LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTR061720WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 2.132 311 324 346 rBVY 7744770 11483890 3.60% 2.677%
2 3.212 640 660 683 rBV2 29393746 68987735 21.63% 16.081%
3 4.685 1078 1118 1171 rBVv4 79835170 318876544 100.00% 74.329%
4 6.344 1618 1634 1660 rBvY 1624629 3373164 1.06% 0.786%
5 9.755 2679 2695 2706 rBvY 2351716 3803484 1.19% 0.887%

10.505 2916 2928 2941 rVB 9102681 15091909 4.73% 3.518%
11.556 3240 3255 3273 rBV 4631441 7390113 2.32% 1.723%

~N o

Sum of corrected areas: 429006839
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On : 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc - 25.0mL/MSVOA V/WATER

ALS Vvial : 19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV017037.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On : 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2(1H)-Pyridinone, 3-hydroxy- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

6.34 5.00 ug/L 3373160 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinone. 3-hvdroxv- 111 C5H5NO2 016867-04-2 64
2 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 64
3 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 50
4 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 39
5 2(1H)-Pyridinone, 5-hydroxy- 111 C5H5N02 005154-01-8 38

Abundance Scan 1633 (6.341 min): VV017037.D (-1618) (-) m/z 111.05 100.00%
111
5000 43 /\
55 67 BERAABE AR RAREE AR
g3 93 6.00 6.0 6.40 6.60
o..,....,....,....','....,-.'.|..,...|.~,.7.?.,.'...,.'.-..,....,!...,.1.2.‘?,....,.1.‘.‘?,... m/z 43.00 41.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6070: 2(1H)-Pyridinone, 3-hydroxy-
111

6.00 620 6.40 6.60
m/z 55.00 15.95%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
111
L B e e  E Bammn
6.00 6.20 6.40 6.60
5000 m/z 67.00 15.18%
41 69
28 83
55 95
0 18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6051: 2-Aminopyrimidine-1-oxide
111 6.00 6.20 6.40 6.60

m/z 41.00 11.42%

5000
o 68 95
44 81
04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On : 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.76 5.00 ug/L 3803480 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 90
2 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 72
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 64
4 2-Hvdroxv-2.4-dimethvl-3-pentanone 130 C7H1402 003212-67-7 59
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 40

Abundance Scan 2696 (9.759 min): VV017037.D (-2679) (-) m/z 59.00 100.00%
50
5000
41 69 LB SRR UL

9.40 9.60 9.80 10.00
| 49 ||l |, 79 87 | 105 [ 123 158
..,....,....,....,.|...,..|.||.,....|,....,....,...'.,....,..'..,....,....,....,....,.... m/z 41.05 22.71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59
5000

9.40 9.60 9.80 10.00
m/z 42.95 18.89%

41 97
69
31 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59

9.40 9.60 9.80 10.00

o

o

5000 m/z 55.05 18.46%
43
27 71 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29640: 2-Octanol, 2,6-dimethyl- R Em e
59 940 960 980 1000

m/z 69.05 14_.07%

5000
41 69
0 ‘3} 1500, | 8? 95 111 125 143

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 940 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On : 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.50 10.21 ug/L 15091900 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Nonadien-2-one. 8-methvl-. (E)- 152 C10H160 035408-14-1 35
2 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 35
3 2-Thiophenecarboxaldehvde. oxime 127 C5H5NOS 029683-84-9 35
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 27
5 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16 006976-27-8 27

Abundance Scan 2927 (10.501 min): VV017037.D (- 2916) ) m/z 43.00 100.00%

43 69 127

5000

10.20 10.40 10.60 10.80
m/z 127.05  89.57%

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25197: 3,7-Nonadien-2-one, 8-methyl-, (E)-
69
41
5000 84 LA L L L B
10.20 10.40 10.60 10.80
94 m/z 69.10 85.27%
O e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109 127
R e RS
10.20 10.40 10.60 10.80
5000 m/z 109.10 66.46%
52

43 60 68 81 91 g9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11729: 2-Thiophenecarboxaldehyde, oxime I EEmEERE RS S
127 10.20 10.40 10.60 10.80
84 m/z 84.05 54.22%
5000
39
110
0 16 28 | 50 * 58 69 L, 100 I
AR BRI e L L A n e I ARAREEEE AL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10. 20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017037.D

Aca On : 22 Jun 2020 23:21

Operator : SY/MD

Sample : L3067-19

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.56 5.00 ug/L 7390110 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1l.1-dichloro-2-chl... 172 C5H7CI3 015997-19-0 35
2 Methvl 3.3-dichloropropenoate 154 C4H4CIl1202 002257-46-7 27
3 4-Pvridinecarboxaldehvde N-oxide 123 C6H5N02 007216-42-4 22
4 2.2-Dichloroethvl ethvl carbonate 186 C5H8CI1203 1000373-78-3 16
5 1-Propene, 3,3,3-trichloro-2-met... 158 C4H5CI3 004749-27-3 16
Abundance Scan 3256 (11.559 min): VV017037.D (-3240) (-) m/z 123.00 100.00%
5000 97
159 S 1 U
111 11.20 11.40 11.60 11.80
- |' el ,T "- |||' --,-. Ao 134135 .|,|'. B Y m/z 124.90 64.65%
m/z--> 60 100 120 140 160 180 200 220
Abundance #39953. Cyclopropane, 1,1-dichloro-2-chloromethyl-2-methyl-
123
41
5000 LN B B L
65 6 g7 11.20 11.40 11.60 11.80
51 m/z 96.90 40.35%
o -=“l--”‘-“- Lol L s 197 asearp
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
123
11.20 1140 11.60 11.80
5000 m/z 82.90 26.87%
60
95
136 154
e L L UL WL B B LI B WL I
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #10109: 4-Pyridinecarboxaldehyde N-oxide R e R
123 11.20 11.40 11.60 11.80
m/z 87.00 26 .54%
5000
51 63 94
0""ﬁ% ”"lm" '|"'Mllp§"|"' L S PN SRR S LUUNLE B S UL
m/z--> 40 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062320\
Data File : VV017037.D

Acq On 22 Jun 2020 23:21

Operator : SY/MD

Sample - L3067-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2(1H)-Pyridinone, . .. 6.34 5.0 ug/L 3373160 1 5.64 3373160 5.0
2-Hexanol, 2,5-di... 9.76 5.0 ug/L 3803480 2 8.87 3803480 5.0
unknown-01 10.50 10.2 ug/L 15091900 3 11.27 7390110 5.0
unknown-02 11.56 5.0 ug/L 7390110 3 11.27 7390110 5.0
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