LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 X\Method\82X032922W.M

Title : SW846 8260

Signal : TIC: VX@27969.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 42 rVB 11965 20324 1.48% 0.311%
2 2.788 272 279 292 rBV 150386 273519 19.90% 4.186%
3 3.574 401 408 418 rBV2 6103 14308 1.04% 0.219%
4 5.391 694 706 719 rBV3 55617 162080 11.79%  2.481%
5 5.556 722 733 748 rVB 100496 282810 20.58% 4.329%
6 5.958 789 799 813 rBvV2 56618 149751 10.90% 2.292%
7 6.342 852 862 870 rBV2 6122 15032 1.09% 0.230%
8 6.763 923 931 943 rVB 152595 366453 26.67% 5.609%
9 7.799 1093 1101 1117 rBV 569173 972970 70.80% 14.892%
10 8.549 1214 1224 1234 rBV 91611 139080 10.12% 2.129%
11  8.653 1234 1241 1250 rBV 301958 480455 34.96%  7.354%
12 8.958 1286 1291 1297 rBV 9930 14988 1.09% 0.229%
13 9.244 1332 1338 1345 rBV 23815 35142 2.56% ©0.538%
14  9.342 1350 1354 1359 rBV 62098 83718 6.09% 1.281%
15 9.488 1372 1378 1384 rBV 1036860 1374250 100.00% 21.034%
16 9.579 1388 1393 1405 rVB 119635 154483 11.24% 365%

17 9.915 1442 1448 1460 rBV 668015 817141 59.46% 12.
18 10.055 1463 1471 1478 rBV 318401 424517 30.89%
19 10.640 1562 1567 1574 rBV 24760 30554  2.22%
20 11.085 1634 1640 1649 rBV 261962 350432 25.50%

oo NN
N
O
(o]
R

21 12.024 1789 1794 1805 rBV 307093 371372 27.02% 5.684%

Sum of corrected areas: 6533379
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: PB143824ZHE#06
: 5.0mL/MSVOA_X/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\

: VX027969.D
: 04 Apr 2022 19:40

JC/MD

PB143824ZHE#06

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.799 132.76 ug/l 972970  1,4-Difluorobenzene 6.763

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 36
3 Isobutyl acetate 116 C6H1202 000110-19-0 9
4 Isobutylamine 73 C4H11N 000078-81-9 7
5 1-Butanamine 73 C4H11IN 000109-73-9 5

Abundance Scan 1101 (7.799 min): VX027969.D\data.ms (-1093) (-) m/z 43.10 100.00%

43.1
5000
61.1
73"1 7.40 7.60 7.80 8.00 8.20
Ol L 871 1001 s 61,10 29.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776 n-Propyl acetate
43.0
5000 | L BB B
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.10  15.97%
73.0
15.0 27.0 ‘
O\\‘\\‘\\‘\\\‘\“\\\\“w{\\‘\\\\“\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0
B R
7.40 7.60 7.80 8.00 8.20
5000 m/z 42.10 11.10%
61.0
87.0
o 15.0 27.0 | ‘\ ) 01.0
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #9159: Isobutyl acetate
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 9.85%
5000
56.0 73.0
ol 150 270 || ‘ ‘ ‘ 86.0 1010
R AR R e RARRERARRE R e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Propanoic acid, 1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.549 16.38 ug/l 139080 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 1224 (8.549 min): VX027969.D\data.ms (-1214) (-) m/z 57.10 100.00%
57.1
43.1
5000
75.1
 RAmaX AN A Raa
‘ 1011 8.20 8.40 8.60 8.80
Ob el s m/z 43.10 58.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9304 Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 U L UL R R
290 8.20 8.40 8.60 8.80
75.0 m/z 75.10 27.85%
O\\‘\\\\‘\\‘\‘\‘\\\\‘i‘l\‘\\‘\\\}“\\\\‘\}\\‘\\8\\9‘-(\)\\1\0“]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9264: Propanoic acid, propyl ester
57.0
 Ramaa e AR
8.20 8.40 8.60 8.80
5000 750 m/z 41.10 24.11%
29.0 43.0
‘ ‘ 87.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5062: Propane, 1-(1-methylethoxy)- ““H““W““‘H‘AT
43.0 8.20 8.40 8.60 8.80
m/z 101.10  11.26%
5000
73.0
57.0 87.0
150 21° ‘ | ‘ | 101.0
0H‘m‘u‘H\m\m“Mm‘\M“\m‘HH‘HH‘HH“MH‘\ R e AaREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Butanoic acid, ethyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.342 9.86 ug/l 83718 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 97
2 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 59
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 53
4 Butanoic acid, anhydride 158 C8H1403 000106-31-0 38
5 4-Butoxy-2-butanone 144 C8H1602 030536-44-8 28
Abundance Scan 1354 (9.342 min): VX027969.D\data.ms (-1350) (-) m/z 71.05 100.00%
71.0
43.1
88.1
5000
m 56$\ “ ‘ 12 1162 9.00 9.20 9.40 9.60
O R L R e R AR m/z 43.10 79.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
29.0
5000 88.0 LB B L
9.00 9.20 9.40 9.60
m/z 88.10 54.76%
150 N Ml sza 4l | 200 uso
OH\‘\\H‘H\\‘\\H‘H‘H‘H‘H.‘HH‘H\\‘\\H‘\H\‘\\H‘HH‘\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
R Ras AR RAREERE
71.0 9.00 9.20 9.40 9.60
5000 m/z 41.10 30.02%
29.0
88.0 116.0
so | e om0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15467: Butanoic acid, propyl ester
71.0 9.00 9.20 9.40 9.60
30 m/z 60.10 20.72%
43. 89.0
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.488 161.86 ug/l 1374250 Chlorobenzene-d5 10.055

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 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 9
4 Isobutyl ether 130 C8H180 000628-55-7 9
5 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9

Abundance Scan 1378 (9.488 min): VX027969.D\data.ms (-1372) (-) m/z 57.10 100.00%

57.1
5000 75.1
43.0

9.20 9.40 9.60 9.80
Al 88.1 101.1 115.1

0‘Wm,mwHWm,‘m‘uH“m‘HH‘HHWHWH,H m/z 75.10 42.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 LA L L B LA BN
290 750 9.20 9.40 9.60 9.80
43.0 m/z 43.05 20.38%

o

150 |, H‘ | 880
\\‘H\\’\\\\‘\H\‘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

920940960980

75.0
29.
‘“m‘,‘HWH‘WH,"H‘HH‘m‘Ww‘m‘uw‘m,u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2164: S-(-)-2-Methylbutylamine
30.0 9.20 9.40 9.60 9.80

m/z 87.10 9.69%

5000

150 | 430 56.0 700 870
Ol Pt e e e N EEE S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.579  18.20 ug/l 154483  Chlorobenzene-d5 10.055

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 39
3 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 17
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9

Abundance Scan 1393 (9.579 min): VX027969.D\data.ms (-1388) (-) m/z 43.10 100.00%

3.1
5000
73.1
‘ h ‘ ) 9.50
Ol et L 882 m/z S6.10  38.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9201: Acetic acid, butyl ester
43.0
5000 L -
9.50
m/z 73.10 18.62%
27.0 3.0
0 H‘\\‘\\‘\\im“\H\“‘1}\\‘\\\\.‘\H\[‘!‘!\\’H\\‘HH‘\;H‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9158: Isobutyl acetate
43.0 A A
e
9.50
5000 m/z 41.10 18.02%
73.0
270 | o | .
Obrrpreteb b R et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #49477: 1,4-Butanediol, diacetate
43.0 9.50
m/z 61.10 14.35%
5000
71.0
ob 280 || || 860 1140 1310 A Loa
R e e e e e o A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40

Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER PB143824ZHE#06

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 96.24 ug/1 817141  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 94
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

4 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64

Abundance Scan 1448 (9.915 min): VX027969.D\data.ms (-1442) (-) m/z 43.10 100.00%

43.1
71.1
5000
89.1
— 1
115.2 10.00
0 wauw‘_‘:uﬁ?“‘w:‘mwlw_W‘w%???w m/z 71.10  78.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 UL
89.0 10.00
' m/z 41.10 31.39%
2.0 ‘ ‘b 115.0
‘ 130.0
O H‘HH‘HH‘\H\‘!H\‘\H\‘HH‘\‘\H‘H\!‘HH‘HH‘H‘H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
10.00
5000 m/z 89.10 29.60%
71.0
270 89.0
0 “‘ 11501300
wawwmWm_m‘mwwm‘wwwwm‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester =
43.0 10.00
m/z 39.10 14.85%
71.0
5000 89.0
270 ‘
0 ‘\ 57\0 il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027969.D

Acqg On : 04 Apr 2022 19:40
Operator : JC/MD

Sample : PB143824ZHE#06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
Quant Title : SW846 8260

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

| --Internal
TIC Top Hit name RT EstConc Units Response |# RT

n-Propyl acetate 7.799 132.8 wug/l 972970 2
Propanoic acid,... 8.549 16.4 wug/l 139080 3
Butanoic acid, ... 9.342 9.9 ug/l 83718 3 10.055
Propanoic acid,... 9.488 161.9 wug/l 1374250 3
Acetic acid, bu... 9.579 18.2 wug/l 154483 3
Isopropyl butyrate 9.915 96.2 ug/l 817141 3
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Standard--- |
Resp Conc|

366453
424517
424517
424517
424517
424517

50.
50.
50.
50.
50.
50.

PB143824ZHE#06
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