LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 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\SOMVTR053020WMA .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 1.319 61 71 77 rBvV3 72759 89778 12.09% 2.173%
2 1.476 81 120 146 rVV2 170617 742680 100.00% 17.979%
3 1.579 147 152 167 rVB 43215 67641 9.11% 1.637%
4 1.817 219 226 246 rVB 110132 151216 20.36% 3.661%
5 2.048 291 298 311 rVvv3 12591 21142 2.85% 0.512%
6 2.122 312 321 334 rVB 77131 115863 15.60% 2.805%
7 2.778 515 525 549 rVB 70807 125877 16.95% 3.047%
8 3.058 601 612 625 rVB2 11956 24373 3.28% 0.590%
9 3.942 869 887 928 rBV3 114254 338037 45.52% 8.183%
10 4.380 1003 1023 1051 rBvV2 56497 154641 20.82% 3.744%
11 5.074 1223 1239 1268 rBv2 129405 306365 41.25% 7.416%
12 5.515 1364 1376 1391 rBV3 11412 23724 3.19% 0.574%
13 5.643 1401 1416 1436 rBV 104129 203615 27.42% 4.929%
14 5.939 1498 1508 1528 rBV2 25917 50941 6.86% 1.233%
15 6.097 1544 1557 1584 rBV2 69565 146616 19.74% 3.549%
16 6.325 1619 1628 1636 rBV6 6365 13595 1.83% 0.329%
17 6.373 1637 1643 1665 rVB 8097 20274 2.73% 0.491%
18 7.010 1831 1841 1858 rBvV2 33803 59627 8.03% 1.443%
19 7.338 1932 1943 1960 rBV 143107 246547 33.20% 5.968%
20 7.521 1988 2000 2001 rBV6 5461 9527 1.28% 0.231%
21 7.588 2013 2021 2030 rBvV3 18183 28584 3.85% 0.692%
22 7.646 2031 2039 2054 rVB 21104 37765 5.08% 0.914%
23 8.116 2174 2185 2211 rBV 167954 299161 40.28% 7.242%
24 8.264 2223 2231 2252 rVB2 29085 48803 6.57% 1.181%
25 8.875 2409 2421 2447 rBV 145189 249476 33.59% 6.039%
26 9.518 2609 2621 2631 rBvV2 11173 23440 3.16% 0.567%
27 9.833 2708 2719 2728 rBV5 10805 17977 2.42% 0.435%
28 10.238 2835 2845 2859 rBV 44634 70744 9.53% 1.713%
29 10.739 2994 3001 3010 rVB2 15884 23028 3.10% 0.557%
30 10.961 3059 3070 3083 rBV2 11752 19445 2.62% 0.471%
31 11.174 3127 3136 3146 rBV3 6054 8961 1.21% 0.217%
32 11.270 3155 3166 3182 rBV 116709 178515 24.04% 4.321%
33 11.556 3244 3255 3269 rBV 20434 37497 5.05% 0.908%

34 11.646 3272 3283 3300 rVB 97533 153886 20.72% 3.725%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .M
Title - TRACE VOA SOMO1.0

35 12.370 3499 3508 3521 rBV5 7844 13290 1.79% 0.322%
36 12.871 3649 3664 3671 rBV6 3471 8242 1.11% 0.200%

Sum of corrected areas: 4130893
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O53020WMA .M
TRACE VOA SOM01.0

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV016402.D
1]48
150000
182 5.07
3.94
5.64
100000
2.12
' . : 6.10
4.38
50000
5.94
O B e e S T e e e e e e I e e L I e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV016402.D
8.12
150000 7.34 8.87
11.27
100000 11.65
50000 10.24
11
10.74
Lm‘ 952 083 n 10.9611.1L
Ok R { —n e N . e
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV016402.D
150000
100000
50000
12.37 1287
O e i i B e e e e e B e RS
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 1

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

1.48 18.24 ug/L 742680 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Alanine., 3-sulfo- 169 C3H7NO5S 000498-40-8 39
2 Methanethiol 48 CHA4S 000074-93-1 10
3 Tetraborane(10) 54 B4H10 018283-93-7 9
4 Taurine 125 C2H7NO3S 000107-35-7 9
5 Methanethiol 48 CHA4S 000074-93-1 7

Abundance Scan 121 (1.479 min): VV016402.D (-81) (-) m/z 47.95 100.00%
48 6
5000
40 120 140 160 180
o) M. 1 L S M. m/z 63.90 78.93%
mz-> 0 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #37601: L-Alanine, 3-sulfo-
48 64
5000
120 1.40 1.60 1.80
m/z 47.00 69.56%
0 41 |, 55 | 71 80 91 124
mz-> 0 10 20 30 40 50 60 70 80 gb 100 110 120 130
Abundance
47
%0 10 160 180
5000 m/z 45.00 39.24%
R R R A RS RS AR AN RRRAR RSN RARRS RARRN RAREN
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #135: Tetraborane(10) B LSRN e o
4 120 1.40 1.60 1.80
m/z 46.00 9.56%
5000 -
1
U J‘ ?ﬁﬁj”“ﬂw”‘L'W'”'P'“I”'W'”'P'”I”'W'”'P
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

1.82 3.71 ug/L 151216 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Butane, 2-methyl- 72 C5H12 000078-78-4 50

Abundance Scan 227 (1.820 min): VV016402.D (-219) (-) m/z 43.05 100.00%

43
5000
39
57 72

5053 62 67 1.40 1.60 1.80 2.00 2.20

Obrrrrrrerrrrerrrreprrmrrereeereeerrreeere 20530 L 62 67 | ns7 7 41.95  59.81%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
5000 | BRI LN L LB L B B
1.40 1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.00 54 _16%
0 15 30 , 5053 | 6265 69 |
L AR A S e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
P b e
1.40 1.60 1.80 2.00 2.20
5000 27 m/z 39.00 20.98%
39
15 57 72
o 2 12 30 5053
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane L AU
43 1.40 1.60 1.80 2.00 2.20

m/z 57.00 15.37%

5000
27

39

57 72
2 1215 ‘Eo 53 | 69\

O T R e e e e e B L

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 Ethanethiol Concentration Rank 11

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

2.05 0.52 ug/L 21142 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 87
2 Ethanethiol 62 C2H6S 000075-08-1 87
3 Ethanethiol 62 C2H6S 000075-08-1 87
4 Ethanethiol 62 C2H6S 000075-08-1 86
5 Ethanethiol 62 C2H6S 000075-08-1 86

Abundance Scan 298 (2.048 min): VV016402.D (-291) (-) m/z 61.95 100.00%
ep
47
5000
MBI S St WA S
43|| . 555|8| o 1.80 2.00 2.20 2.40
| . N R L N m/z 46.95 67.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #335: Ethanethiol
29 47 62
5000
1.80 2.00 2.20 2.40
34 58 m/z 44.90 25.84Y%
0 ”I'"W'"'I”"I"”I'"W'"'Iﬁz'l"ﬁ%"'ﬁq"'P"' RARARRARS RRARY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
29 47 62
1.&'30 2.'00 2.'20 2.110
5000 m/z 60.90 17.48%
58
ol 1215 37 44 50 65
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #332: Ethanethiol
20 47 62 1.80 2.00 2.20 2.40
m/z 58.00 13.84%
5000
2 34 58
0 1215 “ _|ls7 44| s0 | |65
m/z--> é fo fs 25 2% §0 §5 45 4% éo §5 60 6% fo ' 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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: Straight-Chai... Concentration Rank 7

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

3.06 0.60 ug/L 24373 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 C6H14 000110-54-3 72
4 Butane. 1-chloro-2-methvl- 106 C5H11cClI 000616-13-7 40
5 3-Buten-1-ol, 3-methyl- 86 C5H100 000763-32-6 38

Abundance Scan 613 (3.061 min): VV016402.D (-601) (-) m/z 57.00 100.00%
57
41
5000
86 "'A"”I'”'Iﬁ\'l”'
% 50 | 66 7|1 76 | 2.80 3.00 3.20 3.40
Obrrrrrrrrrr e R m/z 41.00 73.49%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43
29
5000
39 2.80 3.00 3.20 3.40
5 86 m/z 43.00 56.44Y%
2 \ 2 L 83 n
S ) b A LAt At Ak AN ) AL LR ALY A AR LA A A AR LA LA
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
41 280 3.00 3.20 3.40
5000 m/z 56.00 51.69%
29 86
o 15 37 | 4953 6165 'L 77
LR LAy LR LRl SR LU AL SRR LAAR) LA AR RAL) LARL) RALE) RALLE SARR) ARSN AR LALKALARL) B
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 57 2.80 3.00 3.20 3.40
m/z 42.00 33.17%
29
5000
s 39 86
0'M“w%W“WMJMwmw“wmwmhmﬁmwiﬂﬁwmwmziwmwmwmwmw
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 8

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

5.51 0.58 ug/L 23724 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 59
2 Heptane 100 C7H16 000142-82-5 43
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
4 Heptane 100 C7H16 000142-82-5 40
5 Heptane 100 C7H16 000142-82-5 38

Abundance Scan 1375 (5.511 min): VV016402.D (-1364) (-) m/z 43.00 100.00%
43
57 71
5000
100
‘ ‘ 51 | | 520 540 560 5.80
O e e e e e m/z 41.00 67.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3973: Heptane
43
57
5000 &
520 5.40 5.60 5.80
29 100 m/z 57.00 61.05%
0 ‘ | ‘ ‘ 85
LRJUURELELEN UL SR FULELIN IR SURLLEL SURBLLS SURBLIS SURILI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
520 5.40 5.60 5.80
5000 57 71 m/z 71.00 56.85%
29
100
15 37 51 65 85
e S S I I IS I SULIL LS SURIL LS AU WA
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #3977: Hexane, 3-methyl- R L
43 520 5.40 5.60 5.80
m/z 56.00 46.61%
5000 57 70
29
e S S I I I I SULIL LS SURSLLS IR WA R AR SRR RN R
m/z--> 10 40 50 60 70 80 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

7.59 0.57 ug/L 28584 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 76
2 Octane 114 C8H18 000111-65-9 68
3 Octane 114 C8H18 000111-65-9 64
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 50
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 50

Abundance Scan 2021 (7.588 min): VV016402.D (-2013) (-) m/z 43.00 100.00%
a3
5000 57 85
71 et
36 ” | 114 7.20 7.40 7.60 7.80 8.00
0..,....,....,..::|;I.-.-.,.-:.:',...-.'!:':-..,..':.,...9?,....,:!..,.. m/z 41.00 58.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Octane
43
5000
29 57 g5 7.20 7.40 7.60 7.80 8.00
71 m/z 57.00 48.42%
oL 15 sl s e | ‘ 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7.20 7.40 7.60 7.80 8.00
5000 m/z 85.10 45.26%
57
- 71 85
51 65 114
G A L R RS R RS AR RS AR SRS RARRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7619: Octane R e L R &
43 7.20 7.40 7.60 7.80 8.00

m/z 56.00 31.58%

5000

57
71 85

29
1 37“\‘ 51“ 64 | | 114

M th M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 Hexanal Concentration Rank 5

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

8.26 0.98 ug/L 48803 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 32

Abundance Scan 2230 (8.260 min): VV016402.D (-2223) (-) m/z 44.00 100.00%
4 56
5000
72
67 82 R L UL R
l| 50 | | ] | 8.00 820 840 860
Ot e e m/z 40.95 95.30%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3771 Hexanal
44 56
5000 29 RS ANESERARSE SRS NAAN
8.00 8.20 8.40 8.60
2 g m/z 55.95 94 .66%
o 38 \ 50 ||| 65 | 94 100
miz--> 0 20 30 40 50 6 70 8 9 100
Abundance
44 56
8.00 8.20 8.40 8.60
5000 m/z 43.00 59.19%
27
o 15 32 38 50 65 100
LRJUURELERE URLELELN I FULELIN IS SURLLEL SURBLLS SURBLES SURILI L
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3773: Hexanal
44 56 8.00 8.20 8.40 8.60
m/z 57.00 57.46%
5000 -
e S S I I I S SULIL LS SULILLS IR WA
m/z--> 10 20 30 40 50 60 70 8 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 Furan, 2-pentyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 0.64 ug/L 23028 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-pentvl- 138 C9H140 003777-69-3 90
2 Furan. 2-pentvl- 138 C9H140 003777-69-3 64
3 1H-Pvrrole. 1-methvl- 81 C5H7N 000096-54-8 52
4 2-n-Butvl furan 124 C8H120 004466-24-4 50
5 2-n-Butyl furan 124 C8H120 004466-24-4 50
Abundance Scan 3001 (10.739 min): VV016402.D (-2994) (-) m/z 81.00 100.00%
g1
5000
53 AR ARSUAREA RARRE R
39 | 68 9% 109 1T8 1040 10.60 10.80 11.00
o} N SO NS A | NSNS v S M IS m/z 82.00 22.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17517: Furan, 2-pentyl-
81
5000 o 'ﬂ'
10.40 10.60 10.80 11.00
53 138 m/z 53.00 18.31%
ol 15 2 4 67 | % 109 123
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
10.40 10.60 10.80 11.00
5000 m/z 138.00 16.15%
27 53
o 41 67 95 100 123 38
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1120: lH—PyrroIe, l—methyl— L LI LB BN N B ]
g1 10.40 10.60 10.80 11.00
m/z 39.00 9.56%
5000
42 53
0 1\5 ?7 m‘u \M‘H 66 LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 3-Octanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.96 0.54 ug/L 19445 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 64
2 3-0Octanone 128 C8H160 000106-68-3 59
3 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 50
4 Butanal. 2-ethvl- 100 C6H120 000097-96-1 43
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 40
Abundance Scan 3070 (10.961 min): VV016402.D (-3059) (-) m/z 43.00 100.00%
43 57
72
5000 99
I | 85 128 10.60 10.80 11.00 11.20
0'W””P'”P”ﬂ””ﬁM'PJ#l”ﬁL'PJ4“”P”'P”“””P”'P”W” m/z 57.00 87.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12427: 3-Octanone
43 57
29 72
5000 %9
10.60 10.80 11.00 11.20
m/z 72.00 55.84%
85 128
0 'W'%?W"J“"”“ha”l'mll'”'l”"I”M'P"'b"'%%?W"”I"”I'”'I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
29 43 g
10.60 10.80 11.00 11.20
5000 72 m/z 71.00 47 .14%
99
85 128
ol 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28278: 2,2-Dimethyl-3-octanone
57 10.60 10.80 11.00 11.20
23 % m/z 99.00 47.06%
71
5000
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060120\
Data File : VV016402.D

Aca On : 01 Jun 2020 11:10

Operator : SY/MD

Sample : L2826-06

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.56 1.05 ug/L 37497 1,4-Dichlorobenzene-d4 11.27
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 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-l1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
Abundance Scan 3256 (11.559 min): VV016402.D (-3244) (-) m/z 57.10 100.00%
57
5000 41
70 83
||5w e 08 117 11.20 11.40 11.60 11.80
o.n,n.w.”.“.niunw”-h,.”,”.w.”.“.d,”.w.”h“.. m/z 41.00 47 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.20 11.40 11.60 11.80
83 m/z 43.00 35.14%
98
NN 1 O - - 0 R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.20 11.40 11.60 11.80
5000 m/z 55.00 33.79%
43
29 70 83
o 18 51 63 77 % 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80
m/z 56.00 24 .15%
5000 41
70 83
o 15 H\ ostlle | ] %
m/z--> 10 20 30 40 50 60 70 8 90 100 11'0 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060120\
Data File : VV016402.D

Acq On : 01 Jun 2020 11:10

Operator : SY/MD

Sample - L2826-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO53020WMA .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 1.48 18.2 ug/L 742680 1 5.64 203615 5.0
(DEL) Alkane: Str... 1.82 3.7 ug/L 151216 1 5.64 203615 5.0
Ethanethiol 2.05 0.5 ug/L 21142 1 5.64 203615 5.0
(DEL) Alkane: Str... 3.06 0.6 ug/L 24373 1 5.64 203615 5.0
(DEL) Alkane: Str... 5.51 0.6 ug/L 23724 1 5.64 203615 5.0
(DEL) Alkane: Str... 7.59 0.6 ug/L 28584 2 8.87 249476 5.0
Hexanal 8.26 1.0 ug/L 48803 2 8.87 249476 5.0
Furan, 2-pentyl- 10.74 0.6 ug/L 23028 3 11.27 178515 5.0
3-Octanone 10.96 0.5 ug/L 19445 3 11.27 178515 5.0
1-Hexanol, 2-ethyl- 11.56 1.1 ug/L 37497 3 11.27 178515 5.0
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