LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X011123W.M

Title : SW846 8260

Signal : TIC: VX@33855.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.392 207 214 224 rBV 10633 21858 1.43% 0.236%
2 2.788 273 279 291 rBV 15821 31062 2.03% 0.335%
3 4.715 586 595 615 rBV 10818 33145 2.17% 0.358%
4 5.385 693 705 721 rBV2 79086 235490 15.41%  2.542%
5 5.550 721 732 747 rVB 143521 410911 26.89% 4.436%
6 5.952 785 798 816 rBV 79991 217770 14.25% 2.351%
7 6.342 851 862 878 rBV 61942 162937 10.66% 1.759%
8 6.763 921 931 942 rBV 214343 536653 35.11% 5.793%
9 7.641 1065 1075 1080 rBV 33878 65068 4.26% 0.702%
10 7.690 1080 1083 1093 rVB 11668 21772  1.42% 0.235%
11 7.799 1093 1101 1120 rBV 857845 1528332 100.00% 16.499%
12 8.549 1217 1224 1234 rBV 185209 299435 19.59% 3.233%
13 8.647 1234 1240 1256 rVB 444959 699084 45.74% 7.547%
14  8.952 1284 1290 1302 rBV 261182 374134 24.48% 4.039%
15 9.244 1332 1338 1344 rBV 265797 371396 24.30% 4.009%
16 9.305 1344 1348 1351 rVWV 23032 35891 2.35% 0.387%
17 9.342 1351 1354 1356 rVV 41291 55388 3.62% 0.598%
18 9.378 1356 1360 1368 rVV 103256 155885 10.20% 1.683%
19 9.482 1372 1377 1388 rVWV 462313 611966 40.04% 6.606%
20 9.580 1388 1393 1404 rVB 307781 405380 26.52% 4.376%
21  9.915 1442 1448 1463 rBV 817643 1092482 71.48% 11.794%
22 10.055 1463 1471 1478 rBV 427399 593552 38.84% 6.408%
23 10.281 1503 1508 1515 rBV 10731 16689 1.09% ©0.180%
24 10.506 1540 1545 1551 rBV 11590 15618 1.02% 0.169%

1.

25 10.640 1562 1567 1579 rBV 77785 101512 6.64%

26 11.079 1634 1639 1650 rBV 352180 442877 28.98%
27 12.024 1788 1794 1801 rBV 398200 514027 33.63%
28 13.774 2076 2081 2089 rBV 116185 141703  9.27%

[ R Vg R
Ul
w
[
R

29 14.640 2219 2223 2233 rVB 25254 33266 2.18% 359%
30 14.780 2241 2246 2254 rBV 30476 37911 2.48% 409%
Sum of corrected areas: 9263194
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033855.D\data.ms
800000

700000
600000
500000
400000
300000

200000
5.550

100000 5.385 5.952
2392 2788 4715 /\ /\

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\m‘\\\\‘\\\\‘\\\\‘\\\\‘V_Y_Y_Y—rf\\\‘\

Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX033855.D\data.ms
7.799 9.915
800000

700000
600000

500000 9.482
8.647 10.055

400000 11.079

9.580
300000 8.952 9.244

6.763
200000 8.54

100000345 937 10.640

7 2 9(\
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX033855.D\data.ms
800000

700000
600000

500000

400000 12.024

300000

200000

13.774
100000

14.64b 780

0 T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 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_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
7.641 6.06 ug/1l 65068 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 86
2 Neopentane 72 C5H12 000463-82-1 9
3 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 7

Abundance Scan 1075 (7.641 min): VX033855.D\data.ms (-1065) (-) m/z 57.10 100.00%

57.1
5000
i ko o 180850
39.0 T L e
-Vttt m/z 86.10 22.94%
miz--> 0 20 40 60 80 100 120 140
Abundance #1925: 3-Pentanone
29.0 57.0
5000 L B I L I LN B
7.40 7.60 7.80 8.00
86.0 m/Z 56.00 4.06%
O\‘\\\\“\‘J‘\\“‘H\\\}“\\\\‘\1\\‘\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #811: Neopentane
57.0
\\\A\‘\\\\’\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
5000 41.0 m/z 42.00 3.53%
15.0 ‘ ‘
]
m/z--> 0 20 40 60 80 100 120 140
Abundance #18338: Propane, 2-bromo-2-methyl- AR AmaEE R
57.0 7.40 7.60 7.80 8.00
m/z 55.00 3.20%
41.0
5000
0 25 ‘ . 790950 1230 I 1\
I R B e AL S e R ARAMa TR
m/z--> 0 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
7.799 142.40 ug/l 1528330 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 1-Butanamine 73 C4H11IN 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 N-Acetylethylenediamine 102 C4H1eN20 001001-53-2 4

Abundance Scan 1101 (7.799 min): VX033855.D\data.ms (-1093) (-) m/z 43.10 100.00%

43.1
5000
61.0

e ERESEEa—
0 7.40 7.60 7.80 8.00 8.20
I | 870 1010

bt e e o 200 m/z 61.08  30.69%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4776: n-Propyl acetate
43.0
5000

7.40 7.60 7.80 8.00 8.20
m/z 73.00 16.25%

15.0 27.0 3.0
“M‘uw““H‘H”N“w"HH‘H‘MM‘W‘gn?‘H‘\H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0

7.40 7.60 7.80 8.00 8.20

o

5000 ITI z 42.10 10.98%
61.0
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #852: 1-Butanamine R
30.0 7.40 7.60 7.80 8.00 8.20

m/z 41.10 8.81%

5000
180 | 410 s 30

m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
8.549  25.22 ug/l 299435  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 50
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 1224 (8.549 min): VX033855.D\data.ms (-1217) (-) m/z 57.10 100.00%
57.1
43.0
5000
75.0
 RAmaE e AR
101.1 8.20 8.40 8.60 8.80
Oyl 1182 4305 55.75%
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 N L RN B L
29.0 75.0 8.20 8.40 8.60 8.80
m/z 75.00  29.83%
101.0
O\\‘]\-?\.\O’\\{“\‘\H\“MH\\’\\\}“\H\‘\1\\‘\\H‘\H\“H\\‘]-\]\-\G\.‘O\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0
 RAmas A
8.20 8.40 8.60 8.80
m/z 41.10 20.32%
5000 290 75.0
43.0
0159 il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15464: Propanoic acid, butyl ester R RAN B e
57.0 8.20 8.40 8.60 8.80
m/z 101.10 11.94%
29.0
5000
75.0
e R B aan e o e AARAARas! AN E A RRRONY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29

Operator JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 4 Isobutyl acetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.952  31.52 ug/l 374134  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 38
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

Abundance Scan 1290 (8.952 min): VX033855.D\data.ms (-1284) (-) m/z 43.05 100.00%
5000 A /\
73.0 RS DS L N—
| s71 ‘ 8.60 8.80 9.00 9.20
Ol ot 802 10L1LIS /7 56,10 32.87%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9157: Isobutyl acetate
43.0
5000 LB AL L B I BN B
8.60 8.80 9.00 9.20
73.0 m/z 73.00 21.74%
o 290 || 5710 | 870101.0116.0
H\‘\\H’HH‘HH‘HH‘\H\‘\\H’HH‘\H\‘\H\’HH‘\H\‘\\H‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9201: Acetic acid, butyl ester
43.0
P e
8.60 8.80 9.00 9.20
5000 m/z 41.10 14.23%
150 29.0 73.0
0 1L 570 | 87010101150
SNBSS NS | S ] S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2042: Pentane, 2-methyl-
43.0 8.60 8.80 9.00 9.20
m/z 39.10 7.33%
5000
270 71.0
57.0 ‘
0,0,8‘5?
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
9.244  31.29 ug/l 371396 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 64
3 Isopropyl butyrate 130 C7H1402 000638-11-9 43
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 42
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 42
Abundance Scan 1338 (9.244 min): VX033855.D\data.ms (-1332) (-) m/z 43.05 100.00%
43.0 q
5000 71.1
89.0 9.00 9.20 9.40 9.60
W, 57.0 115.0 1299
Ol prrrr ey e e e e m/z 71.18  39.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
71.0 9.00 9.20 9.40 9.60
m/z 41.10 23.07%
27.0 89.0
0 . ‘ | “ Ml | “ 11\50 130.0
H‘\H\‘\H\‘HH‘\H\‘\\H‘HH‘WH\‘\\H‘\H\‘\\H’HH‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15547: Propanoic acid, 2-methyl-, propy! ester
43.0
9.00 9.20 9.40 9.60
5000 71.0 m/z 89.00 16.05%
27.0 89.0
0 ‘ 570 | 11501300
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate e AAREERRE
43.0 9.00 9.20 9.40 9.60
m/z 39.10 9.92%
71.0
5000
89.0
N T Y N .1 S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.378 13.13 ug/l 155885  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 72
2 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 64
3 2,3-Hexanedione 114 C6H1002 003848-24-6 64
4 Pyrrolidine 71 C4HON 000123-75-1 47
5 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 45
Abundance Scan 1360 (9.378 min): VX033855.D\data.ms (-1356) (-) m/z 43.10 100.00%
3.1
5000
71.0
D a EEAANmEENE R
6.0 11‘4-1 9.00 9.20 9.40 9.60 9.80
Ol 22 85 989 L mjz 71.5  33.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8493: 3-Hexanone, 2-methyl-
43.0
71.0
5000
9.00 9.20 9.40 9.60 9.80
70 114.0 m/z 41.10 19.50%
ol 140 | ‘\H 7.0 |  86.0 99.0
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8577: 3-Pentanone, 2,4-dimethyl-
43.0
R REARNEEES R
9.00 9.20 9.40 9.60 9.80
5000 m/z 114.10 12.70%
270 71.0
ol 140 ‘ | 560 85.0 99.0 140
R R L B AR RARNESERS e SR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: 2,3-Hexanedione  EREEa  mEaRRE
43.0 9.00 9.20 9.40 9.60 9.80
m/z 39.10 9.42%
5000
71.0
27.0
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\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
9.482  51.55 ug/l 611966 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 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 9
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 7

Abundance Scan 1377 (9.482 min): VX033855.D\data.ms (-1372) ()| | m/z 57.10 100.00%

57.1
5000 75.0
43.0
“ 9.20 9.40 9.60 9.80
Ol ettt L AOAOUISA sz 75,05 43.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 75.0
29.0 9.20 9.40 9.60 9.80
43.0 m/z 43.85 19.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15464: Propanoic acid, butyl ester
57.0
e AAmmnEEsnss R
9.20 9.40 9.60 9.80
5000 29.0 m/z 41.10  12.74%
75.0
0 15.0 “‘ | ‘#3‘0 Iy I ‘ 101.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 MU\
Abundance #15445: 2-(Isobutoxymethyl)oxirane R AR
57.0 9.20 9.40 9.60 9.80
m/z 87.00 9.49%
27.
O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.580 34.15 ug/l 405380 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 40
3 Isobutylamine 73 C4H11N 000078-81-9 9
4 Isopropyl acetate 102 C5H1002 000108-21-4 9
5 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9

Abundance Scan 1393 (9.580 min): VX033855.D\data.ms (-1388) (-) m/z 43.10 100.00%

43.1
5000 56.0
73.0
| Ll ] e
bt el 02 20104182 /s 56 05 43.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 1 1
9.50
oo 73.0 m/z 72.95 18.66%
ol 150 220 ||l | 8701010 1170
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9158: Isobutyl acetate
43.0
9.50
5000 m/z 41.10 16.94%
56.0
73.0
150 290 || | 860 1010
R R L L B e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m\
Abundance #857: Isobutylamine R
30.0 9.50
m/z 61.00 15.12%
5000
ol 150 . .. 80 O I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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.
9.915 92.03 ug/l 1092480  Chlorobenzene-d5 10.055

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 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 64
4 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 59

Abundance Scan 1448 (9.915 min): VX033855.D\data.ms (-1442) (-) m/z 43.05 100.00%

43.0 711
5000
89.1
=
‘ ‘ H 1151 10.00
ol m/z 71.10  86.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 1
89.0 10.00
' m/z 89.10 35.40%
0 15.0 “ \‘H H i ‘ . 11‘\50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15547: Propanoic acid, 2-methyl-, propyl ester
43.0
=
10.00
5000 71.0 m/z 41.10 30.41%
89.0
0 115.0
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #35460: Propanoic acid, 2-methyl-, pentyl ester — =
43.0 10.00
71.0 m/z 42.05 14.80%
5000 89.0
0 26‘9 \‘whh ‘H i I 115.0 158.0 J\\/\
e T
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33855.D

Acqg On : 23 Jan 2023 17:29

Operator JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 10 Butanoic acid, propyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.640 8.55 ug/1 101512  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 78
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 78

000644-49-5 72
002445-72-9 72

4 Propanoic acid, 2-methyl-, propy... 130 C7H1402
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802

Abundance Scan 1567 (10.640 min): VX033855.D\data.ms (-1562) (- m/z 71.10 100.00%
43.0 71.1
89.0
5000
i —
‘ ‘ 6.0 10.50 11.00
Ol el Ll 4080 hs, azles 8s.01%
m/z--> 20 40 60 80 100 120 140
Abundance #15467: Butanoic acid, propyl ester
71.0
43.0 89.0
5000 —r— —
10.50 11.00
27.0 m/z 89.00 68.66%
0 \\\‘\“1“\\“1‘\\‘\‘1‘\\1‘\‘\\‘\\‘“\\\\‘\\\\‘\\\
mi/z--> 20 40 60 80 100 120 140
Abundance #60745: Butanoic acid, heptyl ester
43.0 71.0
89.0 —— ——
10.50 11.00
5000 ITI/Z 41.10 32.16%
27.0
0 oty 1130 1430
m/z--> 20 40 60 80 100 120 140
Abundance #47016: Butanoic acid, hexyl ester &f‘\w j‘L‘ P
43.0 71.0 10.50 11.00
89.0 m/z 42.00 19.60%
5000
27.0 ‘
B O e N PR (SO
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX033855.D

Acqg On : 23 Jan 2023 17:29
Operator : JC/MD

Sample : 01251-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 6.1 ug/l 65068 2 6.763 536653 50.0
n-Propyl acetate 7.799 142.4 ug/l 1528330 2 6.763 536653 50.0
Propanoic acid,... 8.549 25.2 ug/l 299435 3 10.055 593552 50.0
Isobutyl acetate 8.952 31.5 wug/l 374134 3 10.055 593552 50.0
Propanoic acid,... 9.244 31.3 ug/l 371396 3 10.055 593552 50.0
3-Hexanone, 2-m... 9.378 13.1 ug/l 155885 3 10.055 593552 50.0
Propanoic acid,... 9.482 51.5 ug/l 611966 3 10.055 593552 50.0
Acetic acid, bu... 9.580 34.1 ug/l 405380 3 10.055 593552 50.0
Isopropyl butyrat 9.915 92.0 wug/l 1092480 3 10.055 593552 50.0
Butanoic acid, 10.640 8.6 ug/l 101512 3 10.055 593552 50.0
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