LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX@29009.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.453 56 60 73 rBV 199263 242487 2.95% 1.169%
2 2.081 152 163 189 rBV 4143837 8222001 100.00% 39.649%
3  2.380 206 212 230 rVB 124330 206107 2.51% 0.994%
4 3.855 445 454 476 rBV 76878 218774  2.66%  1.055%
5 4.562 559 570 584 rBV2 30419 91527 1.11% 0.441%
6 4.714 584 595 612 rVWV 148185 422934 5.14% 2.039%
7 5.391 694 706 721 rBvV2 218111 635779 7.73%  3.066%
8 5.556 721 733 752 rVB 347771 984350 11.97% 4.747%
9 5.830 770 778 789 rBV 36615 101701 1.24% 0.490%
10 5.958 789 799 817 rVB 224872 596562 7.26% 2.877%
11 6.763 920 931 950 rBV 567222 1334541 16.23% 6.436%
12 7.214 997 1005 1022 rBV 212098 475336 5.78% 2.292%
13 8.653 1233 1241 1249 rBV 1167961 1839325 22.37% 8.870%
14 10.055 1465 1471 1485 rBV 1279896 1672695 20.34% 8.066%
15 10.579 1552 1557 1565 rBV 62556 92926 1.13% 0.448%
16 11.085 1634 1640 1652 rBV 994533 1312504 15.96% 6.329%
17 12.024 1788 1794 1802 rBV 1359896 1668758 20.30% 8.047%

18 15.560 2368 2374 2386 rBV 418521 618837  7.53%  2.984%

Sum of corrected areas: 20737144
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3053-05 50X
: 5.0mL/MSVOA_X/WATER
. 23

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe52622\

: VX029009.D
: 26 May 2022 19:09

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: VX029009.D\data.ms

?556

5.958

5.39
2.380 3.855 4565114 5.83

1.453

Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000

1000000

500000

L L I L L L L I L L I L L L L L D A L BB B

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
TIC: VX029009.D\data.ms

8.653 10.055

11.085

6.763

10.579

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0
Time-->

82X051222W.M Mon May 30 ©9:50:47 2022

— — ‘ — — T T
8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX029009.D\data.ms

I
8.00

12.024

15.560

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ ‘ ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Acetaldehyde Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.453 12.32 ug/l 242487  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
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 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 60 (1.453 min): VX029009.D\data.ms (-56) (-) m/z 44.05 100.00%

44.0
5000 i
B BEEEA R e
350 ‘ 208 1.20 1.40 1.60 1.80
O e m/z 43,08 56.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #80: Acetaldehyde
g
290 44.0
5000 L IS L L B B B
15.0 1.20 1.40 1.60 1.80
m/z 42.00  18.24%
O \\‘\\H‘H}!M\H‘HHHH ‘\H\‘HH‘1\Hi\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #88: Propane
29.0
R R
1.20 1.40 1.60 1.80
5000 m/z 41.00 7.80%
44.0
150 H
0 wwm;}uwm,!u pHﬁmmH“H“HH‘mwHWm‘mwwww
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide RaREE B EE
29.0 1.20 1.40 1.60 1.80
44.0 m/z 45.05  2.62%
15.0
5000
(RN — R
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\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.081 417.64 ug/l 8222000 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
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 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 163 (2.081 min): VX029009.D\data.ms (-152) (-) m/z 45.05 100.00%

45.0
5000
1.80 2.00 2.20 2.40
Ol ool SH9 83971.980.8 w7 46.10  43.63%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #107: Ethano
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5000
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m/z 43.10 21.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #109: Dimethyl ether
45.0
A Ra e AREEREE R
1.80 2.00 2.20 2.40
m/z 41.95 8.25%
5000 29.0
15.0
Ot e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso- A RAREE
30.0 1.80 2.00 2.20 2.40
45.0 ITI/Z 44.05 2.57%
5000
15.0
0 A “\ il
T ‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F

m/z--> 0O 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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-Propanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.855 11.11 ug/1 218774  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 72
2 2-Fluoropropene 60 C3H5F 001184-60-7 49
3 Allyl fluoride 60 C3H5F 000818-92-8 43
4 1,2-Butanediol 90 C4H1e02 000584-03-2 17
5 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 17
Abundance Scan 454 (3.855 min): VX029009.D\data.ms (-445) (-) m/z 59.00 100.00%
59.0
42.1
5000
A A AARRAREES
35 ‘ 53 3.60 3.80 4.00 4.20
0o 230 s m/z 42,10 81.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #336: 1-Propano
31.0
5000 L L I B A B L
3.60 3.80 4.00 4.20
m/z 60.10 54.12%
59.0
18.0 ‘ 42.0
OH‘HH‘HH‘HH‘\H\M\}!‘ \H‘\HMH}\‘HH‘\\H‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #331: 2-Fluoropropene
59.0
A A RARRRRE
3.60 3.80 4.00 4.20
5000 m/z 41.10 52.30%
39.0
27.0330 | 450
SR X R TR N 1 R
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Abundance #330: Allyl fluoride A AREEE R NE
59.0 3.60 3.80 4.00 4.20
m/z 39.10 35.07%
5000
270 39.0
' 45.0
0 15.0 \‘ \‘ H“ | |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.830 5.17 ug/1 101701  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 91
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
3 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 23
4 2,2'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
Abundance Scan 778 (5.830 min): VX029009.D\data.ms (-770) (-) m/z 73.00 100.00%
73.0
5000 43.0 j\\
R E aEREERE T
5.60 5.80 6.00 6.20
ol L 880 m/z 43.00  45.53%
m/z--> 0 20 40 60 80 100 120
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
5000 43.0 uu‘uu‘uu‘\Mu
5.60 5.80 6.00 6.20
58.0 m/z 45.10 44.00%
27.0
O \‘\\\\‘\‘H‘\\‘”\\\“\\\‘\‘8\#.9\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl-
73.0
A REEE e
5.60 5.80 6.00 6.20
5000 m/z 58.10 24.65%
43.0
oL 290y L %0 | o
miz--> 0 20 40 60 80 100 120
Abundance #15135: 2-Acetamido-N-methylacetamide R mmmEEEE
73.0 5.60 5.80 6.00 6.20
30.0 m/z 87.80  9.62%
5000
58.0
o 2o L 100.0115.0130.0
e AR e
m/z--> 0 20 40 60 80 100 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 5 1-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.214 17.81 ug/l 475336  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 90
2 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50
3 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 9
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 9
5 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 9

Abundance Scan 1005 (7.214 min): VX029009.D\data.ms (-997) (-) m/z 56.10 100.00%

56.1
41.1
5000
Rmmas e R
6.80 7.00 7.20 7.40 7.60
L 7ea ]
ottt e m/z 41.10 66.88%
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Abundance #968: 1-Butano
31.0 56.0
5000 [T T T T T T T
6.80 7.00 7.20 7.40 7.60
m/z 43.05 52.20%
O \H‘l\?\-\o“H}H‘\‘\HM\}‘H‘H“\‘\Hz:\g\.\o\‘HH‘HH‘HH‘HH’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0 R AREERANRR RS
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 27.51%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4458: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.bet: T T
56.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 39.10 19.38%
5000
27.0
ow‘MH\_mm\u“_‘m_]}:9‘_”‘_‘1‘99-9“””,”“_”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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 6 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.560  18.54 ug/1l 618837 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 87
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 81
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 76
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 76
Abundance Scan 2374 (15.560 min): VX029009.D\data.ms (-2368) (-  m/z 191.15 100.00%
191.2
5000
57.1 131.1 - ‘
‘ 91"0 16‘3-1 | ‘ 15.50
0 el Mw‘lwumwwwwm m/z 206.20  19.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 3
15.50
57.0 131.0 163.0 lTI/Z 131.05 19.53%
0 \\\‘2\9\\0\“\\\‘\“\\\‘\“\\‘\\‘\M\\‘}H‘\1“}‘\“\‘\\\“\\\\‘\\!\‘\“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2-methylpropan-1-ol
191.0
T \
15.50
5000 m/z 57.10 18.38%
131.0
oo 0 T L) ol ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)- e ‘
191.0 15.50
m/z 91.00 15.26%
5000
0 g0 115.0 1630
ST B ot LI PR il
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029009.D

Acqg On : 26 May 2022 19:09
Operator : JC/MD

Sample : N3053-05 50X

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.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|
Acetaldehyde 1.453 12.3 ug/l 242487 1 5.556 984350 50.0
Ethanol 2.081 417.6 ug/l 8222000 1 5.556 984350 50.0
1-Propanol 3.855 11.1 wug/l 218774 1 5.556 984350 50.0
1,3-Dioxolane, 5.830 5.2 ug/l 101701 1 5.556 984350 50.0
1-Butanol 7.214 17.8 ug/l 475336 2 6.763 1334540 50.0
Phenol, 2,6-bis... 15.560 18.5 ug/l 618837 4 12.024 1668760 50.0
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