LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098640.D

Acq On : 19 Sep 2017 14:39

Operator : SJ/JU

Sample : PB102430BL

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-BF091117_.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 4.822 462 465 482 rBVY 265078 463621 10.70% 1.341%
2 5.245 532 537 560 rBvY 3775651 3923450 90.53% 11.347%
3 6.286 708 714 729 rBV 3440918 3823082 88.22% 11.056%
4 6.398 729 733 737 rBV 4010205 4009327 92.52% 11.595%
5 6.628 768 772 782 rVB 773457 720986 16.64% 2.085%

6.781 794 798 810 rBV 3205839 2920998 67.40% 8.448%
7.198 864 869 872 rBV 2354330 2369058 54.67% 6.851%
1086468 978696 22.58% 2.830%
8.986 1167 1173 1176 rBV 4367679 4288121 98.95% 12.401%
9.657 1282 1287 1296 rBV 1173204 1076440 24.84% 3.113%
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11 10.451 1417 1422 1425 rBV 2598442 2431711 56.11% 7.032%
12 11.139 1535 1539 1548 rBV 1245733 1092784 25.22% 3.160%
13 12.727 1804 1809 1812 rBV 4024868 4333674 100.00% 12.533%
14 13.774 1983 1987 2001 rVB 1260808 1091630 25.19% 3.157%
15 15.168 2219 2224 2238 rVB 909776 1054631 24.34% 3.050%

Sum of corrected areas: 34578209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098640.D

Acq On : 19 Sep 2017 14:39

Operator : SJ/JU

Sample : PB102430BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098640.D
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Abundance TIC: BF098640.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098640.D

Acq On : 19 Sep 2017 14:39

Operator : SJ/JU

Sample : PB102430BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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.

4.82 12.86 ng 463621 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 465 (4.822 min): BF098640.D (-462) (-) m/z 43.00 100.00%

43
59
5000

1 440 460 480 500 520
83 : : : : :
0..,....,....',':..?ﬂ.!l,..‘??,....,.-...,...:,|....,....,....,....,...., m/z 59.00 60.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [Trrr[rrrrfrrrryprrrrfrm—
440 4.60 4.80 5.00 5.20
m/z 101.00 18.60%
31 101
0 w L . 83 93 |
T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T BRam
440 4.60 4.80 5.00 5.20
5000 a1 m/z 58.00 15.76%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R AR BEERE s
59 440 4.60 4.80 5.00 5.20
m/z 41.00 8.47%
5000
41
NN Y 1 - A Y < R - A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098640.D

Acq On : 19 Sep 2017 14:39

Operator : SJ/JU

Sample : PB102430BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 unknown6.40 Concentration Rank 1

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

6.40 111.22 ng 4009330 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 733 (6.398 min): BF098640.D (-729) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 6.00 6.0 6.40 6.60 6.80
0 g8 lwewr Y w/z 68.00  43.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RIS AR LR
6.00 6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.67%
0 ‘ Il 1 H 1y jg !
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 29.05%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine- proplonyl P e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.00 17.33%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN | G | S
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
Data File : BF098640.D

Acq On : 19 Sep 2017 14:39

Operator : SJ/JU

Sample : PB102430BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.82 12.9 ng 463621 1 6.63 720986 20.0
unknown6 .40 6.40 111.2 ng 4009330 1 6.63 720986 20.0
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