LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027794.D

Acq On 1 Jul 2017 22:02

Operator : SJ/JU

Sample : PB100363BL

Misc :

ALS Vial : 3 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:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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

5.603 287 292 303 rBV 64764 107201 3.54% 0.816%
6.055 362 369 381 rBV 518120 873576 28.86% 6.653%
rBv 524345 947934 31.32% 7.219%
8.012 693 702 712 rBV 512784 930684 30.75% 7.088%
8.476 773 781 789 rBvV2 93946 167738 5.54% 1.277%
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8.805 829 837 846 rVB 367168 670262 22.14% 5.104%
9.639 971 979 988 rBV 302768 580414 19.18% 4._.420%
11.296 1253 1261 1270 rVB 152873 282490 9.33% 2.151%
13.687 1661 1668 1682 rBY 1082042 1706588 56.38% 12.997%
15.068 1895 1903 1912 rBV3 267291 466115 15.40% 3.550%

=
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11 16.549 2148 2155 2169 rBV 933110 1452254 47.98% 11.060%
12 17.812 2363 2370 2383 rBv2 385332 607646 20.08% 4.628%
13 20.391 2803 2809 2818 rBV 2206659 3026708 100.00% 23.050%
14 22.171 3103 3112 3121 rBV 351025 671120 22.17% 5.111%
15 25.791 3711 3728 3744 rBV2 182876 640230 21.15% 4_.876%

Sum of corrected areas: 13130960
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027794.D

Acq On 1 Jul 2017 22:02

Operator : SJ/JU

Sample : PB100363BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027794.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027794.D

Acq On 1 Jul 2017 22:02

Operator : SJ/JU

Sample : PB100363BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 12.78 ng 107201 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
4 3-Hexanol 102 C6H140 000623-37-0 36
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 292 (5.603 min): BG027794.D (-287) (-) m/z 43.05 100.00%
a3
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L R o e m/z 59.10 63.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR RN SRR
520 5.40 560 5.80 6.00
m/z 101.10 15.79%
25 3 37 83 g3 101
A N N P PP A
Abundance
59
520 540 560 580 6.00
5000 m/z 58.10 14 _.33%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 520 5.40 560 5.80 6.00
m/z 41.10 8.32%
5000
101
15 \\3\1 \‘ 53\\\ 69 83
mz-> 10 20 30 40 s'o 60 70 8 90 100 110 | 520 540 860 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027794.D

Acq On 1 Jul 2017 22:02

Operator : SJ/JU

Sample : PB100363BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 unknown8.01 Concentration Rank 1

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

8.01 110.97 ng 930684 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 702 (8.012 min): BG027794.D (-693) (-) m/z 132.00 100.00%
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P e
760 7.80 8.00 820 8.40
31 g 51 78 m/z 134.10 32.70%
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.60 7.80 8.00 820 8.40
5000 m/z 66.10 28.12%
3B 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R e e e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.03%
5000 104
39 52 g /8
....,...H,....N....,Jll.,..Jﬂ,....??...,.ﬂ.. '}}7I""I""I"' ISR R U LN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027794.D

Acq On 1 Jul 2017 22:02

Operator : SJ/JU

Sample : PB100363BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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... 5.60 12.8 ng 107201 1 8.48 167738 20.0
unknown8.01 8.01 111.0 ng 930684 1 8.48 167738 20.0
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