LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample - L3486-10

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\SOMVTRO72320WMA .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 1.113 3 7 14 rVB 54033 46000 3.03% 0.532%
2 1.312 60 69 82 rvB2 70349 96232 6.33% 1.112%
3 1.393 82 94 115 rBV 558877 736718 48.46% 8.514%
4 1.579 145 152 164 rVB 49453 58283 3.83% 0.674%
5 2.119 307 320 330 rBV2 121358 227154 14.94% 2.625%
6 2.196 330 344 375 rVB 576710 1520123 100.00% 17.567%
7 2.708 481 503 505 rBV4 11609 29566 1.94% 0.342%
8 3.724 801 819 839 rBV 85337 218174 14.35% 2.521%
9 3.926 868 882 892 rBV2 43094 121363 7.98% 1.403%
10 4.003 893 906 933 rVB 224864 661400 43.51% 7.643%

11 4_.373 1003 1021 1040 rBV2 83637 201888 13.28% 2.333%
12 5.071 1222 1238 1259 rBV2 164520 401533 26.41% 4.640%
13 5.640 1400 1415 1434 rBV 188021 385889 25.39% 4._.459%
14 6.093 1529 1556 1570 rBV2 91825 218376 14.37% 2.524%
15 6.203 1580 1590 1613 rVB 92408 186123 12.24% 2.151%

16 6.309 1613 1623 1631 rvv2 48297 85614 5.63% 0.989%
17 6.360 1631 1639 1654 rVB 49394 96622 6.36% 1.117%
18 7.010 1829 1841 1855 rBV2 49446 89697 5.90% 1.037%
19 7.338 1930 1943 1960 rBV 187086 336120 22.11% 3.884%
20 7.492 1980 1991 2003 rBV2 14822 30712 2.02% 0.355%
21 7.640 2029 2037 2049 rBvV2 34424 59523 3.92% 0.688%
22 7.865 2096 2107 2116 rBV2 10520 18455 1.21% 0.213%
23 8.023 2144 2156 2172 rVB 44013 79726 5.24% 0.921%

24 8.109 2172 2183 2191 rBV 176221 301061 19.81% 3.479%
25 8.161 2191 2199 2217 rVV 219203 377201 24.81% 4 _.359%

26 8.261 2221 2230 2248 rVB2 65162 113720 7.48% 1.314%
27 8.871 2408 2420 2446 rBvV 278881 478571 31.48% 5.531%
28 9.511 2605 2619 2630 rBV9 9472 21280 1.40% 0.246%
29 9.614 2643 2651 2670 rVB 103110 158041 10.40% 1.826%
30 9.720 2674 2684 2700 rBvV 74836 117788 7.75% 1.361%

31 9.833 2712 2719 2732 rVB6 12074 19486 1.28% 0.225%
32 10.238 2833 2845 2858 rBV2 65937 104549 6.88% 1.208%
33 10.402 2883 2896 2905 rVB6 10425 22179 1.46% 0.256%
34 10.955 3059 3068 3081 rBv4 20596 31983 2.10% 0.370%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

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\SOMVTRO72320WMA .M
Title : TRACE VOA SOM01.0

35 11.058 3090 3100 3117 rBvV 56291 92696 6.10% 1.071%
36 11.270 3154 3166 3186 rBvVY 321178 504150 33.17% 5.826%
37 11.585 3246 3264 3272 rBvVY 15021 33856 2.23% 0.391%
38 11.646 3273 3283 3305 rVB2 217577 355480 23.38% 4.108%
39 13.772 3933 3944 3955 rBvV4 9593 15873 1.04% 0.183%

Sum of corrected areas: 8653205
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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 VA\DATA\VV073120\
VV017770.D

31 Jul 2020 13:10

SY/MD

L3486-10

25.0mL/MSVOA V/WATER

6 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

1.11 0.60 ug/L 46000 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 83
3 3-Butenoic acid 86 C4H602 000625-38-7 83
4 2-Butenal. (E)- 70 C4H60 000123-73-9 83
5 N-Methyl-7-azabicyclo(2,2,1)hept... 109 C7H11N 055590-26-6 74

Abundance Scan 6 (1.110 min): VV017770.D (-3) (-) m/z 41.05 100.00%
il
5000

|| 106 120 1.30 1.40 1.50
Ol e et e e e || M/ 39.00  91.86%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #57: Propene
41
5000 27
1.20 1.30 1.40 1.50
m/z 42.10 68.09%
S
O T T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
39
R B R RARREERERE
70 1.20 1.30 1.40 1.50
5000 m/z 39.95 28.10%
29
15
2 50
O T T T T e [ e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1659: 3-Butenoic acid
3 1.20 1.30 1.40 1.50
m/z 38.05 23.79%
5000
58 86
29 “ 68
0 ”.“.”,”.w.”.H”Jwﬂn.“uﬂq.nﬁp.”,.u.“.”,”.w.”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 unknown-01 Concentration Rank 1

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

1.39 9.55 ug/L 736718 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 9
2 Acetaldehvde 44 C2H40 000075-07-0 9
3 Propane 44 C3HS8 000074-98-6 5
4 Ethvlene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 93 (1.389 min): VV017770.D (-82) (-) m/z 44.00 100.00%
4a ﬂ
5000
B B
4 1.20 140 160 1.80
38 47 53 58 78
O'W“”P“W“”P”W””P”W””””i””P”W““P“W”“P“W”“P”W”' m/z 43.00 59.12%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde
29
44
5000 R R L N
15 1.20 140 160 1.80
m/z 42.00 21.81%
ol 12 21 %3 4
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
29 a4
120 140 160 180
5000 5 m/z 40.95 9.59%
o 12/ 1821 26 41
R RN ) RARRN LR ILLEN AR LA RARN LARS RARLS LARAA RAARY RARAN REARN RARMN RLALE AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78: Propane
29 1.20 140 160 1.80
m/z 45.00 2.41%
5000
44
) 39
0 12 20 ‘ 36,] |,
PR 4 e gt gt 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Butanal Concentration Rank 2

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

3.72 2.83 ug/L 218174 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 59
4 Butanal 72 C4H80 000123-72-8 53
5 O-Methylisourea 74 C2H6N20 002440-60-0 46

Abundance Scan 818 (3.721 min): VV017770.D (-801) (-) m/z 41.10 100.00%
41 72
5000 (S
57
3 3.40 3.60 3.80 4.00
15 5053 86
Obrrerrrerprereprrrrprrrprrer e ottt b S e || M7z 44.00 97 . 14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
st
72
5000 29
57 3.40 3.60 3.80 4.00
m/z 43.10 94 _.12%
0 1519 %) 33 3% ‘ 50 54 6669,
s b 10 1 26 25 30 B b 45 5 5 60 te T 75 86 &5 G0
Abundance
27 44
4l 72 3.40 3.60 3.80 4.00
5000 m/z 72.00 80.64%
15 57
38
ol 18 24 3134 50 54 60 6669
L AR AR LARA) RARR) RAAAN RARLN RARR) RARA) RARR) RARA) RARR) RARAN RARAD RAAAN LARRN RARRN LALARSARRI R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #648: Butanal
44 3.40 3.60 3.80 4.00
m/z 39.00 59.50%
27 41 72
5000
57
0 24 ||/31 353#‘ ||, 5054 69
m/z--> é 15 1% 25 2% 36 3% 45 4% 55 5% eb 6% 75 7% 85 8% 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\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 2-Pentanone Concentration Rank 3

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

6.20 2.41 ug/L 186123 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Pentanone 86 C5H100 000107-87-9 86
3 2-Pentanone 86 C5H100 000107-87-9 80
4 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 53
5 2,3-Butanedione 86 C4H602 000431-03-8 50

Abundance Scan 1589 (6.200 min): VV017770.D (-1580) (-) m/z 43.00 100.00%
48
5000
86
39 58 71 5.80 6.00 6.20 6.40 6.60
49 53 63 67 83
0,....,....,....,....,....,....,..:!,l.!.-,....,....,..!.,....,....,!...,....,....,....,....,.. m/z 86.10 21.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
5000
5.80 6.00 6.20 6.40 6.60
86 m/z 40.95 14.63%
27 39 58 71
0 P'”I“'ﬁg'“l”'ﬁ't'ﬁ%"'“lPl* ”'ﬁq“?ﬁ'LI§%W§Z'J'“I“"P'“I'“'P'”I“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
5.80 6.00 6.20 6.40 6.60
5000 m/z 71.00 10.08%
27 58 71 8
o 1518 31 39 4953 61 67
Lo AN RAAR RAREN RARRN ALK LAY RAARN RAAL) LARRD RARED LALRIRRRLY RRARN RRAR) LAAEN RAAEN LAASNIRALY AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone TR
43 5.80 6.00 6.20 6.40 6.60
m/z 39.00 9.79%
5000
86
o 2731 36| 055062 ¢
m/z--> é 1'0 1'5 2'0 2'5 3'0 3'5 40 45 5'0 5'5 6|0 6|5 7'0 7'5 8|0 8|5 9'0 9'5 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Pentanal Concentration Rank 9

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

6.31 1.11 ug/L 85614 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Pentanal 86 C5H100 000110-62-3 64
3 Butanal. 3-methvl- 86 C5H100 000590-86-3 50
4 Butanal. 3-methvl- 86 C5H100 000590-86-3 43
5 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 40

Abundance Scan 1623 (6.309 min): VV017770.D (-1613) (-) m/z 43.95 100.00%
4
5000 58
39
36‘ 4953 || 62 6771 81 86 6.00 620 _6.40 6.60
0.,....,....,....,....,....,....,.:!.;.!I,'....,-.-.!.I!...,....,....,....,....,....,....,....,. m/z 41.10 50.81%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1704: Pentanal
44
29
41
5000
58 6.00 6.20 6.40 6.60
m/z 57.95 42 .64%
o 1‘513 2‘ 30 3 | 50 ‘5‘5 67 71 86
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44
6.00 6.20 6.40 6.60
5000 29 58 m/z 57.10 33.35%
41
55 67 71 86
LS Ly ) LA R LA AAY LARAA SALAS LA SAARS LRSS RARES NARA) REAA) LARRS AR RARK) ARA LS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1741: Butanal, 3-methyl-
4144 6.00 6.20 6.40 6.60
- m/z 39.00 31.04%
5000 58
15 71
0 18 2“ 32 % |11 4953 |61 68 838?
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 3-Pentanone Concentration Rank 5

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

6.36 1.25 ug/L 96622 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 72
2 3-Pentanone 86 C5H100 000096-22-0 9
3 3-Pentanone 86 C5H100 000096-22-0 9
4 3-Pentanone 86 C5H100 000096-22-0 5
5 1,4-Dioxin, 2,3-dihydro- 86 C4H602 000543-75-9 5

Abundance Scan 1639 (6.360 min): V\V017770.D (-1631) (-) m/z 57.05 100.00%
g7
5000
86
6.00 6.20 6.40 6.60
36 42 4953 67 71
Otprrrrprrrr e T T T e m/z 86.00 26.38%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1707 3-Pentanone
57
29
5000
6.00 6.20 6.40 6.60
86 m/z 55.95 3.35%
o 1518 26 | 32 384144 53 62 6771
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 42.00 3.16%
29 86
0 15 26 3942 53
B R LA LRR L AL LAY AL RS KRR ALY RAAL RAALY ERRS LAY LALEA RN LAAAA LRALA RN
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1711: 3-Pentanone R e A RRAAR R R
29 57 6.00 6.20 6.40 6.60
m/z 55.00 2.30%
5000
) 86
o 18 71| 32363943464953 |60 677174 83
m/z--> é 15 fs 25 25 30 35 45 45 §0 55 éo 85 75 7% éo 8% 95 ds 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 3-Hexanone Concentration Rank 11

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

8.02 0.83 ug/L 79726 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone 100 C6H120 000589-38-8 91
2 3-Hexanone 100 C6H120 000589-38-8 90
3 3-Hexanone 100 C6H120 000589-38-8 78
4 3-Hexanone 100 C6H120 000589-38-8 72
5 3-Hexanone 100 C6H120 000589-38-8 52

Abundance Scan 2155 (8.019 min): VV017770.D (-2144) (-) m/z 43.05 100.00%
48 57
71
5000 100
a5 7.60 7.80 8.00 8.20 8.40
I - | O < O A N P m/z 56.95 97.03%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3783: 3-Hexanone
43 57
71
5000 IRERANARBE RS NRERE R
29 100 760 7.80 8.00 8.20 8.40
m/z 71.00 68.15%
oL 15 H 37\‘\‘ 51 | 63 | 77 8 ‘
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
7.60 7.80 8.00 8.20 8.40
5000 29 1 m/z 100.00 44.62%
100
0 "|'"'|??"|"??l'"'59""|§?"|"??|'?§'|""|""|
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3776 3-Hexanone
43 57 7.60 7.80 8.00 8.20 8.40
m/z 41.00 33.27%
29 71
5000
100
0"|”"|“"|“"|”"|“"|“"w"'w§§w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Hexanal Concentration Rank 7

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

8.26 1.19 ug/L 113720 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 53
2 Hexanal 100 C6H120 000066-25-1 53
3 Hexanal 100 C6H120 000066-25-1 53
4 Hexanal 100 C6H120 000066-25-1 45
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 2230 (8.261 min): VV017770.D (-2221) (-) m/z 44.05 100.00%
44 6
5000
3 | 8.00 8.20 8.40 8.60
0 ..,....,....,...-'.:I . '.'!..,....,|....,....,....9,9....,....,1.2.2..,. m/z 41.05 97.68%
m/z--> 10 20 30 40 5 90 100 110 120
Abundance #3772. Hexanal
44
56
27
5000
8.00 8.20 8.40 8.60
72 g m/z 56.10 90.96%
0 3% ‘ il | 1 ‘
LS I IO I IR IR UL UL I SN S RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
4 g
8.00 8.20 8.40 8.60
5000 29 m/z 57.00 70.68%
2 g
37 65 100
G R R R A R R RS RS RSN SRAN AR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3767: Hexanal R B RARE e
4 o 8.00 8.20 8.40 8.60
m/z 43.05 62 .85%
5000
27
2 g
0 "|'%§'|""|"?ﬁ| "'I'J'li'§§'lh"'ll"'l"'%99'"I""I""I'
m/z--> 10 20 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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-Heptanone Concentration Rank 4

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

9.61 1.65 ug/L 158041 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 90
2 3-Heptanone 114 C7H140 000106-35-4 87
3 3-Heptanone 114 C7H140 000106-35-4 86
4 3.5-Octanedione. 2.2.4.7-tetrame... 198 C12H2202 1000161-72-3 78
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 72

Abundance Scan 2650 (9.611 min): VV017770.D (-2643) (-) m/z 57.10 100.00%
57
5000
85
4l 72 114
9.20 9.40 9.60 9.80 10.00
o...,....,.??.',L'...??.'::,.‘.3“?.,!..7?,..:.,.?“?.,....,..|..,... m/z 84.95 32.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7438: 3-Heptanone
57
5000 29
85 9.20 9.40 9.60 9.80 10.00
41 72 1 m/z 41.10 21.51%
0 23 L “j 51 |, 65 79 99
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
57
29
9.20 9.40 9.60 9.80 10.00
5000 m/z 72.05 18.25%
41 72 85
0"'l'"'l""l"''?%'"|'§5"|''"|""|"'??""|'1%"1'|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7436: 3-Heptanone
57 9.20 9.40 9.60 9.80 10.00
29 m/z 114.10 14 .29%
5000
i 12 i 114
0'”I'”'I”"P"W"”I'”'I”"P"W"”#ﬁ”'l”"P" |“"ﬁ"w'l\|“"w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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-Heptanone Concentration Rank 6

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

9.72 1.23 ug/L 117788 Chlorobenzene-d5 8.87
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 87
4 2-Heptanone 114 C7H140 000110-43-0 81
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 72

Abundance Scan 2684 (9.720 min): VV017770.D (-2674) (-) m/z 43.05 100.00%
43
58
5000
it 9.40 9.60 9.80 10.00
99 114
o..w..”,”.w.?ﬁUL.f?mﬂw??wL”?%g?w.”s“..w.n.“. m/z 58.10 60.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7426: 2-Heptanone
43
58
5000
9.40 9.60 9.80 10.00
27 m/z 71.00 18.36%
15 & 114
0 \ L\ 37, 51, 65 | 77 85 9
miz--> % 30 40 % 60 70 80 90 100 110 120
Abundance
43
58 9.40 9.60 9.80 10.00
5000 m/z 41.00 13.35%
15 27 71
0 37 51 65 78 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43 9.40 9.60 9.80 10.00
m/z 39.00 12.89%
58
5000
27 71
0 || 37| 51,] 65 | 77 8591 99 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV073120\
Data File : VV017770.D

Aca On : 31 Jul 2020 13:10

Operator : SY/MD

Sample : L3486-10

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 2-Octanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.06 0.92 ug/L 92696 1,4-Dichlorobenzene-d4 11.27
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 2-0Octanone 128 C8H160 000111-13-7 90
5 2-Octanone 128 C8H160 000111-13-7 80
Abundance Scan 3101 (11.061 min): VV017770.D (-3090) (-) m/z 43.00 100.00%
ile]
58
5000
A 85 128 10.80 11.00 11.20 11.40
113 : : : :
0...,....,....,....|,|!:..5,0.'.':-.|,...-.-i|....,..'..,.?.5.,....,.-...,....',.... m/z 58.05 75.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12438: 2-Octanone
43
58
5000 SRR SR SR B
10.80 11.00 11.20 11.40
m/z 41.05 20.47%
27 71
0 84l 51, | 8 o5 113 128
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
43 58
10.80 11.00 11.20 11.40
5000 m/z 71.00 17 .65%
71
o 15 2t 51 85 o5 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12436: 2-Octanone
43 10.80 11.00 11.20 11.40
m/z 59.00 15.65%
58
5000
27 71
o T llsall s, | 788 o5 105113 128
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 11'0 12'0 1:'30 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV073120\
Data File : VV017770.D

Acq On : 31 Jul 2020 13:10

Operator : SY/MD

Sample - L3486-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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]
(DEL) Alkane: Str... 1.11 0.6 ug/L 46000 1 5.64 385889 5.0
unknown-01 1.39 9.6 ug/L 736718 1 5.64 385889 5.0
Butanal 3.72 2.8 ug/L 218174 1 5.64 385889 5.0
2-Pentanone 6.20 2.4 ug/L 186123 1 5.64 385889 5.0
Pentanal 6.31 1.1 ug/L 85614 1 5.64 385889 5.0
3-Pentanone 6.36 1.3 ug/L 96622 1 5.64 385889 5.0
3-Hexanone 8.02 0.8 ug/L 79726 2 8.87 478571 5.0
Hexanal 8.26 1.2 ug/L 113720 2 8.87 478571 5.0
3-Heptanone 9.61 1.6 ug/L 158041 2 8.87 478571 5.0
2-Heptanone 9.72 1.2 ug/L 117788 2 8.87 478571 5.0
2-Octanone 11.06 0.9 ug/L 92696 3 11.27 504150 5.0
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