LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/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 X\Method\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22119.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.252 24 27 33 rBV 25810 25321 1.31% 0.470%
2 1.374 43 47 56 rBvV 25729 23718 1.23% 0.441%
3  1.453 56 60 75 rBV 1760554 1928169 100.00% 35.816%
4 2.069 154 161 170 rBV 42793 67176  3.48% 1.248%
5 4.251 508 519 530 rBv2 9823 27481 1.43% 0.510%
6 4.690 578 591 609 rBV 186466 538873 27.95% 10.010%
7 5.026 635 646 656 rBv2 24487 76749  3.98% 1.426%
8 5.397 696 707 721 rVB2 49605 140253 7.27% 2.605%
9 5.562 721 734 746 rBV2 75376 211013 10.94% 3.920%
106 5.842 768 780 792 rBV 131298 347802 18.04% 6.460%
11 5.964 792 800 812 rVB2 57940 150468 7.80% 2.795%
12 6.769 922 932 944 rBV 132047 314316 16.30% 5.838%
13 7.665 1072 1079 1089 rBV2 17896 37624 1.95% 0.699%
14  8.653 1234 1241 1250 rBV 281941 435592 22.59% 8.091%
15 10.061 1466 1472 1482 rVB 256488 354816 18.40% 6.591%
16 10.945 1612 1617 1628 rVB 130623 172228 8.93% 3.199%
17 11.085 1635 1640 1649 rVB 200378 249034 12.92% 4.626%

18 12.024 1789 1794 1805 rBV 234396 282919 14.67% 5.255%

Sum of corrected areas: 5383552
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX022119.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclopropane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.252 6.00 ug/l 25321  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane 42 C3H6 000075-19-4 90
2 Propene 42 C3H6 000115-07-1 83
3 Cyclopropene 40 C3H4 002781-85-3 10
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9

5 Cyanamide 42 CH2N2 000420-04-2 3
Abundance  Scan 27 (1.252 min): VX022119.D\data.ms (-24) (-) m/z 41.10 100.00%
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mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane
42.0
5000 \‘\\\\‘\\\\‘\\\
27.0 1.20 140 1.60
m/z 39.10 67.06%
0 2'0 14‘.-‘0 2\0.0 ‘ Il 36-‘¢ Il
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.453 456.88 ug/l 1928170  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance  Scan 60 (1.453 min): VX022119.D\data.ms (-56) (-) m/z 44.10 100.00%

441
5000 /k
R BRREE R
1.20 1.40 1.60 1.80
551 67.3 79.0 9
O e e o e M/Z 43.18 57.63%
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Abundance #71: Acetaldehyde
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5000 LI LA L B B B
15.0 1.20 1.40 1.60 1.80
m/z 42.10 19.50%
0H‘HH‘H}\‘}H\‘HHHH‘HH‘HH‘}!Hi\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
29.0
R R
1.20 1.40 1.60 1.80
5000 m/z 41.05 8.31%
44.0
15.0 37.0
O rrrrreet e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #75: Ethylene oxide “AH‘,““‘H““‘
29.0 1.20 1.40 1.60 1.80
44.0 m/z 45.10  2.81%
15.0
5000
O Frvprrre e rhrefrre ey A A a A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.069 15.92 ug/l 67176  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Fluoroacetic acid 78 C2H3F02 000144-49-0 2
Abundance Scan 161 (2.069 min): VX022119.D\data.ms (-154) (-) m/z 45.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Butanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.251 6.51 ug/l 27481  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 86
2 1-Propene, 3-methoxy- 72 CAH80 000627-40-7 35
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 9
4 2,3-Epoxybutane 72 C4H80 003266-23-7 9
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 9

Abundance Scan 519 (4.251 min): VX022119.D\data.ms (-508) (-) m/z 44.05 100.00%
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57.2 S —
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| ‘ il
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AR A REma
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ObrrprrrrpreH e e ek e
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Abundance #685: Propanal, 2-methyl- “H““W“FW“‘MM“
43.0 4.00 4.20 4.40 4.60
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72.0
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0 15.0 H‘ 361J 50'05\7-0 |
PP e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1,3-Dioxolane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.690 127.69 ug/l 538873  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane 74 C3H602 000646-06-0 86
2 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 5
3 N-Ethylformamide 73 C3H7NO 000627-45-2 5
4 Guanidine, methyl- 73 C2H7N3 000471-29-4 5
5 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
Abundance Scan 591 (4.690 min): VX022119.D\data.ms (-578) (-) m/z 73.10 100.00%

73.1
5000 44.0

‘ 4.40 4.60 4.80 5.00
|

56.2 o
0 ‘“‘H‘“‘H‘HH“‘H‘H‘“‘H‘“‘H‘mwH“me‘m‘mw Frrrrprrerm m/z 44.05 45.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #807: 1,3-Dioxolane
73.0
44.0
5000 290 (LB R R B

4.40 4.60 4.80 5.00
15.0 ‘ m/z 45.10 20.08%

\\‘\H\‘\\\}‘}\\}‘\\H‘\!i\i1\\:3\‘6\-\(\)\‘\}\\‘\H\‘HH‘HH‘HH‘HH‘H 1‘\\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
73.0

4.40 4.60 4.80 5.00

o

5000 m/z 43.16  16.19%
45.0
28030 58.0
Obrprrrerreeyrrreprere e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #734: N-Ethylformamide R ERRREEER R
30.0 4.40 4.60 4.80 5.00
73.0 m/z 42.00  5.38%
5000
44.0 58.0
180 “
0‘ww‘mwm‘mwlmmwmlm1H‘_‘H‘H‘w"H_m‘mwwwu N REARaRamaEEEE S
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1,3-Dioxolane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.842 82.41 ug/l 347802  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 91
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 28
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7C102 002568-30-1 9
5 2,2'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9

Abundance Scan 780 (5.842 min): VX022119.D\data.ms (-768) (-) m/z 73.10 100.00%

73.1
5000 431 J\
58.1 SMMSSESEY AU S
87.1 5.60 5.80 6.00 6.20
Ol e b e e M/z 430160 48.27%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
5000 43.0 I R R B
5.60 5.80 6.00 6.20
58.0 m/z 45.10 42.34%

29.0 ‘ 87‘-0
O\\\‘\\\\‘\\\\‘H\‘\“‘\\\\‘\\\\‘H\\‘\\\\‘\}\\‘H\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73.0

5.60 5.80 6.00 6.20

5000 m/z 58.10 21.53%
45.0
29.0
0 59.0 101.0
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #1995: Silane, tetramethyl- A REmEE TR
73.0 5.60 5.80 6.00 6.20

m/z 87.10 8.48%

5000
43.0
oL 20 180 29 | 500 | g0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39

Operator JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1,3-Dioxolane, 2-(chloromet... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.945 24.27 ug/l 172228 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7Cl02 002568-30-1 72
2 1,3-Dioxolane, 2-(dichloromethyl)- 156 C4H6C1202 002612-35-3 45
3 1,3-Dioxolane, 2-ethyl- 102 C5H1002 002568-96-9 33
4 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Br02 005267-73-2 33
5 1,3-Dioxolane, 2-(phenylmethyl)- 164 C10H1202 000101-49-5 25

Abundance Scan 1617 (10.945 min): VX022119.D\data.ms (-1612) (- | m/z 73.10 100.00%
73.1
5000
45.1
=
11.00
92.0 1211
O 920 1201 hy as.1e 27.38%
miz--> 20 40 60 80 100 120 140 160
Abundance #9746: 1,3-Dioxolane, 2-(chloromethyl)-
73.0
5000 T
45.0 11.00
27.0 m/z 43.10 12.61%
O H‘ \‘ ‘ ‘ 11 92\.0 121.0
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
73.0
.
11.00
5000 m/z 49.00 9.47%
45.0
27.0
0 96.0 126.0 155.0
T e T e e
m/z--> 20 40 60 80 100 120 140 160 j\
Abundance #4272: 1,3-Dioxolane, 2-ethyl- e
73.0 11.00
m/z 57.10 7.57%
5000
45.0
29.0
Lol 101.0 I\
0 b e e e e RSTAN
m/z--> 20 40 60 80 100 120 140 160 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052121\
Data File : VX022119.D

Acqg On : 21 May 2021 16:39
Operator : JC/MD

Sample : M2481-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclopropane 1.252 6.0 ug/l 25321 1 5.568 211013 50.0
Acetaldehyde 1.453 456.9 wug/l 1928170 1 5.568 211013 50.0
Ethanol 2.069 15.9 ug/l 67176 1 5.568 211013 50.0
Butanal 4.251 6.5 ug/l 27481 1 5.568 211013 50.0
1,3-Dioxolane 4.690 127.7 ug/l 538873 1 5.568 211013 50.0
1,3-Dioxolane, ... 5.842 82.4 ug/l 347802 1 5.568 211013 50.0
1,3-Dioxolane, ... 10.945 24.3 ug/l 172228 3 10.061 354816 50.0
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