LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.613 75 85 94 rBv2 220411 266238 11.43% 0.997%
2 1.932 176 184 198 rVB 179270 231827 9.96% 0.868%
3 2.398 319 329 351 rVB2 79328 156095 6.70% 0.585%
4 2.594 375 390 405 rBV 297896 487287 20.93% 1.825%
5 3.395 622 639 653 rVB3 23691 54162 2.33% 0.203%
6 3.912 785 800 818 rVB 54425 130105 5.59% 0.487%
7 4.337 911 932 952 rBV4 9552 27356 1.17% 0.102%
8 4.472 958 974 991 rBvV4 8925 25208 1.08% 0.094%
9 4_.572 991 1005 1022 rBV4 16191 41829 1.80% 0.157%
10 4.697 1022 1044 1090 rBv3 369394 1372239 58.93% 5.140%
11 5.102 1152 1170 1184 rBV 262475 588380 25.27% 2.204%
12 5.163 1184 1189 1206 rVB4 25789 58254 2.50% 0.218%
13 5.424 1256 1270 1281 rBV3 46414 103122 4_.43% 0.386%
14 5.498 1281 1293 1310 rVB2 36983 83424 3.58% 0.312%
15 5.668 1337 1346 1356 rBv4 13889 25862 1.11% 0.097%

16 5.758 1356 1374 1383 rVV2 564554 1467053 63.00% 5.495%
17 5.809 1384 1390 1405 rVvVv 353535 707420 30.38% 2.650%

18 5.883 1407 1413 1425 rVV6 25159 52519 2.26% 0.197%
19 5.948 1427 1433 1445 rVV9 11150 23851 1.02% 0.089%
20 6.022 1445 1456 1477 rVB5 13051 31192 1.34% 0.117%

21 6.279 1520 1536 1561 rBV 466528 900335 38.66% 3.373%
22 6.536 1595 1616 1640 rBv2 219211 551304 23.67% 2.065%
23 6.719 1659 1673 1688 rBV 361123 708656 30.43% 2.655%
24 6.832 1701 1708 1720 rVB3 31397 57898 2.49% 0.217%
25 7.591 1930 1944 1959 rBvV 192706 338687 14.54% 1.269%

26 7.922 2024 2047 2061 rBV 694811 1248478 53.61% 4.677%

27 7.993 2062 2069 2080 rvv 45728 82703 3.55% 0.310%
28 8.202 2120 2134 2145 rBV 124783 214605 9.22% 0.804%
29 8.263 2145 2153 2177 rVB5 15305 33403 1.43% 0.125%
30 8.510 2217 2230 2241 rBV 24675 43951 1.89% 0.165%
31 8.655 2262 2275 2315 rBV 1195788 2328718 100.00% 8.723%
32 8.983 2371 2377 2390 rVB10 11532 23579 1.01% 0.088%
33 9.079 2390 2407 2424 rBV10 10020 30694 1.32% 0.115%
34 9.349 2485 2491 2505 rVB10 14377 30805 1.32% 0.115%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTRO50720WMA .M
TRACE VOA SOMO1.0

35 9.436 2505 2518 2523 rBV 663687 1185621 50.91% 4.441%

36 9.587 2556 2565 2568 rBV2 25222 35697 1.53% 0.134%
37 9.710 2590 2603 2615 rBV 572919 970723 41.68% 3.636%
38 9.777 2615 2624 2644 rVB 179629 313828 13.48% 1.176%
39 10.115 2714 2729 2748 rVB 209137 357058 15.33% 1.337%
40 10.501 2838 2849 2859 rBV2 24022 36979 1.59% 0.139%

41 10.581 2859 2874 2892 rBVY 384002 654972 28.13% 2.453%
42 10.771 2922 2933 2945 rBVY 296676 471229 20.24% 1.765%
43 10.893 2962 2971 2985 rVB4 126455 211335 9.08% 0.792%

44 11.009 2999 3007 3012 rBV 29475 48134 2.07% 0.180%
45 11.099 3026 3035 3045 rVB2 32792 50293 2.16% 0.188%
46 11.243 3072 3080 3089 rVB3 23171 34829 1.50% 0.130%
47 11.304 3089 3099 3108 rBV 68947 113044 4._.85% 0.423%
48 11.401 3122 3129 3140 rBV2 26448 39874 1.71% 0.149%

49 11.478 3142 3153 3166 rVV 98486 164056 7.04% 0.615%
50 11.645 3191 3205 3220 rBvV4 83706 192941 8.29% 0.723%

51 11.755 3232 3239 3248 rVB3 30969 44156 1.90% 0.165%
52 11.822 3248 3260 3280 rBV2 735148 1419913 60.97% 5.319%
53 11.906 3280 3286 3296 rVV 80236 133547 5.73% 0.500%
54 11.957 3297 3302 3312 rVB3 22531 35702 1.53% 0.134%
55 12.025 3317 3323 3330 rVB3 27716 40418 1.74% 0.151%

56 12.105 3331 3348 3358 rBV2 276678 488423 20.97% 1.830%
57 12.211 3367 3381 3399 rVB2 933875 2326698 99.91% 8.716%
58 12.391 3424 3437 3450 rVB5 42221 100991 4_.34% 0.378%
59 12.478 3457 3464 3470 rBV3 20300 31530 1.35% 0.118%
60 12.555 3479 3488 3504 rVB2 131290 263591 11.32% 0.987%

61 12.697 3524 3532 3549 rBV3 59515 149187 6.41% 0.559%
62 12.838 3567 3576 3590 rBV3 185166 327750 14.07% 1.228%
63 12.989 3609 3623 3631 rBV 86768 149120 6.40% 0.559%
64 13.066 3633 3647 3659 rVB4 122584 290247 12.46% 1.087%
65 13.150 3662 3673 3689 rVB10 37546 99871 4._.29% 0.374%

66 13.317 3717 3725 3737 rVB6 72135 126230 5.42% 0.473%
67 13.478 3765 3775 3789 rVB3 195489 345411 14.83% 1.294%
68 13.552 3790 3798 3804 rBVS 18416 31198 1.34% 0.117%
69 13.629 3812 3822 3834 rBV7 125225 243190 10.44% 0.911%
70 13.880 3887 3900 3909 rBV 274994 497930 21.38% 1.865%

71 13.983 3923 3932 3941 rBV 37512 93934 4._.03% 0.352%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0

72 14.105 3962 3970 3979 rBV3 22858 47528 2.04% 0.178%
73 14.227 4002 4008 4021 rVB6 16510 31782 1.36% 0.119%

74 14.597 4114 4123 4135 rVB 172135 269263 11.56% 1.009%
75 14.848 4193 4201 4219 rVB2 60173 131188 5.63% 0.491%

76 15.044 4247 4262 4270 rBV9 47448 119907 5.15% 0.449%
77 15.121 4273 4286 4297 rVV3 179529 339437 14.58% 1.271%
78 15.311 4338 4345 4356 rBV7 23604 41543 1.78% 0.156%
79 15.597 4426 4434 4447 rVB 68024 116813 5.02% 0.438%
80 15.851 4500 4513 4523 rBv4 55017 104471 4._.49% 0.391%

81 16.147 4590 4605 4623 rVB 280579 492507 21.15% 1.845%
82 16.841 4811 4821 4844 rBV2 156400 309699 13.30% 1.160%
83 16.963 4852 4859 4869 rVB 28269 45040 1.93% 0.169%

Sum of corrected areas: 26696067
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: vU038129.D

1000000
800000

600000 5.76
6.28

400000 4.70 6.7.

200000 1.93
2.40 301

3.39 A 4.34.44.5

Ol e e e e — e

T L T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50
Abundance TIC: vU038129.D

1000000 12
800000 1182
7.92 0.44

600000 9.71

400000

200000 7.59 78

8.20
% 2 o o9l \__ s oo

T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: vU038129.D

T 1T
11.50 12.00

1000000

800000

600000

400000

13.88 16.15

200000

15.60 1585

15.31

—T
17.50

—T T T T
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 13

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

2.40 0.87 ug/L 156095 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 55
2 Ethvl ether 74 C4H100 000060-29-7 30
3 Ethvl ether 74 C4H100 000060-29-7 30
4 Boron trifluoride etherate 142 C4H10BF30 000109-63-7 27
5 Ethyl ether 74 C4H100 000060-29-7 25

Abundance Scan 330 (2.401 min): VU038129.D (-319) (-) m/z 66.95 100.00%
a7
59
117
45
5000 85
08 152 2.00 2.20 2.40 2.60 2.80
...,....,....,..3..7,'~.|!.-.i'....;..~.=‘,..?.,:'..|.,...:,....,...=|,....,1.‘?.?.,....,::..,.. m/z 59.00 75.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
a7
117
5000 IR SRR RS RSN
31 85 2.00 2.20 2.40 2.60 2.80
o m/z 117.00 63.17%
19 43,1 59 || 76 4| 98 | 133 152
m/z--> 15 ﬁo §o 45 50 éo 70 80 gb 160 110 150 1§o 150 1éo 1é0
Abundance
31
59 200 220 240 2.60 2.80
5000 45 74 m/z 74.10 61.46%
15
Wmmwmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #844Ethy|ether BRI BRI LA L L B
31 2.00 2.20 2.40 2.60 2.80
59 m/z 44.95 52.23%
74
5000 45
“wﬁﬁvJh““thH“h“wmhPHWH“V“W““P“W““V“W““V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 3 Acetic acid, cyano-, 1,1-di... Concentration Rank 5

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

9.78 1.32 ug/L 313828 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. cvano-. 1l.1-dimethy... 141 C7H11NO2 001116-98-9 56
2 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 45
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 45
4 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 39
5 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 38

Abundance Scan 2625 (9.780 min): VU038129.D (-2615) (-) m/z 59.00 100.00%
59
5000 /\
41 B e
45 69 g1 97 115 940 960 980 1000
"'I""I""I""II|'|'"I"l!!i'""I""I""I'"I'I""I:'I"I""I""I""I' m/z 57.05 56.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
5000 41

9.40 9.60 9.80 10.00

68 m/z 41.00 21.31%
o ), | 126 14
AR B A EAmE B LA R RARRRERESRLN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
9.40 9.60 9.80 10.00
5000 m/z 42.95 12.20%
mmmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18946: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 9.40 9.60 9.80 10.00
m/z 56.05 12.04%
41
5000
68
15 h\ I, \ 86 104 115 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 1,5-Cyclooctadiene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.76 ug/L 654972 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclooctadiene 108 C8H12 000111-78-4 96
2 1.5-Cvclooctadiene 108 C8H12 000111-78-4 95
3 1.5-Cvclooctadiene. (Z.2)- 108 C8H12 001552-12-1 90
4 1.5-Cvclooctadiene. (E.Z2)- 108 C8H12 005259-71-2 86
5 4-Cyanocyclohexene 107 C7HON 000100-45-8 74
Abundance Scan 2874 (10.581 min): VU038129.D (-2859) (-) m/z 54.00 100.00%
[} 67
5000 39 80
L gl Al sl % ore iz | 10201040 s o
”,”.W.H.P.H,H.J'h...d ”.,n”.“.”,”.w.“.“.”, m/z 67.00 92.21%
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #5409: 1,5 Cyclooctadiene
54 67
5000 AR AR AR SRR I
3 80 10,20 10.40 10.60 10.80
27 93 m/z 80.10 51.44%
"|'%?'|"'L|""|L"'ih|"'|"!! "J’F""|""|"%??""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
54 67
39 10.20 10.40 10.60 10.80
5000 80 m/z 39.00 48.55%
27
93
15 108
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #5449: 1,5-Cyclooctadiene, (Z,2)-
54 10.20 10.40 10.60 10.80
67 m/z 79.00 47.88%
39
5000 80
Lol il T e
LI | |
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 120 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.89 0.74 ug/L 211335 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl bicvclol2.2.11-2.5-hept... 208 C11H1204 000947-57-9 43
2 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HO9N 000095-11-4 35
3 Bicvclol2.2.1Thept-5-ene-2-carbo... 138 C8H1002 000120-74-1 35
4 2-Acetvl-5-norbornene 136 C9H120 005063-03-6 35
5 Dicyclopentadiene 132 C10H12 000077-73-6 35

Abundance Scan 2970 (10.890 min): VU038129.D (-2962) (-) m/z 43.00 100.00%

5000

10.60 10.80 11.00 11.20
m/z 66.00 69.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67351: Dimethy! bicyclo[2.2.1]-2,5-heptadiene-2,3-dicarbo...
15 66

5000 LN S N B D B N
10.60 10.80 11.00 11.20
m/z 56.05 60.83%
TTT I II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
66
RN EEERE LTRSS L
10.60 10.80 11.00 11.20
5000 m/z 79.00 42 .78%
39
15 91105119
wmﬁwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17393: Bicyclo[2.2.1]hept-5-ene-2-carboxylic acid
66 10.60 10.80 11.00 11.20
m/z 58.95 37.31%
5000
39
A | 9lq05119 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Mesitylene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.48 0.58 ug/L 164056 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3154 (11.481 min): VU038129.D (-3142) (-) m/z 105.05 100.00%
105
5000 120
77
39 51 59 91 11.20 11.40 11.60 11.80
S Y I L AN T2 SO <P 1= | m/z 120.10 47.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
. m/z 77.00 13.97%
15 27 39 Slsges gy Gog |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 10.50%
27 39 51565 /91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9400: Mesitylene
105 11.20 11.40 11.60 11.80
120 m/z 106.10 8.90%
5000
39
27 51 o 91
S SNV - O P S -1 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.68 ug/L 192941 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 47
2 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 38
3 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 37
4 (SSY- or (RR)-4-methvl-2.3-penta... 118 C6H1402 006464-40-0 12
5 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 12
Abundance Scan 3207 (11.652 min): VU038129.D (-3191) (-) m/z 73.10 100.00%
7B
55 ?
5000
105
97 115
|‘ || 83 129 11.40 11.60 11.80 12.00
SN | N 1 :.-.-,.'...,..'..,....,....,...'.,.:..,....,. m/z 55.00 55.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21156: 3-Heptanol, 3,6-dimethyl- ’VJVJL\/\N
B
55 e
5000 27 43 11:40 11.60 11.80 12.00
‘ 97 115 m/z 42.95 28 .52%
B M ey B s | e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73
11140 1160 11.80 12.00
5000 55 m/z 105.10 27.53%
43 o7
29 115
15 83 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21148: 3-Heptanol, 3,5-dimethyl-
73 11.40 11.60 11.80 12.00
m/z 41.00 25.36%
5000 55
97 115
"W"”I"”I"”I'”'I”'UI”'JH”"Pg?ﬁ"jW"'W'j'ﬁ"}ﬁ?'“l'”'l' UL SR B SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.11 1.72 ug/L 488423 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 86
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 86
4 Indane 118 C9H10 000496-11-7 70
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 3350 (12.111 min): VU038129.D (-3331) (-) m/z 117.10 100.00%
117
5000
91 105
39 51 63 77 | 1251?4 150 11.80 12.00 12.20 12.40
"I""I""I""II""II""I'I'I"I"'III""II""I'I"'I"'I RS SARA BABANBRRA SN m/z 118.10 56.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8951: Indane
117
5000 "|"'/'\|""|""|""|
11.80 12.00 12.20 12.40
o1 m/z 115.10 35.95%
15 27 39 51 63 77 7 103
LN RARAN RARAS RARASRRAAN KRALE NRARE NLARS RAALN RARAN LARASRALLS UULA) UAARE RAMASRARAN

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

Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 119.05 30.41%
91
39
27 51 65 77 103
wwwwmmﬂmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl-
117 11.80 12.00 12.20 12.40
m/z 105.10 25.13%
5000 o1
39 &1 78 103
m/z--> 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\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Benzeneacetic acid, .alpha.... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.56 0.93 ug/L 263591 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid. .alpha.-meth... 180 C10H1203 056143-21-6 72
2 Benzene. (1l.2-dimethoxvethvIl)- 166 C10H1402 004013-37-0 72
3 Benzene. (l-methoxvpropvl)- 150 C10H140 059588-12-4 72
4 Benzene. (3-i1odo-l1-methoxvpropvl)- 276 C10H13I0 1000327-31-9 64
5 4-Methyl-2-propylphenol 150 C10H140 004074-46-8 64
Abundance Scan 3490 (12.562 min): VU038129.D (-3479) (-) m/z 121.10 100.00%
1
5000
77 91 SNSRI N
39 51 65 105 12.20 12.40 12.60 12.80
e bl 92 220 Tm/z 91.05  23.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #45308: Benzeneacetic acid, .alpha.-methoxy-, methyl ester...
121
5000 12.20 12.40 12.60 12.80
o g1 m/z 77.00 20.18%
105
'W””P”W””P”ﬁi”E%W””P”W“”PLW””H”W””P“W““P“W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
121
12.20 12.40 12.60 12.80
5000 m/z 122.00 8.35%
7 91
15 29 39 51 45 105 135 152 166

mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 /
Abundance #23737: Benzene, (1-methoxypropyl)- ey

121 12.20 12.40 12.60 12.80

m/z 105.05 7.17%

5000
77 91

51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.70 0.53 ug/L 149187 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
2 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
3 Indan. 1-methvl- 132 C10H12 000767-58-8 81
4 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 80
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 3533 (12.700 min): VU038129.D (-3524) (-) m/z 117.10 100.00%
117
5000
o1 132
39 595765 77 105 ‘ ‘ 12.40 12.60 12.80 13.00
..,....,....,....',....i...'.,:':'.~.,...".,....-,|....,:-.-..,..!!i...'."i'.-!..,....1,5.1..., m/z 115.05  34_10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000 AR RRANARSRRA RARRE
o1 12.40 12.60 12.80 13.00
,, 3 5165 77 ‘ 105 m/z 119.05 32.94%
"I'%?'I"'hl'"'h""ihh"I:hL'I'::h”""”:"'l:hL'l" I!l""lll""'l""l"''|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 132.10 27 .33%
91
o7 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-

117 12.40 12.60 12.80 13.00
m/z 91.10 18.11%

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\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 11 Benzene, 4-chloro-1,2-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.84 1.15 ug/L 327750 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 95
2 m-Xvlene. 5-chloro- 140 C8HOCI 000556-97-8 94
3 Benzene. l1-chloro-2.3-dimethvl- 140 C8HOCI 000608-23-1 93
4 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 90
5 Benzene, 2-chloro-1,4-dimethyl- 140 C8HOClI 000095-72-7 89
Abundance Scan 3577 (12.841 midr)1):VUO38129.D(—3567) ) m/z 105.05 100.00%
105
5000 140
125
| hl | | 152 207 12.60 12.80 13.00 13.20
, A -'h SN AP RSN | 1 | MY ———— - m/z 140.05 41.41%
m/z--> 20 100 120 140 160 180 200
Abundance #18619. Benzene, 4-chloro-1,2-dimethyl-
105
5000 140 LR BRI SO BN SR
12.60 12.80 13.00 13.20
77 125 m/z 135.10 25.10%
51
15 27 39 " 63 | 89
m/z--> 25 Jo eb éo 160 150 140 1éo 1éo 260
Abundance
105
140 12.60 12.80 13.00 13.20
5000 m/z 77.10 23.36%
51 i 125
15 27 39 63 89
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18614: Benzene, 1-chloro-2,3-dimethyl-
105 12.60 12.80 13.00 13.20
m/z 125.00 22.15%
5000 140
51 77 125
'}?I??'??'”"I"'”M g "JJ"'IJ“"TM"'I AU NS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.99 0.53 ug/L 149120 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3623 (12.989 min): VU038129.D (-3609) (-) m/z 119.10 100.00%
119
5000 134
oL 149
39 51 65 17 107 164 12.60 12.80 13.00 13.20 13.40
S TS FAPROOYHUUURS TN NSRS o 1 R m/z 134.10 48.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
91 m/z 149.20 27.09%
15 27 el 65 | o .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
- 12,60 12.80 13.00 13.20 13.40
5000 m/z 91.00 17.86%

39 91
27 51 65 77 105

wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- P B aar ety So S
12.60 12.80 13.00 13.20 13.40
m/z 77.00 11.19%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 1-Methyldecahydronaphthalene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.07 1.02 ug/L 290247 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 94
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 94
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 90
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 89
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 70

Abundance Scan 3648 (13.070 min): VU038129.D (-3633) (-) m/z 67.00 100.00%
67 152
82 95
41
5000 o 137
109 121 B R e e R
| " ‘ | | 163 12.80 13.00 13.20 13.40
e et S Tm/z 152,15 89.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25436: 1-Methyldecahydronaphthalene
a 67
95 152
55
5000
137 12.80 13.00 13.20 13.40
‘ ‘ ‘ 109 ‘ m/z 95.10 82.81%
'VHW'“dh“ﬂ"hvﬂﬁ'Jm' '”“V“h" jﬁi'“‘w“wl'W““v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 67
95 s vy Ve M
55 81 152 1280 1300 13.20 13.40
5000 m/z 82.05 80.91%
137
109
123
mmmmﬂmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25429: trans-Decalin, 2-methyl- TR e T
81 12.80 13.00 13.20 13.40
67 m/z 81.00 74 .50%
41 55 9% 152
5000
137
29 109
123
JUNSRRIUNERS SR UL LN NN NI NN LRSS ULAN SRS BRI AR SARAS BARRE K SRR SRR SN B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Benzene, (2-methylcycloprop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.48 1.22 ug/L 345411 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 93
2 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 91
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 91
4 Indan., 1-methvl- 132 C10H12 000767-58-8 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87
Abundance Scan 3776 (13.481 min): VU038129.D (-3765) (-) m/z 117.10 100.00%
147 ?
5000 132
39 51 65 77 | 107 152 166 18 13.20 13.40 13.60 13.80
e = m/z 132.10  40.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
5000 132
o1 13.20 13.40 13.60 13.80
m/z 115.10 28.96%
39 51 65 77 | 103
"w'%q'H'J”|@"'|'“'|“"'|'““|""|”"|"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
130 13.20 13.40 13.60 13.80
5000 m/z 91.00 19.65%
91
77
39 51 65 105
15 27
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)- e R
117 13.20 13.40 13.60 13.80
m/z 131.10 18.13%
5000
g1 132
77
39 51 65 105
..1.5| |2\|7| "I : .“l‘. I\NI 'H;‘“I - I\H‘II l‘l .‘l“.‘.l s e A
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 15 4H-Pyran-4-one, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.63 0.86 ug/L 243190 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Pvran-4-one. 2.6-dimethvl- 124 C7H802 001004-36-0 52
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 50
3 Triallvisilane 152 C9H16Si1 001116-62-7 49
4 Crotvl methacrvlate 140 C8H1202 007376-45-6 47
5 Cyclopentane, 1,1,3-trimethyl-3-._.. 166 C12H22 074421-09-3 47
Abundance Scan 3822 (13.629 min): VU038129.D (-3812) (-) m/z 69.05 100.00%
¢
43
5000
' 13.40 13.60 13.80 14.00
s AL m/z 43.00 66 .18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10449: 4H-Pyran-4-one, 2,6-dimethyl-
43 124
5000 69 RN B UL AN SR
95 13.40 13.60 13.80 14.00
81 m/z 55.00 52.42%
27
B O30 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 69 83
a USRI BRI BRI SR
13.40 13.60 13.80 14.00
5000 o5 m/z 41.00 41 _31%
27 110 152
123 137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26142: Triallylsilane e RRREE R e
69 13.40 13.60 13.80 14.00
m/z 95.10 34 .83%
83
5000 43
111
m/z--> 20 4'0 6|O 8|O 100 150 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Pyridine, 2,5-diamino- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.60 0.95 ug/L 269263 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.5-diamino- 109 C5H7N3 004318-76-7 64
2 7-(2.6-Dimethvl-hepta-1.5-dienvl... 272 C20H32 1000190-62-8 64
3 2.3-Pvridinediamine 109 C5H7N3 000452-58-4 64
4 1.10-Dimethvl-2-methvlene-trans-... 178 C13H22 1000103-97-8 53
5 8-(2,6-Dimethyl-hepta-1,5-dienyl... 272 C20H32 113725-56-7 50
Abundance Scan 4124 (14.600 min): VU038129.D (-4114) (-) m/z 109.05 100.00%
109
5000 j\
43 69 AR BN SUNRAR SN
o1 177192 14.20 14.40 14.60 14.80 15.00
el L W 9123 1491631777207 nj7 43.00  15.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5536: Pyridine, 2,5-diamino-
109
5000 AR B UL SR B
14.20 14.40 14.60 14.80 15.00
54 82 m/z 69.05 14 .43%
14 %8 68
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
1420 14.40 14.60 14.80 15.00
5000 m/z 81.05 14 .29%
41 69 178
27 | 9 o1 135 160 203 219 238 254 272
wwwﬁwwﬁwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5526: 2,3-Pyridinediamine T e
109 14.20 14.40 14.60 14.80 15.00
m/z 41.00 13.38%
82
55
28
14 T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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: Cyclicl5.12 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.12 1.20 ug/L 339437 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 50
2 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 50
3 Cvclopropane. 1.1.2-trimethvl-3-... 140 C10H20 041977-43-9 49
4 2.3-Dimethvl-2-octene 140 C10H20 019781-18-1 46
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 43
Abundance Scan 4286 (15.121 min): VU038129.D (-4273) (-) m/z 55.05 100.00%

5000

:

14.80 15.00 15.20 15.40
m/z 83.00 74.18%

193208222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
97 14.80 15.00 15.20 15.40
27 69 140 m/z 41.00 64 .70%
111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
L A B e
41 14.80 15.00 15.20 15.40
5000 m/z 69.05 62.97%
97
69
27 140
13 111125
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18081: Cyclopropane, 1,1,2-trimethyl-3-(2-methylpropy!l)- AR R
55 83 14.80 15.00 15.20 15.40
69 m/z 140.20 53.79%
5000
41 97
‘ 140
””,””“.N“&Hﬁ”w.”w”.w””,””..”.”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 Diphenyl ether Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.15 1.73 ug/L 492507 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvl ether 170 C12H100 000101-84-8 94
2 Diphenvl ether 170 C12H100 000101-84-8 93
3 Diphenvl ether 170 C12H100 000101-84-8 91
4 Diphenvl ether 170 C12H100 000101-84-8 91
5 N-Phenethylbenzenesulfonamide 261 C14H15N02S 077198-99-3 50
Abundance Scan 4606 (16.150 min): VU038129.D (-4590) (-) m/z 170.10 100.00%
170
141
5000 51 77
He 15.80 16.00 16,20 16.40
94 : : : :
- 08 DI .|.,....-,-. 18 | 920 0  m/z 141.10  62.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38283: Diphenyl ether
170
5000 S 141 A AR AN SRR

15. 80 16. OO 16 20 16.40

m/z 77.00 43.26%

27 ‘ 115 ‘
B WY N - I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
170

15.80 16.00 16.20 16.40

5000 m/z 51.00 38.99%
77 141
51
27 94 115 .

mmwwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38284: Diphenyl ether P T TP T T T

170 15. 80 16. 00 16 20 16. 40

m/z 142_.10 30.86%

5000
51 77 141 /\\
115 ‘
28 )l % 155 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051220\
Data File : VU038129.D

Aca On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.84 1.09 ug/L 309699 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 99
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 97
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 76
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 25
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 25
Abundance Scan 4821 (16.841 min): VU038129.D (-4811) (-) m/z 177.15 100.00%
117
41
67 220
5000
205
191 081 16.60 16.80 17.00 17.20
m/z 41.00 74 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000 I BN SULIU UM B
67 135149 205 1660 16.80 17.00 17.20
‘ ‘]53 m/z 67.05 61.60%
- J | |||| || |“|| ||.| |]|| |l||| ||| || ||||||I Illlql:l: PR N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
177 220
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
16.60 16.80 17.00 17.20
41 9
5000 &7 135149, - m/z 220.20 56.71%
91 ;7121
27 107 101
mﬁmwﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl... L e
177 16.60 16.80 17.00 17.20
m/z 135.10 46.04%
220
41
5000
57 35
149,65 205
1 9% 121 ‘ ‘
T“H\\\H\M Mmﬂhﬂhﬂmﬂwlﬂfﬂ-nljnll”Iwnlw”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051220\
Data File : VU038129.D

Acq On : 12 May 2020 17:08

Operator : JC/MD

Sample : L2570-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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]
Ethane, 1,2-dichl... 2.40 0.9 ug/L 156095 1 6.28 900335 5.0
Acetic acid, cyan... 9.78 1.3 ug/L 313828 2 9.44 1185620 5.0
1,5-Cyclooctadiene 10.58 2.8 ug/L 654972 2 9.44 1185620 5.0
unknown-01 10.89 0.7 ug/L 211335 3 11.82 1419910 5.0
Mesitylene 11.48 0.6 ug/L 164056 3 11.82 1419910 5.0
unknown-02 11.65 0.7 ug/L 192941 3 11.82 1419910 5.0
Indane 12.11 1.7 ug/L 488423 3 11.82 1419910 5.0
Benzeneacetic aci... 12.56 0.9 ug/L 263591 3 11.82 1419910 5.0
Benzene, l-methyl... 12.70 0.5 ug/L 149187 3 11.82 1419910 5.0
Benzene, 4-chloro... 12.84 1.1 ug/L 327750 3 11.82 1419910 5.0
Benzene, 1,2,4,5-_... 12.99 0.5 ug/L 149120 3 11.82 1419910 5.0
1-Methyldecahydro... 13.07 1.0 ug/L 290247 3 11.82 1419910 5.0
Benzene, (2-methy... 13.48 1.2 ug/L 345411 3 11.82 1419910 5.0
4H-Pyran-4-one, 2... 13.63 0.9 ug/L 243190 3 11.82 1419910 5.0
Pyridine, 2,5-dia... 14.60 0.9 ug/L 269263 3 11.82 1419910 5.0
(DEL) Alkane: Cyc... 15.12 1.2 ug/L 339437 3 11.82 1419910 5.0
Diphenyl ether 16.15 1.7 ug/L 492507 3 11.82 1419910 5.0
2,5-Cyclohexadien... 16.84 1.1 ug/L 309699 3 11.82 1419910 5.0
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