LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094515.D

Acq On : 19 Apr 2017 14:53

Operator : SJ/MA

Sample - PB98329BL

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-BF041717 .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 3.937 336 340 350 rBV 444410 534454 14_.00% 1.840%
2 4.331 403 407 411 rBV 2905630 3014763 78.98% 10.380%
3 5.401 584 589 592 rBV 2678125 3041985 79.69% 10.474%
4 5.525 605 610 614 rBV 2909462 3170045 83.04% 10.915%
5 5.772 648 652 656 rvB 780423 658384 17.25% 2.267%

5.948 678 682 686 rBVY 2450376 2498260 65.45% 8.602%
6.419 757 762 765 rBV 1762605 1983711 51.97% 6.830%
7.260 901 905 909 rBvV 975114 904217 23.69% 3.113%
8.589 1125 1131 1134 rBV 3584496 3718124 97.40% 12.802%
9.395 1264 1268 1272 rBV2 955957 920899 24.12% 3.171%

=
QO ~NO®

11 10.372 1429 1434 1438 rBV 1833610 1986997 52.05% 6.841%
12 11.213 1573 1577 1581 rBV 1065935 1042072 27.30% 3.588%
13 13.201 1908 1915 1918 rBV 3046985 3817292 100.00% 13.143%
14 14.460 2124 2129 2133 rBV 965286 968092 25.36% 3.333%
15 16.083 2400 2405 2411 rBV 731295 784198 20.54% 2.700%

Sum of corrected areas: 29043493
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF041917\

BF094515.D

19 Apr 2017 14:53

SJ/MA

PB98329BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094515.D

Acq On : 19 Apr 2017 14:53

Operator : SJ/MA

Sample - PB98329BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

3.94 16.24 ng 534454 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.943 min): BF094515.D (-336) (-) m/z 43.00 100.00%
a3
59
5000
101 MRSNSMEE | SN
s1.] 67 83 3.60 3.80 4.00 4.20
SN 2301 SN R N —— m/z 59.10 59.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL LA UL B
59 360 3.80 4.00 420
m/z 101.10 23.04%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
3.60 380 400 420
5000 41 m/z 58.10 15.91%
31
69 87
15 51 98
mﬁwﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B B
59 3.60 3.80 4.00 4.20
m/z 41.10 9.82%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I NSRS LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094515.D

Acq On : 19 Apr 2017 14:53

Operator : SJ/MA

Sample - PB98329BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown5.52 Concentration Rank 1

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

5.52 96.30 ng 3170050 1,4-Dichlorobenzene-d4 5.77
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 609 (5.519 min): BF094515.D (-605) (-) m/z 132.00 100.00%
5000 68
40 | % J 520 540 560 580
54 : : : :
e M T7 87 | dgsms W h/5 68.10  Al.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 A S I I
520 5.40 5.60 5.80
31 51 78 m/z 134.00 31.44%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.48%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B e e
57 132 520 5.40 5.60 5.80
24 m/z 69.10 16.36%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SR & U A A
m/z--> 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094515.D

Acq On : 19 Apr 2017 14:53

Operator : SJ/MA

Sample - PB98329BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.94 16.2 ng 534454 1 5.77 658384 20.0
unknown5 .52 5.52 96.3 ng 3170050 1 5.77 658384 20.0
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