LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101510.D

Acq On : 19 Dec 2017 6:04 Instrument :
Operator : SJ/JU BNA_F

Sample - 16910-02 ClientSampleld :
Misc - 121317-DBRI-E-U-M
ALS Vial : 37 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-BF121417 .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 5.022 496 499 512 rBvV 61879 92359 3.06% 0.481%
2 5.434 566 569 592 rBvY 778114 1063448 35.24% 5.539%
3 6.457 740 743 758 rBV2 468779 686455 22_.75% 3.576%
4 6.581 761 764 780 rVvB 1777039 1849486 61.29% 9.634%
5 6.810 799 803 811 rBVY 847271 739146 24.50% 3.850%

6.963 825 829 844 rBV 2558365 2545988 84.38% 13.262%
7.380 896 900 916 rBV 1929498 1962068 65.03% 10.220%
8.092 1017 1021 1038 rBV 883909 860435 28.52% 4.482%
9.169 1199 1204 1219 rBV 3021544 3017374 100.00% 15.717%
9.563 1268 1271 1277 rVB 36322 35642 1.18% 0.186%

=
QO ~NO®

11 9.845 1316 1319 1333 rVB 693467 719502 23.85% 3.748%
12 10.645 1451 1455 1467 rBV 868863 967898 32.08% 5.042%
13 11.339 1569 1573 1582 rBV 684824 635414 21.06% 3.310%
14 11.851 1657 1660 1668 rBV5 27477 40803 1.35% 0.213%
15 12.921 1838 1842 1846 rBV 2560592 2396960 79.44% 12.486%

16 13.804 1989 1992 1997 rBV3 43862 49684 1.65% 0.259%
17 13.992 2020 2024 2029 rBV 798020 808845 26.81% 4.213%
18 15.462 2269 2274 2285 rVB 539958 726242 24_.07% 3.783%

Sum of corrected areas: 19197749
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF121817\

BF101510.D

19 Dec 2017 6:04

SJ/JuU

16910-02 121317-DBRI-E-U-M
37 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101510.D

Acq On : 19 Dec 2017 6:04

Operator : SJ/JU

Sample - 16910-02 121317-DBRI-E-U-M
Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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.

5.02 2.50 ng 92359 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 499 (5.022 min): BF101510.D (-496) (-) m/z 43.00 100.00%
43
59
5000
o 1‘|’1 460 480 500 520 540
Y W'Y 1 | P M N m/z 59.00 54_86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SR LS SR
460 4.80 5.00 520 5.40
59 m/z 101.00 15.69%
0 21 37 53“‘ o7 778 o ‘O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 58
460 480 500 520 540
5000 m/z 58.00 15.64%
1 8
97
S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e
59 460 4.80 5.00 520 5.40
m/z 41.10 10.60%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ 1 65 71 83
m/z--> 10 20 30 40 50 60 70 8 9 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101510.D

Acq On : 19 Dec 2017 6:04

Operator : SJ/JU

Sample - 16910-02 121317-DBRI-E-U-M
Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.58 Concentration Rank 2

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

6.58 50.04 ng 1849490 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 764 (6.581 min): BF101510.D (-761) (-) m/z 132.00 100.00%
5000 68 &_
96 AN AR SR
40 gy J 6.20 6.40 6.60 6.80 7.00
O‘M.ﬁ &7 | sus o W/z 68.10  41.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS VLS LRSS R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.33%
0 ‘ L1 H I ‘ !
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.0 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.00%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.59%
117
5000
29 91
A o Nl
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101510.D

Acq On : 19 Dec 2017 6:04

Operator : SJ/JU

Sample - 16910-02 121317-DBRI-E-U-M
Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.02 2.5 ng 92359 1 6.81 739146 20.0
unknown6 .58 6.58 50.0 ng 1849490 1 6.81 739146 20.0
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