LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10622\
Data File : VN@70525.D

Acqg On 6 Jan 2022 17:43

Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 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
Stop Thrs : ©

Max Peaks: 100

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.
Title : SW846 8260
Signal : TIC: VN@70525.D\data.ms

peak R.T. first max last PK peak
# min  scan scan scan TY height

4.140 776 802 848 rBV 8882951
6.581 1689 1712 1752 rBV2 374249
8.019 2226 2248 2260 rBV 601819
8.083 2260 2272 2303 rVB 1179441
8.437 2378 2404 2429 rBV 772966

6 8.965 2583 2601 2632 rVB 1944603
7 10.440 3129 3151 3183 rBV 2631357
8 10.682 3222 3241 3278 rBV 23361087
9 10.827 3279 3295 3352 rVB 12338045
0 11.741 3608 3636 3672 rBV2 2532754

11 12.731 3991 4005 4031 rVB 1814147
12 13.675 4340 4357 4384 rBV 1669791

Sum of corrected areas:

82N122721W.M Wed Jan 12 ©8:10:07 2022

corr.
area
25580932
1292076
1462180
2685551
1784620

4050437
4896591
41147800
21783995
5615203

3203587
2935292

9.84%
11.90%
100.00%

52.94%
13.65%

7.79%
7.13%

116438264

3.479%
4.205%
35.339%
18.709%
4.822%

2.751%
2.521%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1015-09 100X
: 5.00mL/MSVOA_N/WATER
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10622\

: VN@70525.D

6 Jan 2022 17:43
JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10622\
Data File : VN@70525.D

Acqg On 6 Jan 2022 17:43

Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER
ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 1 Propanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.140 476.27 ug/l 25580900  Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 9
4 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7
5 Propylene oxide 58 C3H60 000075-56-9 7
Abundance Scan 802 (4.140 min): VN070525.D\data.ms (-776) (-) m/z 58.00 100.00%
58.0
5000 /\
R EmmaERE
3.80 4.00 4.20 4.40
Ol i 80 M/z 56.95  29.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #247: Propanal
29.0 580
5000 L N R RN R R
3.80 4.00 4.20 4.40
m/z 38.95 7.57%
\\\‘\‘\‘ ‘\\H"“‘\\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28.0
R RAREE e R
3.80 4.00 4.20 4.40
5000 58.0 m/z 42.00 5.87%
R Aaa B e R Ea A A RARS
m/z--> 20 40 60 80 100 120 140 160 180 200 /\¥
Abundance #84976: Quinolin-2(1H)-one, 3,4,5,6,7,8-hexahydro-3-din R A RRRARENRREEY
58.0 3.80 4.00 4.20 4.40
m/z 38.00 4.67%
5000
350 | 91.0 120.0 149.0 208.0
A e A m s o o ARBEEELEE R R
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@70525.D

Acqg On : 6 Jan 2022 17:43
Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
6.581 24.06 ug/l 1292080  Pentafluorobenzene 8.083

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 Propene 42 C3H6 000115-07-1 17

Abundance Scan 1712 (6.581 min): VN070525.D\data.ms (-1689) (-) m/z 59.00 100.00%

59.0
5000

37 6.20 6.40 6.60 6.80 7.00
el e e 2970 nyz 41.95  89.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #336: 1-Propanol
31.0

5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
6.20 6.40 6.60 6.80 7.00

m/z 41.00 58.52%

59.0
\\\\“\“i‘\\““‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ J\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0

6.20 6.40 6.60 6.80 7.00

5000 m/z 60.00 54.01%
33.0
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #330: Allyl fluoride R RN
59.0 6.20 6.40 6.60 6.80 7.00

m/z 38.95 42.91%

5000
27.0
\‘ \‘ (! ‘\

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@70525.D

Acqg On : 6 Jan 2022 17:43
Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 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.
10.682 366.40 ug/l 41147800  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 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 53
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 53
Abundance Scan 3241 (10.682 min): VNO70525.D\data.ms (-3222) (1 m/z 87.00 100.00%
87.0
59.0
5000
1050  11.00
115.0 : .
T4 Hu‘p“!wu:H_Hu‘HH_WHH_‘HZ‘Q?% m/z 58.95 62.17%
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 —r —
10.50 11.00
m/z 41.00 43.26%
o
\\\\‘\‘!‘\\i}‘\\\“\\‘\\‘\}\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
— —
280 0 10.50 11.00
5000 m/z 57.00 32.81%
L o R
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #2126: 2-Propanone, O-methyloxime T —
87.0 10.50 11.00
56.0 m/z 42.00 19.86%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN010622\
Data File : VN@70525.D

Acqg On : 6 Jan 2022 17:43
Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 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 3
R.T. EstConc Area Relative to ISTD R.T.
10.827 193.97 ug/1 21784000  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 C3H5N02 000497-25-6 64
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 53
4 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 50
5 Propanamide, 2-methoxy-N-methyl- 117 C5H11NO2 1000196-12-6 45
Abundance Scan 3295 (10.827 min): VN070525.D\data.ms (-3279) (- | m/z 87.00 100.00%
87.0
59.0
5000
‘ 105 1100
‘ 115.0 : .
b B0 Y271z s9.e  58.84%
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 — —
10.50 11.00
m/z 41.00 41.42%
L s
\\\\‘\‘!‘\\i}‘\\\“\\‘\\‘\}\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
— ——
280 0 10.50 11.00
5000 m/z 57.00 28.11%
L o R
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #2108: Acetamide, N-ethyl- — —
30.0 10.50 11.00
m/z 72.00  19.32%
5000
87.0
59.0 P —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10622\
Data File : VN@70525.D

Acqg On : 6 Jan 2022 17:43
Operator : JC/MD

Sample : N1015-09 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 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|
Propanal 4.140 476.3 ug/l 25580900 1 8.083 2685550 50.0
1-Propanol 6.581 24.1 ug/l 1292080 1 8.083 2685550 50.0
1,3-Dioxolane, ... 10.682 366.4 ug/l 41147800 3 11.744 5615200 50.0
Oxazolidin-2-one 10.827 194.0 ug/l 21784000 3 11.744 5615200 50.0
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