LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS Vvial : 11 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\82N©40523W.M

Title : SW846 8260

Signal : TIC: VN@77398.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.831 144 152 157 rBV5 35851 94286 1.88% 0.294%
2 4.443 418 426 435 rBv2 23022 68624 1.37% 0.214%
3 5.290 558 570 583 rBV2 43272 144581 2.89% 0.451%
4 7.572 950 958 967 rVB 59285 144419 2.88% 0.450%
5 8.172 1051 1060 1065 rBV 422287 1028217 20.53% 3.205%

6 8.231 1065 1070 1080 rVB 751482 1633736 32.62% 5
7 8.584 1113 1130 1140 rBV2 412089 998114 19.93% 3
8 8.695 1140 1149 1158 rBV 341897 741977 14.81%  2.313%
9 9.107 1207 1219 1234 rBV 1064809 2233431 44.59% 6
9.678 1306 1316 1321 rBV 170393 380735 7.60% 1

11 9.748 1321 1328 1339 rVB 2697446 5008906 100.00% 15.
12 10.360 1423 1432 1441 rBV 727923 1268038 25.32%
13 10.572 1459 1468 1477 rBV 1678424 3109981 62.09%
14 10.731 1488 1495 1502 rVB 283086 482917 9.64%
15 10.989 1531 1539 1549 rBV 850570 1432808 28.61%

AR OWW
)
O
v
xR

16 11.083 1549 1555 1562 rVB3 161698 304932 6.09%
17 11.207 1571 1576 1584 rVB 1113400 1959938 39.13%
18 11.289 1584 1590 1601 rVB 276377 476836  9.52%
19 11.601 1634 1643 1656 rBV 2279958 3652061 72.91% 11.
20 11.766 1666 1671 1680 rVB2 40313 76941 1.54%

ORrRFRPROO
B
(o]
(o))
R

21 11.866 1680 1688 1700 rVV 1470561 2665752 53.22%
22 12.213 1738 1747 1755 rBV3 31475 55996 1.12%
23 12.307 1757 1763 1773 rVB 98430 166926 3.33%
24 12.854 1847 1856 1868 rBV 1136453 1933225 38.60%
25 13.795 2009 2016 2027 rBV 1179262 2015586 40.24%

(o) I ) BN RN
Ui
N
[
B

Sum of corrected areas: 32078963
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.M
Quant Title : SW846 8260

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

Abundance TIC: VN077398.D\data.ms
2500000

2000000

1500000

1000000

500000

2.831 4.443 5.290

0\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH“\H‘HH‘\H\‘HH‘HH‘HH‘ﬁ\\\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H

Time--> 2.00 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: VN077398.D\data.ms
9.748

2500000
11.601
2000000
10.572
1500000

1000000 10.989

8.231 10.360

500000 8.1 8.58%95 10.731 289
9.6 1.08
. 7572 /\— 119

— , —T —T —T— L L e e e e e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN077398.D\data.ms

2500000
2000000
1500000866

12.854 13.795

1000000

500000

BT

‘ T
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\VNe42023\

Data File : VN@77398.D

Acqg On 20 Apr 2023 14:21

Operator JC\MD

Sample : 02389-06 :
Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.M
: 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 8

R.T. EstConc Area Relative to ISTD R.T.
9.678 8.52 ug/1 380735 1,4-Difluorobenzene 9.107
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 Neopentane 72 C5H12 000463-82-1 23
3 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
4 Azetidine, 1-nitroso- 86 C3H6EN20 015216-10-1 9
5 Butanoic acid, 2-oxo- 102 C4H603 000600-18-0 9
Abundance Scan 1316 (9.678 min): VN077398.D\data.ms (-1306) (-) m/z 57.00 100.00%
57.0
5000
86.1
— —
. 9.50 10.00
Ol et i prrrr e e 200 m/z 86.10 26.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1919: 3-Pentanone
57.0
29.0
5000 — ——
9.50 10.00
86.0 m/z 56.10 3.90%
0 \‘\\\\‘\‘}1\“\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #811: Neopentane
57.0
‘/W\‘A{\‘A . /M/\‘ .
9.50 10.00
m/z 58.10 3.71%
5000 290
0 “'pu‘w“m“uH‘l“uu"H"mwm‘mwmwm_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2005: Propanal, 2,2-dimethyl- ‘ ‘N ey
57.0 9.50 10.00
m/z 42.00 3.41%
5000
29.0 86.0 /Jk
0 W‘H‘_Muhka‘u‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H e ——
miz--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42023\

Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator JC\MD

Sample : 02389-06 :
Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
9.748 112.14 ug/l 5008910 1,4-Difluorobenzene 9.107
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 9
3 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 9
4 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9
5 Methyl glyoxal 72 C3H402 000078-98-8 7
Abundance Scan 1328 (9.748 min): VN077398.D\data.ms (-1321) (-) m/z 43.00 100.00%
43.0
5000
61.0
L 10.00
Ol et 7RO 8741010 g 61 00 36.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4778: n-Propyl acetate
43.0
5000
1000
61.0 m/z 73 00  21.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4786: Isopropyl acetate
43.0
10.00
5000 m/z 41 95  11.23%
61.0
87.0
S SO M. LT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9856: Acetic acid, (acetyloxy)-
43.0 1000
m/z 41 05 9.79%
5000
73.0
ol 180 220 [ P20 | 8801010 1180
mlz--> 10 20 30 40 50 60 70 80 90 100 110 120 10 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
10.360  28.39 ug/l 1268040 1,4-Difluorobenzene 9.107
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 50
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 25
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 10
5 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 10
Abundance Scan 1432 (10.360 min): VN077398.D\data.ms (-1423) (- | m/z 57.00 100.00%
57.0
5000 43.0
75.0
— —
10‘1-1 10.00 10.50
Olrrrrerrprrerprerdicr o et e A m/z 43.05  50.92%
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
5000 — -
29.0 75.0 10.00 10.50
' m/z 75.00 31.08%
101.0
0\\‘1\?\.\0‘H{‘l’\\\\“MHH‘\H}“H\\’\}\\‘\\\\‘\\\\“\\\\’1\1\\6\.‘()\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264 Propanoic acid, propyl ester
57.0
— —
10.00 10.50
5000 75.0 m/z 41.e0 17.73%
29.0 43.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15464: Propanoic acid, butyl ester - R R
57.0 10.00 10.50
m/z 101.10 13.75%
29.0
5000
75.0
T e e e e e e P e
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©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.

10.730 9.06 ug/l 482917 Chlorobenzene-d5 11.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 90
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 9

3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

4 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 9

5 2-Butoxyethyl acetate 160 C8H1603 000112-07-2 9

Abundance Scan 1495 (10.731 min): VN077398.D\data.ms (-1488) (- m/z 43.00 100.00%

43.0
5000 561
734
A

‘ 861 1010 10.50 11.00
Obrrprrrr el et et e || M/Z 56,10 36.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9154: Isobutyl acetate
43.0
A A
5000 56.0 S AL

73.0 10.50 11.00
m/z 73.10  29.69%

150 29.0 ‘
H‘\\5\\0‘\\\\‘HH“\H\\‘\\‘\‘\“H\\“H\\’\8\6}\?\\’\]\0‘1\\0\\”]\1\5\\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9209: Acetic acid, butyl ester
43.0
56.0

o

10.50 11.00
5000 m/z 41.85 16.64%
73.0
29.0
0 I 87.0 101.0 117.0
eperpe e e b R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /L
Abundance #1988: 2-Butanone, 3-methyl-
43.0 1050 1100
m/z 39.00 8.23%
5000
270 86.0
| I 71.0
0H_m_m‘HH_HwmwHH‘w,‘wam,ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1050 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.989  26.87 ug/l 1432810 Chlorobenzene-d5 11.872
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 72
3 Isopropyl butyrate 130 C7H1402 000638-11-9 64
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 50
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 50

Abundance Scan 1539 (10.989 min): VN077398.D\data.ms (-1531) (- | m/z 43.05 100.00%

43.0
89.1

‘ 115.1 11 00
Olrrprrrrprerrrrrettliee 20 et 002y m/z 71.00  47.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
71.0 11 OO

m/z 41.05 29.25%

89.0
270
Ul 570 | 115.0129 0
H‘\H\‘\\H‘H\\‘\\H‘\H\‘\\H’HH‘\\H’HH‘HH‘HH‘H\\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0 /L
P

o

71.0 11.00
5000 89.0 m/z 89.10  20.33%
270
Lsto
0H‘mmm‘mWm‘mwm,mH_m,mwmwm‘mwm‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropyl butyrate 5
43.0 11.00

m/z 39.00 12.76%

71.0
5000
89.0
270 || | | 115.0 JL
O In

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
11.083 5.72 ug/1 304932  Chlorobenzene-d5 11.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 74
2 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 68
3 Butanoic acid, 2-methylbutyl ester 158 C9H1802 051115-64-1 47
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 43
Abundance Scan 1555 (11.083 min): VN077398.D\data.ms (-1549) (- m/z 70.95 100.00%
71.0
43.0
5000 57.0 88.0
T \
L O A e
O o e B b e m/z 43.00 81.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
29.0 Aj\ J
5000 88.0 AEEIRV, |
11.00
m/z 56.95 41.45%
60 b sre | 10101180
0H\‘\H\‘H\\“\\Hi\\‘\\‘\\‘\\“\\H‘\H\‘\\H‘H\\‘\\H‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9321: Propanoic acid, 2-methyl-, ethyl ester
43.0
71.0 T 7 \
11.00
m/z 88.05 37.07%
5000 116.0 /
88.0
29.0
‘ ‘ ‘ ‘ \‘ 5\70 Hy ‘ 10‘10 1
O et e e e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #35428: Butanoic acid, 2-methylbutyl ester e /\ ‘ ‘
71.0 11.00
m/z 41.05 26.07%
43.0
5000
27.0
89.0
OHWHHWHMM“M‘““5‘1]01”H‘:mWm“m“Mm‘mwm JL e ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
11.207 36.76 ug/l 1959940 Chlorobenzene-d5 11.872
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 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
4 1-Penten-3-ol 86 C5H100 000616-25-1 7
5 Morpholine 87 C4H9NO 000110-91-8 4
Abundance Scan 1576 (11.207 min): VN077398.D\data.ms (-1571) (- | m/z 57.00 100.00%
57.0
5000 JL
87.0 11 00 11 50
o A 1282 2070  281¢ .. 751 49.42%
m/z--> 50 100 1 50 200 250
Abundance #9259: Propanoic acid, propyl ester
57.0
5000 T
27,0 11.00 11.50
m/z 87.05 11.58%
87.0
0 T T “}‘ ‘ ‘H\ \‘\ ‘\ ‘1\16\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #15464: Propanoic acid, butyl ester
57.0
.
11 OO 11.50
5000 m/z 58.95 5.33%
27,0
‘ ‘ 87.0
OH‘W“HM“_ — — —
miz—-> 50 100 150 200 250 I j\
Abundance #15445: 2-(Isobutoxymethyl)oxirane I
57.0 11.00 11.50
m/z 42.10 5.24%
5000
87.0
onmgo
mlz--> 100 150 200 250 11.00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
11.289 8.94 ug/1 476836  Chlorobenzene-d5 11.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutylamine 73 C4H11N 000078-81-9 9
3 Isobutyl acetate 116 C6H1202 000110-19-0 9
4 Isopropyl acetate 102 C5H1002 000108-21-4 9
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 9
Abundance Scan 1590 (11.289 min): VN077398.D\data.ms (-1584) (- | m/z 43.00 100.00%
43.0
73.0 AU —
11.00 11.50
57. ‘ 87.0
0 m_m_m_HW“‘1:”,”““‘?@”WW‘1‘91‘:9‘_1“1‘?:‘1” m/z 56.10 47.68%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9208: Acetic acid, butyl ester
43.0
5000 = —
. 11.00 11.50
- 3.0 m/z 73.00 22.88%
(A
57.
0 \H‘HH‘HH‘\Hm‘\u\“HH’H‘\M?\H“H\w??\‘?\H‘HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #857: Isobutylamine
30.0
11.00 11.50
5000 m/z 41.00 20.49%
o150 , , 850 730
T T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9156: Isobutyl acetate e R A e
43.0 11.00 11.50
m/z 61.00 16.11%
5000
15.0 29.0 sh o 73.0
Ol e S0 BTOM010 L
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50

82N040523W.M Fri Apr 21 15:28:23 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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.
11.601 68.50 ug/l 3652060 Chlorobenzene-d5 11.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
4 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 59
Abundance Scan 1643 (11.601 min): VN077398.D\data.ms (-1634) (- | m/z 43.10 100.00%
431 711
5000
H H 115.1 11.50 12.00
Obrrrprre it i e e e 2902 m/z 71.10 0 98.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropyl butyrate
43.0 710
5000 S ——
11.50 12.00
m/z 89.10 41.00%
NEIRRE
0\\1\\‘\”‘\\‘i‘“\\\“\\}‘\‘\\\\“\\\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
—h ——
11.50 12.00
5000 m/z 41.00 33.70%
71.0
o180 L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 \//\/\
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester et —
43.0 11.50 12.00
m/z 39.00 17.02%
71.0
5000
0 15.0 ‘m ‘h\ | m ‘\10\10
A B e
mlz--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42023\
Data File : VN@77398.D

Acqg On : 20 Apr 2023 14:21

Operator : JC\MD

Sample : 02389-06

Misc : 5.0mL/MSVOA_N/WATER SPB-2WC-23-04-17

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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 9.678 8.5 ug/l 380735 2 9.107 2233430 50.0
n-Propyl acetate 9.748 112.1 ug/l 5008910 2 9.107 2233430 50.0
Propanoic acid,... 10.360 28.4 wug/l 1268040 2 9.107 2233430 50.0
Isobutyl acetate 10.730 9.1 ug/l 482917 3 11.872 2665750 50.0
Propanoic acid,... 10.989 26.9 ug/l 1432810 3 11.872 2665750 50.0
Butanoic acid, ... 11.083 5.7 wug/l 304932 3 11.872 2665750 50.0
Propanoic acid,... 11.207 36.8 wug/l 1959940 3 11.872 2665750 50.0
Acetic acid, bu... 11.289 8.9 ug/l 476836 3 11.872 2665750 50.0
Isopropyl butyrate 11.601 68.5 ug/l 3652060 3 11.872 2665750 50.0
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