LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101818\
Data File : VV008346.D

Aca On : 18 Oct 2018 16:29

Operator : SY/MD

Sample = J5407-06RE

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 16 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\SOMVTR101518WMA .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 1.222 37 41 49 rVB 10270 9597 2.35% 0.338%
2 1.306 64 67 75 rvB 5496 4842 1.19% 0.170%
3 1.582 147 153 166 rvVB 32157 37207 9.11% 1.309%
4 2.132 317 324 334 rVB 30593 43876 10.74% 1.544%
5

3.971 878 896 914 rBV 50099 151369 37.07% 5.326%

4.409 1014 1032 1055 rBV2 61114 159382 39.03% 5.608%
5.100 1225 1247 1269 rBvV2 150371 350673 85.87% 12.338%
5.669 1410 1424 1440 rBV 134908 267369 65.47% 9.407%
5.958 1501 1514 1527 rVBS8 9779 21705 5.32% 0.764%
6.122 1549 1565 1587 rBV 85887 174809 42.81% 6.150%

=
QO ~NO®

11 7.363 1937 1951 1970 rBV 129472 224634 55.01% 7.904%
12 8.019 2146 2155 2167 rVB2 11619 19459 4.77% 0.685%
13 8.148 2183 2195 2228 rBV3 173637 408367 100.00% 14.368%
14 8.900 2415 2429 2447 rBV 188403 315288 77.21% 11.093%
15 10.267 2839 2854 2866 rBV 51110 81182 19.88% 2.856%

16 11.299 3163 3175 3199 rBvV 153591 270571 66.26% 9.520%
17 11.598 3252 3268 3281 rBV3 19239 35545 8.70% 1.251%
18 11.675 3282 3292 3320 rVB2 129647 266324 65.22% 9.370%

Sum of corrected areas: 2842199
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101818\
VV008346.D

18 Oct 2018 16:29

SY/MD

J5407-06RE

25.0 mL/MSVOA V/WATER

16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101518WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

150000

100000

50000

TIC: VV008346.D

5.10
5.67

6.12

4.41
3.97

1.58

0
Time-->

4.50

T I
3.50 4.00

Abundance

150000

100000

50000

TIC: VV008346.D
90

11.30

7.36 11.68

10.27

11.

0
Time-->

1
11.50

==
12.00

I
11.00

I
10.50

1
10.00

I I
9.00 9.50

Abundance

150000

100000

50000

TIC: VV008346.D

0
Time-->

T
17.00

T
17.50

I
16.50

T
16.00

I
15.50

T
14.50

15.00

= A
14.00

T
13.50

I
12.50

I
13.00

SOMVTR101518WMA.M Fri Oct 19 14:37:54 2018

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101818\
Data File : VV008346.D

Aca On : 18 Oct 2018 16:29

Operator : SY/MD

Sample = J5407-06RE

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101518WMA _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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.60 0.66 ug/L 35545 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinemethanamine. l-ethvl- 128 C7H16N2 026116-12-1 43
2 2-Piperidinecarboxvlic acid. 2-m... 143 C7H13NO2 072518-41-3 43
3 1-Methvl-2-piperidinemethanol 129 C7H15NO 020845-34-5 43
4 1-Methvl-2-piperidinemethanol 129 C7H15NO 020845-34-5 38
5 (R)-(1-Ethyl-2-pyrrolidinyl)meth... 128 C7H16N2 022795-97-7 38
Abundance Scan 3269 (11.601 min): V\V008346.D (-3252) (-) m/z 98.10 100.00%
98
5000 j\
179
a2 57 70 BB e e i s e
83 11.20 11.40 11. 60 11. 80 12. 00
R B o Ay m/z 179.00 32.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12386: 2-Pyrrolidinemethanamine, 1-ethyl-
98
5000 AR BURBLILE BRI UL B
nmnmnmnmnm
70 m/z 177.00 30.95%
I
TR ) | 110 128
miz--> 20 40 60 8 100 120 140 160 180
Abundance #20267: 2-Piperidinecarboxylic acid, 2-methyl-
98
11.20 11.40 '1'1 60 11.80 12.00
5000 m/z 70.00 26.14%
70
M H‘ ‘ 8\2 i 116 128 142
miz--> 20 40 'o 80 100 120 140 160 180
Abundance #12973: 1-Methyl-2-piperidinemethanol e
98 nmnmnmnmnm
m/z 57.00 19.48%
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42 &
g 5 ‘ 7988 | 110 128
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 11.20 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101818\
Data File : VV008346.D

Acq On : 18 Oct 2018 16:29

Operator : SY/MD

Sample - J5407-06RE

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101518WMA _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 11.60 0.7 ug/L 35545 3 11.30 270571 5.0
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