LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\

Data File : VNO78054.D

Acqg On : 05 Jun 2023 19:09

Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON Filtering: 5
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Title : SW846 8260

Signal : TIC: VNO78054.D\data.ms

peak R.T. first max last PK peak corr

# min  scan scan scan TY height area

1 2.830 142 149 157 rVB3 34259 72759
2 4.447 416 424 434 rBv4 11395 35607
3 7.577 947 956 964 rBv2 32957 81422
4 8.171 1048 1057 1062 rBV 301933 720844
5 8.235 1062 1068 1079 rVB 505680 1151525
6 8.582 1117 1127 1138 rBV 302828 692128
7 8.700 1138 1147 1154 rBV 233509 594309
8 9.106 1206 1216 1230 rBV 772045 1593538
9 9.677 1304 1313 1318 rBV 89931 201179
10 9.747 1318 1325 1339 rVB 1719169 3137473
11 10.365 1421 1430 1440 rBV 372789 640724
12 10.571 1457 1465 1479 rBV 1156321 2213221
13 10.735 1486 1493 1507 rVB 381711 675722
14 10.994 1527 1537 1545 rBV 348199 590037
15 11.088 1547 1553 1560 rVV4 69329 130758
16 11.176 1560 1568 1569 rVWV 163816 227814
17 11.206 1569 1573 1582 rVV 472385 842377
18 11.294 1582 1588 1601 rVB 260685 441055
19 11.606 1633 1641 1652 rBV 706311 1123718
20 11.871 1679 1686 1698 rBV 1040930 1860993
21 12.312 1753 1761 1772 rBV2 27597 49590
22 12.853 1844 1853 1864 rBV 755288 1352569
23 13.800 2005 2014 2022 rBV 686996 1206198

Sum of corrected areas:

82NO51523W.M Tue Jun 06 15:37:56 2023
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03018-08
: 5.0mL/MSVOA_N/WATER
021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe60523\

: VNO78054.D
: 05 Jun 2023 19:09

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VNO78054.D\data.ms

2.830 4.447
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1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VN078054.D\data.ms
9.747
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9.106
11.606

8.235

10.365 10.735 10.994

8.1 8.582

8.700
9.6

—T L T
9.00 9.50 10.00 10.50 11.00
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1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: VNO78054.D\data.ms

871

12.853
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12.312

Pl
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09

Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 3-Pentanone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.677 6.31 ug/1 201179 1,4-Difluorobenzene 9.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 64
2 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 23
3 L-Norleucine, ethyl ester 159 C8H17NO2 022628-26-8 17
4 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12
5 Propanoic acid, 3-amino-2-methyl- 103 C4H9ONO2 000144-90-1 9
Abundance Scan 1313 (9.677 min): VN078054.D\data.ms (-1304) (-) m/z 57.10 100.00%
57.1
5000
86.1
—— ~—
9.50 10.00
39.0
O it 4203 m/z 86.10  26.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1919: 3-Pentanone
57.0
29.0
5000 — —
9.50 10.00
86.0 m/z 41.00 4.41%
O\\\‘\“‘1\\“\\\}“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #1992: Ethyl-1-propenyl ether
57.0
— —
9.50 10.00
m/z 56.10 4.30%
5000 86.0 /
29.0
OUL,,
m/z--> 20 40 60 80 100 120 140 160 ﬂ
Abundance #35906: L-Norleucine, ethyl ester ah b T
30.0 86.0 9.50 10.00
m/z 42.95 3.37%
5000
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

82N©51523W.M Tue Jun 06 15:37:59 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Propyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.747 98.44 ug/l 3137470  1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 Isobutylamine 73 C4H11N 000078-81-9 9
4 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 9
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1325 (9.747 min): VN078054.D\data.ms (-1318) (-) m/z 43.00 100.00%

43.0
5000 Jk
73.0
‘ ‘ 10 00
ol 280 m/z 61.06 31.35%
miz-> 50 100 150 200 250
Abundance #4776 n-Propyl acetate
43.0
5000 pym —
10.00
m/z 73 00 17.72%
73.0
01\41.\0‘\‘ ‘\H‘ ‘ ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #4786: Isopropyl acetate
43.0
—
10.00
5000 m/z 41 95 11.72%
87.0
o““w“‘u“”“_ e e e
miz--> 50 100 150 200 250
Abundance #860: Isobutylamine ‘
30.0 10.00
m/z 41 05 9.94%
5000
73.0
o‘m“‘“‘u”m‘”_ — —
m/z--> 50 100 150 200 250 10,00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Propanoic acid, 1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.365 20.10 ug/l 640724  1,4-Difluorobenzene 9.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 53
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 37
4 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 14

Abundance Scan 1430 (10 365 min): VNO78054.D\data.ms (-1421) ( | m/z 57.00 100.00%
57.0

5000

I 7
| 101.0 10.00 10.50
I I

e 820 nyz 43.10 55.72%

miz--> 50 100 150 200 250
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
: =

o

5000 \
10.00 10.50
27l0 m/z 75.10 31.55%
I i
O \‘ T “\ ‘\““ ‘\ \‘ T T “ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9264: Propanoic acid, propyl ester
57.0
— P
10.00 10.50
5000 m/z 41.05 18.38%
27,
[ fe
(O A B e e o T
m/z--> 50 100 150 200 250
Abundance #15465: Propanoic acid, butyl ester
57.0 10. 00 10 50

m/z 39.00 10.30%

5000
‘ 87.0
0 \ Ll ‘

m/z--> 100 150 200 250 10. 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Isobutyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.735 18.15 ug/1 675722  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
3 Di-n-propyl ether 102 C6H140 000111-43-3 9
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
Abundance Scan 1493 (10.735 min): VNO78054.D\data.ms (-1486) (- | m/z 43.00 100.00%
43.0
5000 J\‘
73.0 —— WAV,
57.1 ‘ 10.50 11.00
Ol et el 8GO A00THSL /7 56,10 32.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9158: Isobutyl acetate
43.0
5000 4\ —7—
10.50 11.00
73.0 m/z 73.00  22.83%
0 150 200 || 570 | g701010
H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2042: Pentane, 2-methyl-
43.0
A I Ay
10.50 11.00
5000 m/z 41.00 14.48%
27.0 71.0
57.0
NN £ N YN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4981: Di-n-propyl ether Py e
43.0 10.50 11.00
m/z 39.00 9.90%
5000
73.0
27.0
oHWHwHH‘H“;“‘HH“‘uH‘ﬁ?,\o‘H_‘H_Hw‘l‘?lz"?_wm ey L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.994  15.85 ug/l 590037 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
3 Isopropyl butyrate 130 C7H1402 000638-11-9 64
4 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 53
5 2,3-Hexanedione 114 C6H1002 003848-24-6 42
Abundance Scan 1537 (10.994 min): VNO78054.D\data.ms (-1527) (- | m/z 43.10 100.00%
43.1
5000 71.1
11.00
1151
0 \wzom m/z 71.10  42.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 ‘/\‘ T
71.0 11.00
m/z 41.10 28.06%
O\1\5\.(‘)\‘}\\“h”\\\“\\\‘\‘\{‘\\‘\]:]\-?.‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0
71.0 11.00
5000 m/z 89.10 18.54%
0 15.0 ‘m ‘h\ | m “10‘10
L B mam  EE  maa  RRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15400: Isopropy! butyrate 5
43.0 11.00
m/z 39.00 13.54%
71.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 3-Pentanone, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.177 6.12 ug/1 227814  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 80
3 2,3-Hexanedione 114 C6H1002 003848-24-6 59
4 2,5-Octanedione 142 C8H1402 003214-41-3 56
5 4-Heptanone 114 C7H140 000123-19-3 53
Abundance Scan 1568 (11.176 min): VN078054.D\data.ms (-1560) (- 43.00 100.00%
43.0
—
‘ 114.0 11 00 11.50
O et e 2979 miz 71,05 45.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0

Lo

5000 LA
11.00 11.50
71.0

m/z 40.95 26.37%

15.0114.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8509: 3-Hexanone, 2-methyl-
43.0

o

710 11.00 11.50
5000 ’ ITI z 39.00 14.51%
” 114.0
0‘m"l‘u“1H‘w‘mmHH_H‘wHHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8121: 2,3-Hexanedione
43.0 11.00 11.50
m/z 114.00 11.29%
5000
71.0
0| | o
o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.206  22.63 ug/l 842377  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 40
3 1-Penten-3-0l 86 C5H100 000616-25-1 7
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 4
Abundance Scan 1573 (11.206 min): VN078054.D\data.ms (-1569) (- | m/z 57.00 100.00%
57.0
5000 Jk
87.0 11 00 11 50
bt 2088 s 75,00 44.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0
5000 LN
ll 00 11.50
‘ ‘ 87.0 m/z 86.95 10.32%
0 \\1‘\“\\“h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15464: Propanoic acid, butyl ester
57.0
—4
ll 00 11.50
so00] 220 m/z 42.05  6.88%
‘ ‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\
Abundance #1930: 1-Penten-3-ol =t
57.0 11 00 11 50
m/z 41.10 6.45%
5000
29.0
o O L T S —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Acetic acid, butyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.294  11.85 ug/l 441055 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
2 Isobutyl acetate 116 C6H1202 000110-19-0 39
3 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 12
4 Isopropyl acetate 102 C5H1002 000108-21-4 10
5 Isobutylamine 73 C4H11IN 000078-81-9 9
Abundance Scan 1588 (11.294 min): VN0O78054.D\data.ms (-1582) (- | m/z 43.00 100.00%
43.0
5000
73.1
| ‘ 11.00 11.50
bbb 9822072 /7 s6.05  40.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9208: Acetic acid, butyl ester
43.0
5000
11 00 ll 50
‘ 730 m/z 73.1e  23.33%
O 1’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9154: Isobutyl acetate
43.0
A pl
11 00 ll 50
5000 m/z 61.10 16.88%
73.0
1
ST O T T TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49477: 1,4-Butanediol, diacetate
43.0 11 00 ll 50
m/z 41.10 16.06%
5000
71.0
o 4o
““““‘,
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

82N©51523W.M Tue Jun 06 15:38:06 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.606 30.19 ug/l 1123720  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
4 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 64
Abundance Scan 1641 (11.606 min): VN0O78054.D\data.ms (-1633) (- | m/z 43.10 100.00%
43.1 71.0
5000
89.1
L 115.1 11.50 12.00
o‘m_mimu““m“,mwm‘“_m_m,” m/z 71.00  87.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 J\ L U
89.0 11.50 12.00
m/z 41.05 33.96%
115.0
O\\\\‘2\619\“‘“\\\u\\}‘\’\‘\\\“\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester M
43.0
P —r—
71.0 11.50 12.00
5000 89.0 m/z 89.10  32.97%
180 ‘ \h\ 1 1 1
S
m/z--> 20 40 60 80 100 120 140 160
Abundance #35353: Butanoic acid, pentyl ester 7 ——
43.0 71.0 11.50 12.00
m/z 39.00 16.04%
5000 89.0
o, 150 Il ‘ 1150 159.0 M
e e e e e e e e e ot
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60523\
Data File : VN@78054.D

Acqg On : 05 Jun 2023 19:09
Operator : JC\MD

Sample : 03018-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Pentanone 9.677 6.3 ug/l 201179 2 9.106 1593540 50.0
n-Propyl acetate 9.747 98.4 wug/l 3137470 2 9.106 1593540 50.0
Propanoic acid,... 10.365 20.1 ug/l 640724 2 9.106 1593540 50.0
Isobutyl acetate 10.735 18.1 ug/l 675722 3 11.871 1860990 50.0
Propanoic acid,... 10.994 15.9 ug/l 590037 3 11.871 1860990 50.0
3-Pentanone, 2,... 11.177 6.1 ug/l 227814 3 11.871 1860990 50.0
Propanoic acid,... 11.206 22.6 wug/l 842377 3 11.871 1860990 50.0
Acetic acid, bu... 11.294 11.9 ug/l 441055 3 11.871 1860990 50.0
Isopropyl butyrat 11.606 30.2 ug/l 1123720 3 11.871 1860990 50.0
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