LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101462.D

Acq On : 15 Dec 2017 23:55

Operator : SJ/JU

Sample - 16888-03

Misc :

ALS Vial : 25 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 5.040 499 502 516 rBVY 419766 674444 17 _.19% 2.217%
2 5.439 566 570 592 rBV 3187029 3725040 94.96% 12.242%
3 6.457 738 743 761 rBV 3098688 3922572 100.00% 12.892%
4 6.586 761 765 769 rBV 3354424 3402540 86.74% 11.183%
5 6.816 800 804 812 rBV 1001556 900449 22.96% 2.959%

6.969 826 830 846 rBvV 2775227 2768627 70.58% 9.099%
7.386 896 901 926 rBV 2081611 2348696 59.88% 7.719%
8.098 1018 1022 1042 rVB 1092896 1178310 30.04% 3.873%
9.175 1200 1205 1215 rBV 3534976 3521610 89.78% 11.574%
9.569 1268 1272 1280 rBV 231703 250633 6.39% 0.824%

=
QO ~NO®

11 9.851 1317 1320 1333 rVB 1114792 1115596 28.44% 3.666%
12 10.651 1452 1456 1469 rBV 1498607 1718545 43.81% 5.648%
13 11.345 1570 1574 1583 rBV 936519 968408 24.69% 3.183%
14 12.927 1839 1843 1847 rBV 2473899 2391554 60.97% 7.860%
15 13.815 1990 1994 2001 rBV2 43561 69899 1.78% 0.230%

16 13.951 2013 2017 2020 rBV 47784 47814 1.22% 0.157%
17 13.998 2021 2025 2033 rVV 772842 797083 20.32% 2.620%
18 15.468 2271 2275 2283 rVB 439993 625520 15.95% 2.056%

Sum of corrected areas: 30427340
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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

Z:\HPCHEMI\BNA_F\DATA\BF121517\

BF101462.D

15 Dec 2017 23:55

SJ/Ju

16888-03

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101462.D

Acq On : 15 Dec 2017 23:55

Operator : SJ/JU

Sample - 16888-03

Misc :

ALS Vial : 25 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.

5.04 14.98 ng 674444 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 502 (5.040 min): BF101462.D (-499) (-) m/z 43.00 100.00%
a3
5000
sl o e 1‘|’1 480 500 520 540
G R R R LA RN RRARS RARRA RARSA RARSS SRS LA RALAS RARA SARRE m/z 59.10 53.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- f&
43
5000 A L UL L UL
59 480 500 520 5.40
m/z 101.10 16.42%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 15.61%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate
43 480 500 520 5.40
m/z 41.10 8.27%
5000
58
voa 7 100
O L L L I e e
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101462.D

Acq On : 15 Dec 2017 23:55

Operator : SJ/JU

Sample - 16888-03

Misc :

ALS Vial : 25 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 2 unknown6.59 Concentration Rank 1

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

6.59 75.57 ng 3402540 1,4-Dichlorobenzene-d4 6.82
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 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 766 (6.592 min): BF101462.D (-761) (-) m/z 132.00 100.00%
5000 68 L
40 % J 620 6.40 6.60 6.80 7.00
54 : : : : :
o qrer L apsus | m/z 68.10  38.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR RS SR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.29%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.05 24.50%
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 69.10 15.43%
117
5000
29 91
A o Nl
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||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\BF121517\
Data File : BF101462.D

Acq On : 15 Dec 2017 23:55

Operator : SJ/JU

Sample - 16888-03

Misc :

ALS Vial : 25 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... 5.04 15.0 ng 674444 1 6.82 900449 20.0
unknown6 .59 6.59 75.6 ng 3402540 1 6.82 900449 20.0
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