LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102373.D

Acq On : 24 Jan 2018 5:24

Operator : SJ/JU

Sample : PB105896BL

Misc :

ALS Vial : 27 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 4.934 478 484 490 rBvV 60461 85387 2.54% 0.332%
2 5.334 547 552 555 rBV 3034191 2990322 88.92% 11.620%
3 6.363 721 727 729 rBV 2560829 2940373 87.43% 11.426%
4 6.487 743 748 751 rBV 3253406 3060764 91.01% 11.894%
5 6.716 783 787 793 rBVY 868756 761133 22.63% 2.958%

6.869 809 813 816 rBV 2654127 2434311 72.38% 9.460%
7.281 878 883 886 rBV 1811304 1902222 56.56% 7.392%
1124198 1025484 30.49% 3.985%
9.075 1182 1188 1191 rBV 3637108 3363108 100.00% 13.069%
9.751 1298 1303 1318 rBV 1119741 1037582 30.85% 4.032%
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11 10.539 1433 1437 1454 rBV 1689412 1630791 48.49% 6.337%
12 11.233 1551 1555 1563 rBV 1006098 875923 26.05% 3.404%
13 12.639 1791 1794 1798 rVB 44892 36495 1.09% 0.142%
14 12.822 1820 1825 1828 rBV 2624612 2284295 67.92% 8.877%
15 13.874 2000 2004 2012 rBV 632716 648086 19.27% 2.518%

16 15.298 2241 2246 2257 rVB 468925 621930 18.49% 2.417%
17 16.198 2394 2399 2404 rVB5 18675 35753 1.06% 0.139%

Sum of corrected areas: 25733959
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102373.D

Acq On : 24 Jan 2018 5:24

Operator : SJ/JU

Sample : PB105896BL

Misc :

ALS Vial : 27 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:\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\BF012318\
Data File : BF102373.D

Acq On : 24 Jan 2018 5:24

Operator : SJ/JU

Sample : PB105896BL

Misc :

ALS Vial : 27 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 2.24 ng 85387 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-0ctanol 130 C8H180 000589-98-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF102373.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
o...,....,....,....'i':...??.-.'!,....,....,??..,...:,'....,...., m/z 59.00 66.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
A
5000 IS SSEDESAE SARRE RRE
59 460 4.80 500 5.20
m/z 101.10 19.45%
15 31 101
0 | 257 371, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance
59
83 460 480 5.00 520
5000 a1 m/z 58.00 12.79%
29 101
14 53 70 112
G P R S R I R IS LS IS SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20
m/z 40.95 7.66%
5000 41
31
| [
0 "'l'%?'l"Jll""“lt"|?%M'"'"i""l""l'“%%""l""l
m/z--> 10 20 30 40 50 60 70 80 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\BF012318\
Data File : BF102373.D

Acq On : 24 Jan 2018 5:24

Operator : SJ/JU

Sample : PB105896BL

Misc :

ALS Vial : 27 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 80.43 ng 3060760 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.493 min): BF102373.D (-743) (-) m/z 132.00 100.00%
32
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68
96 e e 6 k0 A RN
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
o..,....,....,....,...7.,::..??.I.'....,..?‘.7,..!.,....,.1.1:‘3.,....,"...,.. m/z 134.00 34.26%
m/z--> 10 20 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
6.20 6.40 6.60 6.80
3 78 m/z 68.10 32.24%
13 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 19.98%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole R R b
132 6.20 6.40 6.60 6.80
m/z 96.10 12.56%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102373.D

Acq On : 24 Jan 2018 5:24

Operator : SJ/JU

Sample : PB105896BL

Misc :

ALS Vial : 27 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 2.2 ng 85387 1 6.72 761133 20.0
unknown6 .49 6.49 80.4 ng 3060760 1 6.72 761133 20.0
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