LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA V\DATA\VV032319\

Data File : VV009847.D

Aca On - 23 Mar 2019 13:44

Operator : SY/MD

sample - K2052-17 -
Misc - 25_0mL/MSVOA V/WATER [EEACI ISR e
ALS Vial : 4 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\SOMVTRO32119WMA_.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 1.119 6 9 20 rvB3 5284 5888 1.72% 0.218%
2 1.213 31 38 44 rBV 17136 22556 6.60% 0.836%
3 1.258 46 52 60 rvv2 11137 20665 6.05% 0.766%
4 1.306 63 67 74 rVB3 11935 14221 4.16% 0.527%
5 1.585 147 154 165 rBvV 83344 97404 28.52% 3.610%
6 2.537 442 450 458 rBvV2 18369 27552 8.07% 1.021%
7 3.962 879 893 913 rBV2 35755 104046 30.46% 3.856%
8 4.402 1010 1030 1053 rBv4 62521 177939 52.10% 6.594%
9 5.093 1228 1245 1265 rBv3 110249 264598 77 .47% 9.806%
10 5.662 1407 1422 1436 rBv2 102369 198542 58.13% 7.358%
11 6.116 1551 1563 1583 rBV2 76324 158783 46.49% 5.884%
12 6.556 1692 1700 1706 rBV6 3342 4683 1.37% 0.174%
13 7.273 1916 1923 1931 rBvVS8 3091 4899 1.43% 0.182%
14 7.981 2133 2143 2160 rBV3 22633 45032 13.19% 1.669%

15 8.138 2181 2192 2219 rBV2 142863 296207 86.73% 10.977%

16 8.894 2415 2427 2446 rBV 205768 341536 100.00% 12.657%

17 8.974 2447 2452 2461 rVBS8 3724 5656 1.66% 0.210%
18 10.264 2838 2853 2862 rBvV 54149 90637 26.54% 3.359%
19 10.415 2888 2900 2912 rBvV3 64181 114452 33.51% 4.241%
20 10.466 2912 2916 2927 rVB7 4069 5702 1.67% 0.211%
21 10.534 2927 2937 2952 rBV 22624 36950 10.82% 1.369%
22 11.296 3161 3174 3193 rBV 169618 276996 81.10% 10.265%
23 11.595 3257 3267 3276 rVB3 12287 18827 5.51% 0.698%
24 11.672 3276 3291 3313 rBvV2 164820 291847 85.45% 10.815%
25 12.302 3479 3487 3492 rBV5 3332 4914 1.44% 0.182%
26 12.582 3562 3574 3587 rVB3 22941 43472 12.73% 1.611%
27 13.000 3697 3704 3714 rVB10 5557 10627 3.11% 0.394%
28 13.630 3891 3900 3913 rBV10 7491 13804 4.04% 0.512%
Sum of corrected areas: 2698435
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032319\

Data File : VV009847.D

Aca On - 23 Mar 2019 13:44

Operator : SY/MD

Sample - K2052-17 0
Misc - 25.0mL/MSVOA V/WATER [EEACI ISR e
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O32119WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV009847.D
200000
150000
1.59
100000
50000 . 254 3.96
1148
1
o—— 77— 7T ——
Time--> 1.50 2.00 2.50 3.00 3.50 4.00
Abundance TIC: VV009847.D
200000 8(89
11.30 11.67
150000 8.14
100000
10.41
10.26
50000
7.98 10.53
11.4
.97
0 M o A
—— T T T T ——— T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV009847.D
200000
150000
100000
50000
12.58
1230 || 13.00 13.63
O L e e e B e B L e e e e e L s e s e T s e e e B e A S e e e e S e S
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032319\
Data File : VV009847.D

Aca On : 23 Mar 2019 13:44

Operator : SY/MD

Sample : K2052-17

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR032119WMA .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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.07 ug/L 114452 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 4-chloro-1-methvl- 133 C6H12CIN 005570-77-4 45
2 1-Piperidinepropanenitrile 138 C8H14N2 003088-41-3 38
3 Propan-2-ol. 1-phenvlthio-3-(1l-p... 251 C14H21NOS 005262-81-7 35
4 Acetamide. 2-(1l-piperidvl)-N-(2-_... 300 C17H20N203 293758-92-6 35
5 Benzen-d5-amine 98 C6H2D5N 004165-61-1 32
Abundance Scan 2899 (10.412 min): VV009847.D (-2888) (-) m/z 98.10 100.00%
98
5000 133 j\‘
10.00 10.20 10.40 10.60 10.80
193
0 ...,....-:'..!' '|.|--'3 p s 17o19Saor 249267 4 S777133.00  39.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14643: Piperidine, 4-chloro-1-methyl-
98
5000
55 10.00 10.20 10.40 10.60 10.80
‘ 133 m/z 66.10 14.83%
70
0"W?Zﬁ'““PJ”ﬁq”l”'W”!H'“"”"'” R R BRRAE SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17461: 1-Piperidinepropanenitrile
98
10.00 10.20 10.40 10.60 10.80
5000 m/z 94.00 14 .36%
o J‘ 56 0 84 | 138
IR 00 A 0 P I A s A g
Abundance #103089: Propan-2-ol, 1-phenylthio-3-(1-piperidyl)- T B o o
98 10.00 10.20 10.40 10.60 10.80
m/z 135.00 12 .25%
5000
o 415569 g4 | 123 149 167 207 251
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA V\DATA\VV032319\
Data File : VV009847.D

Aca On - 23 Mar 2019 13:44

Operator : SY/MD

sample - K2052-17 -
Misc - 25.0mL/MSVOA V/WATER [EEACI ISR e
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR032119WMA .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 Encainide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.53 0.67 ug/L 36950 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Encainide 352 C22H28N202 037612-13-8 50
2 1.2-Cvclopentanedione 98 C5H602 003008-40-0 38
3 2-Azabutane. 1-Il1-methvlazacvclo... 314 C16H24CI2N2 184637-45-4 38
4 1-Methvl-2-piperidinemethanol 129 C7H15NO 020845-34-5 28
5 Piperidine, 1-(2-phenylethyl)- 189 C13H19N 000332-14-9 28
Abundance Scan 2936 (10.530 min): V\V009847.D (-2927) (-) m/z 98.10 100.00%
98
5000 133
42 66 10,20 10.40 10.60 10.80
(o} 7 m/z 133.10 35.61%
m/z--> 50 100 150 200 250 300 350
Abundance #185427: Encainide
98
5000
10.20 10.40 10.60 10.80
m/z 66.10 13.77%
70 135
ol 2o 18 | 150 186 215236 261 352
m/z--> 50 100 150 200 250 300 350
Abundance #3095: 1,2-Cyclopentanedione
98
10.20 10.40 10.60 10.80
5000 55 m/z 42.00 12 .76%
27
2
0“"J"‘ml'lﬁ L L L 0 S M
m/z--> 50 100 150 200 250 300 350
Abundance #156071: 2-Azabutane, 1-[1-methylazacyclohex-2-yl]-2-methy...
98 10.20 10.40 10.60 10.80
m/z 134.90 11.76%
5000
o fz ‘ 0 | 119137155173190 216233 252272 315
LA L L L AL L L L L L TTTrTTTT T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032319\
Data File : VV009847.D

Aca On : 23 Mar 2019 13:44

Operator : SY/MD

Sample : K2052-17

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR032119WMA .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-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 0.78 ug/L 43472 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro 5-chloromethvithiophene 166 C5H4CI2S 023784-96-5 43
2 3-Chlorotricvclol5.2.1.0(4.8)1de... 166 C10H1i1ClI 074876-43-0 38
3 2-Butene. 3-chloro-1-phenvl-. (2)- 166 C10H11ClI 016608-68-7 38
4 Benzene. 1-(chloromethvl)-4-(2-p... 166 C10H11CI 036875-10-2 38
5 Cyclopropane, 1-chloro-1-methyl-... 166 C10H11CI 1000161-07-9 32
Abundance Scan 3573 (12.579 min): VV009847.D (-3562) (-) m/z 131.10 100.00%
131
5000 166
12.20 12.40 12.60 12.80
o} m/z 166.00 50.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35321: 2-Chloro 5-chloromethylthiophene
131
5000 RN BN BN UL R
12.20 12.40 12.60 12.80
45 166 m/z 133.10 39.91%
oL 12 2638 | 57 970 P05 121 | ,
miz--> 20 40 60 80 100 120 140 160
Abundance #34775: 3-Chlorotricyclo[5.2.1.0(4,8)]deca-2,5-diene
131
12.20 12.40 12.60 12.80
5000 m/z 94.00 33.29%
166
o 115
39 51 77 ‘ 151
ob—— I |2\|7| e .“.”. |6\l\4| ; 'M‘I el .::-?.3. H"| I\\l‘\l I:I":'OI .‘.‘. - \l —
m/z--> 20 40 60 80 100 120 140 160
Abundance #34768: 2-Butene, 3-chloro-1-phenyl-, (2)- R A S M
131 12.20 12.40 12.60 12.80
m/z 168.00 33.27%
91
5000
166
39 51 65 15
27 77
SN N ) N P Y A W
m/z--> 20 40 80 100 120 140 160 12.20 12.40 12.60 12.80

SOMVTRO32119WMA .M Tue Mar 26 03:55:01 2019

ILLAGE-WELL02-01

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV032319\

Data File : Vvv009847.D

Acq On - 23 Mar 2019 13:44

Operator : SY/MD

Sample - K2052-17 :
Misc - 25.0mL/MSVOA_V/WATER s
ALS Vial : 4 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR032119WMA .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]
unknown-01 10.41 2.1 ug/L 114452 3 11.30 276996 5.0
Encainide 10.53 0.7 ug/L 36950 3 11.30 276996 5.0
unknown-02 12.58 0.8 ug/L 43472 3 11.30 276996 5.0
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