LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 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 V\METHOD\SOMVTRO80918WMA .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 1.029 27 43 69 rBvY 4679193 5710424 100.00% 22.958%
2 1.318 123 133 143 rBv2 154071 185411 3.25% 0.745%
3 1.582 208 215 225 rVB 99719 114193 2.00% 0.459%
4 1.974 329 337 351 rVB2 43834 67072 1.17% 0.270%
5 2.131 377 386 398 rBV 193676 270399 4.74% 1.087%
6 2.787 579 590 607 rVB2 82755 160476 2.81% 0.645%
7 3.231 717 728 741 rVB2 45453 101237 1.77% 0.407%
8 3.807 891 907 926 rVB2 34163 88804 1.56% 0.357%
9 3.971 933 958 975 rBV3 168452 488919 8.56% 1.966%
10 4.408 1076 1094 1130 rVvB2 153704 459449 8.05% 1.847%
11 4.720 1177 1191 1204 rBV5 34595 87701 1.54% 0.353%
12 4.810 1204 1219 1239 rVB3 77145 192055 3.36% 0.772%
13 4.951 1248 1263 1270 rBvV3 24770 57510 1.01% 0.231%

14 5.099 1291 1309 1317 rBV2 362058 835811 14.64% 3.360%
15 5.151 1317 1325 1340 rVV 509777 1107001 19.39% 4.451%

16 5.225 1342 1348 1360 rVvVv4 52447 114760 2.01% 0.461%
17 5.668 1471 1486 1515 rBV2 296561 588803 10.31% 2.367%
18 5.925 1551 1566 1573 rBV2 50696 118540 2.08% 0.477%
19 6.125 1615 1628 1654 rVB 205360 474516 8.31% 1.908%
20 7.035 1897 1911 1925 rBV 88010 160777 2.82% 0.646%

21 7.363 2001 2013 2026 rVvVv 332166 577527 10.11% 2.322%
22 7.437 2026 2036 2047 rVB 63104 106743 1.87% 0.429%
23 7.671 2094 2109 2130 rBV2 50137 118242 2.07% 0.475%
24 8.150 2239 2258 2291 rBv4 357098 941802 16.49% 3.786%
25 8.903 2478 2492 2494 rBV 438970 591998 10.37% 2.380%

26 8.929 2495 2500 2528 rVB 765980 1243052 21.77% 4.998%
27 9.060 2529 2541 2551 rBV 538755 841327 14.73% 3.383%
28 9.186 2567 2580 2599 rBV 887181 1479579 25.91% 5.949%
29 9.282 2600 2610 2630 rVB2 93329 180090 3.15% 0.724%
30 9.591 2695 2706 2724 rVB 267851 429293 7.52% 1.726%

31 9.980 2813 2827 2837 rBV 99466 161944 2.84% 0.651%
32 10.054 2839 2850 2866 rVvVv 271925 444573 7.79% 1.787%
33 10.266 2902 2916 2932 rBV 162696 279123 4._.89% 1.122%
34 10.398 2944 2957 2975 rBV2 298467 605842 10.61% 2.436%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 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_V\METHOD\SOMVTRO80918WMA .M
Title - TRACE VOA SOMO1.0

35 10.498 2979 2988 2992 rBV2 38864 60042 1.05% 0.241%
36 10.588 3007 3016 3027 rVB 40235 62451 1.09% 0.251%

37 10.787 3070 3078 3087 rVB 86089 124266 2.18% 0.500%
38 10.964 3111 3133 3152 rBV 145494 256059 4.48% 1.029%
39 11.301 3226 3238 3256 rBV 405551 750386 13.14% 3.017%
40 11.388 3257 3265 3274 rVV 63602 97142 1.70% 0.391%

41 11.446 3274 3283 3294 rVB 76693 117224 2.05% 0.471%
42 11.581 3307 3325 3338 rBV2 275985 542296 9.50% 2.180%
43 11.691 3345 3359 3382 rVB2 693125 1588285 27.81% 6.386%
44 12.041 3458 3468 3482 rBV2 226111 409930 7.18% 1.648%
45 12.166 3499 3507 3521 rBV2 38955 80786 1.41% 0.325%

46 12.308 3542 3551 3562 rVB2 82394 124646 2.18% 0.501%
47 12.465 3581 3600 3608 rBVY 57033 100723 1.76% 0.405%
48 12.517 3609 3616 3630 rVB3 39069 70797 1.24% 0.285%
49 12.777 3687 3697 3709 rVB2 52443 84835 1.49% 0.341%
50 12.938 3727 3747 3761 rBV2 137319 241513 4.23% 0.971%

51 13.099 3787 3797 3809 rVB4 64213 109514 1.92% 0.440%
52 13.330 3857 3869 3878 rBV3 91634 163718 2.87% 0.658%

53 13.498 3912 3921 3931 rVB5 52754 92154 1.61% 0.370%
54 13.559 3931 3940 3960 rVB 39891 71885 1.26% 0.289%
55 14.044 4081 4091 4104 rVB3 29506 58187 1.02% 0.234%
56 14.288 4159 4167 4181 rVB 33408 57449 1.01% 0.231%

57 15.562 4549 4563 4575 rBV 139372 223608 3.92% 0.899%

Sum of corrected areas: 24872889
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
VV006967 .D

09 Aug 2018 23:07

SY/MD

J4399-07

25 mL/MSVOA V/WATER

23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: VV006967.D

1j03

3.97

3.23 3.81

0 7
Time-->

T
3.50

Abundance

4000000

3000000

2000000

1000000

TIC: VV006967.D

7.36

7.03 /\7.44 7.67

Time--> 6.50

Oy

7.50

9.50

7.00 9.00

12.1

Abundance

4000000

3000000

2000000

1000000

Time-->

o2 123122182 12.78%,943.10 13.333.566

TIC: VV006967.D

14.04 14.29 15.56

15.50

15.00

13.50

'I T I T T T T I T T
12.50 13.00 14.00 14.50

16.00

16.50

T
17.00

T
17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 2 Ethyl ether Concentration Rank 22

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

1.97 0.57 ug/L 67072 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 52
2 Ethvl ether 74 C4H100 000060-29-7 52
3 Ethvl ether 74 C4H100 000060-29-7 50
4 Ethvl ether 74 C4H100 000060-29-7 50
5 Ethyl ether 74 C4H100 000060-29-7 50

Abundance Scan 336 (1.971 min): VV006967.D (-329) (-) m/z 59.00 100.00%
59
45 74
5000 117

1.60 1.80 2.00 2.20 2.40

| 98 135 152 219 236252 281
.,....,....~,||!-.'.:..:'.-,--....,....|,....,..-..,....,....,....,....,....,....,.. m/z 74.05 70.84%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #840: Ethyl ether
31
59
5000 74 LA L L L L LB L B
1.60 1.80 2.00 2.20 2.40
m/z 44.95 69.65%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #844: Ethyl ether
31
59 R STA=STe s A
74 1.60 1.80 2.00 2.20 2.40
5000 m/z 67.00 55.10%
15‘ ‘
B B N o o L o o L e o R R R RS EEER EER S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #842: Ethyl ether
31 1.60 1.80 2.00 2.20 2.40
m/z 116.90 38.90%
5000 59
15 74
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

2.79 1.36 ug/L 160476 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 74
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 74
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
4 Nonane. 2.2.3-trimethvl- 170 C12H26 055499-04-2 50
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50

Abundance Scan 591 (2.791 min): VV006967.D (-579) (-) 57.10 100.00%
57
41
5000
240 260 2.80 3.00 3.20
219233 250 m/z 56.05 89.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57
41
5000 L L UL L
240 2.60 2.80 3.00 3.20
m/z 41.00 58.07%
2
71 86
mz> 0 20 40 60 80 100 130 140 180 180 200 230 240
Abundance #1826: Pentane, 3-methyl-
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
41 2.40 2.60 2.80 3.00 3.20
5000 m/z 43.00 21.12%
2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1827: Pentane, 3-methyl- T e
57 240 2.60 2.80 3.00 3.20
m/z 39.00 14 .58%
41
5000
2
w e
m/z--> 0 2'0 40 60 8|O 100 120 140 160 180 200 220 240 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 (DEL) Alkane: Cyclic3.81 Concentration Rank 17

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

3.81 0.75 ug/L 88804 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
2 Cvclohexane 84 C6H12 000110-82-7 59
3 Cvclohexane 84 C6H12 000110-82-7 59
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 58
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 58

Abundance Scan 908 (3.810 min): VV006967.D (-891) (-) m/z 56.05 100.00%
56
5000 41 69
84 007 340 3.60 3.80 4.00 4.20
m/z 41.00 42 _.87%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1491: Cyclopentane, methyl-
56
5000 4l USRS REE LA RS S
69 3.40 3.60 3.80 4.00 4.20
. 84 m/z 69.10 41 .35%
w"}?w"'wH“J|'“'|"“|"'w"'w""w"'w"'l“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1458: Cyclohexane
56
84
3.40 3.60 3.80 4.00 4.20
5000 41 m/z 55.00 27 .18%
69
2 1)
w"}?wm"h“'Jl““'|U'“|"'w"'w""w"'w"'l“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56 3.40 3.60 3.80 4.00 4.20
41 84 m/z 67.10 24 .09%
5000 7
69
15 ‘ ‘
'F”'hIMM'kh“ml'“”Iv"W""P"'P"'I”"I”"I'”'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

4.81 1.63 ug/L 192055 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 50

Abundance Scan 1219 (4.810 min): VV006967.D (-1204) (-) m/z 56.00 100.00%
96
43
5000 71
83 440 4.60 4.80 5.00 5.20
8 207 m/z 43.05 71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
g6
5000
29 71 440 4.60 4.80 5.00 5.20
m/z 57.00 65.04%
N
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
440 4.60 4.80 5.00 5.20
5000 m/z 40.95 64 .92%
29 71
s | 4| ®w
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
43 56 440 4.60 4.80 5.00 5.20
m/z 70.95 38.48%
5000
29 71
\‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 6-Methyl-2-heptanol, methyl... Concentration Rank 9

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

9.28 1.52 ug/L 180090 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-heptanol. methvl ether 144 C9H200 1000365-52-0 64
2 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 59
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 45
4 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 43
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 40

Abundance Scan 2609 (9.279 min): VV006967.D (-2600) (-) m/z 59.00 100.00%
99
5000
41
49 69 79 97 105 115 9.00 9.20 9.40 9.60
..,....,....,....',:|...',.~.”!i....-,....,....,...'.,....,:.'..,....,....,....,. m/z 57.00 69.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59
5000
9.00 9.20 9.40 9.60
m/z 40.95 31.47%
15 29 fl, 51| 69 84 97 112 129 143
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7830: Butanamide, 3,3-dimethyl-
59
9.00 9.20 9.40 9.60
5000 m/z 56.05 18.59%
41
‘\ 49 71 83 g1 100 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 9.00 9.20 9.40 9.60
m/z 54.95 16.94%
5000
41
29 101
”P'”I”MW”'hAHW'”“'”'ﬂ%'PﬁqP'”P'”I””I”'W”'W'”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 1,5-Cyclooctadiene, (Z,2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.75 ug/L 444573 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclooctadiene. (Z.2)- 108 C8H12 001552-12-1 83
2 1.5-Cvclooctadiene. (E.Z2)- 108 C8H12 005259-71-2 83
3 1.5-Cvclooctadiene 108 C8H12 000111-78-4 81
4 Platinum. bisl(1.2.5.6-.eta.)-1.... 411 C16H24Pt 012130-66-4 80
5 1,5-Cyclooctadiene 108 C8H12 000111-78-4 72
Abundance Scan 2849 (10.051 min): VV006967.D (-2839) (-) m/z 54.00 100.00%
5000
" '9.80 10.00 10.20 10.40
o m/z 67.00 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5449: 1,5-Cyclooctadiene, (Z,2)-
B
39
5000 9.80 10.00 10.20 10.40
93 m/z 78.95 52.66%
108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5448: 1,5-Cyclooctadiene, (E,2)-
S4
9.80 10.00 10.20 10.40
5000 39 | 67 m/z 80.10 51.80%
93 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5409: 1,5-Cyclooctadiene L e e R
54 g7 9.80 10.00 10.20 10.40
m/z 38.95 44 .96%
5000 39
93
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40

SOMVTRO80918WMA .M Fri Aug 10 17:06:42 2018

Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.40 4.04 ug/L 605842 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 92
2 Benzene. proovl- 120 C9H12 000103-65-1 70
3 1.3.5-Cvcloheptatriene. 7-ethvl- 120 C9H12 017634-51-4 64
4 Benzene. propvl- 120 C9H12 000103-65-1 58
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 53
Abundance Scan 2958 (10.401 min): VV006967.D (-2944) (-) m/z 91.00 100.00%
o
5000
o 120
43 51 78 105 137 10.00 10.20 10.40 10.60 10.80
reprrrrprrrrproob e P8 L 98 P8, L 126 T m/z 120.10 21.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9407: Benzene, propyl-
o

5000
10.00 10.20 10.40 10.60 10.80

- 120 m/z 65.00 10.94%
15 27 3|9 51 58 78 | 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9408: Benzene, propyl-
o1

10.00 10.20 10.40 10.60 10.80
5000 m/z 92.05 10.41%

120
7 % s % m | s
T P e e e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9441: 1,3,5-Cycloheptatriene, 7-ethyl-
o

10.00 10.20 10.40 10.60 10.80
m/z 42.95 8.38%

105
5000
39 120
27 ‘ 51 65 77
L lss [isa e8| 113

I I T I 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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, l-ethyl-2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.79 0.83 ug/L 124266 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3079 (10.790 min): VV006967.D (-3070) (-) m/z 105.00 100.00%
105
5000
120
79 10.40 10.60 10.80 11.00 11.20
51 ) . ) ) .
et e 20T 29 sz 120,10 29.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00 11.20
m/z 77.00 13.18%
39 4o 77 01
S P A S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
10.40 10.60 10.80 11.00 11.20
5000 m/z 91.00 10.31%
3 7 a1 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 10.40 10.60 10.80 11.00 11.20
m/z 79.05 8.67%
5000
120
15 3\9 63 7\7 o 1l
m/z--> 20 40 6|O 80 100 150 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.96 1.71 ug/L 256059 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3132 (%1)0.961 min): VV006967.D (-3111) (-) m/z 105.00 100.00%
105
5000 120
791 10.60 10.80 11.00 11.20
e Sl e M b 334 209 281 7712000 | 45.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105
120
5000

10.60 10.80 11.00 11.20
m/z 77.00 14.41%

7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
AR e e R
120 10.60 10.80 11.00 11.20
5000 m/z 119.00 13.99%
39 7791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9412: Benzene, 1,2,3-trimethyl-

10.60 10.80 11.00 11.20
m/z 91.05 12.00%

5000

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 V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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, 1,2,3-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.39 0.65 ug/L 97142 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3266 (%)1.391 min): VV006967.D (-3257) (-) m/z 105.00 100.00%
105
5000 120
39 6 7|7 01 260 11.00 11.20 11.40 11.60 11.80
SN e S — m/z 120.00 45.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.00 11.20 11.40 11.60 11.80
m/z 76.95 13.78%
39 77 91
.}ﬁd.ﬁ.iWH.M”LWW.WH.WH.WH..”..”..”..”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9399: Mesitylene
105
120 LRI AL DU N B
11.00 11.20 11.40 11.60 11.80
5000 m/z 119.00 11.47%
39 77 91
I ) Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-

11.00 11.20 11.40 11.60 11.80
m/z 106.10 9.90%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, cyclopropyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.45 0.78 ug/L 117224 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 94
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 93
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 93
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
Abundance Scan 3284 (11.449 min): VV006967.D (-3274) (-) m/z 117.00 100.00%
117
5000
91
39 63 78 11.20 11.40 11.60 11.80
s 2 28 m/z 117.95  67.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8964: Benzene, cyclopropyl-
117
5000 U SUNLRE L SRR B
o1 11.20 11.40 11.60 11.80
m/z 115.00 42 _46%
o7 51 6578 | 404

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8958: Benzene, 1-propenyl-
7

11.20 11.40 11.60 11.80
m/z 91.00 27.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8954: (2)-1-Phenylpropene
7

11.20 11.40 11.60 11.80
m/z 39.00 8.94%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.61 ug/L 542296 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 trans-Cinnamvl bromide 196 C9OH9Br 026146-77-0 72
3 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 68
4 7-Methvlenecvcloocta-1.3.5-triene 118 C9H10 002570-13-0 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 62
Abundance Scan 3325 (11.581 min): VV006967.D (-3307) (-) m/z 117.00 100.00%
117
5000
39 58 . 911 Al 134 155 007 260 11.20 11.40 11.60 11.80
B I T AT m/z 118.00 54 _.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8951: Indane
117
5000 |""|""|""|""|/'\

11.20 11.40 11.60 11.80
m/z 115.00  42.27%

91
26 39 63 47
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58675: trans-Cinnamyl bromide

11.20 11.40 11.60 11.80
m/z 116.00 16.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8970: Benzene, 1-ethenyl-4-methyl-

117 11.20 11.40 11.60 11.80

m/z 90.95 15.52%
5000 o1
39
63
2 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, (3-iodo-1-methoxyb... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.73 ug/L 409930 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-iodo-1-methoxvbutvI)- 290 C11H1510 1000327-38-8 64
2 Benzeneacetic acid. .alpha.-meth... 166 C9H1003 007021-09-2 64
3 Benzeneacetic acid. .alpha.-meth._.. 180 C10H1203 056143-21-6 64
4 Benzeneacetic acid. .alpha.-meth... 180 C10H1203 056143-21-6 64
5 Benzene, (1,2-dimethoxyethyl)- 166 C10H1402 004013-37-0 64
Abundance Scan 3468 (12.041 min): VV006967.D (-3458) (-) m/z 121.00 100.00%
121
5000
77 91 SRNMHNEE EE .-
51 105 11.80 12.00 12.20 12.40
S b el 22022 Tm/Zz 90.95  24.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #135479: Benzene, (3-iodo-1-methoxybutyl)-
121
5000
11.80 12.00 12.20 12.40
m/z 77.00 20.47%
77 91105
41 63 147161 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35777: Benzeneacetic acid, .alpha.-methoxy-, (.+/-.)-
121
11.80 12.00 12.20 12.40
5000 m/z 117.05 10.68%
77
91
1520 51 | 7105 | 434
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45308: Benzeneacetic acid, .alpha.-methoxy-, methyl ester...
121 11.80 12.00 12.20 12.40
m/z 122.10 8.91%
5000
7
51 9 105
IIII""I'""I""I""I""'I""'IIIII SR SRR S D B ',"\" ABSLARLUAR A DA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, (1-methyl-1-propen... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.17 0.54 ug/L 80786 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 87
3 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 87
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 86
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
Abundance Scan 3508 (12.170 min): VV006967.D (-3499) (-) m/z 117.00 100.00%
117
5000
132
91
51 65 11.80 12.00 12.20 12.40
E e e 20 | m/z 115.00  35.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000
11.80 12.00 12.20 12.40
a1 m/z 132.00 29.84%
51 77
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
7

11.80 12.00 12.20 12.40
m/z 91.00 14.29%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14051: (E)-1-Phenyl-1-butene
7

11.80 12.00 12.20 12.40
m/z 116.10 13.02%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, 4-chloro-1,2-dimet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.31 0.83 ug/L 124646 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 94
2 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 93
3 Benzene. l1-chloro-2.3-dimethvl- 140 C8HOCI 000608-23-1 93
4 Benzene. 2-chloro-1.4-dimethvl- 140 C8H9CI 000095-72-7 87
5 Benzene, 4-chloro-1,2-dimethyl- 140 C8HOClI 000615-60-1 81
Abundance Scan 3552 (12.311 min): VV006967.D (-3542) (-) m/z 105.00 100.00%
105
5000 140
77 125
12.00 12.20 12.40 12.60
0 ...,..5?7,..'|.. L |' O W 208 253267 | s 035 g5 41.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18610: Benzene, 4-chloro-1,2-dimethyl-
105
5000 140 RN BN B
51 12.00 12.20 12.40 12.60
7 77 125 m/z 124.85 24.57%
1 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance #18619: Benzene, 4-chloro-1,2-dimethyl-
105
12.00 12.20 12.40 12.60 |
5000 140 m/z 76.95 22.37%
o 77 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18614: Benzene, 1-chloro-2,3-dimethyl-
105 12.00 12.20 12.40 12.60
m/z 51.00 15.63%
5000 140
51 77 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.47 0.67 ug/L 100723 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3601 (12.469 min): VV006967.D (-3581) (-) m/z 119.00 100.00%
119
5000 134
Wm 12.20 12.40 12.60 12.80
51 105 . . . )
et bbb b it e e et || M7z 134.10  48.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000

12.20 12.40 12.60 12.80
m/z 90.95 16.56%

91
39 77
15 53 L 105 J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
3 12.20 12.40 12.60 12.80
5000 134 m/z 117.10 10.83%

91
27 ‘\1\1\ 63 7\7 ‘105\\ Ll
|||||||||||||||||||||||||||| L B B B B B L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 12.20 12.40 12.60 12.80
m/z 132.95 9.81%
5000 134
39 27 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.78 0.57 ug/L 84835 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
Abundance Scan 3698 (12.780 min): VV006967.D (-3687) (-) m/z 117.00 100.00%
117
5000 132
91
51 64 12.40 12.60 12.80 13.00
78
2 20 | Tm/z 132.05  40.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 12.40 12.60 12.80 13.00
51 m/z 115.00 33.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
7

12.40 12.60 12.80 13.00
m/z 131.00 19.24%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methy!-
117 12.40 12.60 12.80 13.00
m/z 91.10 14.73%
5000 13

39 g5 91

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 21 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.10 0.73 ug/L 109514 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctanecarboxaldehvde 140 C9H160 006688-11-5 45
2 4-Octene. 2.3.6-trimethvl- 154 C11H22 063830-65-9 43
3 Cvclopentane. (2-methvibutvl)- 140 C10H20 053366-38-4 43
4 Cvclohexane. l1l-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 38
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 38

Abundance Scan 3797 (13.099 min): VV006967.D (-3787) (-) m/z 69.00 100.00%

69

43

5000

 —

12.80 13.00 13.20 13.40
m/z 43.00 69.90%

139 154

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18711: Cyclooctanecarboxaldehyde
69

41 55

-

5000
12.80 13.00 13.20 13.40

m/z 54.95 49_38%

g3 96 111

25 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27075: 4-Octene, 2,3,6-trimethyl-
69
5 12.80 13.00 13.20 13.40
5000 m/z 111.10 36.32%
4l 111
84
2 ‘ 154
A b s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69 12.80 13.00 13.20 13.40
41 55 m/z 40.95 28.02%
5000 g3 111
2
H\ M 97 | 125140
T R e e e e LN B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 80 13. 00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 22 Benzene, 2-bromo-1,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.33 1.09 ug/L 163718 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-bromo-1.3-dimethvl- 184 C8H9Br 000576-22-7 99
2 Benzene. 2-bromo-1.4-dimethvl- 184 C8H9Br 000553-94-6 98
3 Benzene. 1-bromo-2.4-dimethvl- 184 C8H9Br 000583-70-0 97
4 Benzene. 1l-bromo-2.3-dimethvl- 184 C8H9Br 000576-23-8 97
5 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 96

Abundance Scan 3869 (%3.330 min): VV006967.D (-3857) (-) m/z 105.00 100.00%
105
5000 184
51 17
133 148 169 13.00 13.20 13.40 13.60
91 : : : :
3 119 207 254269 m/z 183.90  39.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49220: Benzene, 2-bromo-1,3-dimethyl-
105
5000 A
5 77 184 13100 13,20 13.40 13.60
m/z 185.90 37.26%
27 91 I 119 143 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49218: Benzene, 2-bromo-1,4-dimethyl-
105
1500 12120 1340 1260
5000 184 m/z 76.95 30.59%
77
51
27 1 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49207: Benzene, 1-bromo-2,4-dimethyl- R o e S E

13.00 13.20 13.40 13.60
m/z 103.00  27.47%

5000

119 143 169
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 23 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.50 0.61 ug/L 92154 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Butadiene. 1.1.2.3.4.4-hexac... 258 C4CIl6 000087-68-3 99
2 1.3-Butadiene. 1.1.2.3.4.4-hexac... 258 C4CIl6 000087-68-3 99
3 1.3-Butadiene. 1.1.2.3.4.4-hexac... 258 C4CIl6 000087-68-3 99
4 1.3-Butadiene. 1.1.2.3.4.4-hexac... 258 C4Cl6 000087-68-3 99
5 Phenanthrene, 9,10-dihydro-3-nitro- 225 C14H11NO2 018264-83-0 10
Abundance Scan 3922 (13.501 min): VV006967.D (-3912) (-) m/z 224.80 100.00%
5000
260
281 13.20 13.40 13.60 13.80
m/z 222.80 62.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109399: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225
5000 118 190 SR USSR UL BN
141 260 13.20 13.40 13.60 13.80
47 83 ‘ ‘]55 m/z 226.80 60.51%
,,|2,4”.!|,|,.”6|1”|,.,I.|,.,,ig§,|!”..l,”..,,I|,|”||,.|,17,0, |I N -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109401: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225
13.20 13.40 13.60 13.80
5000 180 260 m/z 189.90 42 _.39%
118 141
47 83 ‘ ‘ 155 ‘
2 te g | e Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109400: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- R AR RS TR
225 13.20 13.40 13.60 13.80
m/z 117.80 40.44%
118
5000
m/z--> 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV080918\
Data File : VV006967.D

Aca On : 09 Aug 2018 23:07

Operator : SY/MD

Sample : J4399-07

Misc : 25 mL/MSVOA V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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 24 Diphenyl ether Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.56 1.49 ug/L 223608 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvl ether 170 C12H100 000101-84-8 95
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 83
5 Spiro[cyclopropane-1,1"(4"H)-nap... 170 C12H100 033498-24-7 81
Abundance Scan 4562 (15.559 min): VV006967.D (-4549) (-) m/z 170.00 100.00%
170
141
5000 g 77
o M° ‘ 15:20 15.40 1560 15.80
,...3.1]..'..,~':|'.-.-:-,...'.,...|:,....-,-. o | 1209 253 282 m/z 141.00 61.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38285: Diphenyl ether
170
5000 i 141 15:20 15.40 1560 15.80
o1 m/z 77.00 38.69%
27 J || Wil 9|4 e 155
miz-> 20 40 60 85 100 120 110 160 180 200 220 240 260 280
Abundance #38286: Diphenyl ether
170
15.20 15.40 15.60 15.80
5000 m/z 51.00 36.52%
51 77 141
115
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38284: Diphenyl ether P T
170 15.20 15.40 15.60 15.80
m/z 142 .00 31.65%
5000 - 141
mz-> 20 45 éo 85 100 120 110 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV080918\
Data File : VV006967.D

Acq On : 09 Aug 2018 23:07

Operator : SY/MD

Sample - J4399-07

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO80918WMA .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]
Ethyl ether 1.97 0.6 ug/L 67072 1 5.67 588803 5.0
(DEL) Alkane: Str... 2.79 1.4 ug/L 160476 1 5.67 588803 5.0
(DEL) Alkane: Cyc... 3.81 0.8 ug/L 88804 1 5.67 588803 5.0
(DEL) Alkane: Str... 4.81 1.6 ug/L 192055 1 5.67 588803 5.0
6-Methyl-2-heptan. .. 9.28 1.5 ug/L 180090 2 8.90 591998 5.0
1,5-Cyclooctadien... 10.05 3.8 ug/L 444573 2 8.90 591998 5.0
Benzene, propyl- 10.40 4.0 ug/L 605842 3 11.30 750386 5.0
Benzene, 1-ethyl-... 10.79 0.8 ug/L 124266 3 11.30 750386 5.0
Mesitylene 10.96 1.7 ug/L 256059 3 11.30 750386 5.0
Benzene, 1,2,3-tr... 11.39 0.7 ug/L 97142 3 11.30 750386 5.0
Benzene, cyclopro... 11.45 0.8 ug/L 117224 3 11.30 750386 5.0
Indane 11.58 3.6 ug/L 542296 3 11.30 750386 5.0
Benzene, (3-iodo-... 12.04 2.7 ug/L 409930 3 11.30 750386 5.0
Benzene, (1-methy... 12.17 0.5 ug/L 80786 3 11.30 750386 5.0
Benzene, 4-chloro... 12.31 0.8 ug/L 124646 3 11.30 750386 5.0
Benzene, 1,2,4,5-... 12.47 0.7 ug/L 100723 3 11.30 750386 5.0
Benzene, 2-etheny... 12.78 0.6 ug/L 84835 3 11.30 750386 5.0
unknown-01 13.10 0.7 ug/L 109514 3 11.30 750386 5.0
Benzene, 2-bromo-... 13.33 1.1 ug/L 163718 3 11.30 750386 5.0
1,3-Butadiene, 1,... 13.50 0.6 ug/L 92154 3 11.30 750386 5.0
Diphenyl ether 15.56 1.5 ug/L 223608 3 11.30 750386 5.0
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