LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On : 06 May 2022 14:59
Operator : JC\MD

Sample : N2725-05 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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\82N042622W.M

Title : SW846 8260

Signal : TIC: VN@72354.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 36 42 50 rBV3 22430 47861 1.02% 0.285%
2 2.581 93 101 122 rBV 2594649 4673716 100.00% 27.855%
3  3.698 280 291 315 rBV 623233 1714008 36.67% 10.215%
4 4,281 378 390 408 rBV 233082 685863 14.67% 4.088%
5 4.581 429 441 455 rBV 78895 267315 5.72% 1.593%
6 7.063 851 863 876 rBv4 41522 122904 2.63% 0.732%
7 7.333 899 909 916 rBvV2 29527 83458 1.79% 0.497%
8 7.416 916 922 930 rVB 36197 85165 1.82% 0.508%
9 8.016 1015 1025 1030 rBV2 198302 474780 10.16% 2.830%
10 8.081 1030 1036 1047 rVB 344559 784600 16.79% 4.676%
11 8.433 1086 1096 1106 rBV 226583 523215 11.19%  3.118%
12 8.963 1177 1186 1200 rBV 549290 1132807 24.24% 6.751%
13 9.169 1212 1221 1232 rBvV2 32169 92357 1.98% 0.550%
14  9.404 1254 1261 1270 rBV 38150 79615 1.70% 0.475%
15 10.439 1428 1437 1444 rVW 904016 1647473 35.25% 9.819%
16 10.498 1444 1447 1456 rVB 40781 71513 1.53% 426%

17 11.739 1650 1658 1673 rBV 967371 1671169 35.76%
18 12.727 1819 1826 1838 rBV 725701 1236782 26.46%
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19 13.668 1979 1986 1997 rBV 768826 1312293 28.08% 821%
20 13.762 1997 2002 2011 rVB2 40033 71812 1.54% 428%
Sum of corrected areas: 16778706
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On : 06 May 2022 14:59
Operator : JC\MD

Sample : N2725-05 20X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72354.D\data.ms
2500000 2.581
2000000
1500000
1000000

3.698
500000

4.281
2934 4.581

Time--> 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 6.40 6.60 6.80
Abundance TIC: VNO072354.D\data.ms
2500000

2000000
1500000

1000000 10.439 11.739

8.963
500000

gﬁi 8.433
7.063 7.33%10
0 a1G N

9.169 9.404 498

—

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance TIC: VN072354.D\data.ms
2500000

I —r —T
10.50 11.00 11.50

2000000
1500000

1000000
12.727 13.668

500000

762

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On : 06 May 2022 14:59
Operator : JC\MD

Sample : N2725-05 20X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.581 297.84 ug/l 4673720  Pentafluorobenzene 8.081

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 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 101 (2.581 min): VN072354.D\data.ms (-93) (-) m/z 44.10 100.00%

44.1
5000 /\\
T
2.20 2.40 2.60 2.80 3.00
60.0 9
Obprrrrprrrrrrr et O e M/z 43.10 59.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 T T T[T T T T T T[T T
15.0 2.20 2.40 2.60 2.80 3.00
m/z 42.00 21.96%
O H‘HH‘H}!MHZ\‘]-\.\HHH ‘HH‘HHM!H \H\‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0
AR R
2.20 2.40 2.60 2.80 3.00
5000 m/z 41.00 9.44%
44.0
0, |0
O‘WHH_HWHH_HWH‘_HWHH_MWHH_HWHH_HWHH_H
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #84: Ethylene oxide R A RERRE RATS
29.0 2.20 2.40 2.60 2.80 3.00
44.0 m/z 45.10  3.05%
15.0
5000
21. ‘
O \\\‘\\\\\\

| \
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On : 06 May 2022 14:59
Operator : JC\MD

Sample : N2725-05 20X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.698 109.23 ug/l 1714016  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
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 291 (3.698 min): VN072354.D\data.ms (-280) (-) m/z 45.05 100.00%

45.0
5000 /\\
AR REREERE TR
3.40 3.60 3.80 4.00
Ol e m/z 46,10 41.80%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethano
31.0
45.0
5000 LA L B B R
3.40 3.60 3.80 4.00
m/z 43.00 22.45%
0 2.0 15\0\ 25'\&\‘\ \‘ ‘
\HH\\‘H\\‘HH‘HH‘HH‘HH‘HH‘ H\‘HH‘HH HH‘HH‘H
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #110: Dimethyl ether
45.0
29.0
A R
15.0 3.40 3.60 3.80 4.00
5000 m/z 42.00 8.55%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #103: Methane, nitroso- B AAREREEEEE
30.0 3.40 3.60 3.80 4.00
45.0 ITI/Z 44.10 2.92%
5000
15.0
o‘HmwHH‘WNM:MWHM: ST 11— R T
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ N2725-05 20X
: 5.0mL/MSVOA_N/WATER
: 9 Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe50622\

: VN@72354.D
: 06 May 2022 14:59

JC\MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 1Isopropyl Alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,581 17.04 ug/l 267315  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
4 1-Butene, 4-methoxy 86 C5H100 004696-30-4 4
5 Formamide 45 CH3NO 000075-12-7 4
Abundance Scan 441 (4.581 min): VN072354.D\data.ms (-429) (-) m/z 45.05 100.00%
45.0
5000 /\\N
RRERRRmaEaEE e ]
29, ‘ 0.0 4.20 4.40 4.60 4.80 5.00
OFrprrrrprrrrprrrrprrrprrrr e e e m/z 43.00 24.33%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcohol
45.0
5000 T T T T T T[T
4.20 4.40 4.60 4.80 5.00
27.0 m/z 41.10 9.36%
19.0 ], 3 0‘ 59.0
O\‘\H\‘HH‘HH’\H\‘HH‘HH‘HH‘M\} i\\\’\\\\‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #318: Hydrazine, ethyl-
45.0
MR A 1 N
4.20 4.40 4.60 4.80 5.00
5000 60.0 m/z 39.00 7.18%
31.0
bt 39Ol
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #322: Hydrazine, 1,2-dimethyl- AR
45.0 60.0 4.20 4.40 4.60 4.80 5.00
m/z 42.00 6.73%
30.0
5000
15.0
0‘_‘HMH‘MMW‘HWm‘MH‘WHH‘JM e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On : 06 May 2022 14:59

Operator : JC\MD

Sample : N2725-05 20X

Misc : 5.0mL/MSVOA_N/WATER
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: 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 Butanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.063 7.83 ug/l 122904  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propane 44 C3H8 000074-98-6 53
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
4 Ethene, ethoxy- 72 C4H80 000109-92-2 38
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 35

Abundance Scan 863 (7.063 min): VN072354.D\data.ms (-851) (-)
4

m/z 44.00 100.00%

4.0
72.1
5000
57.1 ppptirfed e SN
‘ 6.80 7.00 7.20 7.40
Ol el b myz 4110 82.24%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 ,VVW\H‘H\\‘\HA\’H'{M\'\‘HH
57.0 6.80 7.00 7.20 7.40
m/z 43.00 79.15%
O\\\‘\\\\’?—\5‘;9‘\\1!’\\\‘1}!‘\\i\‘}‘\\‘\\\\“\‘\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #89: Propane
A,
R L
6.80 7.00 7.20 7.40
5000 m/z 72.10 65.34%
44.0
10 15\'0 |
Ottt e e e
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #787: Propanal, 2-methyl- R Emamma B
43.0 6.80 7.00 7.20 7.40
m/z 39.10 40.61%
27.0
5000
72.0
Y R e 1 VRS (. W L W
m/z--> 0 10 20 30 40 50 60 70 80 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72354.D

Acqg On . 06 May 2022 14:59
Operator : JC\MD

Sample : N2725-05 20X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2.581 297.8 ug/l 4673720 1 8.081 784600 50.0
Ethanol 3.698 109.2 ug/l 1714010 1 8.081 784600 50.0
Isopropyl Alcohol 4.581 17.0 wug/l 267315 1 8.081 784600 50.0
Butanal 7.063 7.8 ug/l 122904 1 8.081 784600 50.0
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