LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO@76669.D

Acqg On : 14 Feb 2023 18:36
Operator : JC\MD

Sample : 01549-06 50X

Misc : 5.0mL/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 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\82N©21323W.M

Title : SW846 8260

Signal : TIC: VNO76669.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.678 119 126 132 rBV 16992 32620 1.55% 0.270%
2 2.831 145 152 158 rVB6 16698 35169 1.67% 0.291%
3  4.307 391 403 414 rBV 27835 86056 4.10% ©.712%
4 6.737 804 816 830 rBV 124701 380089 18.09%  3.143%
5 8.172 1048 1060 1065 rBV2 261018 631307 30.05% 5.220%

6 8.231 1065 1070 1082 rVB 485262 1035453 49.29% 8

7 8.536 1110 1122 1126 rBV 182991 437816 20.84% 3

8 8.583 1126 1130 1143 rVB 305241 667633 31.78% 5.521%

9 9.107 1210 1219 1232 rVB 749606 1551859 73.87% 12.
9.342 1253 1259 1265 rBV3 12658 22022 1.05% ©

11 10.572 1452 1468 1485 rBV 1117625 2100795 100.00% 17.371%
12 10.807 1498 1508 1516 rBV 262675 466872 22.22%  3.860%
13 10.948 1526 1532 1545 rBV3 101137 194534  9.26%  1.609%
14 11.866 1677 1688 1700 rBV 947734 1720097 81.88% 14.223%
15 12.854 1848 1856 1866 rVB 689887 1195369 56.90%  9.884%

16 13.795 2009 2016 2025 rBV 886800 1459184 69.46% 12.066%
17 13.877 2025 2030 2036 rVV2 45531 76795 3.66% ©.635%

Sum of corrected areas: 12093670
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01549-06 50X
: 5.0mL/MSVOA_N/WATER
: 19 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©21423\

: VNO@76669.D
: 14 Feb 2023 18:36

JC\MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.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©21423\
Data File : VN@76669.D

Acqg On : 14 Feb 2023 18:36
Operator : JC\MD

Sample : 01549-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 1-Propanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.737 18.35 ug/l 380089  Pentafluorobenzene 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 Allyl fluoride 60 C3H5F 000818-92-8 38
3 2-Fluoropropene 60 C3H5F 001184-60-7 38
4 Cyclopropane 42 C3He 000075-19-4 25
5 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 9
Abundance Scan 816 (6.737 min): VN076669.D\data.ms (-804) (-) m/z 59.00 100.00%
59.0
42.0
5000
6.406.60 6.80 7.00
35, 52. ' : ' : 9
Oberrrerprerrrrrreere UL B2 WL njz a2.0e  75.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #337: 1-Propano
31.0
5000 T T T TR R
6.40 6.60 6.80 7.00
420 59.0 m/z 41.00 59.42%
0H‘HH‘H]\-?.\O\H‘\\?\E)‘.{q\)w‘ {H‘\H}‘Mhi\\\\‘\H.\‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #330: Allyl fluoride
59.0
R TR
6.40 6.60 6.80 7.00
5000 m/z 60.10 53.08%
39.0
270330 ‘ 450
0u‘\m‘ml?'\(\)w\m‘llu‘!\!\‘\H\Hm‘.\m‘\m‘ml RRSRRRRRY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #331: 2-Fluoropropene  EBEEEERE T R
59.0 6.40 6.60 6.80 7.00
m/z 39.00 40.18%
5000
39.0
27.0330 | 450
o0 e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21423\
Data File : VN@76669.D

Acqg On : 14 Feb 2023 18:36
Operator : JC\MD

Sample : 01549-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.807 13.57 ug/1 466872  Chlorobenzene-d5 11.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 86
2 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 72
3 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 59
4 1,3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402 004352-99-2 53
5 2-Propanone, O-methyloxime 87 C4HSNO 003376-35-0 50
Abundance Scan 1508 (10.807 min): VN076669.D\data.ms (-1498) (- | m/z 87.00 100.00%
87.0
5000
41.0
\Ml ‘ J 10,50 1100
oy 308 h/z 5900 54.07%
miz-> 50 100 150 200 250 300
Abundance #9284: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
31.0
5000
1050 1100
‘ m/z 41.00 4.31%
O' ’ ‘\ \‘ T ‘\ ‘ \‘\ T ‘ T T T T ‘ T T T T ’ L ‘ T
miz-> 50 100 150 200 250 300
Abundance #2069: Oxazolidin-2-one
A
\
28.0 1050 11.00
5000 m/z 57.00 28.74%
0 T i R LA e e
miz--> 50 100 150 200 250 300 A
Abundance #2083: Thiocyanic acid, ethyl ester a I
29.0 10.50 11.00
m/z 42.10  19.38%
87.0
5000
oot A/\‘
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO76669.D

Acqg On : 14 Feb 2023 18:36

Operator JC\MD

Sample : 01549-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21323W.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 3 2-[2-[2-[2-(2-Methoxyethoxy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.948  5.65 ug/l 194534  Chlorobenzene-ds 11.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
""" _Dioxolane, 2-ethyl-4-methyl- 116 C6H1202  0@4359-46-0 78

3
-[2-[2-[2-(2-Methoxyethoxy)etho. .
3-Dioxolane, 4-methyl-2-propyl- 130 C7H1402

. 294 (C13H2607

1000351-91-3 59
004352-99-2 53

hiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 50
xazolidin-2-one 87 C3H5N02 000497-25-6 50
Abundance Scan 1532 (10.948 min): VN076669.D\data.ms (-1526) (- | m/z 87.00 100.00%
87.0
5000 59.0
11.00
114.9
I ;M“‘h,‘u‘!‘,‘m‘Hu‘w_WWW‘Z‘Q?:QW m/z 59.00 49.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9284 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
310 590
5000 '
11.00
m/z 41.00 45.61%
Ll L s
O \\\‘\\\\‘\\\\’\\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #190909: 2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxylethg /k
I,
5000 ITI z 42. 1@ 26.91%
29.0
0 I ‘ ‘ o \ 131.0 1750 205.0
L T Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15507: 1,3-Dioxolane, 4-methyl-2-propyl- A} :
87.0 11.00
m/z 57.00 21.46%
5000 59.0
31.0
o“‘_MH\M"me,m“_‘H}?39_‘H‘H“_‘H‘H“_‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 110
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21423\
Data File : VNO76669.D

Acqg On : 14 Feb 2023 18:36
Operator : JC\MD

Sample : 01549-06 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21323W.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|
1-Propanol 6.737 18.4 ug/l 380089 1 8.231 1035450 50.0
1,3-Dioxolane, ... 10.807 13.6 ug/l 466872 3 11.866 1720100 50.0
2-[2-[2-[2-(2-M... 10.948 5.7 ug/l 194534 3 11.866 1720100 50.0
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