LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062518\

Data File : BF106808.D

Aca On - 26 Jun 2018 8:10 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J3689-06 oeml&oséiaue
ALS Vial : 36 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-BF061918 .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 5.184 482 484 492 rBB 15964 18026 1.62% 0.265%
2 5.601 551 555 568 rBB 331134 319226 28.64% 4 .696%
3 6.595 721 724 732 rBV 229174 212399 19.06% 3.125%
4 6.736 744 748 751 rBV 657003 569187 51.07% 8.373%
5 6.960 782 786 789 rBV 309989 244766 21.96% 3.601%
6 7.119 808 813 816 rBV 873097 817667 73.36% 12.029%
7 7.525 877 882 885 rBV 671595 618855 55.52% 9.104%
8 8.242 1000 1004 1021 rBV 334598 284015 25.48% 4.178%
9 9.319 1182 1187 1195 rBvV 1137668 1113497 99.90% 16.381%
10 9.707 1250 1253 1258 rBB 14323 13280 1.19% 0.195%
11 9.907 1285 1287 1291 rBB 20062 17447 1.57% 0.257%
12 10.001 1300 1303 1311 rVB 313985 272900 24.49% 4.015%
13 10.660 1412 1415 1418 rBV 57598 40968 3.68% 0.603%

14 10.795 1434 1438 1446 rBvV 435357 390846 35.07% 5.750%
15 11.495 1553 1557 1564 rBV 331369 277103 24.86% 4._.077%

16 13.077 1822 1826 1829 rBV 1251715 1114559 100.00% 16.396%
17 14.142 2003 2007 2013 rBV 309445 292263 26.22% 4 _300%
18 15.683 2264 2269 2275 rVB 139169 180543 16.20% 2.656%

Sum of corrected areas: 6797547
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\

Data File : BF106808.D

Aca On - 26 Jun 2018 8:10

Operator : JU/SJ

ﬁ?ggle i J3689-06 062118-DBRI-E-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106808.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\

Data File : BF106808.D

Aca On - 26 Jun 2018 8:10

Operator : JU/SJ

ﬁ?ggle i J3689-06 062118-DBRI-E-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 46.51 ng 569187 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106808.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 PUASEPESARBORARRE RS
400 540 6.40 6.60 6.80 7.00
o....,....:-:...,.:..,..In.',..7.55,0....,..!.,.??.?....,....,"...,.. m/z 134.10 31.92%
m/z--> 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 LA S S AR
6.40 6.60 6.80 7.00
210 510 m/z 68.10 30.38%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.63%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine B B R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 12.29%
5000 104.0
390 520 g0 780
0% "'l"'l‘l""it" '|J“l'|' 'le""%z'g"l"h' '%%7'?""| h" T A S SR AR
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\

Data File : BF106808.D

Aca On - 26 Jun 2018 8:10

Operator : JU/SJ

ﬁ?ggle i J3689-06 062118-DBRI-E-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.
10.66 3.00 ng 40968 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 50
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
4 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 40
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-79-9 36
Abundance Scan 1415 (10.660 min): BF106808.D (-1412) (-) m/z 157.10 100.00%
157.1
5000 115.0
B0 a0 203.1 10,40 10,60 10.80 11.00
o) S PSS S S A S m/z 115.00 37.05%
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 L B I I
115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 13.26%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10.40 10.60 10.80 11.00
5000 m/z 111.00 9._55%
oL, 27.0 510 77.0 102.0 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester R Ra e Em I EEE D
157.0 10.40 10.60 10.80 11.00
m/z 158.10 8.92%
5000 43.0 115.0
87.0
‘ 188.0
0 SN N TNNPY S Y YT N —
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\HPCHEMI\BNA_F\DATA\BF062518\

Data File : BF106808.D

Acq On : 26 Jun 2018 8:10

Operator : JU/SJ

ﬁ?ggle i J3689-06 062118-DBRI-E-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 46.5 ng 569187 1 6.96 244766 20.0
Triethyl citrate 10.66 3.0 ng 40968 3 10.00 272900 20.0
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