LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 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\SOMUTRO60419WMA .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 1.389 86 93 101 rBV 43576 45358 2.31% 0.752%
2 1.479 112 121 142 rBvY 70964 186726 9.49% 3.095%
3 1.675 175 182 197 rVB 39226 52385 2.66% 0.868%
4 2.263 356 365 379 rBV 80387 121325 6.17% 2.011%
5 2.633 471 480 492 rBV 14617 34323 1.74% 0.569%
6 4.234 957 978 1017 rBV 25130 139132 7.07% 2.306%
7 4.640 1088 1104 1128 rBvV 61301 152533 7.75% 2.528%
8 5.328 1293 1318 1339 rBv2 124262 333314 16.95% 5.524%
9 5.877 1477 1489 1508 rBV 113584 219027 11.14% 3.630%
10 6.324 1595 1628 1653 rBV3 92066 263498 13.40% 4_.367%
11 7.221 1895 1907 1923 rBV 42614 75516 3.84% 1.252%
12 7.559 2000 2012 2025 rBV 152554 268561 13.65% 4._.451%
13 7.845 2090 2101 2117 rBV 28066 49381 2.51% 0.818%

14 8.167 2187 2201 2236 rBV5 55826 234908 11.94% 3.893%
15 8.315 2237 2247 2281 rVV 219375 452608 23.01% 7.501%

16 8.463 2283 2293 2310 rVB2 60974 107061 5.44% 1.774%
17 9.083 2475 2486 2504 rBvV 171495 287081 14.60% 4._.758%
18 9.694 2659 2676 2721 rBV 878890 1966964 100.00% 32.598%
19 10.147 2808 2817 2832 rVB2 33112 49829 2.53% 0.826%
20 10.427 2893 2904 2918 rBV 65868 108024 5.49% 1.790%

21 11.022 3075 3089 3106 rBV 110849 211974 10.78% 3.513%
22 11.479 3220 3231 3250 rVB 195761 309708 15.75% 5.133%

23 11.855 3334 3348 3364 rBV 179249 287766 14.63% 4._.769%
24 12.221 3453 3462 3495 rBV2 29538 76926 3.91% 1.275%

Sum of corrected areas: 6033928

SOMUTRO60419WMA_M Thu Jun 20 12:34:19 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Vu032878.D

19 Jun 2019 23:19

JC/SP

K3414-04

25_0mL/MSVOA U/WATER

37 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .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 U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 2

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

1.48 4.26 ug/L 186726 1,4-Difluorobenzene 5.88
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 121 (1.479 min): VU032878.D (-112) (-) m/z 44.00 100.00%
44.0
5000
e s
1.20 1.40 1.60 1.80
38.0 55.0 78.0
O'W””P“W““P“W””P”W””JLi””P”W””P”W”“P“W““P”W”' m/z 43.00 58.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde Jk
29.0
44.0
5000 B AL U R
15.0 1.20 1.40 1.60 1.80
m/z 42.00 20.63%
G A L AR LA AR RARRS SN LRSS RARAN AR RSN AAAE RRAS) AR RRARI LR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #71: Acetaldehyde
29.0 44.0
1.20 1.40 1.60 1.80
m/z 40.95 7.73%
5000 150 0
0 | ‘ ‘ 24.Q‘ | ‘ | JL\_/\
HAS AR AN RN AR RARAN REARA RARRS AAREA RN SERAN UAARS SRR RARAN REARE RURLN AR LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78:Pr0pane |||lhll|llll|llll|llll
29.0 1.20 1.40 1.60 1.80
m/z 44.95 2.77%
5000
44.0
39.0
15.0
O”P”W””LERR”l”I””PJWJ”P”W””P“W““P“W””P”W””P”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 1-Pentanol Concentration Rank 3

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

8.17 4.09 ug/L 234908 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 72
2 1-Pentene 70 C5H10 000109-67-1 64
3 1-Pentanol 88 C5H120 000071-41-0 64
4 1-Pentene 70 C5H10 000109-67-1 58
5 1-Pentanol 88 C5H120 000071-41-0 53

Abundance Scan 2202 (8.170 min): VU032878.D (-2187) (-) m/z 42.00 100.00%
42.0
5000 0.0 I [\M
207.1 780 8.00 8.0 840 8.60
o 82 1se8 M09 L "m/z 55.10 84.20%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2091: 1-Pentanol
42.0
70.0
5000 B A LRSS R
7.80 8.00 8.20 8.40 8.60
m/z 41.00 77 .26%
0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #553: 1-Pentene
42.0
7.80 8.00 8.0 840 8.60
5000 m/z 70.00 51.65%
70.0
O S S U S W B B S B SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2093: 1-Pentanol
42.0 7.80 8.00 8.20 8.40 8.60
m/z 39.00 33.77%
5000 700 j\\\/\M\/\k&ﬁd
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 800 820 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Hexanal Concentration Rank 5

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

8.46 1.86 ug/L 107061 Chlorobenzene-d5 9.08
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 Butanal 72 C4H80 000123-72-8 25

Abundance Scan 2292 (8.459 min): VU032878.D (-2283) (-) m/z 44.00 100.00%
.0
5000
72.1 S T N N
8.20 8.40 8.60 8.80
0 ,.|.-l.,I....,....,....,....,....,....,29‘?-.9. m/z 41.05 95.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3771: Hexanal
44.0
5000
27.0 8.20 8.40 8.60 8.80
72.0 m/z 56.05 92.46%
o 100.0
m/z--> 20 40 65 éo 160 150 150 1éo 1éo 260
Abundance #3773: Hexanal
44.0
8.20 8.40 8.60 8.80
5000 m/z 57.10 72.22%
72.0
270
0...,ﬂu.ﬂ..U,ﬂk.J”..,”..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767: Hexanal
44.0 8.20 8.40 8.60 8.80
m/z 43.00 67.18%
5000
27.0
72.0
0 “'|“l'ww'“Mimﬂ'|M'}999"|'“'|""w"'|"“|"" R AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 1-Hexanol Concentration Rank 1

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

9.69 34.26 ug/L 1966960 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 90
2 1-Hexanol 102 C6H140 000111-27-3 83
3 1-Hexanol 102 C6H140 000111-27-3 78
4 Cvclobutane. butvl- 112 C8H16 013152-44-8 78
5 1-Hexanol 102 C6H140 000111-27-3 78

Abundance Scan 2675 (9.691 min): VU032878.D (-2659) (-) m/z 56.10 100.00%
56.1
5000
39 ‘
84.1 9.40 9.60 9.80 10.00
0 et e e et | m/z 43.10  57.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4413: 1-Hexanol
56.0
5000 L B R R B

9.40 9.60 9.80 10.00
31.0 m/z 55.10 56.65%

84.0
15.0 |J| . |L |~ 101.0
L o i e LA o o o o o e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4414 1-Hexanol
56.0

9.40 9.60 9.80 10.00

o

5000 m/z 41.10 50.73%
31.0
o250 Il L ‘ 84.0 1010
e L e L s B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4412: 1-Hexanol e e M
56.0 940 960 980 1000

m/z 42.10 41.06%

5000
31.0
‘ ‘ 84.0
EQQJ“.“L.” |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 980 10 00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Hexanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.15 0.87 ug/L 49829 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 90
2 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 72
3 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 72
4 Methvl valerate 116 C6H1202 000624-24-8 59
5 Methyl valerate 116 C6H1202 000624-24-8 59

Abundance Scan 2818 (10.151 min): VU032878.D (-2808) (-) m/z 74.00 100.00%
74.0
5000 43.0
87.0
59.0 99.1 I I N
I | 9.80 10.00 10.20 10.40
MR W NS N AR RS [N - m/z 43.00 45.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13460: Hexanoic acid, methyl ester
74.0
5000 UL AR SRS B
480 87.0 5.0 9.80 10.00 10.20 10.40
' ' m/z 87.00 34 .89%
oLoso 20 | ] | 1130 1310
s B 4'0 50 60 70 80 90 100 110 120 130
Abundance #13471: Hexanoic acid, methyl ester
74.0
9.80 10.00 10.20 1040
5000 43.0 m/z 59.00 25.18%
87.0
ﬂO 59.0 99.0
o |- ‘ L1150 1300
'W'”'P'“I”'W'”'P'”I”'W'"I“'W'“'P'”I“'W"”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13472: Hexanoic acid, methyl ester
74.0 9.80 10.00 10.20 10.40
m/z 41.00 24 .63%
5000
43.0 87.0
150 29.0 59.0 ‘ 9.0
Y S O N N PR -1 1 . L N
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Heptanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.02 3.42 ug/L 211974 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol 116 C7H160 000111-70-6 90
2 1-Heptanol 116 C7H160 000111-70-6 90
3 1-Heptanol 116 C7H160 000111-70-6 80
4 1-Heptanol 116 C7H160 000111-70-6 78
5 Formic acid, heptyl ester 144 C8H1602 000112-23-2 74
Abundance Scan 3088 (11.019 min): VU032878.D (-3075) (-) m/z 70.10 100.00%
41.0 70.1
5000
R e G
10.80 11.00 11.20 11.40
ol ol 2801258 2070 h77 56.10  90.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8319: 1-Heptanol
54.0
5000
310 10.80 11.00 11.20 11.40
' m/z 41.05 88.41%
83.0
0 e "||"'9'9iq }%§'?" B DN S SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8324 1-Heptanol
41.0 70.0
10.80 11.00 11.20 11.40
5000 m/z 55.10 78 .50%
0 ”'I"'W"'I'”'I"?ﬁq"'ﬁ"'l"”l'"'I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8311: 1-Heptanol RN B e
70.0 10.80 11.00 11.20 11.40
43.0 m/z 43.05 65.95%
5000
27
i
0"“|W"h““ ISR UL UL S L SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

SOMUTRO60419WMA .M Thu Jun 20 12:34:24 2019 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032878.D

Aca On 19 Jun 2019 23:19

Operator : JC/SP

Sample : K3414-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Formic acid, octyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.22 1.24 ug/L 76926 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Formic acid. octvl ester 158 C9H1802 000112-32-3 90
2 1-Octanol 130 C8H180 000111-87-5 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 Octvl chloroformate 192 C9H17CI02 007452-59-7 90
5 1-Octanol 130 C8H180 000111-87-5 86
Abundance Scan 3462 (12.221 min): VU032878.D (-3453) (-) m/z 41.00 100.00%

41.0
70.1
5000
060 . 1200 1220 1240 1260
(o} e m/z 56.00 90.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30202: Formic acid, octyl ester
56.0
84.0
5000

12.00 12.20 12.40 12.60
m/z 55.00 89.54%

39 112.0

ol \ | 159.0
I i e e BRI I e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13637: 1-Octanol
56.0
12.00 12.20 12.40 12.60
5000 84.0 m/z 42.95 66.95%
29.0
0 ‘\H ‘ I 1l | “ ‘ I | 1120 1290
T R e e e L BN B o o o e e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13638: 1-Octanol e R B e
56.0 12.00 12.20 12.40 12.60
m/z 70.10 60.19%
5000 84.0
29.0
. Il 11201290
L B L I e e o e LIl e o o s e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061919\
Data File : VU032878.D

Acq On 19 Jun 2019 23:19

Operator : JC/SP

Sample . K3414-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 4.3 ug/L 186726 1 5.88 219027 5.0
1-Pentanol 8.17 4.1 ug/L 234908 2 9.08 287081 5.0
Hexanal 8.46 1.9 ug/L 107061 2 9.08 287081 5.0
1-Hexanol 9.69 34.3 ug/L 1966960 2 9.08 287081 5.0
Hexanoic acid, me... 10.15 0.9 ug/L 49829 2 9.08 287081 5.0
1-Heptanol 11.02 3.4 ug/L 211974 3 11.48 309708 5.0
Formic acid, octy... 12.22 1.2 ug/L 76926 3 11.48 309708 5.0
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