LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/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 > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO60419WMA .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 1.116 6 8 19 rVvB2 14969 15952 2.42% 0.216%
2 1.312 60 69 82 rBv 125415 200804 30.46% 2.714%
3 1.579 146 152 161 rVB 77508 88046 13.36% 1.190%
4 2.126 313 322 333 rVB 186488 260873 39.58% 3.526%
5 2.312 372 380 391 rVB 87450 127300 19.31% 1.721%
6 3.756 813 829 847 rBV10 8812 27656 4_.20% 0.374%
7 3.984 886 900 935 rBV2 43412 221976 33.68% 3.000%
8 4.399 1011 1029 1050 rBvV 104179 264671 40.15% 3.577%
9 5.093 1226 1245 1268 rBvV2 277714 659161 100.00% 8.909%
10 5.662 1408 1422 1442 rBV 202531 412107 62.52% 5.570%
11 6.074 1540 1550 1551 rBV5 8911 11024 1.67% 0.149%
12 6.116 1552 1563 1585 rVB 147607 308935 46.87% 4.176%
13 6.248 1595 1604 1624 rBv4 7224 20815 3.16% 0.281%
14 6.633 1716 1724 1740 rVB3 14345 29967 4 _.55% 0.405%

15 7.029 1836 1847 1863 rBV 79095 145205 22.03% 1.963%

16 7.357 1931 1949 1968 rBV 329051 577756 87.65% 7.809%

17 7.666 2034 2045 2064 rBvV 45416 83069 12.60% 1.123%
18 8.138 2181 2192 2203 rBV 346619 622045 94 .37% 8.408%
19 8.289 2232 2239 2252 rVBS8 10582 20319 3.08% 0.275%
20 8.431 2273 2283 2296 rBV7 5652 14675 2.23% 0.198%
21 8.894 2415 2427 2450 rBV 310053 519038 78.74% 7.015%
22 9.145 2495 2505 2516 rBV2 33533 52364 7.94% 0.708%
23 9.264 2532 2542 2544 rBV9 6483 8823 1.34% 0.119%
24 9.431 2583 2594 2607 rBV2 14155 24080 3.65% 0.325%
25 9.749 2681 2693 2709 rBvV 92424 160138 24.29% 2.164%
26 9.852 2719 2725 2753 rVB 12227 29501 4.48% 0.399%
27 10.190 2822 2830 2841 rVB10 6689 11122 1.69% 0.150%
28 10.260 2841 2852 2864 rBV2 106780 169275 25.68% 2.288%
29 10.476 2909 2919 2929 rBV2 10743 18811 2.85% 0.254%
30 10.553 2930 2943 2954 rVB4 14297 25347 3.85% 0.343%
31 10.627 2959 2966 2976 rBV5 5770 8533 1.29% 0.115%
32 10.781 3005 3014 3018 rBV7 4848 7279 1.10% 0.098%
33 10.981 3063 3076 3096 rBV 33311 56652 8.59% 0.766%
34 11.083 3096 3108 3121 rBV 55659 93439 14.18% 1.263%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO60419WMA .M
Title : TRACE VOA SOM01.0
35 11.196 3131 3143 3153 rVB6 16867 28944 4_.39% 0.391%
36 11.292 3163 3173 3188 rVB 292156 467851 70.98% 6.323%
37 11.575 3249 3261 3279 rBvV 248325 453523 68.80% 6.130%
38 11.669 3280 3290 3310 rVvB 301556 496048 75.25% 6.705%
39 11.823 3330 3338 3343 rBV5 4431 7859 1.19% 0.106%
40 11.865 3343 3351 3367 rVB3 15276 33311 5.05% 0.450%
41 12.042 3403 3406 3415 rVvB9 6250 7622 1.16% 0.103%
42 12.183 3441 3450 3456 rBV10 5155 8096 1.23% 0.109%
43 12.280 3471 3480 3490 rBV 44962 76018 11.53% 1.027%
44 12.389 3506 3514 3526 rvVB2 31692 48418 7 .35% 0.654%
45 12.508 3546 3551 3562 rvVB2 5261 9078 1.38% 0.123%
46 13.112 3731 3739 3757 rVB2 22241 37157 5.64% 0.502%
47 13.479 3844 3853 3865 rBV2 9849 19174 2.91% 0.259%
48 13.678 3906 3915 3927 rBVY 44584 70017 10.62% 0.946%
49 13.800 3946 3953 3961 rBV9 5317 7757 1.18% 0.105%
50 14.141 4045 4059 4064 rBV9 4441 8102 1.23% 0.110%
51 15.167 4367 4378 4388 rBV9 8802 17080 2.59% 0.231%
52 15.611 4510 4516 4527 rVB9 8288 12565 1.91% 0.170%
53 16.238 4698 4711 4732 rBV3 92086 186491 28.29% 2.521%
54 16.363 4740 4750 4760 rVB 71548 106765 16.20% 1.443%
Sum of corrected areas: 7398634
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
VV011237.D

05 Jun 2019 18:35

SY/MD

K3197-09

25ML/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 5-t-Butyl-4-methylimidazole Concentration Rank 11

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

9.14 0.50 ug/L 52364 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-t-Butvl-4-methvlimidazole 138 C8H14N2 146979-50-2 91
2 Cvclopentene. 1.2.3.4.5-pentamet... 138 C10H18 1000154-28-6 87
3 Furan. 2-(1.1-dimethvlethvI)-4-m._.. 138 C9H140 006141-68-0 72
4 Ethanone. 1-(4-Ffluorophenvl)- 138 C8H7FO 000403-42-9 64
5 4-Pyrimidinamine, 2,6-dimethyl- 123 C6HON3 000461-98-3 64

Abundance Scan 2504 (9.141 min): VV011237.D (-2495) (-) m/z 123.00 100.00%
128.0
5000
43.0 138.1 SRR SR N AR
53.0 ggg 77.0 95.0 107.0 8.80 9.00 9.20 9.40
O prrrr e ey m/z 42.95 22.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17462: 5-t-Butyl-4-methylimidazole
128.0
5000 SRR SRS SRR AR

8.80 9.00 9.20 9.40
410 138.0 m/z 138.10 18.26%

53.0 69.0 8L0 95.0 107.0

(O e e B L o o e A R e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16965: Cyclopentene, 1,2,3,4,5-pentamethyl-
123.0
RAS S R mm e E
8.80 9.00 9.20 9.40
5000 m/z 124.00 9.17%
81.0
138.0
270 0 550 670 95.0 1070
o} RSN RV N N N ESS HNM OSUE  NuSMMUVM | MBS M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17615: Furan, 2-(1,1-dimethylethyl)-4-methyl-
123.0 8.80 9.00 9.20 9.40
m/z 95.00 6.69%
5000 39.0
53.0 67.0 770
ol LT
0 .,....,...l}.‘...H.‘..,.‘.‘..,...l‘,....,‘.‘.‘..,....,....,.l..,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2-Heptanone Concentration Rank 4

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

9.75 1.54 ug/L 160138 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 83
5 2-Heptanone 114 C7H140 000110-43-0 80

Abundance Scan 2693 (9.749 min): VV011237.D (-2681) (-) 43.00 100.00%
43.0
58.0
5000
71.1
850 990 114.1 9.40 9.60 9.80 10.00
Obrr ekl ot ] 850990 T 1279 m/z 58.00 60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7431: 2-Heptanone
43.0
58.0
5000 USRS SRS SRS PR

9.40 9.60 9.80 10.00
m/z 71.10 15.48%

27.0 71.0
[1 Ll Ll | 85.0 99.0 11?'0
(O e B IR i s e e e S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7426: 2-Heptanone
43.0

58.0 9.40 9.60 9.80 10.00

5000 m/z 40.95 13.57%
27.0
71.0
B0 | 850 990 1140
) SRS SN SO S RSB M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7429: 2-Heptanone e e S
43.0 940 960 980 1000

m/z 39.00 10.68%

58.0
5000
27.0
71.0
ﬁo M Ll | 850 990 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 940 9.60 980 10.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 3-Octanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.98 0.61 ug/L 56652 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 91
2 3-Octanone 128 C8H160 000106-68-3 91
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 56
4 3-0Octanone 128 C8H160 000106-68-3 50
5 3-Octanone 128 C8H160 000106-68-3 47
Abundance Scan 3076 (10.981 min): VV011237.D (-3063) (-) m/z 43.00 100.00%
430 57.0
72.0
5000 99.0
| | | 85.0 128.1 10.60 10.80 11.00 11.20
B A T e R m/z 57.00 93.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12427: 3-Octanone
43.0 57.0
29.0 720
5000 ' 99.0
10.60 10.80 11.00 11.20
m/z 72.00 60.81%
85.0 128.0
ol 150 Ll , 1140
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
43.0 57.0
72.0 99.0
10.60 10.80 11.00 11.20
5000 29.0 m/z 99.00 48 .95%
85.0 128.0
0"W'“'P'“I”'MMh'PJHI“'WJ“'PJ“I”'d'}%qq”I”'W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12525: 3-Heptanone, 5-methyl-
29.0 430 57.0 10.60 10.80 11.00 11.20
m/z 70.95 48.91%
71.0
5000 99.0
128.0
oo Ll eso 113.0
m/z--> fo ﬁo 50 45 55 eb 75 éo do 160 1io 150 150 ' 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2-Octanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.08 1.00 ug/L 93439 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-Octanone 128 C8H160 000111-13-7 91
5 2-Octanone 128 C8H160 000111-13-7 83
Abundance Scan 3107 (11.080 min): VV011237.D (-3096) (-) m/z 43.00 100.00%
43.0
58.0
5000
1.0 10.80 11.00 11.20 11.40
85.1 113.1 128.0 . . . .
o...,....,....,....',|!...,..'.'.|,....,|....,..'..,.9?.?,....,....,....,.... m/z 58.00 75.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12438: 2-Octanone
43.0
58.0
5000
10.80 11.00 11.20 11.40
m/z 41.00 17.27%
27.0
0 l N 850 g59 1130 1280
m/z--> 16 ﬁo 35 45 §o éo 75 85 90 100 110 150 150
Abundance #12436: 2-Octanone
43.0
58.0 10.80 11.00 11.20 11.40
5000 m/z 71.00 16.67%
27.0
71.0
oo M T 80650 1130 1280
m/z--> 16 ﬁo 35 45 §o éo 75 85 90 100 110 150 150
Abundance #12437: 2-Octanone
43.0 10.80 11.00 11.20 11.40
58.0 m/z 58.95 14.12%
5000
71.0
. 150 270 | 850 g9o 1130 1280
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 100 11'0 12'0 1:'30 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 4.85 ug/L 453523 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19CIl02 005345-58-4 53
Abundance Scan 3262 (11.579 min): VV011237.D (-3249) (-) m/z 57.05 100.00%
57.0
5000 41.0 jk
‘ 70.0 831 R EEAEE EEm e n)
98.1 11,20 11.40 11.60 11.80
o...,....,....,....|,!...,.-:I:,...'.|!-!...,:|!..,...!,...?,1.2:1..,.?.2?-,1.... m/z 41.00 42.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 A e
oo O 1120 11.40 11.60 11.80
70.0 83.0 m/z 43.00 33.41%
Lo il T o weo
0 00 S0 0 S S S S A
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
11.20 11.40 11.60 11.80
5000 m/z 55.00 28.98%
43.0
29.0 70.0 830
Ot }ﬁl?"Jjﬂ"'”ll'"|'J'l|""““"'|'l"|"?%l?"'%f?lq'l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0 11.20 11.40 11.60 11.80
m/z 56.00 22 .06%
5000 41.0
29.0 00 830
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 V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2-Nonanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.28 0.81 ug/L 76018 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 95
2 2-Nonanone 142 C9H180 000821-55-6 93
3 2-Nonanone 142 C9H180 000821-55-6 80
4 2-Nonanone 142 C9H180 000821-55-6 78
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 64
Abundance Scan 3480 (12.280 min): VV011237.D (-3471) (-) m/z 43.00 100.00%
43.0 58.0
5000
71.0 L L L L L B L LN
850 991 1270 142.1 12.00 12.20 12.40 12.60
Obrrrrrrerrrrerrrmlie bl e e A b | M7z 57.95  97.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19924: 2-Nonanone
43.0 580
5000
12.00 12.20 12.40 12.60
270 71.0 m/z 41.00 23.53%
| 180 it .H | 850 900 1130 127.0 1420
> 10 20 3 40 B0 60 b B0 B0 140 110 130 130 140 180
Abundance #19938: 2-Nonanone
58.0
43.0 SR UAUSR SUNIA BN SUNE
12.00 12.20 12.40 12.60
5000 m/z 59.05 22.72%
71.0
150 20 ‘H ‘ 840 990 1130 127.0 1420
iz 10 20 4 55 60 Jo B o5 100 110 130 130 140 1%
Abundance #19937: 2-Nonanone
43.0 58.0 12.00 12.20 12.40 12.60
m/z 71.00 22.14%
5000
27.0 71.0
o I ‘ M‘\ | 850 990 113.0 127.0 142.0
m/z--> 15 25 35 45 §o éo 75 85 95 160 110 150 1§0 110 1éo 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Nonanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.39 0.52 ug/L 48418 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Cvcloheptane 98 C7H14 000291-64-5 30
3 Cvclooctvl alcohol 128 C8H160 000696-71-9 30
4 Cvcloheptane 98 C7H14 000291-64-5 27
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 22
Abundance Scan 3514 (12.389 min): VV011237.D (-3506) (-) m/z 57.00 100.00%
41.0 57.0
5000
82.0 98.0
113.9 206.9 12.00 12.20 12.40 12.60 12.80
0 s B e m/z 40.95 92 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19920: Nonanal

12,00 12.20 12.40 12.60 12.80
m/z 43.00 55.27%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3303: Cycloheptane
550
98.0 N L e e e B
39 12.00 12.20 12.40 12.60 12.80
5000 m/z 56.05 54 _36%
so | 4| ] #0
o |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12472: Cyclooctyl alcohol I e e e
57.0 12.00 12.20 12.40 12.60 12.80
m/z 54_.95 53.96%
5000
m/z--> 6 100 120 140 160 180 200 12. 00 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2,4-Octanedione Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.68 0.75 ug/L 70017 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Octanedione 142 C8H1402 014090-87-0 50
2 6.8-Dioxabicvclol3.2_17octane., 1... 142 C8H1402 028401-39-0 32
3 trans-1.4.6-Trimethvl-3.7.9-trio... 172 C9H1603 062759-59-5 16
4 6.8-Dioxabicvclol3.2.17octane. 1... 142 C8H1402 028401-39-0 12
5 Pentanoic Acid, 2,2,2-trifluoroe... 184 C7H11F302 1000376-54-2 12
Abundance Scan 3916 (13.681 min): VV011237.D (-3906) (-) m/z 42.95 100.00%
43.0
5000
100.1 142.1
810 113.0
| ?3-0 | w | 127.0 1841 13.40 13.60 13.80 14.00
0 S N YR Y N S i A M el m/z 142.10 39.24%
mz-> 20 40 60 80 100 120 140 160 180
Abundance #19630: 2,4-Octanedione
43.0 88.0
5000 SRR SRR SR B
13.40 13.60 13.80 14.00
57.0 100.0 m/z 100.05 32.80%
| 72.0 113.0127.0 142.0
0 '"Lh'ﬂq'l""I""I""Ih"'l""l"'
m/z-> 20 40 60 80 100 120 140 160 180
Abundance #19853: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S)-
43.0
' 13.40 13.60 13.80 14.00
5000 72.0 m/z 113.00 25.85%
100.0
27.0 85.0 ‘ 142.0
Ol|‘|‘||H|||H|||‘|“||||‘.|||‘|||l||||||||||||||||||||
mz-> 20 40 60 80 100 120 140 160 180
Abundance #40395: trans-1,4,6-Trimethyl-3,7,9-trioxabicyclo(4,2,0)nonan e
43.0 13.40 13.60 13.80 14.00
m/z 98.00 19.07%
5000
99.0
0 \‘ 5\?\\0 7\%0 85\0 m\ 11\2'0 13\0'0 157.0 172'0
mz-> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.24 1.99 ug/L 186491 1,4-Dichlorobenzene-d4 11.29
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 98
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
4 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 43
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 35
Abundance Scan 4712 (16.241 min): VV011237.D (-4698) (-) m/z 177.10 100.00%
177.1
41.0
5000 67.0 1351 220.2
91.0
1o 16001620 1640 1060
of ' m/z 41.00 78.27%
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...
177.0
220.0
41.0
5000 R AR LR BN B
67.0 135.0 16.00 16.20 16.40 16.60
95.0 m/z 67.00 51.92%
04
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...
177.0
220.0 16.00 16.20 16.40 16.60
5000 41.0 m/z 135.10 49.63%
67.0 135.0
95.0
EL.S.?. ‘.‘. ; U' I\M : .“.‘. .Hl“. ; ‘.“‘. |.“IH‘. .“lhu .‘.“l”l .'J?.ali?. , "I - ‘l. b ‘. A BRRARRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0 220.0 16.00 16.20 16.40 16.60
m/z 220.20 45_.14%
41.0
5000 67.0 135.0
‘ 91.0
0 |||||‘|‘||‘|“: I‘M | M: 'Mi‘”'";“‘; |‘|“l”‘|‘|“ih: ""‘L‘l M‘: I‘i\\l\”l‘ I\I\I\I | |‘||| ‘::::ln EaRamaa e R e o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

SOMVTRO60419WMA .M Fri Jun 07 12:52:30 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011237.D

Aca On : 05 Jun 2019 18:35

Operator : SY/MD

Sample : K3197-09

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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 Butylated Hydroxytoluene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.36 1.14 ug/L 106765 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 95
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 91
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 81
Abundance Scan 4749 (16.360 min): VV011237.D (-4740) (-) m/z 205.10 100.00%
20b.1
5000
>0 145.1
91.0 1150 177.0 16.00 16.20 16.40 16.60
0IIIIII3I5II$III.II|IILIIII1III ll | ||||I |II|II|””|I””||”|II ||||'||||||||||2§|9|'EL||| m/z 57_10 23_75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205.0
5000

16.00 16.20 16.40 16.60
m/z 220.20  23.24%

0
g1.0 105.0 1450 4770

PRV IR N O RTIE T |

Ol bbb e i e e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77554: Butylated Hydroxytoluene
205.0
R B L AR
16.00 16.20 16.40 16.60
5000 m/z 206.10 17.09%
57.0
29.0 810 1050 1450 177.0 |
S O Y s VAR ARG NN W SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77556: Butylated Hydroxytoluene  Rmm ,’/.\‘. AR m
205.0 16.00 16.20 16.40 16.60
m/z 40.95 14.84%
5000
200, °70 810 1050 1450 1770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16.20 16.40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
Data File : VV011237.D

Acq On : 05 Jun 2019 18:35

Operator : SY/MD

Sample - K3197-09

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .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]
5-t-Butyl-4-methy. .. 9.14 0.5 ug/L 52364 2 8.89 519038 5.0
2-Heptanone 9.75 1.5 ug/L 160138 2 8.89 519038 5.0
3-Octanone 10.98 0.6 ug/L 56652 3 11.29 467851 5.0
2-Octanone 11.08 1.0 ug/L 93439 3 11.29 467851 5.0
1-Hexanol, 2-ethyl- 11.58 4.8 ug/L 453523 3 11.29 467851 5.0
2-Nonanone 12.28 0.8 ug/L 76018 3 11.29 467851 5.0
Nonanal 12.39 0.5 ug/L 48418 3 11.29 467851 5.0
2 ,4-Octanedione 13.68 0.8 ug/L 70017 3 11.29 467851 5.0
2,5-Cyclohexadien... 16.24 2.0 ug/L 186491 3 11.29 467851 5.0
Butylated Hydroxy... 16.36 1.1 ug/L 106765 3 11.29 467851 5.0
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