymene 134 C10H14 000527-84-4 64
5 o-Cymene 134 C10H14 000527-84-4 64

Abundance Scan 3538 (12.549 min): VU027796.D (-3528) (-) m/z 119.10 100.00%
119
5000 191
91
39 51 65 '/ 105 | 146 12.20 12.40 12.60 12.80
rererr e ettt el e e | M/Z 131.10  36.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
12.20 12.40 12.60 12.80
T 134 m/z 134.15  27.89%
s % s | s |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.20 12.40 12.60 12.80
m/z 91.10 25.40%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

12.20 12.40 12.60 12.80
m/z 115.10 13.96%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.65 44_.86 ug/L 1090010 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
Abundance Scan 3569 (12.649 min): VU027796.D (-3549) (-) m/z 119.10 100.00%
119
5000 134
39 77 o 12.40 12.60 12.80 13.00
51 65 103 - : :
..,....,....,....','....,'....,.-.'..,...'.,....,|.~...,.-..?,1.1.'.'.,'....,.'.'..,...1.4,?.1.“??.... m/z 134.10 44_83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000

12.40 12.60 12.80 13.00
m/z 91.05 18.52%

39 91
27 5& 65 77 105
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

12.40 12.60 12.80 13.00
m/z 120.10 9.77%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.40 12.60 12.80 13.00
m/z 77.05 9.56%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.70 48.99 ug/L 1190460 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3585 (12.700 min): VU027796.D (-3577) (-) m/z 119.10 100.00%
119
5000 134
39 7 9 12.40 12.60 12.80 13.00
51 65 103 . . . .
0 ..,....,....,....','....,'.-...,.-:'..,...':-,....,|....,.':-..1,1.1.':':I....,.'.'..,....l,“??..,. m/z 134.15 42 _51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119
5000 134
12.40 12.60 12.80 13.00
91 m/z 91.10 17.23%
27 M 51 65 7 105
il ol Nl N ul L1y 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.40 12.60 12.80 13.00
m/z 120.10 9.88%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

12.40 12.60 12.80 13.00
m/z 77.10 9.70%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 57 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.79 8.03 ug/L 195182 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 96
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 81
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 Cl11H14 027087-54-3 74
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 62

Abundance Scan 3613 (12.790 min): VU027796.D (-3602) (-) m/z 131.10 100.00%
119 131
91
5000 148
77 105
41 51 65
139 | 158 12.40 12.60 12.80 13.00 13.20
MY e | m/z 133.10  96.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
o1 148 12.40 12.60 12.80 13.00 13.20
77 105 m/z 119.10 89.57%
28 39 51 65
"I']'-"S'I"'I!'I:"'lll""il:l"'l'Ill"l"'|!ll""'I:""I:II"I"|!|'!"':II""I""II""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #21633: Benzene, (2-methyl-1-butenyl)-
13
o1 146
5000
115
7 3 s 65 T | am ||
1 11 | : ] 1y : fin
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!-
131
5000
o 146
o7 39 51 g3 7 103 115
"|""|""'l"'"l""'i“"'|"”"l'”‘*l""‘ll"' M"I'""'I""Hil"'l"""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

12.40 12.60 12.80 13.00 13.20

m/z 91.10 54 .05%

12.40 12.60 12.80 13.00 13.20

m/z 148_.20 44 _76%

12.40 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vu102418\
Data File : VU027796.D

Acq On : 24 Oct 2018 19:48

Operator : MD/SY

Sample - J5599-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.29 11.4 ug/L 208969 1 5.89 91748 5.0
(DEL) Alkane: Str... 2.71 2.8 ug/L 52111 1 5.89 91748 5.0
(DEL) Alkane: Str... 3.00 1.3 ug/L 24603 1 5.89 91748 5.0
(DEL) Alkane: Str... 3.99 1.7 ug/L 31466 1 5.89 91748 5.0
(DEL) Alkane: Str... 4.73 1.3 ug/L 24394 1 5.89 91748 5.0
(DEL) Alkane: Str... 5.08 4.6 ug/L 84801 1 5.89 91748 5.0
(DEL) Alkane: Cyc... 5.48 2.9 ug/L 53399 1 5.89 91748 5.0
(DEL) Alkane: Cyc... 5.55 1.7 ug/L 31856 1 5.89 91748 5.0
(DEL) Alkane: Cyc... 6.74 4.6 ug/L 85072 1 5.89 91748 5.0
(DEL) Alkane: Cyc... 6.91 1.3 ug/L 23067 1 5.89 91748 5.0
(DEL) Alkane: Cyc... 7.71 6.4 ug/L 154883 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 7.92 15.7 ug/L 380937 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 8.05 3.5 ug/L 85015 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 8.49 5.1 ug/L 122834 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 8.61 2.4 ug/L 59256 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 8.65 3.1 ug/L 75783 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 8.85 3.6 ug/L 87404 2 9.09 121471 5.0
Pentalene, octahy... 9.19 3.0 ug/L 73486 2 9.09 121471 5.0
Bicyclo[3.2.1]octane 9.36 8.1 ug/L 197748 2 9.09 121471 5.0
Cyclohexene, 3-me... 9.57 3.6 ug/L 88728 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 9.73 6.3 ug/L 152316 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 9.81 1.6 ug/L 39800 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 9.92 4.6 ug/L 110803 2 9.09 121471 5.0
unknown-01 9.95 2.8 ug/L 68587 2 9.09 121471 5.0
Ethylidenecyclohe... 10.05 3.6 ug/L 88733 2 9.09 121471 5.0
unknown-02 10.22 3.5 ug/L 84637 2 9.09 121471 5.0
(DEL) Alkane: Cyc... 10.30 1.0 ug/L 24208 3 11.48 121494 5.0
Bicyclo[2.2.2]Joct... 10.38 4.1 ug/L 99850 3 11.48 121494 5.0
(DEL) Alkane: Cyc... 10.49 8.4 ug/L 203407 3 11.48 121494 5.0
Benzene, propyl- 10.59 7.6 ug/L 184084 3 11.48 121494 5.0
(DEL) Alkane: Cyc... 10.64 5.1 ug/L 124958 3 11.48 121494 5.0
unknown-03 10.70 4.8 ug/L 117178 3 11.48 121494 5.0
(DEL) Alkane: Cyc... 10.81 2.3 ug/L 55728 3 11.48 121494 5.0
(DEL) Alkane: Cyc... 10.86 3.6 ug/L 88419 3 11.48 121494 5.0
Benzene, l-ethyl-... 10.97 29.8 ug/L 724265 3 11.48 121494 5.0
Benzene, tert-butyl- 11.10 2.6 ug/L 62624 3 11.48 121494 5.0
Mesitylene 11.15 3.9 ug/L 94345 3 11.48 121494 5.0
Benzene, (2-methy... 11.29 15.9 ug/L 385482 3 11.48 121494 5.0
Oxirane, 2-methyl._... 11.32 16.8 ug/L 407162 3 11.48 121494 5.0
Benzene, l-methyl... 11.43 3.7 ug/L 89117 3 11.48 121494 5.0
Benzene, 1,2,3-tr... 11.57 32.3 ug/L 784267 3 11.48 121494 5.0
p-Cymene 11.69 11.9 ug/L 288795 3 11.48 121494 5.0
Benzene, 1,2-diet... 11.78 17.5 ug/L 425302 3 11.48 121494 5.0
Benzene, l-methyl... 12.05 22.4 ug/L 545406 3 11.48 121494 5.0
Benzene, 2-ethyl-_.. 12.15 1.8 ug/L 44385 3 11.48 121494 5.0
Benzene, (l1-ethyl... 12.23 3.7 ug/L 89478 3 11.48 121494 5.0
Adamantane 12.30 1.6 ug/L 38521 3 11.48 121494 5.0
Indan, 1-methyl- 12.36 43.1 ug/L 1046700 3 11.48 121494 5.0
4-tert-Butyltoluene 12.49 5.3 ug/L 127537 3 11.48 121494 5.0
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Benzene, l-ethyl-._._. 12.55 29.5 ug/L 717012 3 11.48 121494 5.0
Benzene, 1,2,3,5-... 12.65 44.9 ug/L 1090010 3 11.48 121494 5.0
1,3-Cyclopentadie... 12.70 49.0 ug/L 1190460 3 11.48 121494 5.0
Benzene, 1,3-diet... 12.79 8.0 ug/L 195182 3 11.48 121494 5.0
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