LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072518\

Data File : BF107690.D

Aca On - 26 Jul 2018 7:16 Instrument :

Operator : JU/SJ gﬁgiéamlem'

353"“0 le : J4133-07 072318-TIP(F?)-E-D-M
isc :

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.595 550 554 587 rBV 899292 1487049 27.15% 4.791%
6.595 721 724 744 rBV 537343 1103327 20.15% 3.555%
rvv. 2572683 2944174 53.76% 9.485%
6.966 784 787 794 rBV 807347 961150 17.55% 3.097%
7.125 809 814 839 rBV 4033755 4344230 79.32% 13.996%
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7.536 879 884 908 rBV 2436943 3462399 63.22% 11.155%
8.248 1002 1005 1019 rBV 1102062 1231879 22.49% 3.969%
9.325 1184 1188 1204 rBV 5284221 5476920 100.00% 17.645%
9.713 1251 1254 1268 rBV 132991 133240 2.43% 0.429%
10.007 1301 1304 1325 rVB 1192170 1193761 21.80% 3.846%

=
QO ~NO®

11 10.666 1413 1416 1424 rBV 460674 358309 6.54% 1.154%
12 10.801 1435 1439 1453 rBV 1749424 2007400 36.65% 6.467%
13 11.501 1555 1558 1572 rBV 945839 1070471 19.55% 3.449%
14 13.089 1823 1828 1840 rBV 3332801 3395619 62.00% 10.940%
15 13.977 1974 1979 1988 rBV5 37054 72817 1.33% 0.235%

16 14.154 2005 2009 2020 rBV 867618 943527 17.23% 3.040%
17 14.989 2148 2151 2155 rVB 58765 55505 1.01% 0.179%
18 15.689 2263 2270 2277 rBV 487946 797009 14 .55% 2.568%

Sum of corrected areas: 31038786
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072518\

BF107690.D

26 Jul 2018 7:16

JussJ

J4133-07

41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107690.D

Aca On 26 Jul 2018 7:16

Operator : JU/SJ

Sample : J4133-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 2

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

6.74 61.26 ng 2944170 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF107690.D (-744) (-) m/z 132.00 100.00%
132.0
5000 [\\
68.0
200 %0 T ok b 7bo
01 : e B m/z 68.00 34.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 LRSS SRR AR
6.40 6.60 6.80 7.00
m/z 134.00 33.03%
01 \ AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.81%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R A RAEEmEas e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.66%
74.0
5000 ggo 1160
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| A mE e RN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107690.D

Aca On 26 Jul 2018 7:16

Operator : JU/SJ

Sample : J4133-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 6.00 ng 358309 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Adipic acid. ethvl 2-hexvl ester 258 C14H2604 1000353-70-7 38
4 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 38
5 Quinoline, 4,8-dimethyl- 157 C11H1i1IN 013362-80-6 37
Abundance Scan 1417 (10.672 min): BF107690.D (-1413) (-) m/z 157.10 100.00%
157.1
5000 115.0
B0 a7 203.1 10,40 10.60 10.80 11.00
o} N P N A WS S — m/z 115.00 36.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 B L B L B
115.0 1040 10.60 10|80 11,00
203.0 m/z 42.95 13.43%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.70%
87.0
| 18§0
o) S ‘.‘..‘. ST NN | SIS H — .‘... N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Adipic acid, ethyl 2-hexyl ester R R mm
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.36%
5000 111.0
20 84.0
0...“J.w&.ﬂ,.”.ﬂﬁ..p.HW.J”,.”:,HJ.“...??ﬁon.....w..”,. SN L . S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107690.D

Acq On : 26 Jul 2018 7:16

Operator : JU/SJ

Sample - J4133-07

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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]
unknown6 .74 6.74 61.3 ng 2944170 1 6.97 961150 20.0
Triethyl citrate 10.67 6.0 ng 358309 3 10.01 1193760 20.0
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