LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 4 8 20 rvB3 15796 19674 2.52% 0.267%
2 1.274 39 57 59 rBv2 101368 241712 30.99% 3.279%
3 1.312 65 69 79 rvB 110543 114587 14.69% 1.554%
4 1.579 146 152 160 rvVB 69593 80760 10.35% 1.096%
5 2.126 313 322 334 rVB 168131 236333 30.30% 3.206%
6 2.312 372 380 395 rVB 52309 82715 10.60% 1.122%
7 2.476 424 431 456 rvVB2 16850 42015 5.39% 0.570%
8 2.650 475 485 497 rBV 17463 38217 4 _.90% 0.518%
9 3.756 806 829 850 rBV7Y 31593 104753 13.43% 1.421%
10 3.981 883 899 916 rBV2 43082 173023 22.18% 2.347%

11 4.399 1013 1029 1047 rBV2 103202 252587 32.38% 3.427%
12 5.090 1228 1244 1263 rBV3 259780 604124 77.45% 8.196%
13 5.662 1408 1422 1447 rBV 203894 407820 52.28% 5.533%

14 5.958 1495 1514 1527 rVB 7335 19561 2.51% 0.265%
15 6.074 1539 1550 1551 rBV1O0 7395 9718 1.25% 0.132%
16 6.116 1552 1563 1591 rVvV2 144779 307623 39.44% 4.173%
17 6.341 1623 1633 1642 rBV5 8876 15878 2.04% 0.215%
18 6.588 1699 1710 1714 rBV6 7097 12097 1.55% 0.164%
19 6.633 1716 1724 1742 rVB 23605 53651 6.88% 0.728%
20 7.029 1835 1847 1862 rBV 64431 120980 15.51% 1.641%
21 7.286 1918 1927 1932 rBV3 5762 10234 1.31% 0.139%
22 7.357 1935 1949 1963 rVVv 295841 509628 65.34% 6.914%
23 7.666 2034 2045 2055 rBvV2 37669 66286 8.50% 0.899%
24 8.138 2181 2192 2205 rBV 329037 601801 77.15% 8.164%
25 8.289 2230 2239 2251 rVB3 21940 39411 5.05% 0.535%
26 8.428 2272 2282 2295 rBV7 4354 10222 1.31% 0.139%
27 8.894 2410 2427 2441 rBV 297165 480633 61.62% 6.520%
28 9.145 2495 2505 2514 rBV 36846 57636 7.39% 0.782%
29 9.264 2528 2542 2550 rBvV 6626 18717 2.40% 0.254%
30 9.431 2585 2594 2603 rBV10 5540 9911 1.27% 0.134%
31 9.749 2686 2693 2706 rBvV2 22008 36436 4.67% 0.494%
32 9.852 2716 2725 2733 rBV5 11980 19710 2.53% 0.267%
33 10.260 2841 2852 2869 rVB 99925 161355 20.69% 2.189%
34 10.556 2936 2944 2957 rVB2 16659 30446 3.90% 0.413%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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

35 11.083 3099 3108 3120 rBV 35364 63019 8.08% 0.855%
36 11.196 3128 3143 3158 rBvV4 36525 69777 8.95% 0.947%

37 11.292 3162 3173 3193 rVB 280457 447936 57.43% 6.077%
38 11.575 3248 3261 3280 rBV 442354 780017 100.00% 10.582%
39 11.672 3281 3291 3312 rVB 279779 467201 59.90% 6.338%
40 12.280 3467 3480 3492 rBVY 78482 139527 17.89% 1.893%

41 12.392 3505 3515 3528 rVB3 40948 64867 8.32% 0.880%
42 13.141 3740 3748 3757 rBV3 5100 8477 1.09% 0.115%
43 13.482 3844 3854 3866 rBV6 16505 29109 3.73% 0.395%
44 13.678 3902 3915 3927 rBVv4 17119 29463 3.78% 0.400%
45 15.167 4367 4378 4391 rBV4 10815 22861 2.93% 0.310%
46 16.234 4697 4710 4727 rBvV2 81176 169337 21.71% 2.297%
47 16.360 4740 4749 4763 rVB2 57588 89472 11.47% 1.214%
Sum of corrected areas: 7371317
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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\VV060619\
VVvV011270.D

07 Jun 2019 04:13

SY/MD

K3197-13

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\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 1 unknown-01 Concentration Rank 5

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

3.76 1.28 ug/L 104753 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 46
2 Butanal 72 C4H80 000123-72-8 46
3 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
4 Butanal 72 C4H80 000123-72-8 38
5 Cyclopropanecarboxamide 85 C4H7NO 006228-73-5 38

Abundance Scan 830 (3.759 min): VV011270.D (-806) (-) m/z 41.00 100.00%
41.0
57.1
5000 790
86.0
3.40 3.60 3.80 4.00
50.0
reeeeprrerpreeeprereprrerpereey e oot e 240 b Tm/Zz 43.00  73.51%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #646: Butanal
21. 44.0
72.0
5000 AR SRR SRR
3.40 3.60 3.80 4.00
15.0 38}0 57.0 m/z 43.95  72.62%
'P“W““P“W““"'““'”WJ 'PSP”PLW”ﬁﬁgﬁh“P“W”“P”W””P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #647: Butanal
44.0
72.0 340 3.60 380 400
5000 23.0 m/z 57.10 59.78%
57.0
W”'W“}ﬁP”P'““J'P”Wéﬁ?“ ‘“?ﬁg“h'“v“gﬁgwl“W“'W“'w“'w““l
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #637: Diaziridine,3,3-dimethyl-
32.0 3.40 3.60 3.80 4.00
m/z 39.00 50.50%
41.0
54.0
72.0
W“W“W““W“vm'l”“JAWMW“w“W““W“PMPMP“W“W“w' LU SR R S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 3-Pentanone, 2-methyl- Concentration Rank 10

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

6.63 0.66 ug/L 53651 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 64
2 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 64
3 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 64
4 3-Hexanone 100 C6H120 000589-38-8 64
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 59

Abundance Scan 1723 (6.630 min): VV011270.D (-1716) (-) m/z 57.00 100.00%
51.0
41.0
5000
100.0
6.20 6.40 6.60 6.80 7.00
bl TAS BaS L S T 00 61.62%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3870: 3-Pentanone, 2-methyl-
51.0
43.0
5000 29.0 RESEAREPS AU RRAE AR
620 6.40 6.60 6.80 7.00
71.0 100.0 m/z 42.95 52.52%
“'|"“l'"U"'ﬁ""w'!‘l“"J“"lgﬁql"“l"'w
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3907: 2-Butanone, 3,3-dimethyl-
57.0
620 6.40 6.60 6.80 7.00
5000 41.0 m/z 99.95 27 .95%
290 100.0
150 490 |, 670750 850
miz--> 20 3 40 % 60 70 8 90 100
Abundance #3871: 3-Pentanone, 2-methyl-
43.0 57.0 6.20 6.40 6.60 6.80 7.00
m/z 38.95 17.36%
5000 29.0
71.0 100.0
...“..?ﬁQ..“..w...w...w..”,..”,?RQ,.”.,”.., R N AL
m/z--> 10 20 30 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 5-t-Butyl-4-methylimidazole Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

9.14 0.60 ug/L 57636 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 80
3 Cvclopentene. 1.2.3.3.4-pentamet... 138 C10H18 197390-29-7 78
4 1.6.6-Trimethvl-7-(3-oxobut-1-en... 236 C13H1604 1000192-00-9 72
5 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 64
Abundance Scan 2504 (9.141 min): VV011270.D (-2495) (-) m/z 122.95 100.00%

128.0
5000
43.0 138.1 SRR SR SR AR
53.0 670 77.1 95.0 107.0 8.80 9.00 9.20 9.40

..,....,....','.|...',-.'.-..,...-.,...'.-,....,..'..,...-:,....,:!..,....|,.... m/z 42.95 19.77%
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 e R RIS
8.80 9.00 9.20 9.40

138.0 m/z 138.10 18.21%

41.0
530 9.0 810 950 107.0

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

Abundance #16965: Cyclopentene, 1,2,3,4,5-pentamethyl-
128.0
N immms
8.80 9.00 9.20 9.40
5000 m/z 124.00 9.34%
81.0
41.0 138.0
27.0 55.0 67.0 95.0
Sl OV SRS WS N S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16964: Cyclopentene, 1,2,3,3,4-pentamethyl- M I s - ,(.\. —
128.0 8.80 9.00 9.20 9.40

m/z 95.00 6.52%

5000
41.0 81.0
27.0 55.0 670 95.0 138.0
LI H ‘\‘\ il L1 [ 107.0

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\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40

Peak Number 5 2-Octanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.08 0.70 ug/L 63019 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
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-Heptanone, 6-methyl- 128 C8H160 000928-68-7 90
Abundance Scan 3107 (11.080 min): VV011270.D (-3099) (-) m/z 42.95 100.00%
43.0
58.0
5000
0 110,80 11.00 11.20 11.40
85.0 112.9 1280 : : 20 11.
..,....,....,....|,|!...,..'.'.|,....,|....,..'..,..?E.‘f?...,....,....,.... m/z 57.95 74.81%
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
270 1.0 m/z 41.00 19.15%
Mol ] 830 e50 1130 1280
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 90 100 ﬁo 150 13"0
Abundance #12428: 2-Octanone
43.0 58.0
10.80 11.00 11.20 11.40
5000 m/z 71.00 18.14%
27.0 1.0
10 210 ] \ 850 959 1130 1280
O 0 A S S
Abundance #12437: 2-Octanone
43.0 10.80 11.00 11.20 11.40
58.0 m/z 59.00 13.80%
5000
71.0
15.0 27“0 I Al 850 990 1130 1280
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.20 0.78 ug/L 69777 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 87
5 Octanal 128 C8H160 000124-13-0 78
Abundance Scan 3144 (11.199 min): VV011270.D (-3128) (-) m/z 41.00 100.00%
41.0
57.0
84.1
5000
9?-9 206.9 10.80 11.00 11.20 11.40 11.60
e e m/z 42.95 84.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12422: Octanal
440 570
84.0
5000
10.80 11.00 11.20 11.40 11.60
m/z 56.95 70.48%
1000
15.0 “
m/z--> 20 40 60 ' 160 150 140 160 180 200
Abundance #12423: Octanal
43.0
10.80 11.00 11.20 11.40 11.60
so00] 270 84.0 m/z 44.00 70.07%
LT 1130
T |'*"i"” H J' 1280' S SRS SR
m/z--> 20 40 100 120 140 160 180 200
Abundance #12420.cxxana| e EEERs RS
43.0 10.80 11.00 11.20 11.40 11.60
m/z 56.10 63.26%
84.0
5000
2700
68.0
...,.h.h. mh H ‘\,‘,}?qg N —
m/z--> 20 40 120 140 160 180 200 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 8.71 ug/L 780017 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 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-I1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
Abundance Scan 3262 (11.579 min): VV011270.D (-3248) (-) m/z 56.95 100.00%

57.0
5000 41.0
70.0 g31

‘| 98.1 1121 11.20 11,40 11.60 11.80
...,....,....,....|,!...,.-..:,....',!...,.|!..,...!,....,....,.1.?.7,9.. m/z 40.95 43.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 41.0

29.0 11.20 11.40 11.60 11.80
70.0 83.0 m/z 43.00 34.21%

' "~ 980
SEEL T O e S O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0

11.20 11.40 11.60 11.80

5000 m/z 54.95 28.34%
43.0
29.0 ‘ 70.0 83.0 06.0
...,..1.55-,0...‘.‘,‘....‘,:...,..‘.:,....‘l‘....,.‘z..,...1',...?}?:‘.’.,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13669: 1-Hexanol, 2-ethyl- e e e A
57.0 11,20 11.40 11.60 11.80

m/z 70.00 22 .84%

5000 41.0
70.0 83.0
29.0 ‘ ‘
98.0
15.0 ‘ ‘ ‘ ‘ | Iy ‘ \‘\ | 112 0

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\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 2-Nonanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.28 1.56 ug/L 139527 1,4-Dichlorobenzene-d4 11.30
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 91
3 2-Nonanone 142 C9H180 000821-55-6 91
4 2-Nonanone 142 C9H180 000821-55-6 91
5 2-Octanone 128 C8H160 000111-13-7 78

Abundance Scan 3480 (12.280 min): VV011270.D (-3467) (-) m/z 43.00 100.00%

43.0 580
5000
71.0

840 o089 1131 127.1 1420 12,00 12.20 12,40 12.60
e gl e e m/z 58.00  98.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19938: 2-Nonanone

58.0
43.0

5000 L e e B B
12. OO 12. 20 12. 40 12. 60

71.0 m/z 40.95 24.70%

150 20 | I|| | 840 990 1130 127.0 1420
L R L N s s B A L e R L RREAREEEasy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19924: 2-Nonanone
43.0 58.0

12.00 12. 20 12.40 12.60

5000 m/z 57.05 22.69%
270 .0
150 Ul | e50 990 1130 1270 1420
,,,,, e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19937: 2-Nonanone N B amuy e
43.0 580 12.00 12.20 12.40 12.60
m/z 59.00 22.57%
5000

27.0 71.0
I ‘ M‘\ | 850 990 113.0 127.0 142.0

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.39 0.72 ug/L 64867 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 87
2 Nonanal 142 C9H180 000124-19-6 86
3 Nonanal 142 C9H180 000124-19-6 80
4 Nonanal 142 C9H180 000124-19-6 64
5 2-Heptene 98 C7H14 000592-77-8 41

Abundance Scan 3514 (12.389 min): VV011270.D (-3505) (-) m/z 57.00 100.00%

41.0 57.0

5000 98.1

Hr

114.2 207.0 12.00 12.20 12.40 12.60 12.80
|"Jw5"w"'w"'w"'w"" m/z 41.00 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19922: Nonanal
57.0
41.0

12,00 12.20 12.40 12.60 12.80
m/z 56.00 70.44%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19921: Nonanal
57.0
41.0 L B B e
12.00 12.20 12.40 12.60 12.80
5000 98.0 m/z 43.00 68.72%
82.0
EEIN | 50 "
m/z--> 20 40 6 100 1 140 160 180 200
Abundance #19919.Nonanal P T TR
41.0 57.0 12.00 12.20 12.40 12.60 12.80
m/z 55.00 67.91%
5000 98.0
82.0
,%?? ..,....,....,....,.%%f?.. %4%9..,....,....,.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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.
16.23 1.89 ug/L 169337 1,4-Dichlorobenzene-d4 11.30
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-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 99
3 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
4 6.8-Dioxabicvclol3.2.1Tloctan-4-0... 222 C11H14N203 1000362-38-3 43
5 trans-.beta.-lonone 192 C13H200 000079-77-6 38
Abundance Scan 4709 (16.231 min): W01127OD(4697) ) m/z 177.10 100.00%
41.0
5000 ' , 220.2
: 16,00 16,20 16.40 16.60
m/z 40.95 83.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000 LR SN B IR B
67.0 135.0 1600 16,20 16.40 16.60
95.0 m/z 67.00 55.30%
N g | =P
—r I|I — il' I|I|.|:.I .Ill:l . I|.|i|..I . I| ||i||' H? " u pill [ ull el !2.?.'.0. i I|' —
m/z--> 20 40 60 8 100 120 140 160 180 200 220
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 220.20 46.41%
67.0 135.0
95.0
159/0
Ilﬁ?lﬂll‘m ..,....,....,”%379...,....,{......??.9....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
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 135.00 44 .61%
41.0
5000 67.0 135.0
‘ 910 109.0 ‘ 159.0
T .‘.‘. - .‘.H. I I‘\I\ . IHI\HI le I .“l”‘. .“l‘”. . .“.“l ﬁ“.‘. .‘ l\ - .‘ PR R | —
m/z--> 20 40 60 8 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011270.D

Aca On : 07 Jun 2019 04:13

Operator : SY/MD

Sample : K3197-13

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 6

R.T. EstConc Area Relative to ISTD R.T.
16.36 1.00 ug/L 89472 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butvlated Hvdroxvtoluene
2 Butvlated Hvdroxvtoluene
3 Butvlated Hvdroxvtoluene
4 Butvlated Hvdroxvtoluene
5 Phenol,

220 C15H240
220 C15H240
220 C15H240
220 C15H240

4,6-di(1,1-dimethylethyl... 220 C15H240

000128-37-0 95
000128-37-0 95
000128-37-0 94
000128-37-0 93
000616-55-7 90

Abundance Scan 4749 (16.360 min): VV011270.D (-4740) (-)
205.1
5000
270 145.0
91.0 :
38)9 73, 114.9 177.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205.0
5000
57.0 145.0
810 1050 120" 1770 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77554: Butylated Hydroxytoluene
205.0
5000
57.0
29.0 81.0 1450 1770 J
e e 0, 4280 T | 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77556: Butylated Hydroxytoluene
205.0
5000
200 10 810 1050 101450 170 | 220
R B R B e RS M e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 205.05 100.00%

16.00 16.20 16.40 16.60

m/z 57.05 24 .61%

16.00 16.20 16.40 16.60

m/z 220.15 22 .96%

16.00 16.20 16.40 16.60

m/z 41.00 17.40%

JL

16. 00 16 20 16. 40 16. 60

m/z 206.20 16.60%

Ll

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\VV060619\
Data File : VV011270.D

Acq On : 07 Jun 2019 04:13

Operator : SY/MD

Sample - K3197-13

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]
unknown-01 3.76 1.3 ug/L 104753 1 5.66 407820 5.0
3-Pentanone, 2-me... 6.63 0.7 ug/L 53651 1 5.66 407820 5.0
5-t-Butyl-4-methy. .. 9.14 0.6 ug/L 57636 2 8.89 480633 5.0
2-Octanone 11.08 0.7 ug/L 63019 3 11.30 447936 5.0
Octanal 11.20 0.8 ug/L 69777 3 11.30 447936 5.0
1-Hexanol, 2-ethyl- 11.58 8.7 ug/L 780017 3 11.30 447936 5.0
2-Nonanone 12.28 1.6 ug/L 139527 3 11.30 447936 5.0
Nonanal 12.39 0.7 ug/L 64867 3 11.30 447936 5.0
2,5-Cyclohexadien... 16.23 1.9 ug/L 169337 3 11.30 447936 5.0
Butylated Hydroxy... 16.36 1.0 ug/L 89472 3 11.30 447936 5.0
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