LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN©80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N111623W.M
Title : SW846 8260
Signal : TIC: VN@80368.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.618 110 113 162 rBV2 36155283 85797760 100.00% 78.360%
2 3.783 301 311 327 rBV 1303009 3375765 3.93% 3.083%
3  4.283 383 396 409 rBV 643446 1869412 2.18% 1.707%
4 7.224 883 896 919 rBV 3130045 8678153 10.11% 7.926%
5 9.100 1207 1215 1226 rVB 423233 858012 1.00% 0.784%
6 10.565 1456 1464 1473 rBV 648654 1243783 1.45% 1.136%
7 11.865 1670 1685 1694 rBV 623091 1187633 1.38% 1.085%
8 11.976 1694 1704 1717 rVV 585326 973840 1.14% ©.889%
9 12.847 1846 1852 1862 rVB 542446 961041 1.12% 0.878%
10 13.794 2005 2013 2020 rBV 614863 1053387 1.23% 0.962%

11 13.876 2020 2027 2036 rBV 2121779 3493638 4.07% 3.191%

Sum of corrected areas: 109492424
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080368.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.783 196.72 ug/1 33757760  Pentafluorobenzene 8.224

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 311 (3.783 min): VN080368.D\data.ms (-301) (-) m/z 45.05 100.00%
45.0
5000 /k
R R
3.40 3.60 3.80 4.00 4.20
Ol e e e m/z 46,10 41.81%
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Abundance #106: Ethano
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Abundance #110: Dimethyl ether
45.0
29.0
R
15.0 3.40 3.60 3.80 4.00 4.20
5000 m/z 42.10 9.13%
miz--> 5 10 15 20 25 30 35 40 45 50 55 /
Abundance #103: Methane, nitroso- R
30.0 3.40 3.60 3.80 4.00 4.20
45.0 ITI/Z 41.10 2.68%
5000
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o"‘WNM:MWHM: S 11 F— RUSREBEND i S Y
m/z--> 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00 4.20

82N111623W.M Wed Dec 06 14:26:49 2023 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Propanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,283 108.94 ug/l 1869410  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 9
3 2-(Aminomethyl)-4-methylpentanoi... 187 C1@H21NO2 1891211-54-3 9
4 Propylene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 5

Abundance Scan 396 (4.283 min): VN080368.D\data.ms (-383) (-) m/z 58.10 100.00%
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Abundance #256: Trimethylene oxide
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oLw
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Abundance #61777: 2-(Aminomethyl)-4-methylpentanoic acid, N,N-di A RRENE RS
58.0 4.00 4.20 4.40 4.60
m/z 38.10 4.77%
5000
0 300, | 840 11101310 187.0
s e AR AR A NanaRE T
m/z--> 20 40 60 80 100 120 140 160 180 4.00 4.20 4.40 4.60

82N111623W.M Wed Dec 06 14:26:50 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Butanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.224 505.71 ug/l 8678150  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 80
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
3 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 38

4 Propane 44 C3H8 000074-98-6 35
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 32

Abundance Scan 896 (7.224 min): VN080368.D\data.ms (-883) (-) m/z 44.05 100.00%
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T
371 7.00 7.20 7.40 7.60
Obrrrgrremprremrererrrerrere sttt 882 L myz 43,10 99.90%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 unknownll1.977 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.977 41.00 ug/l 973840  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C1eH2002 1000249-77-4 42
2 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 35
3 1,3-Dioxan-4-one, 2-(1,1-dimethy... 186 C10H1803 113505-80-9 33
4 2,2-Dimethyl-4-pentenoic acid 128 C7H1202 016386-93-9 25
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 25
Abundance Scan 1704 (11.976 min): VN080368.D\data.ms (-1694) (- | m/z 83.10 100.00%
83.1
43.1
5000 120.1
il 1200
C
0 _‘H‘m‘m"!H‘H;H‘wm"H‘_m,wwwﬂ’f'?r m/z 43.10  71.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46991: 1,1-Hexylenedioxybutane
83.0
43.0
5000
12 00
129.0 m/z 129.05 39.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1452: 1-Methyl-1H-1,2,4-triazole
83.0
12 OO
5000 56.0 m/z 56.10  36.20%
28.0
S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60498: 1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-6-ethyl-
83.0 12 00
570 m/z 59.10 27.92%
5000
129.0
290‘ ‘
Ol peberdbr b b e 2220 1800
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.876 165.83 ug/1 3493640 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 Isobutyl octyl carbonate 230 C13H2603 1010372-74-6 45
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 45

Abundance Scan 2027 (13.876 min): VN080368.D\data.ms (-2020) (- | m/z 57.05 100.00%

57.0
5000
83.1

13. 50 14 00
112.1
0 SSiw,l712 m/z 56.05 42.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
13. 50 14 00
29.0 m/z 41.05 40.32%

o

83.0
m/z--> 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0

1350 1400
5000 ITI z 55.05 34.51%
29.0 ‘ 83.0
0 ‘\M\mo
mlz--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentanol
57.0 1350 1400

m/z 43.10 28.68%

5000
29.0
H 83.0
\\\ L 20
0

m/z--> 40 60 80 100 120 140 160 13. 50 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN©80368.D

Acqg On : 05 Dec 2023 15:58
Operator : JC\MD

Sample : 05616-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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|
Ethanol 3.783 196.7 ug/l 3375770 1 8.224 858012 50.0
Propanal 4.283 108.9 ug/l 1869410 1 8.224 858012 50.0
Butanal 7.224 505.7 ug/l 8678150 1 8.224 858012 50.0
unknown11.977 11.977 41.0 ug/l 973840 3 11.865 1187630 50.0
1-Hexanol, 2-et... 13.876 165.8 ug/l 3493640 4 13.794 1053390 50.0
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