LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102634.D

Acq On : 30 Jan 2018 12:54

Operator : SJ/JU

Sample : PB106136BL

Misc :

ALS Vial : 4 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_F\METHODS\8270-BF012218_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
1 4.928 479 483 491 rBvV 64159 94821 2.46% 0.298%
2 5.334 547 552 573 rBVY 3285673 3472591 90.09% 10.902%
3 6.363 722 727 743 rBV 3019193 3413129 88.54% 10.715%
4 6.487 743 748 751 rBV 3552016 3403174 88.29% 10.684%
5 6.710 782 786 796 rBV 966702 839309 21.77% 2.635%

6.863 808 812 828 rBV 2902984 2762123 71.66% 8.671%
7.281 878 883 901 rBV 2115849 2255313 58.51% 7.080%
1130821 1147507 29.77% 3.602%
9.069 1181 1187 1190 rBV 3934002 3854750 100.00% 12.101%
9.745 1297 1302 1315 rVB 1261712 1240364 32.18% 3.894%
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11 10.539 1432 1437 1457 rBV 2101303 2212064 57.39% 6.944%
12 11.233 1551 1555 1569 rBV 1269576 1224560 31.77% 3.844%

13 12.633 1789 1793 1797 rVB 58146 52656 1.37% 0.165%
14 12.821 1820 1825 1828 rBV 3541063 3687114 95.65% 11.575%
15 13.333 1908 1912 1917 rVB3 48150 48552 1.26% 0.152%

16 13.874 2000 2004 2014 rBV 1090840 1165372 30.23% 3.658%
17 15.304 2242 2247 2261 rBV 641823 980438 25.43% 3.078%

Sum of corrected areas: 31853837
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF013018\

BF102634.D

30 Jan 2018 12:54

SJ/Ju

PB106136BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102634.D

Acq On : 30 Jan 2018 12:54

Operator : SJ/JU

Sample : PB106136BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 2.26 ng 94821 1,4-Dichlorobenzene-d4 6.71
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, 4-methyl- 116 C7H160 000615-29-2 25
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (4.928 min): BF102634.D (-479) (-) m/z 43.00 100.00%
43
59
5000
101 DS RREAE NAERE RN
| 83 | 4.60 4.80 5.00 5.20
O e LT o I & SRS m/z 59.00 62 .04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RARAN AR RRRRS
4.60 4.80 5.00 5.20
59 m/z 101.10 19.49%
0 21 37, 53 ‘ 67 778 o O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 41 m/z 58.00 18.42%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.60 4.80 5.00 5.20
m/z 41.00 12.13%
5000 101
28 59
70 84
N | O PR N - Y-8 P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102634.D

Acq On : 30 Jan 2018 12:54

Operator : SJ/JU

Sample : PB106136BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 81.09 ng 3403170 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.492 min): BF102634.D (-743) (-) m/z 132.00 100.00%
5000
68
6 R R i
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
o....,....;-:..4.8,....,6.2.1.|,..'..,..5.‘?,..!.,....,.1.1?.,....,"...,.. m/z 134.00 34.05%
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 RSN AR R A
6.20 6.40 6.60 6.80
2 78 m/z 68.05 28.37%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.05%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine A mama e
132 6.20 6.40 6.60 6.80
m/z 96.10 11.43%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""I"" T ISR AR SRR A
m/z--> 30 40 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF013018\
Data File : BF102634.D

Acq On : 30 Jan 2018 12:54

Operator : SJ/JU

Sample : PB106136BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.93 2.3 ng 94821 1 6.71 839309 20.0
unknown6 .49 6.49 81.1 ng 3403170 1 6.71 839309 20.0
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