LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN121219\

Data File : VN0O59573.D

Aca On - 12 Dec 2019 14:49

Operator : JC/SP

sample - K5664-04 -

Misc - 5.00mL/MSVOA N/WATER U e e N O
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N120919W_.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.796 614 629 648 rBvV 12269 34305 1.45% 0.282%
4.040 688 705 731 rBV3 17821 56912 2.40% 0.468%
1594 rBV2 8043 25946 1.10% 0.213%
7.567 1783 1802 1813 rBV2 162886 401185 16.94% 3.298%
7.644 1813 1826 1849 rVB 311826 739410 31.22% 6.079%
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8.005 1922 1938 1963 rBV 200249 466176 19.68% 3.832%
8.567 2097 2113 2132 rBV 456957 943069 39.82% 7.753%
rBv 72527 145033 6.12% 1.192%
9.976 2538 2551 2568 rBV3 18046 38297 1.62% 0.315%
10.078 2568 2583 2598 rBV 706376 1297048 54.76% 10.663%

=
QOO ~NO®

©

=

(0]

(00]

N

N

0¢]

\l

N

W

o

()]

N

w

N

N

11 10.271 2630 2643 2661 rBV2 7124 25698 1.08% 0.211%
12 11.403 2978 2995 3016 rBV 625320 1094444 46.21% 8.997%
13 12.400 3292 3305 3325 rBV 456703 778332 32.86% 6.399%
14 12.827 3424 3438 3457 rBV 1577623 2368504 100.00% 19.471%
15 13.072 3498 3514 3541 rBV 307669 587770 24.82% 4.832%

16 13.342 3585 3598 3613 rBvV 566485 939384 39.66% 7.723%
17 13.448 3619 3631 3647 rBV 1446683 2222499 93.84% 18.271%

Sum of corrected areas: 12164012
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121219\

Data File : VNO059573.D

Aca On : 12 Dec 2019 14:49

Operator : JC/SP

Sample : K5664-04 o

Misc - 5.00mL/MSVOA N/WATER U e e N O
ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

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

Abundance TIC: VN059573.D

1400000
1200000
1000000
800000
600000
400000
200000

3.80 4.04

L s L e T U

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40 6.60
Abundance TIC: VN059573.D
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1000000

800000 10.08
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9.19
ob8l A 9.98 | 10.27

T T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN059573.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN121219\

Data File : VNO59573.D

Aca On - 12 Dec 2019 14:49

Operator : JC/SP

sample - K5664-04

Misc - 5.00mL/MSVOA N/WATER U e e N O
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

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 2-Butenoic acid, methyl est... Concentration Rank 4

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

9.19 7.69 ug/l 145033 1,4-Difluorobenzene 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. methvl ester. (2Z2)- 100 C5H802 004358-59-2 87
2 Methvl methacrvlate 100 C5H802 000080-62-6 60
3 Methvl 3-butenoate 100 C5H802 003724-55-8 50
4 2-Butenoic acid. methvl ester. (E)- 100 C5H802 000623-43-8 50
5 2-Butenoic acid, 2-methylpropyl ... 142 C8H1402 000589-66-2 43

Abundance Scan 2307 (9.191 min): VN059573.D (-2287) (-) 41.00 100.00%
1
69
5000
100
55 85 20 8.80 9.00 9.20 9.40 9.60
0 ! m/z 69.00 73.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3751: 2-Butenoic acid, methyl ester, (2)-
60
41
5000 100 SRR LRSS L R R
8.80 9.00 9.20 9.40 9.60
m/z 39.00 61.47%
29 55, L 85
0 U I UL B WAL UL WL S LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
8.80 9.00 9.20 9.40 9.60
5000 m/z 100.00 24 .98Y%
100
15 29 55 85
N L L U S L L S S WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3678: Methyl 3-butenoate A R
41 8.80 9.00 9.20 9.40 9.60
m/z 99.00 16.76%
5000 59
100
29
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN121219\

Data File : VNO59573.D

Aca On - 12 Dec 2019 14:49

Operator : JC/SP

sample - K5664-04 -

Misc - 5.00mL/MSVOA N/WATER U e e N O
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.83 126.07 ug/Il 2368500 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 80
3 5-Nonanone 142 C9H180 000502-56-7 64
4 t-Butvl isobutvl ketone 142 C9H180 014705-50-1 59
5 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 3439 (12.831 min): VN059573.D (-3424) (-) m/z 57.10 100.00%
57 35
5000 M
w 5% 1280 1500 1920
o m/z 85.10 84 _.12%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 R SRR B BN R
41 12.60 12.80 13.00 13.20
142 m/z 40.95 39.08%
o 15 100 127
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
8 RS UM SRR BN
12.60 12.80 13.00 13.20
5000 41 m/z 58.00 24 . 75%
0 26 100 ]_27142
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19935: 5-Nonanone e B AR
57 12.60 12.80 13.00 13.20
29 85 m/z 42.95 18.16%
5000
15 100 142
0'v'ﬂlh“ML“ﬂ'”w'“'v'“lgiJ“'WH'w'“w'“'VH'VH'w'“v'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN121219\

Data File : VNO59573.D

Aca On - 12 Dec 2019 14:49

Operator : JC/SP

sample - K5664-04 -

Misc - 5.00mL/MSVOA N/WATER U e e N O
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

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-Heptanone, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.07 31.28 ug/1 587770 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 47
3 3-Ethvl-3-methvl-2-pentanol 130 C8H180 066576-22-5 47
4 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 40
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
Abundance Scan 3513 (13.069 min): VN059573.D (-3498) (-) m/z 42.95 100.00%
a3
58
5000
69 85
109 12.80 13.00 13.20 13.40
o ,.AuWJ..??J..ﬁ???ﬁ?”.,..”,...W?QZ. m/z 58.00 54.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
a3
5000 =8 "'I""I""I""IZ\"
69 85 12.80 13.00 13.20 13.40
- m/z 69.10 33.22%
o 1|5 ly |.‘ . inl 109 127
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
12:80 13.00 13.20 13.40
5000 58 m/z 85.10 31.63%
L1 ! g5 g9 114
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13744: 3-Ethyl-3-methyl-2-pentanol B
43 84 12.80 13.00 13.20 13.40
m/z 40.95 30.95%
55
5000
69
29
| ‘ “‘ 101112
N L I L S L L I W M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121219\
Data File : VN059573.D

Aca On : 12 Dec 2019 14:49

Operator : JC/SP

Sample : K5664-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.45 118.30 ug/Il 2222500 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 72
3 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 45
Abundance Scan 3632 (13.451 min): VN059573.D (-3619) (-) m/z 57.10 100.00%
57
5000 41
83
98 13.20 13.40 13.60 13.80
o 112128 177 193207 260 281 n/z 41.00  42.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 a1 LRI SULILN BN BN IR
13.20 13.40 13.60 13.80
2 83 m/z 43.05 32.63%
ol 13 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
13.20 13.40 13.60 13.80
5000 23 m/z 55.05 30.75%
29 83
oh 15 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36797: 1-Decene, 2,4-dimethyl- R T
43 57 13.20 13.40 13.60 13.80
m/z 70.05 23.07%
83
5000
29
112
0 t H ) L 9\7 Ii 126 153168
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN121219\
Data File : VNO59573.D

Acg On - 12 Dec 2019 14:49

Operator : JC/SP

Sample - K5664-04 -

Misg - 5.00mL/MSVOA_N/WATER L B e v R e el
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N120919W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Butenoic acid, ... 9.19 7.7 ug/l 145033 2 8.57 943069 50.0
4-Heptanone, 2,6-... 12.83 126.1 ug/l 2368500 4 13.34 939384 50.0
2-Heptanone, 4,6-... 13.07 31.3 ug/Il 587770 4 13.34 939384 50.0

1-Hexanol, 2-ethyl- 13.45 118.3 ug/l 2222500 4 13.34 939384 50.0
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