LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100262.D

Acq On > 6 Nov 2017 20:27

Operator : SJ/JU

Sample : PB104022BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF102317_.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 height area % max. total

4.992 492 494 517 rBV 80860 179485 9.68% 1.289%
5.392 560 562 592 rBV 738658 1353938 73.04% 9.726%
rBv 923885 1319906 71.21% 9.481%
6.534 753 756 777 rVB 1408496 1553977 83.83% 11.163%
6.763 792 795 805 rBV 356907 420376 22.68% 3.020%
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6.910 817 820 843 rBV 1153980 1206991 65.11% 8.670%
7.333 889 892 920 rBV 651473 854561 46.10% 6.139%
8.039 1010 1012 1033 rBV 466687 600935 32.42% 4.317%
9.110 1191 1194 1209 rBV 2043918 1853635 100.00% 13.315%
9.792 1307 1310 1324 rBV2 701924 695584 37.53% 4_.997%

=
QO ~NO®

11 10.592 1443 1446 1466 rBV 785430 904120 48.78% 6.495%
12 11.286 1561 1564 1577 rBV 653315 678136 36.58% 4.871%
13 12.868 1829 1833 1842 rBV 1605234 1556579 83.97% 11.181%
14 13.945 2013 2016 2028 rBV 354168 379347 20.47% 2.725%
15 15.409 2261 2265 2278 rBV 233785 363714 19.62% 2.613%

Sum of corrected areas: 13921284
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100262.D

Acq On : 6 Nov 2017 20:27

Operator : SJ/JU

Sample - PB104022BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100262.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100262.D

Acq On : 6 Nov 2017 20:27

Operator : SJ/JU

Sample : PB104022BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.99 8.54 ng 179485 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.992 min): BF100262.D (-492) (-) m/z 43.00 100.00%
43
59
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101 S N
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O e b e m/z 59.00 64 .93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR AR SR L
59 460 4.80 5.00 5.20 5.40
m/z 101.00 22 .94%
15 31 101
o \ 25,7 37, 53, 83
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59
460 480 500 520 540
5000 31 43 73 m/z 58.10 16.92%
o 25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 460 4.80 500 5.20 5.40
m/z 41.10 8.05%
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15 97 71
0 | 1,33 |l 49 %62 | 77 86
miz--> 5 H % b m e b % % w0 10| | 4k abb 500 8% B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110617\
Data File : BF100262.D

Acq On : 6 Nov 2017 20:27

Operator : SJ/JU

Sample : PB104022BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.53 Concentration Rank 1

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

6.53 73.93 ng 1553980 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.528 min): BF100262.D (-753) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80
. M0 485 || 5 g | 104 . 220 20 880 08
U IR IULIL SIS IULL IS UL SIS B AL S SRR B z 68.10 39.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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5000 LN A AR AR AR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.03%
1 33
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Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 22.93%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132 6.20 6.40 6.60 6.80

m/z 69.10 14 _.78%
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77 104
39 ‘M 576369 | 8793 || 115
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m/z--> 30 40 50 60 70 80 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:\HPCHEMI1\BNA_F\DATA\BF110617\
Data File : BF100262.D

Acq On > 6 Nov 2017 20:27

Operator : SJ/JU

Sample : PB104022BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 4.99 8.5 ng 179485 1 6.76 420376 20.0
unknown6 .53 6.53 73.9 ng 1553980 1 6.76 420376 20.0
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