LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1015-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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_N\methods\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70526.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 4.138 777 801 848 rBV2 30747646 95962943 100.00% 64.733%
2 6.581 1686 1712 1779 rBV 1864380 6262170 6.53% 4.224%
3 8.021 2225 2249 2260 rBV 670574 1623521 1.69% 1.095%
4 8.086 2260 2273 2311 rVB 1259063 2894554 3.02% 1.953%
5 8.437 2383 2404 2429 rBV 857794 1968122 2.05% 1.328%

6 8.965 2585 2601 2633 rVB 1932646 4033485 4.20% 2.721%
7 10.440 3129 3151 3165 rBV 2908516 5394772 5.62% 3.639%
8 10.682 3225 3241 3278 rVV 8534246 15205004 15.84% 10.257%
9 10.827 3281 3295 3330 rVB 1539162 2735590 2.85% 1.845%
0 11.744 3609 3637 3667 rBV 2631120 5572524 5.81% 3.759%

11 12.731 3992 4005 4038 rVB 1948119 3506032 3.65% 2.365%
12 13.675 4341 4357 4384 rVB 1710896 3086317 3.22% 2.082%

Sum of corrected areas: 148245034
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN070526.D\data.ms
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Abundance TIC: VNO70526.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 unknown4.138 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,138 1657.65 ug/1 95962900  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 38
2 1,2-Diaminobutane 88 C4H12N2 1000343-51-4 9
3 Succindialdehyde 86 C4H602 000638-37-9 9
4 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 5
5 2-Propen-1-o0l 58 C3H60 000107-18-6 4

Abundance Scan 801 (4.138 min): VN070526.D\data.ms (-777) (-) m/z 58.00 100.00%

58.0
5000 J—\\
R R
3 3.80 4.00 4.20 4.40
ot 981 2070 n/z 57.00  70.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #247: Propanal
29.0 58.0

5000 A RAREaaE
3.80 4.00 4.20 4.40

m/z 39.00 20.00%

il
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58.0

3.80 4.00 4.20 4.40

so00]  S0° m/z 42.00 15.63%
R I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1866: Succindialdehyde R R RE
29.0 3.80 4.00 4.20 4.40

m/z 38.00 12.31%

5000 58.0 J\
L1l ‘ 85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 1-Propanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.581 108.17 ug/l 6262170  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 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 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 10
Abundance Scan 1712 (6.581 min): VN070526.D\data.ms (-1686) (-)| | m/z 58.95 100.00%
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m/z 41.00 56.68%
59.0
\\\\“\“i‘\\““‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
R RAEEE R L
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Abundance #330: Allyl fluoride R EAAEREE RS Ea
59.0 6.20 6.40 6.60 6.80 7.00
m/z 39.00 39.81%
5000
27.0
\H\‘\‘\‘\‘\”}M‘H1“‘”H‘\H\‘HH‘\m‘\m‘\m‘\m‘m\ R ARRNEEREEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.682 136.43 ug/l 15205000 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 95
2 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 64
3 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 53
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 53
5 2-Propanone, O-methyloxime 87 C4HSNO 003376-35-0 50

Abundance Scan 3241 (10.682 min): VN070526.D\data.ms (-3225) (- | m/z 87.00 100.00%

87.0
59.0
5000 41.0

10 50 1l OO
115.0
oHWWwHHMHMHMMMZ#:?_‘;1_‘1‘91‘:9‘,”““‘m_m m/z 59.00  59.73%
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 T

10. 50 11 OO
m/z 41.00 41.47%

‘\ F 7250 ~101.0115.0
\H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
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Abundance
87.0
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5000 ITI z 57.00 31.05%
42.0
14.0
L e e
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Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl-

87.0 10.50 11.00

m/z 72.00 19.14%

5000 59.0
41.0
209 || “\ 73.0 120.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Oxazolidin-2-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.827  24.55 ug/l 2735590  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 95
2 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 64
3 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 58
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 53
5 N,N-Dimethylacetamide 87 C4HSNO 000127-19-5 50

Abundance Scan 3295 (10.827 min): VN070526.D\data.ms (-3281) (- | m/z 87.00 100.00%

87.0
59.0
5000

‘ ‘ 1050 1100
\

115.0
Ol 30l L Y2089/ 5900 58.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9293: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0
31.0
5000

1050 1100
m/z 41.00 41.15%

L e
\ |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0

280 45 10.50 11.00
5000 m/z 57.00 27.31%
R R e e e R
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2126: 2-Propanone, O-methyloxime
87.0 10.50 11.00
56.0 m/z 72.00  19.54%
5000
29.0
‘m_“”‘w‘HHJ‘m‘_:H_‘H‘HH_W,HH,HH,HH
m/z--> 20 40 60 80 100 120 140 160 180 200 1050 1100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10622\
Data File : VN@70526.D

Acqg On : 6 Jan 2022 18:08
Operator : JC/MD

Sample : N1e15-10 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
unknown4.138 4.138 1657.7 ug/l 95962900 1 8.086 2894550 50.0
1-Propanol 6.581 108.2 ug/l 6262170 1 8.086 2894550 50.0
1,3-Dioxolane, ... 10.682 136.4 ug/l 15205000 3 11.744 5572520 50.0
Oxazolidin-2-one 10.827 24.6 ug/l 2735590 3 11.744 5572520 50.0
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