LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 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 X\Method\82X072522W.M

Title : SW846 8260

Signal : TIC: VX@30258.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.380 204 212 221 rBV 45385 76066 3.14%  ©0.539%
2 2.788 272 279 290 rVB 37843 69413 2.86% 0.492%
3 4.721 588 596 608 rBV 20163 56530 2.33% 0.400%
4 5.391 694 706 722 rBV 125685 361373 14.90%  2.560%
5 5.562 722 734 751 rVB 126024 360374 14.85% 2.553%
6 5.964 788 800 814 rBV 151265 401769 16.56%  2.846%
7 6.348 853 863 874 rBV 106883 274780 11.33%  1.947%
8 6.769 922 932 946 rBV 212745 533480 21.99% 3.779%
9 7.641 1062 1075 1081 rBV 79112 156375 6.45% 1.108%
10 7.696 1081 1084 1094 rVB 20850 34345 1.42% 0.243%
11 7.799 1094 1101 1117 rBV 1178021 2053523 84.65% 14.547%
12 8.549 1217 1224 1234 rBV 303084 484118 19.96% 3.430%
13 8.653 1234 1241 1250 rBV 666012 1039457 42.85% 7.364%
14  8.958 1284 1291 1300 rBV 249262 356241 14.68%  2.524%
15 9.250 1333 1339 1345 rBV 381303 549911 22.67% 3.896%
16 9.311 1345 1349 1352 rWV 54048 77674 3.20% 0.550%
17 9.348 1352 1355 1356 rVV 47914 56882 2.34% 0.403%
18 9.378 1356 1360 1367 rVB 212786 308745 12.73%  2.187%
19 9.488 1372 1378 1385 rBV 547870 721144 29.73% 5.109%
20 9.580 1385 1393 1421 rBV 997755 2425958 100.00% 17.186%
21  9.915 1442 1448 1456 rBV 1090750 1381464 56.95% 9.786%
22 10.055 1464 1471 1477 rBV 544194 745067 30.71% 5.278%
23 10.506 1540 1545 1554 rVB 25164 32810 1.35% 0.232%
24 10.640 1563 1567 1572 rBV2 62811 90642 3.74% 0.642%

4.

25 11.085 1634 1640 1651 rBV 531504 680372 28.05%

26 12.024 1789 1794 1800 rBV 652426 787629 32.47%  5.580%

Sum of corrected areas: 14116142
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

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

Abundance TIC: VX030258.D\data.ms
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Abundance TIC: VX030258.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 9
R.T. EstConc Area Relative to ISTD R.T.
7.641 14.66 ug/l 156375 1,4-Difluorobenzene 6.769

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 28
3 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
4 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 9

Abundance Scan 1075 (7.641 min): VX030258.D\data.ms (-1062) (-) m/z 57.10 100.00%

57.1
5000
86.1
7.40 7.60 7.80 8.00
42.0
O e e e el m/z 86.10 22.30%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone
57.0
29.0
5000 L L I L I LN B
7.40 7.60 7.80 8.00
86.0 m/z 56.10 4.61%
0 150 | 410 710
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
57.0
7.40 7.60 7.80 8.00
5000 200 410 m/z 58.10 4.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2005: Propanal, 2,2-dimethyl- ““MAPW“H“wH“‘
41.0 7.40 7.60 7.80 8.00
m/z 55.10 3.81%
5000
29.0 86.0
S S . TS
m/z--> 0O 10 20 30 40 50 60 70 80 90 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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.
7.799 192.47 ug/l 2053520 1,4-Difluorobenzene 6.769

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 Isobutylamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4

Abundance Scan 1101 (7.799 min): VX030258.D\data.ms (-1094) (-) m/z 43.10 100.00%

43.1
5000
61.1
R AR o
77-1 7.40 7.60 7.80 8.00 8.20
bl L 8T 10LL s 6110 27.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776: n-Propyl acetate
43.0
5000 DL B R B R
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.10  14.30%
27.0 3.0
0\\‘]\_?\?‘\\\‘\“\\\\“1\\\‘\\\\‘\\\\‘\‘\\\‘\8\\7\.(‘)\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
R R
7.40 7.60 7.80 8.00 8.20
5000 m/z 42.05 10.77%
61.0
87.0
o 15.0 27.0 101.0
R R B o e aE aa
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #860: Isobutylamine TR
30.0 7.40 7.60 7.80 8.00 8.20
m/z 41.05 8.94%
5000
41.0 56.0 73.0
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\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 6
R.T. EstConc Area Relative to ISTD R.T.
8.549  32.49 ug/l 484118 Chlorobenzene-d5 10.055

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 42
3 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 1224 (8.549 min): VX030258.D\data.ms (-1217) (-) m/z 57.10 100.00%
57.1
5000
75.1
T A
39| ‘ 101.1 8.20 8.40 8.60 8.80
bl el 1618 7 43,05 59.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
5000 BN N R RN R
29.0 8.20 8.40 8.60 8.80
75.0 m/z 75.10 26.74%
‘ ‘ 101.0
O \\\‘\‘\\\“‘\‘\\\“‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
 RAmaa e AR
8.20 8.40 8.60 8.80
5000 75.0 m/z 41.10 22.00%
29.0
o .
m/z--> 20 40 60 80 100 120 140 160
Abundance #5062: Propane, 1-(1-methylethoxy)- T
43.0 8.20 8.40 8.60 8.80
m/z 59.10 9.86%
5000
73.0
150 ‘ | ‘ | 1010
Y Sl [ 1 O SNSSEY L W—— -
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\

Data File : VX@30258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 4 Isobutyl acetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.958  23.91 ug/l 356241 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 36
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 27
4 Isobutylamine 73 C4H11N 000078-81-9 9

5 Propane, 1l-isocyanato-2-methyl- 99 C5HONO 001873-29-6 9

Abundance Scan 1291 (8.958 min): VX030258.D\data.ms (-1284) (-) m/z 43.10 100.00%
3.1

9.

5000
56.1

73.1 T
‘ ‘ 86.1 8.60 8.80 9.00 9.20
Ol prerr b il PR POLLAISL /s s6.10 28.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9157: Isobutyl acetate
43.0
5000
8.60 8.80 9.00 9.20
56.0 o
73.0 m/z 73.10 18.91%
o 290 | 86.0 101.0 116.0
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
NN L W
56.0 8.60 8.80 9.00 9.20 .
5000 m/z 41.10 14.56%
73.0
27.0
87.0
o BIMBUNNN | S A1 [N | MU N N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1988 2-Butanone, 3-methyl- A e R
43.0 8.60 8.80 9.00 9.20

m/z 39.05 7.78%

m/z-->

5000
27.0 86.0
0 | ‘ “m 71.0 ‘

10 20 30 40 50 60 70 80 90 100 110 120

8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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.
9.250  36.90 ug/l 549911 Chlorobenzene-d5 10.055

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 2,3-Hexanedione 114 C6H1002 003848-24-6 59
4 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 45
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 45

Abundance Scan 1339 (9.250 min): VX030258.D\data.ms (-1333) (-) m/z 43.10 100.00%

43.1
5000 711
89.1

9.00 9.20 9.40 9.60

56 115.1 :
0 H‘H‘w‘Hw‘H‘JMH‘H‘&H‘W‘H‘M‘HMH‘W‘H‘_‘H‘H‘ m/z 71.10  38.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 UL B L I I LA B
71.0 9.00 9.20 9.40 9.60

m/z 41.05 24.67%

27.0 89.0
O\\‘\H\‘\\H‘\\H‘HH‘H\\‘H\\‘\H\’\H\’\\H‘\\H‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0

9.00 9.20 9.40 9.60

5000 71.0 m/z 89.10 14.10%
89.0
27.0
57.0
s LERRISUSNSN AWWMNNN | .5 U N NN ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8121: 2,3-Hexanedione P e
43.0 9.00 9.20 9.40 9.60

m/z 39.10 9.75%

5000
27.0 71.0
114.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60

82X072522W.M Thu Jul 28 15:08:53 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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-Hexanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.311 5.21 ug/1 77674  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone 100 C6H120 000589-38-8 90
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 40
3 Acetic acid, (3-methylbutoxy)-, ... 186 C10H1803 067634-00-8 39
4 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 37
5 Acetylacetone 100 C5H802 000123-54-6 35

Abundance Scan 1349 (9.311 min): VX030258.D\data.ms (-1345) (-) m/z 43.10 100.00%

43.1
71.1
5000
100.1

| 9.00 9.20 9.40 9.60
‘H‘mw‘mmmwmwum_m_m_m_m m/z 57.10  94.64%

m/z--> 20 60 80 100 120 140 160 180
Abundance #4254: 3-Hexanone
43.0
71.0

o

5000 L L L R R R
100.0 9.00 9.20 9.40 9.60
‘ m/z 71.10 57.20%
O\\\‘\\\\“\\\‘\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 80 100 120 140 160 180
Abundance
57.0
N R T RN RS
9.00 9.20 9.40 9.60
5000 29.0 m/z 100.05  34.93%
100.0
O b e T e e
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #60495: Acetic acid, (3-methylbutoxy)-, 2-propenyl ester Lo ‘/‘\ T
43.0 9.00 9.20 9.40 9.60

m/z 41.05 29.92%

71.0
5000 100.0
0L 15.0 | d 1y 1230 187.0 J

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\

Data File : VX@30258.D

Acqg On : 28 Jul 2022 02:23

Operator JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 7 3-Pentanone, 2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.378 20.72 ug/l 308745 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 90
2 2,3-Hexanedione 114 C6H1002 003848-24-6 80
3 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 59
4 2,5-Hexanedione 114 C6H1002 000110-13-4 42
5 4-Heptanone 114 C7H140 000123-19-3 42
Abundance Scan 1360 (9.378 min): VX030258.D\data.ms (-1356) (-) m/z 43.10 100.00%
3.1
5000
711
A e
‘ 61 114.2 9.00 9.20 9.40 9.60 9.80
Obrrrrrrrprrer et 208l 89 L 99 L m/z 71.18 29.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0
5000 L L LI L LI L B
710 9.00 9.20 9.40 9.60 9.80
27.0 ' m/z 41.10 19.56%
ol 140 “ 6. ‘ 850 990 1140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
R L e e RN
9.00 9.20 9.40 9.60 9.80
5000 m/z 39.10 9.34%
71.0
Oberergremrpergorery ST o 40 D
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8509: 3-Hexanone, 2-methyl- e A ARRARREES
43.0 9.00 9.20 9.40 9.60 9.80
m/z 114.20 7.73%
71.0
5000
27.0
114.0
o ., 570 85.0 99.0
T e R e e e D ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.488 48.39 ug/l 721144  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 39
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 7
4 1-Penten-3-ol 86 C5H100 000616-25-1 7
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 1378 (9.488 min): VX030258.D\data.ms (-1372) (-) m/z 57.10 100.00%

57.1
5000 75.1
43.1

9.20 9.40 9.60 9.80
Al 88.1 101.2 115.1

0“_‘H,H‘w‘u‘_‘u,u‘ﬁ‘u‘_‘u‘u‘w‘u‘_‘u‘u‘wu m/z 75.10 41.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 LN L B B R
200 750 9.20 9.40 9.60 9.80
43.0 m/z 43.10 20.50%

o

150 | H‘ 88.0
\\‘H\\’\\\\‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\H‘\H\‘H\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0

9.20 9.40 9.60 9.80

5000 m/z 41.10 13.24%
75.0
29.0
0 14.0 43.0 101.0
T RRRaEa AR A ARARaa s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m
Abundance #2147: 1-Butanamine, 3-methyl- PR
30.0 9.20 9.40 9.60 9.80
m/z 42.05 9.47%
5000
0 15.0 I ﬁﬂo 57.0 70\0 87\0 /\JJ\,/\\
e e e e e e A RAREE N L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80

82X072522W.M Thu Jul 28 15:08:56 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.580 162.80 ug/l 2425960  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 50
4 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 38
5 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 36
Abundance Scan 1393 (9.580 min): VX030258.D\data.ms (-1385) (-) m/z 45.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1@ Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 92.71 ug/l 1381460 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
4 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 56

Abundance Scan 1448 (9.915 min): VX030258.D\data.ms (-1442) (-) m/z 43.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072722\
Data File : VX030258.D

Acqg On : 28 Jul 2022 02:23

Operator : JC/MD

Sample : N3839-06

Misc : 5.0mL/MSVOA_X/WATER ENV-DE-WC-1

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.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 7.641 14.7 wug/l 156375 2 6.769 533480 50.0
n-Propyl acetate 7.799 192.5 wug/l 2053520 2 6.769 533480 50.0
Propanoic acid,... 8.549 32.5 wug/l 484118 3 10.055 745067 50.0
Isobutyl acetate 8.958 23.9 wug/l 356241 3 10.055 745067 50.0
Propanoic acid,... 9.250 36.9 wug/l 549911 3 10.055 745067 50.0
3-Hexanone 9.311 5.2 ug/l 77674 3 10.055 745067 50.0
3-Pentanone, 2,... 9.378 20.7 ug/l 308745 3 10.055 745067 50.0
Propanoic acid,... 9.488 48.4 ug/l 721144 3 10.055 745067 50.0
Propylene Glycol 9.580 162.8 wug/l 2425960 3 10.055 745067 50.0
Isopropyl butyrate 9.915 92.7 wug/l 1381460 3 10.055 745067 50.0
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