LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator :© SY/MD

Sample : J2905-04

Misc : 25.0 mL/MSVOA V/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 = W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA.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 1.032 26 44 65 rBv 430904 537544 31.78% 3.989%
2 1.125 65 73 93 rvB 307936 404349 23.90% 3.001%
3 1.321 125 134 146 rVB 144157 164069 9.70% 1.218%
4 1.585 209 216 230 rVB 130854 150086 8.87% 1.114%
5 2.135 376 387 397 rBV 263257 374870 22.16% 2.782%
6 2.196 400 406 418 rVvB 22158 34107 2.02% 0.253%
7 2.318 435 444 458 rBV 35756 61716 3.65% 0.458%
8 2.665 545 552 566 rVB3 16231 35390 2.09% 0.263%
9 3.961 937 955 971 rBV 139893 404040 23.89% 2.999%
10 4.151 998 1014 1049 rBV 499215 1275887 75.43% 9.469%

11 4.411 1079 1095 1113 rBV 204843 487049 28.79% 3.615%
12 5.102 1290 1310 1341 rBV2 469283 1101690 65.13% 8.176%
13 5.671 1471 1487 1516 rBV 341024 694079 41.03% 5.151%
14 5.954 1562 1575 1589 rBV6 23466 53196 3.14% 0.395%
15 6.128 1612 1629 1653 rBV 255909 535363 31.65% 3.973%

16 7.038 1898 1912 1928 rBV 115206 210183 12.43% 1.560%
17 7.366 2000 2014 2032 rBV 463705 841925 49.77% 6.248%
18 7.671 2098 2109 2124 rBV2 72209 123708 7.31% 0.918%
19 8.147 2242 2257 2292 rBV3 451127 1047147 61.91% 7.772%
20 8.292 2292 2302 2314 rVVv2 60870 118548 7.01% 0.880%

21 8.353 2316 2321 2335 rVB2 9535 17254 1.02% 0.128%
22 8.903 2476 2492 2523 rBvV 517732 870124 51.44% 6.458%
23 10.269 2904 2917 2934 rBV 162478 257164 15.20% 1.909%
24 11.301 3224 3238 3263 rBV 425820 715223 42.28% 5.308%
25 11.584 3312 3326 3345 rBV 886490 1691533 100.00% 12.554%

26 11.678 3346 3355 3375 rVB 519439 878766 51.95% 6.522%

27 12.063 3462 3475 3488 rBV 8803 20218 1.20% 0.150%

28 12.401 3567 3580 3595 rBV3 52565 86463 5.11% 0.642%

29 12.726 3670 3681 3695 rBV 165566 263277 15.56% 1.954%

30 13.645 3957 3967 3979 rBV6 10438 19146 1.13% 0.142%
Sum of corrected areas: 13474114
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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SOMVTRO50518WMA .M Thu May 17 13:24:51 2018

Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Ethane, 1,1-difluoro- Concentration Rank 4

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

1.12 2.91 ug/L 404349 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 71 (1.119 min): VV005916.D (-65) (-) m/z 50.95 100.00%
51
65
5000
47 S B N —
39 44} 1.00 120  1.40
Obrrrrrrr e e e e e m/z 65.00 56.74%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
5000 65 LA A
1.00 120  1.40
o7 47 m/z 47.00 25.60%
o 2 1215 19 247 3134 4 62
WWWWWWWWWWWT
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
LA A
65 1.00 120  1.40
5000 m/z 44.95 17.75%
47

27131 4044

—

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro- O BB B L o
51 1.00 1.20 1.40
m/z 46.00 7.70%
5000 65
47
2l 31 44 62,
O e L o S B s |
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.00 1.20 1.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Ethyl Acetate Concentration Rank 2

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

4._.15 9.19 ug/L 1275890 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 9
5 (3-Methyl-oxiran-2-yl)-methanol 88 C4H802 1000194-22-9 9

Abundance Scan 1014 (4.151 min): VV005916.D (-998) (-) m/z 43.00 100.00%
43
5000
61 70 380 400 420 440
39 55 4 88 : ' : '
O'W“P“Wmﬁ“”W”P“W“WJ4”“PWP”WLW””LJW”W””WLP”W“ m/z  44.95 13.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
5000

3.80 4.00 4.20 4.40
m/z 60.95 13.75%

29 61
70
0 1518 26 57 74 g3 88
R L R LR Ly L ALy LA SRS AR SAAL) AL SAAR) LAL) SRR LAy AR Ry AR LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
T
3.80 4.00 4.20 4.40
5000 m/z 70.00 9.95%
29 61 70
o 1519 26| 33 58 74 88
R L L LRy LA L) LA SLALS AR SAAL) AL SAAR) LA SRR LAy AR Ry AR LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate R e N
43 3.80 4.00 4.20 4.40
m/z 42.00 7.00%
5000
15 29 61 70
T19 26 88
N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Hexanal Concentration Rank 7

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

8.29 0.68 ug/L 118548 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 81
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 53
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 38

Abundance Scan 2301 (8.289 min): VV005916.D (-2292) (-) m/z 44.00 100.00%
6
. JUL\——
2 U S U I R
8.00 8.20 8.40 8.60
3 98
0 .ﬁ....,....,....,....,....,....,?97.. m/z 41.00 96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4 o6
5000 AR SRR R L
29 8.00 8.20 840 8.60
72 m/z 55.95 96.79%
83 100
G S S I S WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44 oo
8.60 8.|20 8.|40 8.%0
5000 m/z 57.00 72.39%
27
15 83 100
G S S I S WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3773: Hexanal s B e e A RAme
a“ 8.00 8.20 8.40 8.60
m/z 43.00 66.15%
5000 -
72
0...,J”.H‘..U“hk.ﬁ?.”,....,.”.,....“...,.”.,.... A SR SRR R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

SOMVTRO50518WMA .M Thu May 17 13:24:53 2018

Page: 5



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 11.83 ug/L 1691530 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 80
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 Oxirane. IT(2-ethvlhexvD)oxvimet... 186 C11H2202 002461-15-6 64
4 Oxirane. [T(2-ethvlhexvDoxvimet... 186 C11H2202 002461-15-6 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3325 (11.581 min): VV005916.D (-3312) (-) m/z 57.00 100.00%
57
5000 4l ]\km
A
112 11.20 11.40 11.60 11.80
o..,....,....,....|~,!..‘.‘?.': -,...'.||.... ....,....,:...,.1.2.?,....,....,....,... m/z 41.00 50.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
5000 41 R UL L B B
0 11:20 11.40 11.60 11.80
29 83 m/z 55.00 39.67%
0 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
11.20 11.40 11.60 11.80
5000 m/z 43.00 34.01%
43
29 70 83
ol 18 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50129: Oxirane, [[(2-ethylhexyl)oxy]methyl]- BREE S e e e o
57 11.20 11.40 11.60 11.80
m/z 70.10 27 .61%
5000 a1 J\\_
29 70
112
R N o
m/z--> 10 20 3'0 40 50 60 7'0 80 90 1C|)O 110 120 130 140 150 160 11:20 1140 11.60 11.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Nonanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.40 0.60 ug/L 86463 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 58
3 Cvclohexanol. 2-methvl-. cis- 114 C7H140 007443-70-1 42
4 Cvclohexanol. 4-methvyl- 114 C7H140 000589-91-3 38
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 38
Abundance m/z 41.00 100.00%

5000

0

Scan 3580 (12.401 min): VV005916.D (-3567) (-)
41 U

|‘|59”

m/z-->
Abundance

5000

04
m/z-->
Abundance

5000

04
m/z-->
Abundance

5000

10 20 30 40 50 60 70 80 90 100 110 120 130 140

41 57
29

70 82 98

114
49 106 124
10 20 30 40 50 60 70 80 90 100 110 120 130 140

57
41

29 70 g 98
114
13 124 133 142

10 20 30 40 50 60 70 80 90 100 110 120 130 140
#7592: Cyclohexanol, 2-methyl-, cis-

57

68 g1

114

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140
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12.00 12.20 12.40 12.60 12.80
m/z 57.00 93.87%

12.00 12.20 12.40 12.60 12.80
m/z 42.95 67.91%

12.00 12.20 12.40 12.60 12.80
m/z 55.00 60.77%

12.00 12.20 12.40 12.60 12.80
m/z 55.95 59.53%

12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV051518\
Data File : VV005916.D

Aca On : 15 May 2018 15:29

Operator : SY/MD

Sample = J2905-04

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 Acetic acid, 2-ethylhexyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.73 1.84 ug/L 263277 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 90
2 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 90
3 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 72
4 Cvclopentane. 1.2.3-trimethvl-., ... 112 C8H16 002613-69-6 70

5 3-Methylheptyl acetate

172 C10H2002

Abundance Scan433682 (12.729 min): VV005916.D (-3670) (-)
70
5000 55
3
0 LIl |J 631l ..J|| %?.,”..11?..“...,..”,....“

m/z--> 10 20 30 40 50 60 7
Abundance
43

7
5000 57

29
15

04
m/z--> 10 20 30 40 50 60 7
Abundance
43 7

57
5000

29
15

04
m/z--> 10 20 30 40 50 60 7
Abundance

7

43

5000 57

29

0 80 90 100 110 120 130 140

0

83 112

98
0 80 90 100 110 120 130 140

0

83
112

98 120 129 143
0 80 90 100 110 120 130 140

#39553: Acetic acid, 2-ethylhexyl ester

0

83
112

\‘ 97 129 139

O e e
m/z--> 10 20 30 40 50 60 7

0 80 90 100 110 120 130 140
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072218-58-7 53

m/z 43.00 100.00%

b

12.40 12.60 12.80 13.00
m/z 70.10 69.27%

|

12.40 12,60 12.80 13.00
m/z 55.00 46.06%

o

12.40 12.60 12.80 13.00
m/z 57.10 38.30%

12.40 12.60 12.80 13.00
m/z 40.95  37.83%

sl

12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_V\DATA\VV051518\
Data File : VV005916.D

Acq On : 15 May 2018 15:29

Operator : SY/MD

Sample - J2905-04

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50518WMA _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, 1,1-diflu... 1.12 2.9 ug/L 404349 1 5.67 694079 5.0
Ethyl Acetate 4.15 9.2 ug/L 1275890 1 5.67 694079 5.0
Hexanal 8.29 0.7 ug/L 118548 2 8.90 870124 5.0
1-Hexanol, 2-ethyl- 11.58 11.8 ug/L 1691530 3 11.30 715223 5.0
Nonanal 12.40 0.6 ug/L 86463 3 11.30 715223 5.0
Acetic acid, 2-et... 12.73 1.8 ug/L 263277 3 11.30 715223 5.0
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