LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097789.D

Aca On 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 heiaht area % max. total
1 5.004 491 496 508 rvB 259005 392120 7.72% 0.955%
2 5.398 557 563 566 rBY 4044870 4671238 91.95% 11.374%
3 6.410 728 735 738 rBVY 3910816 4789572 94.28% 11.662%
4 6.545 752 758 761 rBVY 4194789 4541342 89.40% 11.058%
5 6.775 793 797 800 rBVY 1172122 999975 19.68% 2.435%

6.934 819 824 827 rBV 3455738 3487932 68.66% 8.493%
7.339 886 893 896 rBvV 2589788 2978732 58.64% 7.253%
8.057 1009 1015 1018 rBV 1274907 1328771 26.16% 3.235%
9.133 1192 1198 1201 rBV 4387843 5080046 100.00% 12.370%
9.810 1307 1313 1316 rBV 1400592 1422226 28.00% 3.463%

=
QO ~NO®

11 10.598 1440 1447 1450 rBV 2722048 2958208 58.23% 7.203%
12 11.292 1559 1565 1568 rBV 1715284 1484082 29.21% 3.614%
13 12.886 1828 1836 1839 rBV 4351842 4659381 91.72% 11.345%
14 13.921 2008 2012 2016 rBV 1358237 1339322 26.36% 3.261%
15 15.351 2250 2255 2261 rBV 795865 935592 18.42% 2.278%

Sum of corrected areas: 41068539

8270-BF081517 .M Fri Aug 18 17:47:25 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\
Data File : BF097789.D

Aca On : 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF097789.D
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Abundance TIC: BF097789.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097789.D

Aca On 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.00 7.84 ng 392120 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF097789.D (-491) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ISR SRR SRR
| 83.0 | 4.60 4.80 500 5.20 5.40
o Y1) SNV | RN N m/z 59.10 53.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L N L I
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 18.20%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 17.48%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate AR e e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.99Y%
5000
58.0
1§.0 270 N 7%.0 100.0
O B e B R R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097789.D

Aca On 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.55 90.83 ng 4541340 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 759 (6.551 min): BF097789.D (-752) (-) m/z 132.00 100.00%
13p.0
5000 68.1
w0 %0 o | PSPPI
01 T e e S m/z 68.10 39.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN RS SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.17%
0 ‘ Il 1 H 1y . !
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 680
5000 m/z 66.00 24 _.24%
104.0
0 270 510 00 g5,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S IR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.30%
74.0
5000 ggo 1160
8 S N I A YY1 S | 9
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097789.D

Aca On 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,2-Dichlorobenzene-D4 Concentration Rank 2

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

6.93 69.76 ng 3487930 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 94
2 1.4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 94
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 50
4 Benzenamine. N.N-dimethvl-4-nitr... 150 C8H10N20 000138-89-6 32
5 2,3,5-Tri-0O-p-nitrobenzoyl-_alph... 606 C27H18N4013 1000129-91-5 25

Abundance Scan 823 (6.928 min): BF097789.D (-819) (-) o m/z 150.00 100.00%
150.0
5000 115.0
78.0
520 '6.60 6.80 7.00 7.0
38.1 : : : :
0 ...,....,....,....,....;I:..?.‘?9,.:'!~.i..-.'.~,..9..9,9... AR m/z 152.00 63.93%
m/z--> mmmmmmmm%mmmmmmm
Abundance #24120: 1,2-Dichlorobenzene-D4
150.0
115.0
5000 52.0 78.0 S UL L
6.60 6.80 7.00 7.20
38.0 m/z 115.00 45 _57%
o L1 RO - PN 1 —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150.0
'6.60 6.80 7.00 7.0
5000 115.0 m/z 78.00 30.85%
52.0 78.0
14,0 28.0 400 64.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24037: 2-Chloro-4,6-difluoro-pyrimidine A e
150.0 6.60 6.80 7.00 7.20
m/z 52.00 19.44%
115.0
5000
70.0
31.0 440
| | 880 131.0 |
A R R LR LA RS LA RRAAN AR KA LALAY S RARAN EARRN LA S N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097789.D

Acq On 17 Aug 2017 16:41

Operator : SJ/JU

Sample : PB101441BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 7.8 ng 392120 1 6.77 999975 20.0
3-Chloro-6-fluoro. .. 6.55 90.8 ng 4541340 1 6.77 999975 20.0
1,2-Dichlorobenze. .. 6.93 69.8 ng 3487930 1 6.77 999975 20.0
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