LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050818\
Data File : BF105174.D

Aca On > 9 May 2018 5:10

Operator : JU/SJ

Sample : PB108327BL

Misc :

ALS Vial : 26 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:\HPCHEM1I\BNA F\METHODS\8270-BF050818.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 5.028 494 500 509 rBV 201653 308553 4.71% 0.590%
2 5.410 559 565 568 rBY 4938034 5684360 86.74% 10.863%
3 6.422 730 737 740 rBVY 4798681 5555951 84.79% 10.617%
4 6.563 755 761 764 rBVY 5072702 5515898 84.17% 10.541%
5 6.792 796 800 803 rBVY 1494787 1267737 19.35% 2.423%

6.945 822 826 830 rVB 4254595 4371010 66.70% 8.353%
7.357 890 896 899 rBV 3385509 3628750 55.38% 6.935%
8.069 1012 1017 1021 rBV 1835591 1692716 25.83% 3.235%
9.151 1195 1201 1204 rBV 6023252 6320951 96.46% 12.079%
9.827 1310 1316 1319 rBV 1867705 1853818 28.29% 3.543%

=
QO ~NO®

11 10.616 1443 1450 1453 rBV 3999743 4072785 62.15% 7.783%
12 11.310 1562 1568 1571 rBV 2344169 1979367 30.21% 3.783%
13 12.910 1834 1840 1843 rBV 5936041 6552964 100.00% 12.523%
14 13.986 2019 2023 2027 rBV 1850646 1900862 29.01% 3.633%
15 15.521 2279 2284 2300 rBV 1278101 1622949 24.77% 3.101%

Sum of corrected areas: 52328671
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050818\
Data File : BF105174.D

Aca On > 9 May 2018 5:10

Operator : JU/SJ

Sample : PB108327BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050818\
Data File : BF105174.D

Aca On > 9 May 2018 5:10

Operator : JU/SJ

Sample : PB108327BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050818_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.

5.03 4.87 ng 308553 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 500 (5.028 min): BF105174.D (-494) (-) m/z 43.00 100.00%
43
5000 59
101 460 480 5.00 520 540
et @ m/z 59.00  46.04%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S R
460 4.80 5.00 5.20 5.40
m/z 58.10 18.81%
101
'P"W'fif“'”h'”'?i"“"W"”I'”' [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520 540
5000 m/z 101.00 12.78%
101
15 31 Bg gg
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #233: Butane e
43 460 4.80 5.00 5.20 5.40
m/z 41.10 7.63%
5000 29
5 ‘ 58
'%”'“IM"M“'JI”"I”"P"'P"'P"'""P"W"" T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050818\
Data File : BF105174.D

Aca On > 9 May 2018 5:10

Operator : JU/SJ

Sample : PB108327BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050818_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 unknown6.56 Concentration Rank 1

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

6.56 87.02 ng 5515900 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
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 761 (6.563 min): BF105174.D (-755) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTT T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
.,....,....'l'!.‘.‘?,!!..61:.'.|,....,..5.‘?,...|.,....,.1.1?.,....,"...,.. m/z 68.10 41.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 L S AR L
6.20 6.40 6.60 6.80
0,
31 4 Sﬁ 78 m/z 134.00 33.84%
1 | !
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 27 .94%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B B e
132 6.20 6.40 6.60 6.80
m/z 69.10 17.23%
117
5000
39 91
51
27 S 77 105
.,..Jw....p“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— 1 SN K S
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
Data File : BF105174.D

Acq On > 9 May 2018 5:10

Operator : JU/SJ

Sample : PB108327BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818_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... 5.03 4.9 ng 308553 1 6.79 1267740 20.0
unknown6 .56 6.56 87.0 ng 5515900 1 6.79 1267740 20.0
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