LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11323\
Data File : VN@76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
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\82N121422W.M

Title : SW846 8260

Signal : TIC: VN@76241.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.442 398 406 421 rBvV2 24870 81804 2.40% 0.339%
2 6.477 742 752 762 rBV4 13258 43391 1.27% 0.180%
3 7.577 931 939 950 rvB2 24733 62851 1.84% 0.260%
4 8.177 1031 1041 1045 rBV 284604 674319 19.76%  2.793%
5 8.235 1045 1051 1067 rVB 534933 1198623 35.12% 4.965%

6 8.588 1097 1111 1121 rBV 279204 636500 18.65% 2

7 8.694 1121 1129 1143 rBV 182062 412921 12.10% 1

8 9.106 1189 1199 1210 rBV 732014 1492579 43.73% 6.183%

9 9.677 1288 1296 1301 rBV2 93816 196375 5.75% ©
9.747 1301 1308 1327 rVV 1886422 3413242 100.00% 14.139%

11 10.359 1405 1412 1421 rBV 429121 760967 22.29%
12 10.447 1421 1427 1438 rVB3 19318 49583 1.45%
13 10.571 1440 1448 1458 rBV 1116085 2034874 59.62%
14 10.729 1468 1475 1486 rVB 541258 918052 26.90%
15 10.988 1511 1519 1529 rBV 657488 1099703 32.22%
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16 11.082 1529 1535 1543 rVV2 120419 225930 6.62%
17 11.206 1543 1556 1564 rVV2 974886 1958515 57.38%
18 11.294 1564 1571 1584 rVB 601292 1003325 29.40%
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19 11.606 1616 1624 1638 rBV 2014089 3215253 94.20% 13.319%
20 11.770 1647 1652 1660 rVB3 29424 52693 1.54% 218%
21 11.870 1660 1669 1680 rVV 952386 1712756 50.18% 095%
22 11.965 1680 1685 1693 rVB2 25299 44077 1.29% 183%
23 12.212 1720 1727 1735 rBV3 22644 38910 1.14%

24 12.306 1735 1743 1753 rBV 161841 267917  7.85%
25 12.853 1827 1836 1846 rBV 707215 1207417 35.37%
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26 13.794 1989 1996 2005 rVB 796208 1337403 39.18%  5.540%

Sum of corrected areas: 24139980
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VN@76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance : ' '
2000000 TIC: VNO76241.D\data.ms

1500000

1000000

500000

4.442 6.477

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘m\’\\\\‘\\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VN076241.D\data.ms
2000000 9.747 11.606

1500000

10.571

1000000 11.206 11.8

9.106

10.988 1.294

8.235
500000 10.359

8.1 8.588

8.694

L 9.8 11.770
ey
8.50

1.08

0 7.577
‘ T T ‘ T T T T T T ‘ T T ‘ T ‘ ‘Y—Y—Y__Y_'i T
Time--> 7.00 7.50 8.00 9.00 9.50 10.00 10.50 11.00 11.50

Abundance : ' '
2000000 TIC: VNO76241.D\data.ms

1500000

1000000

13.794
12.853

500000

12.306
.96512.21
of2

(L A R

l
Time->  12.00 12.50

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\

Data File : VN@76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1 3-Pentanone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
o677 6.58 ug/l 196375  1,4-Difluorobenzene 5.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 CsH100 000096-22-0 80

2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 23
3 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 9
4 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
5 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 9
Abundance Scan 1296 (9.677 min): VN076241.D\data.ms (-1288) (-) m/z 57.05 100.00%
57.0
5000
86.1 —— ——
9.50 10.00
42.0 75.0
0H‘HH‘HH“Hu“\‘m‘m‘H_m‘m“uwml‘?\z(gw m/z 86.10 20.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1925: 3-Pentanone
29.0 57.0
5000 —A —
9.50 10.00
86.0 m/Z 42.00 4.56%
O 4 ‘ ‘ | \4‘\%‘0 H 71'0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4865: Propanoic acid, 2,2-dimethyl-
57.0
— ——
9.50 10.00
5000 41.0 ITI/Z 56.10 4.11%
29.0
ol 180 | || 690 870 1020
N B L e AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A ﬂ
Abundance #1992: Ethyl-1-propenyl ether A L Lt L
57.0 9.50 10.00
m/z 41.00 4.04%
5000 86.0
29.0
41.0
ol 230l il 890 — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11323\
Data File : VN@76241.D

Acqg On : 13 Jan 2023 12:14

Operator JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
9.747 114.34 ug/l 3413240  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 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 38
3 Isopropyl acetate 102 C5H1002 000108-21-4 33
4 Isobutyl acetate 116 C6H1202 000110-19-0 9
5 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9
Abundance Scan 1308 (9.747 min): VN076241.D\data.ms (-1301) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0
‘ 10.00
Ol el et L 870 001, 61 00  33.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 — —
9.50 10.00
61.0 m/z 73.00 19.65%
0 20 e 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2550: Propanal, 2,3-dihydroxy-, (S)-
43.0
—— —
9.50 10.00
5000 61.0 m/z 42.05 11.18%
73.0
N -
0“_‘H‘H“_‘H‘H“_‘H‘H“H‘H‘H“_‘H‘H“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate 7 —
43.0 9.50 10.00
m/z 41.05 9.68%
5000
61.0
87.0
i O RO N .1 -~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 lQOO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.359  25.49 ug/1l 760967 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 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 9
Abundance Scan 1412 (10.359 min): VN0O76241.D\data.ms (-1405) (- | m/z 57.10 100.00%
57.1
43.1
5000
75.1
— —
10‘1-1 10.00 10.50
Ot el e LS s 43,10 54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0 j\w
5000 \
29.0 75.0 10.00 10.50
m/z 75.10  32.23%
101.0
O\\‘]\-\5\\0‘H\‘1’\\\\“M\‘H‘\H}“H\\’\1\\‘\\H‘\H\“H\\’J-\]\.\G\.‘CJ\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
— —
10.00 10.50
m/z 41.10 20.54%
5000 290 75.0
43.0
ST N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15464: Propanoic acid, butyl ester
57.0 10. 00 10 50
m/z 101.10 12.97%
29.0
5000
75.0
ol 150 | 430 . 1010
N RS Ea P s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.729  26.80 ug/l 918052  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 22
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 9
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9
Abundance Scan 1475 (10.729 min): VNO76241.D\data.ms (-1468) (- | m/z 43.00 100.00%
43.0
5000
731 /\‘A‘ ‘ e
‘ 57.1 10.50 11.00
Obrrprrrerrreprrerprredibie et e S AGEALAS 7 56,10 35.25%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9158: Isobutyl acetate
43.0
5000 — e
10.50 11.00
73.0 m/z 73.10  25.69%
0 150 200 || 570 | g701010
\H’HH‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1988: 2-Butanone, 3-methyl-
43.0
—— i
1050 11.00
5000 m/z 16.48%
27.0 86.0
] 71.0
O et e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2042: Pentane, 2-methyl-
43.0 1050 11.00
m/z 9.71%
5000
27.0 71.0
57.0
obordzo UL L 880
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©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.988 32.10 ug/l 1099700 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 90
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
3 Isopropyl butyrate 130 C7H1402 000638-11-9 64
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 45
5 Propanoic acid, 2-methyl-, 2-met... 172 C10H2002 084254-82-0 40

Abundance Scan 1519 (10.988 min): VN076241.D\data.ms (-1511) (- | m/z 43.10 100.00%

43.1
5000 71.1

89.1
11 00
115.1
57,1 130.2 o
Obrrrerereererettb ST b TRT1%02 0 g1 10 45, 26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 \/\\ T ‘ T
71.0 11.00

m/z 41.10  28.20%

27 0 89.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester
43.0

o

710 11.00
5000 89.0 m/z 89.10 19.24%
M 570 Il
0‘w‘H‘_H‘_H‘_‘H_‘H_‘H,HH‘HH,H‘WH‘WH‘W‘HW‘HW
mlz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance 4%15400: Isopropyl butyrate ey
43.0 11.00
m/z 39.00 13.09%
71.0
5000
89.0
ol 20 | | | 115.0
T e e et s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Butanoic acid, ethyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.082 6.60 ug/l 225930  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 64
2 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 58
3 3-Methoxy-1-pentene 100 C6H120 014092-18-3 43
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 43
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 40
Abundance Scan 1535 (11.082 min): VN076241.D\data.ms (-1529) (- m/z 71.05 100.00%
71.0
43.0
5000 88.1
57.1
AU ‘
101.1 .
A .1 - o ;
O o el b ST m/z 43.05 79.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9243: Butanoic acid, ethyl ester
43.0 71.0
29.0 88.0 j
5000 A :
11.00
m/z 88.10 47.43%
15.0 ‘ J@ ‘ 101.0
0H\‘\}‘H‘H\‘M‘\\H“i\\“\\‘\s\‘?\.‘\\Hll\\\‘\H\“\H\“\\H‘]-\]\-}G\.‘()\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9320: Propanoic acid, 2-methyl-, ethyl ester
43.0
AN
71.0 11.00
5000 m/z 57.10 36.34%
29.0 88.0 116.0
s | s | o
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4319: 3-Methoxy-1-pentene = ‘
71.0 11.00
m/z 41.00 29.69%
5000 41.0
55.0 100.0
0H\‘HH‘H\\‘\H\‘“‘\‘H‘\‘\‘1‘\‘\\\‘\““\\\‘8\\5\'\0‘\\\\}HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00

82N121422W.M Mon Jan 16 16:21:54 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 57.17 ug/1 1958520  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 39
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
5 1-Penten-3-o0l 86 C5H100 000616-25-1 7
Abundance Scan 1556 (11.206 min): VN076241.D\data.ms (-1543) (- | m/z 57.05 100.00%
57.0
5000 75.1
43.0 —= —
‘ ‘ 11.00 11.50
b eyl il 881 10L1L140 sy 75 10 46.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 75.0 LN L
29.0 11.00 11.50
43.0 m/z 43.85 19.96%
15.0 \\ ‘M I
0\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15465: Propanoic acid, butyl ester
57.0
e
11.00 11.50
5000 m/z 41.10 13.16%
75.0
29.
ol 14.0 \“ 4L’30 ) 101.0
H_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H,HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2155: 1-Butanamine, 3-methyl-
30.0 11.00 11.50
m/z 87.10 10.33%
5000
ol 289 . A0 sro T SO il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50

82N121422W.M Mon Jan 16 16:21:55 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.294  29.29 ug/l 1003330  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutyl acetate 116 C6H1202 000110-19-0 40
3 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 36
4 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 10
5 Isobutylamine 73 C4H11IN 000078-81-9 9
Abundance Scan 1571 (11.294 min): VN076241.D\data.ms (-1564) (- | m/z 43.00 100.00%
3.0
- M
73.0
| | ‘ 11.00 1) 50
o‘H‘H‘“mH“_“““‘9?‘2“1‘159“”_” m/z 56.05 44.17%
miz--> 20 60 80 100 120 140
Abundance #9201: Acetic acid, butyl ester
43.0
5000
11 00 11 50
m/z 73.00 2.68%
27.0 73.0
O \\‘\‘\M\\““}\\‘\“\\\\‘\\\]To‘l\o\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #9158: Isobutyl acetate
43.0
11 00 11 50
5000 m/z 41.05 %
73.0
miz--> 20 60 80 100 120 140
Abundance #24105:Acencacm,hexyleﬁer
43.0 11.00 11. 50
m/z 60.95 .A7%
5000
270 L0 g40
0 \H H | 1010 126.0 1450
““‘ “““““ e e
m/z--> 60 80 100 120 140 11.00 11,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 93.86 ug/l 3215250 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 72
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
Abundance Scan 1624 (11.606 min): VN076241.D\data.ms (-1616) (- | m/z 43.05 100.00%
43.0 71.1
5000 891 fk/\
T —
‘ ‘ ‘b 1151 11.50 12.00
bl DEQ L2802 sz 71010 92.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 —t —
89.0 11.50 12.00
' m/z 89.10 37.76%
27.0
O H‘HH‘HH‘HH‘M}‘\\‘ﬁ?\‘?\\\‘H\H‘H\!‘HH‘\\\\]‘-\]7?\?\\]-\3\‘()\9\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24209: Butanoic acid, 1-methylpropyl ester
71.0
ll 50 12 00
m/z 41.10 32.60%
5000 43.0 /
57.0 89.0
280 ‘ ‘ 115.0
Obrgrrrrrbbrelbege bt 220
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0 11. 50 12 00
m/z 39.00 16.36%
71.0
5000 89.0
27 0
. Lsto_ | A
H‘HH‘H‘w‘H‘_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11323\
Data File : VNO©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 10 Butanoic acid, propyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.306 7.82 ug/1 267917  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 72
5 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 72
Abundance Scan 1743 (12.306 min): VNO76241.D\data.ms (-1735) (- | m/z 71.10 100.00%
71.1
43.0 891
5000
‘ ‘ 57@ 12. 00 12 50
0“_H‘WH‘MH\MMW‘mﬂ‘Hﬁﬂuwwﬂuu‘ﬂhu‘uu‘uuw‘u m/z 43.05 74.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15467: Butanoic acid, propyl ester
71.0
430 89.0
5000
12. 00 12 50
27.0 m/z 89.10 7.25%
0 H‘HH’H\‘\"H\\‘!\H‘HH‘\\H‘}‘H\’H\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24129: Butanoic acid, butyl ester
71.0
43.0 12. 00 12 50
5000 89.0 m/z 41.00 2.96%
29.0 57.0
ol 350 L L Lo, a80
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15547: Propanoic acid, 2-methyl-, propyl ester
43.0 12. 00 12 50
m/z 42.10 18.55%
5000 71.0
270 89.0
0 1. ‘\‘ 57.0 | 115.0 130.0 A
R o )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11323\
Data File : VN©76241.D

Acqg On : 13 Jan 2023 12:14
Operator : JC\MD

Sample : PB150223TB

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 6.6 ug/l 196375 2 9.106 1492580 50.0
n-Propyl acetate 9.747 114.3 ug/l 3413240 2 9.106 1492580 50.0
Propanoic acid,... 10.359 25.5 wug/l 760967 2  9.106 1492580 50.0
Isobutyl acetate 10.729 26.8 ug/l 918052 3 11.871 1712760 50.0
Propanoic acid,... 10.988 32.1 ug/l 1099700 3 11.871 1712760 50.0
Butanoic acid, ... 11.082 6.6 ug/l 225930 3 11.871 1712760 50.0
Propanoic acid,... 11.206 57.2 ug/l 1958520 3 11.871 1712760 50.0
Acetic acid, bu... 11.294 29.3 ug/l 1003330 3 11.871 1712760 50.0
Isopropyl butyrate 11.606 93.9 wug/l 3215250 3 11.871 1712760 50.0
Butanoic acid, ... 12.306 7.8 ug/l 267917 3 11.871 1712760 50.0
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