LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101844.D

Acq On : 2 Jan 2018 12:08

Operator : SJ/JU

Sample : PB105401BL

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:\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 5.004 493 496 516 rBV 269906 522309 2.04% 0.904%
2 5.404 561 564 593 rBV 2714976 3796154 14.82% 6.571%
3 6.198 688 699 734 rBV3 5200858 25614413 100.00% 44.339%
4 6.428 734 738 755 rVvV 2767606 3781749 14.76% 6.546%
5 6.551 755 759 769 rVvB 3141500 3458910 13.50% 5.987%

6.775 794 797 812 rVB 732667 757795 2.96% 1.312%
6.934 820 824 842 rVB 2660317 2802969 10.94% 4._.852%
7.351 891 895 915 rBV 2172750 2461603 9.61% 4.261%
8.057 1012 1015 1029 rBV 952584 1017589 3.97% 1.761%
9.134 1193 1198 1201 rBV 3919802 3981891 15.55% 6.893%

=
QO ~NO®

11 9.816 1310 1314 1321 rVB 1127392 1092232 4._.26% 1.891%
12 10.616 1446 1450 1463 rBV 2183774 2301981 8.99% 3.985%
13 11.310 1564 1568 1577 rBV 1200372 1148139 4.48% 1.987%
14 12.892 1832 1837 1840 rBV 3551871 3601963 14.06% 6.235%
15 13.963 2015 2019 2029 rVB 755986 794283 3.10% 1.375%

16 15.433 2264 2269 2277 rBV 422871 636047 2.48% 1.101%

Sum of corrected areas: 57770027
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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\BF010218\

BF101844.D

2 Jan 2018 12:08

SJ/JuU

PB105401BL

4 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:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101844.D

Acq On : 2 Jan 2018 12:08

Operator : SJ/JU

Sample : PB105401BL

Misc :

ALS Vial : 4 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 4

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

5.00 13.79 ng 522309 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 495 (4.998 min): BF101844.D (-493) (-) m/z 43.00 100.00%
43
59
5000
s o 8 1‘|’1 460 480 500 520 540
O ey e e m/z 59.00 55.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.37%
15 31 101
o \ 25,7 37, 53, 83
miz--> A S D A N T
Abundance
59
460 480 500 520 540
5000 41 m/z 58.00 15.34%
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 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e AN ma
59 4.60 4.80 500 520 5.40
m/z 41.05 8.15%
5000
41
0 "'I""I"JH”"'JIJ”"I??"i""l??"l"qql'"'IM"'I' SRS SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101844.D

Acq On : 2 Jan 2018 12:08

Operator : SJ/JU

Sample : PB105401BL

Misc :

ALS Vial : 4 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 Methylene chloride Concentration Rank 1

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

6.20 676.03 ng 25614400 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methylene chloride 84 CH2CI2 000075-09-2 95
2 Methane-d, trichloro- 119 CDCI3 000865-49-6 14
3 Ethyl Chloride 64 C2H5CI 000075-00-3 4
4 Krypton 84 Kr 007439-90-9 3
5 Acetic acid, chloro-, ethyl ester 122 C4H7CI02 000105-39-5 2

Abundance Scan 699 (6.198 min): BF101844.D (-688) (-) m/z 49.05 100.00%
49
84
5000
e EEam e e
37 5.80 6.00 6.20 6.40 6.60
bt 28 2O e m/Z 84.00  73.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1525: Methylene chloride
49
84
5000 RN SRR AR
5.80 6.00 6.20 6.40 6.60
35 m/z 86.00 47 .10%
. om e
0'“I“'W'”'P'”f“'W'”'P'”I”'W'“'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
580 6.00 620 640 6.60
5000 m/z 51.05 31.63%
47
35
70 119
G R A A RS AN RS RARRS RARRA LSS LRSS RARES ARRS U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride R A RREE R Ly e
5.80 6.00 6.20 6.40 6.60
m/z 47.00 21.68%
64
5000
49
15 35 ‘
Oty “MW'”“ﬁ'“Im'W'”'P'”I”'W'“'P'”I”'W" INREBE NS SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101844.D

Acq On : 2 Jan 2018 12:08

Operator : SJ/JU

Sample : PB105401BL

Misc :

ALS Vial : 4 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 3 unknown6.55 Concentration Rank 2

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

6.55 91.29 ng 3458910 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF101844.D (-755) (-) m/z 132.00 100.00%
132
5000 68
© 54 [ e Lo 6.20 640 6.60 680
01 e B m/z 68.05 42 .04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
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31 51 m/z 134.00 32.52%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
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Abundance
132
6.20 640 6.60 680
5000 m/z 66.05 27 .16%
104
ol 14 27 39 1 06 77 g9 115
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Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 17.32%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101844.D

Acq On : 2 Jan 2018 12:08

Operator : SJ/JU

Sample : PB105401BL

Misc :

ALS Vial : 4 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... 5.00 13.8 ng 522309 1 6.77 757795 20.0
Methylene chloride 6.20 676.0 ng 25614400 1 6.77 757795 20.0
unknown6 .55 6.55 91.3 ng 3458910 1 6.77 757795 20.0
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