LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107684.D

Aca On - 26 Jul 2018 4:35 Instrument :
Operator : JU/SJ BNA_F

Sample - J4133-01 ClientSampleld :
Misc - 072318-DBRI-F-D-B
ALS Vial : 35 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
1 5.201 484 487 497 rBV 48055 64295 1.15% 0.197%
2 5.595 551 554 581 rBY 1059054 1711024 30.62% 5.251%
3 6.595 721 724 744 rBV 709987 1290068 23.08% 3.959%
4 6.736 744 748 772 rVV 2588589 3217252 57.57% 9.874%
5 6.966 784 787 794 rBV 817707 988061 17.68% 3.032%

7.125 810 814 832 rBV 4180345 4420160 79.09% 13.566%
7.536 879 884 908 rBV 2703298 3558484 63.68% 10.921%
8.248 1002 1005 1022 rBV 1073614 1283546 22.97% 3.939%
9.325 1184 1188 1204 rBV 5367648 5588435 100.00% 17.152%
9.713 1251 1254 1261 rBV 94022 94123 1.68% 0.289%

=
QO ~NO®

11 10.007 1301 1304 1317 rVB 1133493 1139577 20.39%% 3.498%
12 10.666 1413 1416 1425 rBV 445340 370949 6.64% 1.138%
13 10.801 1435 1439 1452 rBV 1759584 1959114 35.06% 6.013%
14 11.507 1555 1559 1580 rBV 845587 1054650 18.87% 3.237%
15 13.089 1823 1828 1843 rBV 3908858 4008117 71.72% 12.301%

16 14.154 2005 2009 2020 rBV 950931 1020910 18.27% 3.133%
17 15.689 2263 2270 2282 rBV 499487 813693 14.56% 2.497%

Sum of corrected areas: 32582458
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107684.D

Aca On - 26 Jul 2018 4:35

Operator : JU/SJ

ﬁ?ggle i J4133-01 072318-DBRI-F-D-B
ALS Vial : 35 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

Abundance TIC: BF107684.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107684.D

Aca On - 26 Jul 2018 4:35

Operator : JU/SJ

ﬁ?ggle i J4133-01 072318-DBRI-F-D-B
ALS Vial : 35 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 65.12 ng 3217250 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107684.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 A\
960 """"""""""'
40.0 540 6.40 6.60 6.80 7.00
Obrrrrr e bl e 830 |y 1180l m/z 68.00 36.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 134.00 33.37%

31.0 51.0

o | I “ I I
L R L B e O e e S REARNREE RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R R LS NSNS
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 24 .46%
41.0 53.0 97.0 1170
‘ ‘ 79.0 '
0 “ Ll \‘m‘ L]y ‘
R R L B o o R e e e R SRR R S RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00

m/z 69.05 14 .84%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072518\

Data File : BF107684.D

Aca On - 26 Jul 2018 4:35

Operator : JU/SJ

ﬁ?ggle i J4133-01 072318-DBRI-F-D-B
ALS Vial : 35 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 6.51 ng 370949 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 38
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 28
5 Pyrimidine, 2-methylthio-4-hydro... 157 C5H7N30S 001074-41-5 28
Abundance Scan 1417 (10.671 min): BF107684.D (-1413) (-) m/z 157.10 100.00%
157.1
5000 115.0
20 g0 203.1 10,40 10.60 10.80 11.00
ottt e g A e m/z 115.00 36.78%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 L L B B
115.0 10,40 10.60 10.80 11.00
203.0 m/z 42.95 13.69%
,|,5§-,0, 80 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
N AR AR LA AR
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 9.11%
87.0
“ 188.0
0....t‘l‘.‘l‘..||.‘.‘.|.\|...\.|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... A R m
157.0 10.40 10.60 10.80 11.00
m/z 111.00 8.96%
5000
56.0
85.0
NI O T 205023402620  317.0 3620
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072518\

Data File : BF107684.D

Acq On : 26 Jul 2018 4:35

Operator : JU/SJ

ﬁ?ggle i J4133-01 072318-DBRI-F-D-B
ALS Vial : 35 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 65.1 ng 3217250 1 6.97 988061 20.0
Triethyl citrate 10.67 6.5 ng 370949 3 10.01 1139580 20.0
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