LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 1.213 30 38 56 rBv 128725 294238 56.41% 6.333%
2 1.422 99 103 108 rBV 20537 17718 3.40% 0.381%
3 1.544 139 141 154 rVvVB4 98233 146162 28.02% 3.146%
4 2.110 309 317 327 rBV 79427 109531 21.00% 2.357%
5 2.193 336 343 354 rVB2 33862 48112 9.22% 1.036%
6 2.299 368 376 382 rBV 31935 47671 9.14% 1.026%
7 2.341 384 389 401 rVB 23437 37923 7.27% 0.816%
8 2.457 419 425 438 rvVvB2 11805 20829 3.99% 0.448%
9 2.524 438 446 449 rBV10 3996 5623 1.08% 0.121%
10 2.647 473 484 491 rBV 40485 86531 16.59% 1.862%

11 2.705 491 502 529 rVB 213891 505972 97.00% 10.890%
12 3.746 808 826 844 rBVS5 17047 49726 9.53% 1.070%
13 3.942 876 887 911 rBV 72736 191070 36.63% 4.112%
14 4.396 1010 1028 1049 rBV2 53836 130706 25.06% 2.813%
15 5.087 1226 1243 1261 rBV3 135724 316647 60.70% 6.815%

16 5.659 1408 1421 1441 rBV 106300 215343 41.28% 4_.635%

17 6.068 1535 1548 1552 rBV5 10323 17797 3.41% 0.383%
18 6.113 1552 1562 1581 rVB2 73672 154301 29.58% 3.321%
19 6.341 1623 1633 1636 rBV10 3761 5653 1.08% 0.122%
20 6.627 1711 1722 1737 rVB3 24156 50797 9.74% 1.093%
21 7.029 1833 1847 1862 rBV 36931 69437 13.31% 1.494%
22 7.357 1919 1949 1965 rBV 145418 279395 53.56% 6.013%
23 7.563 2004 2013 2026 rVB5 6843 12586 2.41% 0.271%
24 7.663 2033 2044 2055 rBvV 22525 40457 7.76% 0.871%
25 8.135 2180 2191 2203 rBV 306573 521636 100.00% 11.227%
26 8.286 2231 2238 2252 rVB7 10445 18078 3.47% 0.389%
27 8.894 2415 2427 2443 rBV 163357 267860 51.35% 5.765%
28 9.145 2494 2505 2520 rVB 49179 80367 15.41% 1.730%
29 9.267 2540 2543 2555 rVBS8 4595 7102 1.36% 0.153%
30 9.431 2588 2594 2600 rBV9 4071 5417 1.04% 0.117%
31 9.752 2685 2694 2706 rBVvV2 12087 22423 4_30% 0.483%
32 9.855 2715 2726 2733 rBvV2 6827 12532 2.40% 0.270%
33 10.260 2842 2852 2870 rBV 81447 131110 25.13% 2.822%
34 10.476 2912 2919 2929 rVB9 3741 6756 1.30% 0.145%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 10.627 2955 2966 2974 rBV9 4494 6914 1.33% 0.149%
36 11.087 3097 3109 3121 rBV2 17454 36086 6.92% 0.777%
37 11.199 3136 3144 3153 rVB2 9130 16018 3.07% 0.345%
38 11.293 3163 3173 3189 rVB 144210 237058 45.45% 5.102%
39 11.576 3250 3261 3273 rBV2 26403 51120 9.80% 1.100%
40 11.672 3280 3291 3305 rVvB 148793 238514 45.72% 5.134%
41 12.286 3470 3482 3489 rBV3 14074 26617 5.10% 0.573%
42 12.392 3504 3515 3524 rBV9 10231 17687 3.39% 0.381%
43 13.678 3907 3915 3924 rBV6 8061 10488 2.01% 0.226%
44 16.235 4699 4710 4721 rBv4 27959 50147 9.61% 1.079%
45 16.360 4741 4749 4758 rBvV2 18667 28049 5.38% 0.604%

Sum of corrected areas: 4646204
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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\
Vv011294.D

07 Jun 2019 18:06

SY/MD

K3197-14

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 : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 Sulfur dioxide Concentration Rank 2

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

1.21 6.83 ug/L 294238 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64

Abundance Scan 37 (1.209 min): VV011294.D (-30) (-) m/z 63.90 100.00%
63.9
47.9
5000
1,20 1.30 1.40 1.50 1.60 |
WU m/z 47.85 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #358: Sulfur dioxide
48.0 640
5000 HUAR AR IUNUAE AR AR IR
1.20 1.30 1.40 1.50 1.60
20 m/z 65.90 4 .84%
T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #357: Sulfur dioxide
64.0
11,20 1.30 1.40 1.50 1.60 |
5000 48.0 m/z 49.90 2_43Y%
16,0 3%0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #6177: Aminomethanesulfonic acid
64.0 1.20 1.30 1.40 1.50 1.60
m/z 45.00 1.25%
5000 48.0
17.0
\ 132.0 40.0 . 760 96.0
miz--> 10 20 30 40 50 60 70 8 90 100 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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-Propanol, 2-methyl- Concentration Rank 1

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

2.70 11.75 ug/L 505972 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 83
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 74
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 43
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 28
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 501 (2.701 min): VV011294.D (-491) (-) m/z 59.00 100.00%
59.0
5000 J\\
b 240 260 2.80 3.00
O BL8 1071 148 222 Tm/z 41.00 23.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #859: 2-Propanol, 2-methyl-
59.0
5000 IS AREEE AR SR L
310 2.40 2.60 2.80 3.00
m/z 43.00 15.71%
IIIII'I'I|"I||IIII AU S S S A S D S DA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #858: 2-Propanol, 2-methyl-
59.0
2.40 2.60 2.80 3.00
5000 m/z 39.00 11.29%
31.0
IIIII""I""I""I""I""I""I""I""IIIII R SR B D O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #860: 2-Propanol, 2-methyl-
59.0 2.40 2.60 2.80 3.00
m/z 57.00 10.31%
5000
31.0
T e e e e e e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 unknown-01 Concentration Rank 7

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

3.75 1.15 ug/L 49726 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 49
2 Butanal 72 C4H80 000123-72-8 43
3 Butanal 72 C4H80 000123-72-8 43
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 38
5 Propane 44 C3HS8 000074-98-6 38

Abundance Scan 827 (3.749 min): VV011294.D (-808) (-) m/z 41.00 100.00%
41.0
57.0
5000
2071 S abe 3k Ak |

e (M/Z 42,95 73384

m/z--> 40 100 120 140 160 180 200
Abundance #646: Butanal
27,0 44.0
“—v\.,JAJ\.\N‘rlLJ\_‘

5000 S e e e
3.40 3.60 3.80 4.00

m/z 43.95 70.56%

,,,,,,,,
m/z--> 100 120 140 160 180 200
Abundance #647: Butanal
44.0

72.0 3.40 3.60 3.80 4.00
5000 27.0 m/z 57.00 65.07%
LR SN UL LRI L LRI UL N NN BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #648: Butanal
44.0 3.40 3.60 3.80 4.00

m/z 39.00 54 .46%

27.0 72.0
5000
m“‘w ‘ 1y
LI L L L L L L L L L B L

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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-Butanone, 3,3-dimethyl- Concentration Rank 6

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

6.63 1.18 ug/L 50797 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 80
2 3-Hexanone 100 C6H120 000589-38-8 78
3 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 72
4 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 59
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 53

Abundance Scan 1723 (6.630 min): VV011294.D (-1711) (-) m/z 57.00 100.00%
57.0
41.0
5000
100.0
| 11 84.9 6.20 6.40 6.60 6.80 7.00
R e e e L B B R R m/z 41.00 67 .95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000
29.0 6.20 6.40 6.60 6.80 7.00
150 100.0 m/z 43.00 51.63%
, , |1l 400 Jl, 670 77.0 850
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3783: 3-Hexanone
43.0 57.0
110 620 640 6.60 6.80 7.00
5000 100.0 m/z 100.00 29.20%
29.0
15.0 H “\‘ Ll | 85'0 .
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3907: 2-Butanone, 3,3-dimethyl- T BRam B e
57.0 6.20 6.40 6.60 6.80 7.00
m/z 39.00 23.61%
5000 41.0
290 100.0
15.0 ||| 400 | 670750 80 ‘
m/z--> 10 20 30 40 50 60 70 8 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 : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 Cyclopentene, 1,2,3,4,5-pen... Concentration Rank 5

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

9.14 1.50 ug/L 80367 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3.4.5-pentamet... 138 C10H18 1000154-28-6 91
2 5-t-Butvl-4-methvlimidazole 138 C8H14N2 146979-50-2 90
3 Cvclopentene. 1.2.3.3.4-pentamet... 138 C10H18 197390-29-7 83
4 1.3-Benzenediol. 4-ethvl- 138 C8H1002 002896-60-8 72
5 Phenol, 4-amino-3-methyl- 123 C7HONO 002835-99-6 72

Abundance Scan 2504 (9.142 min): VV011294.D (-2494) (-) m/z 122.95 100.00%
128.0
5000
43.0 138.0 AU SAREE SRR SRR AR
53.0 7.0 77.0 94.9 106.9 8.80 9.00 9.20 9.40

..,....,....','....,.'.-..,...'.,...'.',....,..'..,....,....,.!..,...I,.... m/z 42.95 21.11%
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
5000
81.0 8.80 9.00 9.20 9.40
%
410 138.0 m/z 138.00 17.04%
27.0 55.0 67.0 95.0
S Y PSS P Y I N B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17462: 5-t-Butyl-4-methylimidazole
123.0
B e
8.80 9.00 9.20 9.40
5000 m/z 124.00 9.26%
41 138.0

.0
I 530 69.0 810 950 107.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16964: Cyclopentene, 1,2,3,3,4-pentamethyl- EAm L
123.0 8.80 9.00 9.20 9.40

m/z  94.90 7.14%

5000
41.0 81.0

27.0 55.0 670

95.0 138.0
LI H \‘\ P [ 1070

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 : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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-Octanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.09 0.76 ug/L 36086 1,4-Dichlorobenzene-d4 11.30
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 87
3 2-Octanone 128 C8H160 000111-13-7 87
4 2-Octanone 128 C8H160 000111-13-7 86
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 80
Abundance Scan 3110 (11.090 min): VV011294.D (-3097) (-) m/z 42.95 100.00%
43.0
58.0
5000
71.0 SRR BN R DA

85.0 10.80 11.00 11.20 11.40
113.2 128.0
el LD es9 1132 1280 1 et e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12436: 2-Octanone
43.0
58.0
5000

10.80 11.00 11.20 11.40
27.0 m/z 40.95 18.22%

15.0 ) 71.0
| ||I . L 85.0 95.0 113.0 1280
B A o o o R o R NRAREEEEEE S RESESRRns
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12428: 2-Octanone
43.0 58.0
R A AR R RS
10.80 11.00 11.20 11.40
5000 m/z 71.00 15.42%
27.0 1.0
10 20l | 850 950 1130 1280
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
43.0 10.80 11.00 11.20 11.40
58.0 m/z 59.00 13.55%
5000
71.0
150 270 | 850 990 1130 1280

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.08 ug/L 51120 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 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3262 (11.579 min): VV011294.D (-3250) (-) m/z 57.00 100.00%
57.0
5000 41.0
701 g3
|| || 98.0 1101 11.20 11.40 11.60 11.80
e e et e e e e || M/z 41.00 41 45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 AL BN UL SO R
43.0 11/20 11.40 1160 11.80
29.0 ‘ 70.0 830 m/z 43.00 29.41%
98.0
ST PR AT N A B
m/z--> 10 20 40 50 60 70 8 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
1120 11140 11.60 11.80
5000 410 m/z 55.00 28.15%
29.0
70.0 83.0
so Ml CE w0 o
O S 0 S S S N AT
Abundance #13662: 2-Propyl-1-pentanol A B o S
57.0 11.20 11.40 11.60 11.80
m/z 70.10 23.76%
5000
41.0 70.0
29.0 830  ggq
T |}?'q| ARARRRS RRARN RS R |""|"l"|" T '}f?'q T quﬁ'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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-Nonanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.29 0.56 ug/L 26617 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 86
2 2-Nonanone 142 C9H180 000821-55-6 80
3 2-Nonanone 142 C9H180 000821-55-6 72
4 2-Undecanone 170 C11H220 000112-12-9 64
5 2-Undecanone 170 C11H220 000112-12-9 64
Abundance Scan 3483 (12.289 min): VV011294.D (-3470) (-) m/z 42.95 100.00%
43.0 58.0
5000
12701422 pr | 1200 12120 1240 1260
i . m/z 58.00 96.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19924: 2-Nonanone
43.0 58.0
5000
12.00 12.20 12.40 12.60
270 m/z 71.00 25.62%
. 85.0100.0  127.01420
m/z--> 20 40 éo éo 160 150 1&0 1éo 1éo
Abundance #19938: 2-Nonanone
54.0
43.0
12.00 12.20 12.40 12.60
5000 m/z 59.00 23.80%
20 | | | s40000 1o701420
miz--> 20 40 60 8 100 120 140 160 180
Abundance #19939: 2-Nonanone
43.0 580 12.00 12.20 12.40 12.60
' m/z 40.95 23.31%
5000
142.0
770 || | | @m0 1o
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 ' 12.'00 12.'20 12.'40 12.I60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.23 1.06 ug/L 50147 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 98
2 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
3 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
4 2H-1-Benzopvran. 3.5.6.8a-tetrah... 192 C13H200 041678-29-9 38
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 38
Abundance Scan 4709 (16.231 min): VV011294.D (-4699) (-) m/z 177.00 100.00%
177.0
41.0
66.9
5000
220.1
910 135.0
281.1 16.00 16.20 16.40 16.60
m/z 41.00 74 .60%
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
41.0 iatihtin' Bt s
5000 67.0 135.0 16.00 16.20 16.40 16.60
91.0 m/z 66.90 51.89%
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 16.00 16.20 16.40 16.60
5000 m/z 57.00 44.74%
67.0 135.0
95.0
r .‘.‘. : H' 'Wﬁ ‘.‘l‘. .Hi‘”. ; w. ,'.“:“‘. ‘.‘tl“‘. I\Ihlll H‘. ; ‘l“‘l‘. : "I I\Ill M - ‘” ARRREEmEETE
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 16.00 16.20 16.40 16.60
0
290.0 m/z 220.10 39.36%
5000 410
67.0 135.0
95.0 J E
}ﬁ?J”MMWMJLJmJﬂ“thnwkugﬁ.“j“n..u”‘”..”.w.”.“. S I ' W
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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011294.D

Aca On : 07 Jun 2019 18:06

Operator : SY/MD

Sample : K3197-14

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 12 Butylated Hydroxytoluene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.36 0.59 ug/L 28049 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 93
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 91
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 76
4 Phenol. 4.6-di(1.1-dimethvlethvl... 220 C15H240 000616-55-7 64
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 64
Abundance Scan 4749 (16.360 min): VV011294.D (-4741) (-) m/z 205.05 100.00%
205.1
5000
56.9 AU
wo| ﬁ04 #”ﬂﬁﬂ 177.0 16.00 16.20 16.40 16.60
el I.|I|I:|I.I IS TP R L - .'..','....,..'.. N N m/z 56.90 24 _.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77553: Butylated Hydroxytoluene
205.0
5000
570 16.00 16.20 16.40 16.60
‘ 1450 1770 m/z 220.20 23.22%
105.0 . :
B L S O =1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205.0
16.00 16.20 16.40 16.60
5000 m/z 145.00 16.83%
57.0 145.0
105.0 177.0
200 L e ,\,,2;%2,9,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 I
Abundance #77554: Butylated Hydroxytoluene s o R
205.0 16.00 16.20 16.40 16.60
m/z 206.10 16.78%
5000
57.0
81.0 1450  177. o
Sl OO i LI (G N - R I | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VV011294.D

Acq On : 07 Jun 2019 18:06

Operator : SY/MD

Sample - K3197-14

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]
Sulfur dioxide 1.21 6.8 ug/L 294238 1 5.66 215343 5.0
2-Propanol, 2-met... 2.70 11.8 ug/L 505972 1 5.66 215343 5.0
unknown-01 3.75 1.1 ug/L 49726 1 5.66 215343 5.0
2-Butanone, 3,3-d... 6.63 1.2 ug/L 50797 1 5.66 215343 5.0
Cyclopentene, 1,2... 9.14 1.5 ug/L 80367 2 8.89 267860 5.0
2-Octanone 11.09 0.8 ug/L 36086 3 11.30 237058 5.0
1-Hexanol, 2-ethyl- 11.58 1.1 ug/L 51120 3 11.30 237058 5.0
2-Nonanone 12.29 0.6 ug/L 26617 3 11.30 237058 5.0
2,5-Cyclohexadien... 16.23 1.1 ug/L 50147 3 11.30 237058 5.0
Butylated Hydroxy... 16.36 0.6 ug/L 28049 3 11.30 237058 5.0
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