LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106972.D

Aca On 29 Jun 2018 14:52

Operator : JU/SJ

Sample : J3677-12

Misc :

ALS Vial : 12 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 5.195 482 486 497 rBV 154170 186500 11.38% 1.313%
2 5.595 550 554 566 rBY 1477263 1387391 84.65% 9.770%
3 6.601 720 725 737 rVB 1373609 1459102 89.02% 10.275%
4 6.731 743 747 750 rBVY 1625045 1451031 88.53% 10.218%
5 6.954 781 785 788 rBV 516571 433529 26.45% 3.053%
6 7.107 807 811 815 rBVY 1279846 1162550 70.93% 8.187%
7 7.519 876 881 884 rBVY 1018266 911415 55.61% 6.418%
8 8.236 999 1003 1022 rBV 625929 547482 33.40% 3.855%
9 9.307 1181 1185 1189 rBV 1832176 1639039 100.00% 11.542%
10 9.701 1248 1252 1257 rVB 195706 160471 9.79% 1.130%
11 9.901 1283 1286 1288 rBV 29027 23816 1.45% 0.168%
12 9.995 1298 1302 1306 rBV 681699 581490 35.48% 4 _.095%
13 10.401 1369 1371 1374 rVB 47014 32982 2.01% 0.232%
14 10.789 1433 1437 1440 rBVY 1106042 962125 58.70% 6.775%
15 10.877 1448 1452 1456 rBvV 31935 35475 2.16% 0.250%
16 11.489 1552 1556 1558 rBvV 600413 519221 31.68% 3.656%
17 11.507 1558 1559 1563 rVB 49955 41129 2.51% 0.290%
18 12.707 1760 1763 1766 rVB 60673 49747 3.04% 0.350%
19 12.936 1800 1802 1808 rVB 50260 44236 2.70% 0.312%
20 13.071 1821 1825 1828 rBVY 1644016 1415821 86.38% 9.970%
21 13.542 1900 1905 1909 rBV 39455 40646 2.48% 0.286%
22 13.954 1971 1975 1980 rBV3 42428 54474 3.32% 0.384%
23 14.148 2003 2008 2011 rBV 565731 576754 35.19% 4.061%
24 14.601 2082 2085 2088 rBv4 15234 23024 1.40% 0.162%
25 15.236 2191 2193 2197 rBV 17271 21080 1.29% 0.148%
26 15.559 2246 2248 2254 rVB 17931 20783 1.27% 0.146%

27 15.695 2266 2271 2278 rBV 311168 419306 25.58% 2.953%

Sum of corrected areas: 14200619
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106972.D

Aca On 29 Jun 2018 14:52

Operator : JU/SJ

Sample : J3677-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106972.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106972.D

Aca On 29 Jun 2018 14:52

Operator : JU/SJ

Sample : J3677-12

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 8.60 ng 186500 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (5.201 min): BF106972.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I B NS
83.0 4.80 5.00 5.20 5.40 5.60
o BT S| s A S m/z 59.00 63.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 23.68%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 m/z 58.00 17.26%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- L e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.00%
5000
101.0
15.0
27.0 o 0 ‘
0"W'”W'”th'”ﬂ'”I””I“'W”'Wﬁqﬂ”'d”'ﬁ'”W'”W'”W'“'I SARRS SRS AR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106972.D

Aca On 29 Jun 2018 14:52

Operator : JU/SJ

Sample : J3677-12

Misc :

ALS Vial : 12 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 2 unknown6.73 Concentration Rank 1

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

6.73 66.94 ng 1451030 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106972.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
DRSS SRR
40.0 540 | %09?1 20 6.40 6.60 6.80 7.00
o T O N .- B . I | N m/z 68.10 38.77%
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 DRSS SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.31%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 . 44%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.84%
5000
150 280 390 520 030 770 900 1040 .,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
Data File : BF106972.D

Acq On 29 Jun 2018 14:52

Operator : JU/SJ

Sample - J3677-12

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 5.20 8.6 ng 186500 1 6.95 433529 20.0
unknown6.73 6.73 66.9 ng 1451030 1 6.95 433529 20.0
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