LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54

Operator : JC/MD

Sample : P2389-03 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X043024W.M
Title : SW846 8260
Signal : TIC: VXe41403.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.300 186 199 204 rBV 10125182 18795074 100.00% 52.735%
2 2.361 204 209 268 rVB2 2771375 11659022 62.03% 32.713%
3 3.892 450 460 480 rBV 138975 414713 2.21% 1.164%
4 5.385 694 705 721 rVB2 91166 270233 1.44% 0.758%
5 5.550 721 732 751 rVB 174252 494011 2.63% 1.386%
6 5.952 788 798 822 rBV 94354 255385 1.36% 0.717%
7 6.757 921 930 955 rBV 217787 560066 2.98% 1.571%
8 8.647 1234 1240 1256 rBV 434857 698474  3.72%  1.960%
9 8.994 1292 1297 1313 rVB 204615 316710 1.69% ©.889%
10 9.159 1318 1324 1340 rVB 139351 201207 1.07% 0.565%
11 10.055 1465 1471 1486 rBV 455999 785933  4.18%  2.205%
12 11.079 1634 1639 1646 rBV 397382 501739 2.67% 1.408%
13 12.024 1788 1794 1804 rBV 534671 688044 3.66% 1.931%

Sum of corrected areas: 35640611
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54
Operator : JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041403.D\data.ms
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8000000
6000000

4000000

2.361

2000000

3.892 5.386.550 5.952

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\{‘\\\\\‘\ \/\\‘\\

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: VX041403.D\data.ms
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Abundance TIC: VX041403.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54
Operator : JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Propanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.300 1902.29 ug/l 18795100  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 86
2 2-(Aminomethyl)-4-methylpentanoi... 187 C10H21NO2 1891211-54-3 9
3 Benzedrex 155 C1@H21N 000101-40-6 9
4 Propylene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 199 (2.300 min): VX041403.D\data.ms (-186) (-) m/z 58.10 100.00%

58.1
5000 j\k
R A
38.0 2.00 2.20 2.40 2.60
Ol 779 981 m/z 57.00 37.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #247: Propana
29.0 58.0
5000 T T T[T T T T T
2.00 2.20 2.40 2.60
m/z 39.05 8.52%
OH\‘\‘\‘ ‘\\H‘i“‘\\\“\“\\\\‘\H\‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61777: 2-(Aminomethyl)-4-methylpentanoic acid, N,N-di
58.0
R A
2.00 2.20 2.40 2.60
5000 m/z 42.00 6.76%
0 300, | 840 1110131.0 187.0
A R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32344: Benzedrex R Rama s AERERES
58.0 2.00 2.20 2.40 2.60
m/z 59.10 5.42%
5000
0 L. 830 110.0 140.0
e R e e e AR REama e
m/z--> 20 40 60 80 100 120 140 160 180 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54

Operator JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters:

LS

CINT.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 1-Propanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3892 41.97 ug/l 414713 pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C380 000071-23-8 59

2 2-Fluoropropene 60 C3H5F 001184-60-7 52
3 Allyl fluoride 60 C3H5F 000818-92-8 38
4 Cyclopropane 42 C3He 000075-19-4 25
5 Propene 42 C3H6 000115-07-1 17
Abundance Scan 460 (3.892 min): VX041403.D\data.ms (-450) (-) m/z 59.10 100.00%

59.1
42.0
5000

3.60 3.80 4.00 4.20
36, 53.0 o
H‘HH_‘H_H‘_HW‘HW‘HWJ¢WHAJHH_‘H_M bpeeen m/z 42.05 79.31%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #336: 1-Propano
31.0

5000 TR T
3.60 3.80 4.00 4.20

m/z 60.10 55.24%

o

59.0
18.0 ‘ 42.0 ‘
OH‘\\H‘HH‘HE\‘HH‘\‘H‘\“ \H‘H\MH}\‘H\\‘HH‘HH}HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #331: 2-Fluoropropene
59.0
R REREN S e
3.60 3.80 4.00 4.20
5000 ITI z 41.05 54.28%
39.0
27.0330 | 450
SR TP A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #330: Allyl fluoride R A RRNERRN
59.0 3.60 3.80 4.00 4.20
m/z 38.95 41.49%
5000
210 3 0
b B0
m/z--> 510520%30%40%50%60% 3.60 3.80 4.00 4.20

82X043024W.M Wed May 08 15:12:28 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54
Operator : JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.994  20.15 ug/l 316710 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 90
2 Oxazolidin-2-one 87 C3H5N02 000497-25-6 64
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 59
4 2-[2-[2-(2-Methoxyethoxy)ethoxy]... 250 C11H2206 1000351-91-4 59
5 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 56

Abundance Scan 1297 (8.994 min): VX041403.D\data.ms (-1292) (-) m/z 87.00 100.00%

87.0
59.1
5000
41.0
REaa e R
8.60 8.80 9.00 9.20 9.40
115.1
0 WH_MWMHmmhmﬁcg_‘:1_‘1‘91‘:‘1‘,”““‘m_m m/z 59.10  53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 41.05 33.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2069: Oxazolidin-2-one
87.0
28.0 59.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 57.00 27.93%
42.0
14“0 1 “ 1 1
Ottt e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl-
87.0 8.60 8.80 9.00 9.20 9.40
m/z 72.00 17.15%
5000 59.0
41.0
S N OO RO ..coo0 Y | G A W S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54
Operator : JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 1,3-Dioxolane, 4-methyl-2-p... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.159 12.80 ug/l 201207 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 91
2 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 64
3 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 56
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 53
5 2-Propanone, O-methyloxime 87 C4HSNO 003376-35-0 52
Abundance Scan 1324 (9.159 min): VX041403.D\data.ms (-1318) (-) m/z 87.00 100.00%
87.0
59.0
5000
41.0
T
8.80 9.00 9.20 9.40
1151
0 7,#0101'1, m/z 59.00  54.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000
8.80 9.00 9.20 9.40
m/z 41.05 34.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl-
87.0
8.80 9.00 9.20 9.40
5000 59.0 m/z 57.00 25.64%
41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2069: Oxazolidin-2-one
87.0 8.80 9.00 9.20 9.40
28.0 m/z 72.10 18.63%
' 59.0
5000
42.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050724\
Data File : VX041403.D

Acqg On : 07 May 2024 13:54
Operator : JC/MD

Sample : P2389-03 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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|
Propanal 2.300 1902.3 ug/l 18795100 1 5.550 494011 50.0
1-Propanol 3.892 42.0 ug/l 414713 1 5.550 494011 50.0
1,3-Dioxolane, ... 8.994 20.1 ug/l 316710 3 10.055 785933 50.0
1,3-Dioxolane, ... 9.159 12.8 ug/l 201207 3 10.055 785933 50.0
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