LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082118\

Data File : BF108337.D

Aca On : 21 Aug 2018 14:24 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4521-21 Gl
Misc : 72-11967

ALS Vial : 13 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-BF080818 .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 5.272 494 499 511 rvB 627269 873953 11.91% 1.824%
2 5.648 558 563 566 rBY 4198090 4532892 61.76% 9.460%
3 6.631 724 730 733 rBVY 4023459 4328463 58.98% 9.034%
4 6.778 750 755 759 rBVY 4722563 5059960 68.95% 10.560%
5 7.007 790 794 797 rBV 1114460 983659 13.40% 2.053%

7.166 816 821 824 rBV 3908191 3880937 52.88% 8.100%
7.572 883 890 893 rBV 2994755 3529131 48.09% 7.365%
8.283 1007 1011 1015 rBV 1209803 1247858 17.00% 2.604%
9.360 1188 1194 1198 rBV 5701746 6229229 84.88% 13.000%
10.048 1306 1311 1315 rBV 1650957 1483485 20.21% 3.096%

=
QO ~NO®

11 10.848 1440 1447 1450 rBV 4220468 4367151 59.51% 9.114%
12 11.542 1561 1565 1569 rBV 1701832 1661068 22.63% 3.467%
13 13.136 1830 1836 1839 rBV 6627272 7339061 100.00% 15.317%
14 14.201 2012 2017 2020 rBV 1423939 1416043 19.29% 2.955%
15 15.754 2274 2281 2291 rVB 698858 982512 13.39% 2.051%

Sum of corrected areas: 47915402
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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\HPCHEMI\BNA F\DATA\BF082118\

BF108337.D

21 Aug 2018 14:24

JussJ

J4521-21

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108337.D

Aca On : 21 Aug 2018 14:24

Operator : JU/SJ

Sample : J4521-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.27 17.77 ng 873953 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 499 (5.272 min): BF108337.D (-494) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 RS RN RAREE LR AL
5.00 5.20 5.40 5.60
Obrrrrreerrrreribere et AL 8L L ms0 77 59 10 5.30%
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 UL L L I
59.0 500 520 540 5.60
0
150 41, 1010 m/z 101.10 16.28%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" '5.00 520 540 560
5000 m/z 58.10 14 .45%
41.0
29.0 101.0
o ol L 730 860 |
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.40%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108337.D

Aca On : 21 Aug 2018 14:24

Operator : JU/SJ

Sample : J4521-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.70 Concentration Rank 1

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

6.78 102.88 ng 5059960 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 755 (6.778 min): BF108337.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sy || oL T4 650 o0 Tho 720
Obrrprrrrrrrer ekl bbbt ol 85,0 L 070 WL m/z 68.10 48.16%
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 A
5000 UL AL IR R
6.40 6.60 6.80 7.00 7.20
2.0 510 m/z 134.00 33.76%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 32.19%
150 280 390 520 830 770 900 1040 .., ||
mz> 15 % 30 40 50 6 7 80 90 100 110 130 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R o R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.83%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T AR S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108337.D

Acq On : 21 Aug 2018 14:24

Operator : JU/SJ

Sample - J4521-21

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.27 17.8 ng 873953 1 7.01 983659 20.0
unknown6.70 6.78 102.9 ng 5059960 1 7.01 983659 20.0
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