LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59290.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.679 112 121 136 rBV 64573 80024 1.12% 0.756%
2 2.448 346 360 379 rVB 268633 436147 6.13% 4.120%
3 2.560 383 395 406 rBV 70232 111707 1.57% 1.055%
4 2.750 438 454 504 rBV 3886691 7114291 100.00% 67.203%
5 4.615 1024 1034 1068 rBV 59279 151765 2.13% 1.434%
6 5.058 1156 1172 1194 rBV 74935 168768 2.37% 1.594%
7 5.721 1358 1378 1397 rBV2 137628 361947 5.09%  3.419%
8 6.245 1529 1541 1562 rBV 125381 238321  3.35%  2.251%
9 6.685 1666 1678 1697 rBV 91269 177248 2.49% 1.674%
10 7.894 2042 2054 2069 rBV 153991 272104 3.82% 2.570%
11  8.627 2271 2282 2319 rBV 187368 374452 5.26% 3.537%
12 8.782 2320 2330 2352 rVV2 74403 127171 1.79% 1.201%
13 9.415 2515 2527 2551 rBV 186793 312509 4.39% 2.952%
14 10.753 2932 2943 2959 rBV 73308 118556 1.67% 1.120%
15 11.811 3260 3272 3295 rBV 175826 284589 4.00%  2.688%

16 12.190 3378 3390 3408 rBV 154917 256680  3.61%  2.425%

Sum of corrected areas: 10586279
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe61724\

: VU@59290.D

: 17 Jun 2024 19:15

: MD/SY

: P2898-15

: 25.0mL/MSVOA_U/WATER
. 24

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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.
1.679 1.68 ug/L 80024  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 121 (1.679 min): VU059290.D\data.ms (-112) (-) m/z 43.90 100.00%

43.9
5000 ;/XNA/AL\\
e e A
1.40 1.60 1.80 2.00
Obrr e e e e m/z 42.90  55.67%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 L L B
15.0 1.40 1.60 1.80 2.00
m/z 41.90 18.73%
O\\‘\\\\‘\\}L‘l\\\‘\\z\%.ﬂ}} ‘\\\\‘\\\\‘}!\\i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
A‘\\\\‘\\\\‘\\\\‘\\\\
1.40 1.60 1.80 2.00
5000 m/z 40.90 7.67%
15.0
\“ 24'9\\ “ Il
Ol e e A
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #84: Ethylene oxide
29.0 1.40 1.60 1.80 2.00
44.0 m/z 44.90  2.83%
15.0
5000
m/z--> 5 10 15 20 25 30 35 40 45 50 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Propane, 2-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.448 9.15 ug/L 436147 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-chloro- 78 C3H7C1 000075-29-6 91
2 Propane, 2-chloro- 78 C3H7C1 000075-29-6 64
3 Propane, 2-chloro- 78 C3H7C1 000075-29-6 45
4 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
5 Acetyl chloride 78 C2H3Cl0 000075-36-5 9

Abundance Scan 360 (2.448 min): VU059290.D\data.ms (-346) (-) m/z 42.95 100.00%

43.0
5000
62.9
77.9
35é‘ ‘ 2.20 2.40 2.60 2.80
Ol 2O st et M/Z 40,90 35.85%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1159: Propane, 2-chloro-
43.0
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27.0 2.20 2.40 2.60 2.80
630 780 m/z 62.98  29.18%
15.0 ‘ 0 |70, ‘\
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1157: Propane, 2-chloro-
43.0
AR EREEaE
2.20 2.40 2.60 2.80
5000 m/z 38.90 20.27%
27.0
63.0
78.0
0 150 | 36.0/ 510 \‘ N
e LAAal A e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1158: Propane, 2-chloro-
43.0 2.20 2.40 2.60 2.80
m/z 77.90  18.89%
27.0
5000
J 63.0 8.0
15.0 '
0 H,WW}mww,!m‘ﬁ?w\‘,“??‘1‘79_m‘;\H}Hwa!‘;ww‘ USRS K U —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.750 149.26 ug/L 7114290 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 454 (2.750 min): VU059290.D\data.ms (-438) (-) m/z 44.90 100.00%
44.9
5000 /k
T
38.9 59.0 2.40 2.60 2.80 3.00
Obrrrrrrrr e 22 e M/Z 42.85 19.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #343: Isopropyl Alcohol
45.0
5000 \‘/\\V\\‘\\\\‘\\\\‘\\\\’\
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Abundance #342: Isopropyl Alcoho
43.0
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O e e e
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Abundance #346: Isopropyl Alcohol ‘#x“_“W“H“H‘,
45.0 2.40 2.60 2.80 3.00
m/z 59.00 4.74%
5000
. 150 20 390/ 59.0
B A L A A Raaas e ARARSRRAE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.782 2.03 ug/L 127171  Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 2330 (8.782 min): VU059290.D\data.ms (-2320) (-) m/z 56.00 100.00%
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m/z--> 10 20 30 40 50 60 70 80 90 100
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5000 m/z 57.00 66.54%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061724\
Data File : VU@59290.D

Acqg On : 17 Jun 2024 19:15
Operator : MD/SY

Sample : P2898-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1.679 1.7 ug/L 80024 1 6.245 238321 5.0
Propane, 2-chloro- 2.448 9.2 wug/L 436147 1 6.245 238321 5.0
Isopropyl Alcohol 2.750 149.3 ug/L 711429 1 6.245 238321 5.0
Hexanal 8.782 2.0 ug/L 127171 2 9.415 312509 5.0
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