LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 2.132 312 324 338 rBVY 1412460 2157940 2.42% 1.456%
2 3.213 640 660 680 rBY 9057378 19110872 21.47% 12.896%
3 4.647 1078 1106 1136 rBv2 32716700 89010000 100.00% 60.066%
4 6.344 1615 1634 1661 rBvY 1558286 3181749 3.57% 2.147%
5 7.164 1873 1889 1909 rBV 873901 1675080 1.88% 1.130%
6 9.752 2671 2694 2708 rBVY 3876411 6062127 6.81% 4.091%
7 10.508 2915 2929 2953 rVB 15231314 25818998 29.01% 17.423%
8 11.556 3242 3255 3272 rBV2 716984 1171065 1.32% 0.790%

Sum of corrected areas: 148187831
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On : 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc - 25.0mL/MSVOA V/WATER

ALS Vial : 4 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

Abundance TIC: VW017022.D

3e+07

2.5e+07

2e+07

1.5e+07

le+07 3.21

5000000

L S

T T T T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW017022.D

3e+07
2.5e+07

2e+07

10.51
1.5e+07

le+07

5000000 9.75
7.16 11.56

L e TS E—— i — e . W=

T ™ N ™ ™ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW017022.D

T
12.00

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

0=
Time--> 12.50

— T T —— T L e e e e e e e
13.50 14.00 16.00 16.50 17.00 17.50

™ -
14.50 15.00

T
13.00

T
15.50

SOMVTRO61720WMA.M Tue Jun 23 18:28:49 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On : 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 1 2(1H)-Pyridinone, 3-hydroxy- Concentration Rank 2

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

6.34 5.00 ug/L 3181750 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 Bruceantin 548 C28H36011 041451-75-6 39

Abundance Scan 1633 (6.341 min): VV017022.D (-1615) (-) m/z 111.10 100.00%
111
5000 43 /\
55 67 BUNARRE SRR AR SR
93 6.00 6.0 6.40 6.60
oberrrellal b B gy 128 20 L4300 41.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6070: 2(1H)-Pyridinone, 3-hydroxy-
111
5000 BN SR R R
6.00 6.20 6.40 6.60
m/z 55.00 15.51%
28 39 J 894 |
0 ”'I'”'I'”'I"”I"'W"'W"'W""""""I”"I”
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
111
600 620 640 6.60
5000 m/z 67.00 14 .93%
41 69
28 83
14 55 95
G I L S UL L B WS S R AN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6051: 2-Aminopyrimidine-1-oxide
111 6.00 6.20 6.40 6.60

m/z 40.95 11.23%

5000
L 95
o
Ottt .j..,....,..l.,....,.... T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On : 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

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

7.16 2.63 ug/L 1675080 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2.2.5.5-tetram... 128 C8H160 015045-43-9 83
2 Furan. tetrahvdro-2.2.4.4-tetram... 128 C8H160 003358-28-9 53
3 1.3.5-Triazine-2.4(1H.3H)-dione 113 C3H3N302 000071-33-0 47
4 Propanone-1. 3-(4-methvlpiperazi... 308 C20H24N20 053756-76-6 43
5 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 42

Abundance Scan 1888 (7.161 min): VV017022.D (-1873) (-) m/z 43.00 100.00%
43
70 113
5000 55
95 IIIIIIIIIIIII|IIII|I
6.80 7.00 7.20 7.40
o...,....,....,..3.‘i|,|!:..,.'..-.|,‘?.3.-.-,'....,?‘?..,..:.,.?‘.’?,.:..,.1.?‘?,...., m/z 113.10 62.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43
5000 A I UL L
55 70 113 6.80 7.00 7.20 7.40
m/z 70.10 53.40%
15 27 95
o N | 83 |
HRUNRAR LA LI LI IR LI LA LR LSS SRS BRASS SRR BRI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
A I R L I
6.80 7.00 7.20 7.40
5000 m/z 55.10 46.81%
55 113
70 83
o 29 3 62 95 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6856: 1,3,5-Triazine-2,4(1H,3H)-dione e EARARREmE RS
70 113 6.80 7.00 7.20 7.40
28 m/z 95.10 25.70%
43
5000
85
0 16 | 35 [ 5360 | 77 | o7
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On : 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 3

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

9.75 5.00 ug/L 6062130 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 78
3 2-Octanol. 2.6-dimethvl- 158 C10H220 018479-57-7 64
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 42
5 Cyclohexane, (ethoxymethoxy)- 158 C9H1802 054699-29-5 38

Abundance Scan 2693 (9.749 min): VV017022.D (-2671) (-) m/z 59.00 100.00%
50
5000
Tao ] roar 7 002 5o 550 S50 1000
o..,....,....,....,.|..‘.‘,9..|!|.,-....|i-...7.,9..5??,...|.,.1.‘."?,:.'..,.1.?‘?,.1.3.‘?,....,.... m/z 40.95  22.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)- K
509
5000 AR AR AR
9.40 9.60 9.80 10.00
m/z 42.95 18.99%
41 97
69
o153 gl oy M8
mz-> 10 20 30 40 % 60 70 80 90 100 110 130 130 140 150
Abundance
59
9.40 9.60 9.80 10.00
5000 m/z 55.10 18.83%
43
27
. 1 e 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #29640: 2-Octanol, 2,6—dimethy|— LI LA L L L B L B
50 9.40 9.60 9.80 10.00
m/z 69.10 13.52%
5000 }\
41 69
0 BT sl I 8 95 111 125 a3
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
Data File : VV017022.D

Aca On : 22 Jun 2020 17:22

Operator : SY/MD

Sample : L3067-01

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 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 1
R.T. EstConc Area Relative to ISTD R.T.
10.51 110.24 ug/L 25819000 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 Ethanone. l1l-cvclopropvl- 84 C5H80 000765-43-5 27
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 27
Abundance Scan 2930 (10.511 min): VV017022.D (-2915) (-) m/z 43.00 100.00%
43 69 127
109
84
5000
55
| P 10170 1010 10160 1050
Obrprrrr e el el A A m/z 127.05 94.35Y%
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 AR AU AR
10.20 10.40 10.60 10.80
94 m/z 69.05 84.61%
N A S SERA LA AR RRARA RAARS LAY ARAS AAARS SARAN AARRNSRAAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109 17
10.'20 10.'40 10.|60 10.I80 '
5000 m/z 109.10 68.88%
52
o 43 60 68 8l g1 g9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11729: 2-Thiophenecarboxaldehyde, oxime s e E RARmE
127 10.20 10.40 10.60 10.80
a4 m/z 84.10 54 _35%
5000
39
0 16 28 | 50 58 6\9 [, 100 1]‘-0 M
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 13'0 14'10 1&'30 1('30 10 20 10.40 10 60 10.80 '
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062320\
VV017022.D

22 Jun 2020 17:22

SY/MD

L3067-01

25.0mL/MSVOA V/WATER

4 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .M

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 4

R.T. EstConc Area Relative to ISTD R.T.
11.56 5.00 ug/L 1171070 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-Pvridinecarboxaldehvde N-oxide 123 C6H5N02 007216-42-4 22
2 1-Propene. 3.3.3-trichloro-2-met... 158 C4H5CI3 004749-27-3 12
3 1-Propene. 1.1.3-trichloro-2-met... 158 C4H5CI3 031702-33-7 12

4 Methvl 3.3-dichloropropenoate 154 C4H4CH1202 002257-46-7 12
5 Benzoyl chloride, 2-fluoro- 158 C7HACIFO 000393-52-2 12
Abundance Scan 3256 (11.559 min): VV017022.D (-3242) (-) m/z 123.00 100.00%
5000
159 T[rrrryrrirryrrrr|yrrrrj|r
11.20 11.40 11.60 11.80
134 H
o [ W 18 m/z 125.00  64.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10109: 4-Pyridinecarboxaldehyde N-oxide
123
5000 LA L L L L LB LB
11.20 11.40 11.60 11.80
51 63 o4 m/z 96.90 39.33%
41 HH \“\ " 7M8 M 196 |
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
123
A mmmad e
87 11.20 11.40 11.60 11.80
5000 m/z 117.00 36 .45%
51 158
o1s Z 3 | O 73 | g7 109 13143
i LA a2 o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29768: 1-Propene, 1,1,3-trichloro-2-methyl-
123 11.20 11.40 11.60 11.80
m/z 87.00 27 .67%
87
5000
51 158
27 39 ‘ 1 73 ‘
o b B B gl o7 29 fpopras ll
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80

SOMVTRO61720WMA .M Tue Jun 23 18:28:54 2020

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062320\
Data File : VV017022.D

Acq On 22 Jun 2020 17:22

Operator : SY/MD

Sample - L3067-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 4 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 3181750 1 5.64 3181750 5.0
Furan, tetrahydro... 7.16 2.6 ug/L 1675080 1 5.64 3181750 5.0
2-Hexanol, 2,5-di... 9.75 5.0 ug/L 6062130 2 8.87 6062130 5.0
unknown-01 10.51 110.2 ug/L 25819000 3 11.27 1171070 5.0
unknown-02 11.56 5.0 ug/L 1171070 3 11.27 1171070 5.0
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