LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/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 U\METHOD\SOMUTRO62920WMA .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 1.369 3 9 21 rVB 113835 108907 3.48% 0.587%
2 1.610 72 84 96 rBv2 132629 193531 6.18% 1.043%
3 1.703 103 113 170 rBY 1183407 1990897 63.53% 10.733%
4 1.932 176 184 198 rVB 94598 123411 3.94% 0.665%
5 2.591 371 389 399 rBV2 215052 518290 16.54% 2.794%
6 2.668 399 413 457 rVB 1083596 3133950 100.00% 16.896%
7 3.260 574 597 601 rBv4 24362 72711 2.32% 0.392%
8 4.488 961 979 1020 rBV 221515 606373 19.35% 3.269%
9 4.671 1021 1036 1047 rVvVv 134005 353103 11.27% 1.904%
10 4.748 1047 1060 1102 rvVB 537718 1534419 48.96% 8.272%

11 5.102 1150 1170 1187 rBV 151530 337447 10.77% 1.819%
12 5.761 1353 1375 1402 rBV2 299166 775096 24 .73% 4._.179%
13 6.279 1517 1536 1551 rVB 326998 659911 21.06% 3.558%
14 6.723 1661 1674 1687 rBV 185401 362508 11.57% 1.954%
15 6.800 1687 1698 1714 rVB 188227 366760 11.70% 1.977%

16 6.909 1719 1732 1739 rVV 216312 409177 13.06% 2.206%
17 6.951 1740 1745 1772 rVB2 114475 212113 6.77% 1.144%
18 7.591 1932 1944 1968 rVB2 96327 172840 5.52% 0.932%
19 7.922 2033 2047 2064 rBvV 352598 614028 19.59% 3.310%
20 8.057 2078 2089 2100 rBvV2 30469 58335 1.86% 0.314%

21 8.202 2119 2134 2144 rBV 71487 127265 4._.06% 0.686%
22 8.253 2144 2150 2166 rVB5 17326 33971 1.08% 0.183%
23 8.571 2239 2249 2263 rVB 89885 147996 4.72% 0.798%
24 8.658 2263 2276 2284 rVV 471448 841268 26.84% 4 _535%
25 8.706 2284 2291 2311 rVV 480732 843508 26.92% 4.548%

26 8.809 2311 2323 2347 rVB 297872 511639 16.33% 2.758%
27 9.436 2505 2518 2540 rBV 470792 813271 25.95% 4 _.385%
28 10.147 2728 2739 2752 rBV 217907 333597 10.64% 1.798%
29 10.253 2760 2772 2785 rBV 180543 299335 9.55% 1.614%

30 10.359 2796 2805 2818 rVB2 37960 59370 1.89% 0.320%
31 10.774 2922 2934 2956 rBV 141676 230661 7.36% 1.244%
32 11.304 3086 3099 3109 rBV5 16801 33192 1.06% 0.179%
33 11.484 3143 3155 3165 rBV2 44906 68823 2.20% 0.371%

34 11.587 3177 3187 3206 rVB 133830 213985 6.83% 1.154%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO62920WMA .M
TRACE VOA SOMO1.0

35 11.825 3249 3261 3277 rVB 488888 770720 24 .59% 4_.155%
36 12.118 3328 3352 3364 rBVS 20557 59227 1.89% 0.319%
37 12.205 3366 3379 3396 rVB 339619 557129 17.78% 3.004%

Sum of corrected areas: 18548764

SOMUTRO62920WMA_.M Tue Jun 30 14:57:18 2020 Page: 2



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 U\DATA\VU062920\

VU039213.D

30 Jun 2020 01:06

SY/MD

L3132-10

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 Propene Concentration Rank 12

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

1.37 0.83 ug/L 108907 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cvclopropane 42 C3H6 000075-19-4 78
3 Cvclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3H6 000115-07-1 50
5 Cyclopropane 42 C3H6 000075-19-4 38

Abundance Scan 9 (1.369 min): VU039213.D (-3) (-) m/z 41.05 100.00%
41 i
5000
3
a4 5 1.40 1.50 1.60 1.70 1.80
- A e m/z 39.00 71.38%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.00 65.36%
. L 1215 19 2. L
UARARRES AN RN NN RN LA IR LA RS RS RRRRE RN RRARE
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance
42
39
1.40 1.50 1.60 1.70 1.80
5000 7 m/z 40.00 24 .52%
) 14 24 36
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #59: Cyclopropane
42 1.40 1.50 1.60 1.70 1.80
39 m/z 38.00 19.00%
5000
27
o 2 Yo19 g4)| 3@\“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 13

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

3.26 0.55 ug/L 72711 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 39
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 9
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 Guanidine 59 CH5N3 000113-00-8 5

Abundance Scan 597 (3.260 min): VU039213.D (-574) (-) m/z 59.05 100.00%
99
5000
41
38 | |45 50 55 3.00 3.20 3.40 3.60
o..,....,....,....,....,....,....,..ﬁ,l:!.,....,....;:!: e || M/2 41.00  21.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #854: 2-Propanol, 2-methyl-
59
5000
a1 3.00 3.20 3.40 3.60
31 m/z 43.00 15.11%
0 ]7518 2\7\ 33 \%4 50 5? | 71
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
59
3.00 3.20 3.40 3.60
5000 m/z 39.00 11.85%
81 41
o 1518 27 38 44 505356
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #858: 2-Propanol, 2-methyl-
59 3.00 3.20 3.40 3.60
m/z 57.00 11.67%
5000
31
15 41
o 12 | %7 | M\45 5356 | 74
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 Butanal Concentration Rank 2

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

4.49 4_.59 ug/L 606373 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 53
4 Butanal 72 C4H80 000123-72-8 50
5 Propane 44 C3HS8 000074-98-6 50

Abundance Scan 980 (4.491 min): VU039213.D (-961) (-) m/z 43.95 100.00%
4144
72 d
5000
57
3 420 4.40 4.60 4.80
50 54 69 86
O'W“P“W“W””P”W“W“”P'P”W”hP”W”W”“PmP“W”“PmP“W' m/z 43.10 96.50%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
at
72
5000 29
57 4.20 4.40 4.60 4.80
m/z 41.00 89.83%
0 1519 %) 33 3% ‘ 50 54 6669,
miz> & 16 15 20 25 30 3 40 45 50 55 80 65 0 75 80 85 % "
Abundance
27 44
4 72 4.20 4.40 4.60 4.80
5000 m/z 72.10 75 .65%
15 57
38
ol 18 24 3134 50 54 60 6669
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #648: Butanal
a4 4.20 4.40 4.60 4.80
m/z 39.00 50.03%
27 41 72
5000
57
0 24 ||/31 353#‘\ 50 54 69,
FLARARNARRRN RARRA SUASA RRRAN AR RAREA RUARI RARAS SURRE KRN AARRA RARAH SUARE KAARN BARRARAABARAARI K

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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-Pentanone Concentration Rank 5

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

6.80 2.78 ug/L 366760 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2-Pentanone 86 C5H100 000107-87-9 90
3 2-Pentanone 86 C5H100 000107-87-9 86
4 2.3-Butanedione 86 C4H602 000431-03-8 47
5 2,3-Butanedione 86 C4H602 000431-03-8 47

Abundance Scan 1698 (6.800 min): VU039213.D (-1687) (-) m/z 43.00 100.00%
48
5000
39 58 71 8 6.40 6.60 6.80 7.00 7.20
49 53 63 68 ‘ : : : :
0,....,....,....,....,....,....,...!,!!:,....,....,..!.,....,....,!...,....,....,I...,....,.. m/z 86.10 18.79%
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 USRI SR N SR
6.40 6.60 6.80 7.00 7.20
86 m/z 41.00 12.56%
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
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.10 9.92%
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 e e
43 6.40 6.60 6.80 7.00 7.20
m/z 38.95 8.58%
5000
86
o 2731 36| 055062 ¢
m/z--> é 15 fs 25 2% §o §5 40 45 éo 5% éo 85 75 fs éo 8% gb ds 6.40 6.60 6.80 7.00 7.20

SOMUTRO62920WMA .M Tue Jun 30 14:57:24 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 Butanal, 3-methyl- Concentration Rank 4

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

6.91 3.10 ug/L 409177 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal. 3-methvl- 86 C5H100 000590-86-3 83
2 Pentanal 86 C5H100 000110-62-3 72
3 Pentanal 86 C5H100 000110-62-3 64
4 Pentanal 86 C5H100 000110-62-3 52
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 1732 (6.909 min): VU039213.D (-1719) (-) m/z 44.00 100.00%
44
5000 41 58 /\_/\\_
3 |l 505 62 6771 sss 660 680 7.00 7.20
O'P“WMW““PMP“W“W“LF“v“ﬂhhhmv“W“W““vmv“W“W““v m/z 41.00 47.85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1743: Butanal, 3-methyl-
44
41 58
5000
7 6.60 6.80 7.00 7.20
29 m/z 57.95 39.25%
. 26 338 | 47515 61 68 83%°
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44
29 6.60 6.80 7.00 7.20
5000 41 m/z 57.05  31.40%
58
0 15 26 5, 38 50 95 67 71 86
R R L RN AR LAY KA KAL) KA AR AR RLALY KAL) ALY KAL) AR NAAAY LM KA L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1703: Pentanal B EEEE s RmamspEE o
44 6.60 6.80 7.00 7.20
m/z 43.00 24 _.23%
5000 29 58
41
‘\ \ > 67 71 8
O T T T T T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 3-Pentanone Concentration Rank 8

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

6.95 1.61 ug/L 212113 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 3-Pentanone 86 C5H100 000096-22-0 50
3 3-Pentanone 86 C5H100 000096-22-0 9
4 Propanal. 2.2-dimethyl- 86 C5H100 000630-19-3 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 5

Abundance Scan 1745 (6.951 min): VU039213.D (-1740) (-) m/z 57.00 100.00%
57
5000
i o ok I T T
37 42 53 63 69 ; . =
Ofprrrrprrrrprrrprrr T e T e e m/z 86.10 22 .86%
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
29 57
5000
6.60 6.80 7.00 7.20
36 m/z 56.05 4 .56%
o 18 %% 323639 43464953 60 677174 83
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
29 6.60 6.80 7.00 7.20
5000 m/z 55.00 2.41%

86
1518 26 32 384144 53 62 67 71

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1712: 3-Pentanone
57 6.60 6.80 7.00 7.20
m/z 42.00 1.96%
5000
29 86
15 28 3942 53
O e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 3-Hexanone Concentration Rank 11

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

8.57 0.91 ug/L 147996 Chlorobenzene-d5 9.44
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 86
4 3-Hexanone 100 C6H120 000589-38-8 86
5 3-Hexanone 100 C6H120 000589-38-8 72

Abundance Scan 2249 (8.571 min): VU039213.D (-2239) (-) m/z 43.00 100.00%
48 57
71
5000 100
8.20 8.40 8.60 8.80 9.00
85
o..,....,....,..?7-.|i!-...??~.'.=,.??.-,!...,..-..,....,-...., m/z 57.05  98.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3783: 3-Hexanone
43 57
71
5000
29 100 8.20 8.40 8.60 8.80 9.00
m/z 71.05 71.60%
oL 15 H 37\‘\‘ 51 | 63 | 77 8 ‘
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance
29 43 57
71 8.20 8.40 8.60 8.80 9.00
5000 m/z 100.10 41.15%
100
85
G R U S LA SRS SURIILS I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3776 3-Hexanone
43 57 8.20 8.40 8.60 8.80 9.00
m/z 41.00 33.68%
29 71
5000
100
0"|”"|“"|“"|”"|“"|“"w"'w§§w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 Hexanal Concentration Rank 3

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

8.81 3.15 ug/L 511639 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 53
5 Glutaraldehyde 100 C5H802 000111-30-8 30

Abundance Scan 2323 (8.809 min): VU039213.D (-2311) (-) m/z 44.00 100.00%
4 56
= /k]k
J| | Tow 840 550 850 500 920
3 E— 1111 Wt !,.‘?“?'.-,'....,-I...,...9.8,...., m/z 56.05  96.92%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3767 Hexanal
44 56
5000 AR LA AR AR R
27 8.40 8.60 8.80 9.00 9.20
72 e m/z 41.00 92.45%
0 15 3238 50 || e \ 100
miz--> 0 20 30 40 50 6 70 8 9 100
Abundance
44 56
8.40 8.60 8.80 9.00 9.20
5000 - m/z 57.10 64.07%
2 g
O |"'%8|""59"" |'§§' R I "|'q4'}?q T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3773: Hexanal
44 56 8.40 8.60 8.80 9.00 9.20
m/z 43.00 58.43%
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 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 3-Heptanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.15 2.05 ug/L 333597 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 91
2 3-Heptanone 114 C7H140 000106-35-4 91
3 3-Heptanone 114 C7H140 000106-35-4 91
4 3-Heptanone 114 C7H140 000106-35-4 91
5 3-Heptanone 114 C7H140 000106-35-4 80
Abundance Scan 2740 (10.150 min): VU039213.D (-2728) (-) m/z 57.05 100.00%
g7
5000
85
41 72 L N BAEate e o
| 51 - | . % 114 9.80 10.00 10.20 10.40
1 R SN NN N PN S M m/z 85.10 31.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7428: 3-Heptanone
57
29
5000 AU UL B B
85 9.80 10.00 10.20 10.40
72 114 m/z 41.05 20.91%
0 5 \‘\ 51 | 63 ‘ 78 ‘ 91 99
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
9.80 10.00 10.20 10.40
5000 29 m/z 72.10 18.84%
85
41 72
114
0"'|""|??"|""|""?%"'|'§§'|"'??""|"'9?""|""|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7435: 3—Heptanone L L L B |/|\|| L L
57 9.80 10.00 10.20 10.40
29 m/z 114.20 12.38%
5000
7 85
o A ‘\ 51 | 65 99 1}4
m/z--> 10 20 30 ' 50 60 70 8 90 100 110 120 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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-Heptanone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.25 1.84 ug/L 299335 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 78
5 2-Heptanone 114 C7H140 000110-43-0 64

Abundance Scan 2771 (10.250 min): VU039213.D (-2760) (-) m/z 43.00 100.00%
43
58
5000
A 10.00 10.20 10.40 10.60
99 114 : : : :
Obrrrerr sl Sl L 65 798 Y m/z 58.10 63.89%
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #7431: 2-Heptanone
43
58
5000 R AN BARAN R R
10.00 10.20 10.40 10.60
m/z 71.10 16.91%
27 71
0 | 37|, 51, 65 | 77 8591 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
58 10.00 10.20 10.40 10.60
5000 m/z 41.05 13.19%
I 71
0 37 51 65 | 77 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7429: 2-Heptanone
43 10.00 10.20 10.40 10.60
m/z 59.10 10.18%
58
5000
27 n
0 “\‘ 37”\\ 51\ | 65 ‘ 78 85 99 1}4 o
m/z--> 10 2 0 40 50 60 70 80 90 100 110 120 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062920\
Data File : VU039213.D

Aca On : 30 Jun 2020 01:06

Operator : SY/MD

Sample : L3132-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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 13 2-Octanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.59 1.39 ug/L 213985 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-0Octanone 128 C8H160 000111-13-7 91
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 83
Abundance Scan 3188 (11.591 min): VU039213.D (-3177) (-) m/z 43.00 100.00%
ile] .
5000
1 85 11.20 11.40 11.60 11.80 12.00
113 128 - - - :
ol Sl 78 T s s B8 TEg.00  79.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
43
58
5000 LRI BRI SRR SUNILN
11.20 11.40 11.60 11.80 12.00
- m/z 71.05 15.97%
oL 15 " 36| 51 8 99 113 128
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
58
11.20 11.40 11.60 11.80 12.00
5000 m/z 41.10 15.31%
27 71
o 34 51 85 g5 113 128
wmmmﬁmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12436: 2-Octanone
43 11.20 11.40 11.60 11.80 12.00
m/z 59.00 15.22%
58
5000
27
15 71
0 \ 134 (|, 51, | 7885 o5 105113 128
m/z--> 16 ﬁo 35 45 éo éo 75 85 do 100 1io 150 150 11. 20 11. 40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062920\
Data File : VU039213.D

Acq On : 30 Jun 2020 01:06

Operator : SY/MD

Sample - L3132-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062920WMA .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]
Propene 1.37 0.8 ug/L 108907 1 6.28 659911 5.0
2-Propanol, 2-met... 3.26 0.6 ug/L 72711 1 6.28 659911 5.0
Butanal 4.49 4.6 ug/L 606373 1 6.28 659911 5.0
2-Pentanone 6.80 2.8 ug/L 366760 1 6.28 659911 5.0
Butanal, 3-methyl- 6.91 3.1 ug/L 409177 1 6.28 659911 5.0
3-Pentanone 6.95 1.6 ug/L 212113 1 6.28 659911 5.0
3-Hexanone 8.57 0.9 ug/L 147996 2 9.44 813271 5.0
Hexanal 8.81 3.1 ug/L 511639 2 9.44 813271 5.0
3-Heptanone 10.15 2.0 ug/L 333597 2 9.44 813271 5.0
2-Heptanone 10.25 1.8 ug/L 299335 2 9.44 813271 5.0
2-Octanone 11.59 1.4 ug/L 213985 3 11.83 770720 5.0
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