LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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@33852.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.392 206 214 224 rBV 10051 21412 1.35% 0.231%
2 2.788 273 279 292 rVB 10660 20951 1.32% 0.226%
3 4.715 586 595 608 rBVv2 10579 32298 2.04% 0.349%
4 5.385 693 705 720 rBV 81775 239708 15.10%  2.589%
5 5.550 720 732 749 rVB 146119 416016 26.21% 4.493%
6 5.958 786 799 811 rBV 81244 220290 13.88% 2.379%
7 6.336 852 861 877 rBV 65988 168895 10.64% 1.824%
8 6.763 920 931 944 rBV 221402 557803 35.15% 6.024%
9 7.641 1068 1075 1080 rBV 33520 62374 3.93% 0.674%
10 7.690 1080 1083 1093 rVB 12018 21508 1.36% 0.232%
11 7.793 1093 1100 1114 rBV 903579 1587014 100.00% 17.139%
12 8.549 1217 1224 1234 rBV 189862 308822 19.46% 3.335%
13 8.647 1234 1240 1259 rVB 449484 708311 44.63% 7.650%
14  8.952 1284 1290 1311 rBV 271913 398281 25.10% 4.301%
15 9.244 1332 1338 1345 rBV 273755 386648 24.36% 4.176%
16 9.305 1345 1348 1351 rVWV 24470 35000 2.21% 0.378%
17 9.342 1351 1354 1356 rVV 41853 56645 3.57% 0.612%
18 9.372 1356 1359 1368 rVV 105234 161765 10.19% 1.747%
19 9.482 1371 1377 1387 rVWV 473624 624097 39.33% 6.740%
20 9.580 1388 1393 1409 rVB 318892 429684 27.07% 4.640%

21  9.915 1442 1448 1463 rBV 816923 1094733 68.98% 1
22 10.055 1463 1471 1477 rBV 434477 607544 38.28%
23 10.640 1562 1567 1580 rBV 73122 94289 5.94%
24 11.079 1634 1639 1652 rBV 360759 459140 28.93%
25 12.024 1788 1794 1802 rBV 413838 546319 34.42%
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Sum of corrected areas: 9259547
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@33852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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: VX033852.D\data.ms

800000

600000

400000

200000 5550

5.385 5.958
2.392 2.788 4.715
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Abundance TIC: VX033852.D\data.ms
7.793

9.915
800000

600000

9.482
8.647 10.055
400000 11.079
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8.952 9.244

6.763
200000 8.54
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0 —— e B R — P — ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VX033852.D\data.ms

T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 5.59 ug/1 62374 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 78
2 Neopentane 72 C5H12 000463-82-1 23
3 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 9
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
5 Thiolane-3,4-dicarbonitrile, 2,5... 386 C16H20@F6N2S 1000260-74-6 9

Abundance Scan 1075 (7.641 min): VX033852.D\data.ms (-1068) (-)| m/z 57.00 100.00%

57.0
5000 j\M\
86.1 A Em=s
42.0 711 7.40 7.60 7.80 8.00 .
o7ttt m/z 86.10 21.75%
miz--> 0O 10 20 30 40 50 60 70 80 90
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 56.10 4.19%
0 180 || 430 | 710 \
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #811: Neopentane
57.0
H‘W‘H‘W“W‘H‘_“
7.40 7.60 7.80 8.00
5000 290 410 m/z 58.00 3.65%
0 Hw‘H‘ﬁ?‘?‘HH_H“_HwH‘H‘?Q'ﬂw_wm
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1992: Ethyl-1-propenyl ether A e
57.0 7.40 7.60 7.80 8.00
m/z 42.00 3.24%
5000 86.0
29.0
39.0
0 Ww&?‘?‘HMm“;m‘_uw_“??‘?www SRR B W—
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\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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.
7.793 142.26 ug/l 1587010 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 5
5 5-Methyloxazolidine 87 C4HSNO 058328-22-6 4

Abundance Scan 1100 (7.793 min): VX033852.D\data.ms (-1093) (-) m/z 43.10 100.00%

43.1
5000
61.0
R AR ER
77'0 7.40 7.60 7.80 8.00 8.20
bl L 870 1000 s 61,00 29.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 I R R R
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 15.75%
73.0
0\\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘()\3\\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4786: Isopropyl acetate
43.0
e EAEam AR
7.40 7.60 7.80 8.00 8.20
5000 m/z 42.05 10.90%
61.0
87.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #852: 1-Butanamine R
30.0 7.40 7.60 7.80 8.00 8.20
m/z 41.10 8.83%

5000
ol 180 | 440 560 30

e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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  25.42 ug/l 308822 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 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 1224 (8.549 min): VX033852.D\data.ms (-1217) (-) m/z 57.00 100.00%

57.0
43.0
5000
75.0
A mma AR
101.0 8.20 8.40 8.60 8.80
O remrprerprresbe el L 18 s 4305 57.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0
5000 43.0 B EEE R R RN R R
75.0 8.20 8.40 8.60 8.80
29.0 m/z 75.00 30.20%
101.0
O\H‘]\-\5\(\)‘\\\‘f‘HH“}\‘\\‘H\!“HH‘\1\\‘\1\\‘HH“\H\‘H\G\‘O\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
A mma s A
8.20 8.40 8.60 8.80
5000 75.0 m/z 41.10 19.57%
29.0 43.0
obrrt80 Ml e 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4582: N-(n-Propyl)acetamide
30.0 8.20 8.40 8.60 8.80
m/z 101.00 11.75%
5000 43.0
190 || | seo 720 880 T
om_m‘w Hm_HWm‘HH_m_‘lwwwww T
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@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 4 Isobutyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.952 32.78 ug/l 398281 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 83
2 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 38
3 Propane, 1-isocyanato-2-methyl- 99 C5H9NO 001873-29-6 9
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 9
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 1290 (8.952 min): VX033852.D\data.ms (-1284) (-) m/z 43.05 100.00%

43.0
5000
56.1 AJ\
73.0 A e
| ‘ 86.1 8.60 8.80 9.00 9.20
b bt AOLL IS0 /7 56.10 31.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9157: Isobutyl acetate
43.0
5000 L L B B LR B
8.60 8.80 9.00 9.20
56.0 o
730 m/z 73.00 21.58%
o 290 || | | 860 1010 1160
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘W\H’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9100: Pentanoic acid, 4-oxo-
43.0
A RAAANEEmES TR
8.60 8.80 9.00 9.20
5000 m/z 41.10 14.05%
56.0
15.0 23-0 | 7%-0 101.0 116.0
Ottt et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3948: Propane, 1-isocyanato-2-methyl-
43.0 8.60 8.80 9.00 9.20
m/z 39.10 6.70%
5000
27.0 56.0
71.0
ol 1w w0
T T T e e
m/z--> 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\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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  31.82 ug/l 386648 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 72
3 Isopropyl butyrate 130 C7H1402 000638-11-9 40
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 40
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 38
Abundance Scan 1338 (9.244 min): VX033852.D\data.ms (-1332) (-) m/z 43.05 100.00%
43.0 h q
5000 711
89.1 9.00 9.20 9.40 9.60
| 115.1 199 g
Ol prrrr e e e e e m/z 71.18  37.52%
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 9.00 9.20 9.40 9.60
89.0 m/z 41.10 23.26%
27.0 '
O H‘\H\‘\HM‘HH“MH\\‘\H\.“HH‘\‘H\‘\H{“\\\\‘\\\\]’-%5\:‘0\]\_\2\9‘;(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15557: Propanoic acid, 2-methyl-, propyl ester
43.0
9.00 9.20 9.40 9.60
5000 71.0 m/z 89.10 15.46%
89.0
27.0
0 ‘\‘ L ‘ “ Il 57'\0 L L
e e e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate A AREaRRE T
43.0 9.00 9.20 9.40 9.60
m/z 42.10 9.48%
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@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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-Pentanone, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.372  13.31 ug/l 161765 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 2,3-Hexanedione 114 C6H1002 003848-24-6 64
3 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 64
4 4-Heptanone 114 C7H140 000123-19-3 53
5 Pyrrolidine 71 C4HON 000123-75-1 53
Abundance Scan 1359 (9.372 min): VX033852.D\data.ms (-1356) (-) m/z 43.10 100.00%
43.1
5000
71.0
D A REARERL s
56.0 114.1 9.00 9.20 9.40 9.60
Okl 980 849 990 | sz 71.05  31.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8562: 3-Pentanone, 2,4-dimethyl-
43.0
5000 71.0

9.00 9.20 9.40 9.60
m/z 41.10  19.26%

114.0
14,0 |, 56.0 || 850 99.0 |
\H‘\H\‘HH‘HH‘\H\[HH‘HH‘\H\‘\H\‘HH‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8120: 2,3-Hexanedione
43.0

9.00 9.20 9.40 9.60

o

5000 m/z 114.10 10.40%
71.0
114.0
O e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8493: 3-Hexanone, 2-methyl- e AARamEa R
43.0 9.00 9.20 9.40 9.60

m/z 39.05 9.33%

71.0
5000
27 0 114.0
o | 570 86.0 99.0 |

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\VX012323\
Data File : VX@33852.D

Acqg On : 23 Jan 2023 16:20

Operator JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 7 Propanoic acid, propyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.482 51.36 ug/l 624097  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 28
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): VX033852.D\data.ms (-1371) (-) m/z 57.10 100.00%
57.1
5000 75.1 /k
43.0 AR
‘ 9.20 9.40 9.60 9.80
bbb 8L IS0 msz 75,10 43.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 750 UL L B I L LA BN
29.0 9.20 9.40 9.60 9.80
43.0 m/z 43.85 19.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15457: Propanoic acid, butyl ester
57.0
AR L R
9.20 9.40 9.60 9.80
5000 29.0 m/z 41.05 12.95%
75.0
oL 150 || 480 | ‘ 1010
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /k~A¥J\J\
Abundance #15445: 2-(Isobutoxymethyl)oxirane A RARER B
57.0 9.20 9.40 9.60 9.80
m/z 87.10 9.44%
27.
I A
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@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 35.36 ug/l 429684  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 56

3 Isobutylamine 73 C4H11N 000078-81-9 9

4 Ethanol, 2-chloro-, acetate 122 C4H7C102 000542-58-5 9

5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1393 (9.580 min): VX033852.D\data.ms (-1388) (-) 43.05 100.00%

43.0
5000 56.1
73.0
‘ ‘ ‘ 87.0 9.50
b el el G2 AOLLAISO s s6.10 43.31%
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 \
9.50
- 73.0 m/z 73.00  19.90%
ol 150 2 1 Ll | 870 1010 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
1 \
9.50
5000 m/z 41.05 16.46%
56.0
73.0
15.0 220 AL N “ 86.0 101.0
R R RAAREERERI S S
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 15.46%
5000
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@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 90.09 ug/l 1094730  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 97
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 59
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 50
Abundance Scan 1448 (9.915 min): VX033852.D\data.ms (-1442) (-) m/z 43.05 100.00%
43.0 71.1
5000
89.1 J\‘A
e
|, 57l | 511304 10.00
0 bt 2 e L B0 myz 710180 84.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 1
89.0 10.00
' m/z 89.10 35.53%
27.0
O H‘HH‘H\‘H\H\“M“H‘ﬁ?\"?\\\‘H\H‘H\!‘HH‘}\\\]‘-\]7?:?\\]-\3\9.9\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester
43.0
=
71.0 10.00
5000 89.0 m/z 41.10 30.06%
27.0
0 u‘mi‘m‘mm“hu\‘\5\\7(“0\\”‘Muwmpm‘Hm‘\m‘\m‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester — =
43.0 10.00
m/z 88.10 14.61%
5000
71.0
27.0 ‘ 89.0
ObrerrererrrrrtBhererrrbererr e 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 10 Butanoic acid, propyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.640 7.76 ug/1 94289  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, butyl ester 144 C8H1602 000109-21-7 64
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 50

Abundance Scan 1567 (10.640 min): VX033852.D\data.ms (-1562) (- m/z 71.10 100.00%

43.0 71.1
89.1
5000
=

S
‘ 10.50 11.00
el el wjz 43.65  82.37%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester
43.0 71.0
27.0 89.0

o

5000
10 50 11 00
m/z 89.10 62.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24131: Butanoic acid, butyl ester
71.0
—— ——
43.0 89.0 10.50 11.00
5000 ITI/Z 41.10 33.52%
27.0
oh20 bl Ly L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15554: Propanoic acid, 2-methyl-, propyl ester fﬂrw j‘\“
43.0 10.50 11 00

m/z 42.10 20.10%

71.0
5000 89.0
27 0 ‘

b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012323\
Data File : VX@033852.D

Acqg On : 23 Jan 2023 16:20
Operator : JC/MD

Sample : 01239-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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 5.6 ug/l 62374 2 6.763 557803 50.0
n-Propyl acetate 7.793 142.3 ug/l 1587010 2 6.763 557803 50.0
Propanoic acid,... 8.549 25.4 wug/l 308822 3 10.055 607544 50.0
Isobutyl acetate 8.952 32.8 ug/l 398281 3 10.055 607544 50.0
Propanoic acid,... 9.244 31.8 ug/l 386648 3 10.055 607544 50.0
3-Pentanone, 2,... 9.372 13.3 ug/l 161765 3 10.055 607544 50.0
Propanoic acid,... 9.482 51.4 ug/l 624097 3 10.055 607544 50.0
Acetic acid, bu... 9.580 35.4 ug/l 429684 3 10.055 607544 50.0
Isopropyl butyrat 9.915 90.1 ug/l 1094730 3 10.055 607544 50.0
Butanoic acid, 10.640 7.8 ug/l 94289 3 10.055 607544 50.0
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