LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096781.D

Acq On 14 Jul 2017 19:42

Operator : SJ/JU

Sample : PB100644BL

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-BF071317_.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

4.816 478 481 492 rBvV 176516 279933 9.63% 1.185%
5.240 548 553 556 rBV 2644548 2766401 95.16% 11.714%
rBV 2416856 2751265 94.64% 11.650%
6.392 744 749 753 rBV 2508959 2701035 92.92% 11.437%
6.622 784 788 792 rBV 653021 521096 17.93% 2.206%
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6.781 810 815 818 rBV 2262082 2039594 70.16% 8.636%
7.186 878 884 887 rBV 1667166 1718061 59.10% 7.275%
7.904 1001 1006 1009 rBV 814646 710473 24.44% 3.008%
8.986 1184 1190 1193 rBV 2753063 2906973 100.00% 12.309%
9.651 1299 1303 1307 rBV 785719 758092 26.08% 3.210%

=
QO ~NO®

11 10.439 1431 1437 1441 rBV 1602170 1719767 59.16% 7.282%
12 11.133 1550 1555 1558 rBV 774929 735456 25.30% 3.114%
13 12.721 1819 1825 1828 rBV 2575825 2663645 91.63% 11.279%
14 13.757 1997 2001 2005 rBV 839087 728570 25.06% 3.085%
15 14.610 2142 2146 2149 rBV 35081 34754 1.20% 0.147%

16 15.139 2231 2236 2242 rVB 511618 581558 20.01% 2.462%

Sum of corrected areas: 23616673
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096781.D

Acq On 14 Jul 2017 19:42

Operator : SJ/JU

Sample : PB100644BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096781.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096781.D

Acq On 14 Jul 2017 19:42

Operator : SJ/JU

Sample : PB100644BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.82 10.74 ng 279933 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 482 (4.822 min): BF096781.D (-478) (-) m/z 43.00 100.00%
43
59
5000
5 | o 1‘|’1 440 460 480 500 520
MMM | SRSV ..~ S m/z 59.10 52.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR LR UL SRR
4.40 4.60 4.80 5.00 5.20
m/z 101.10 15.80%
31 101
"w'”w'“T““|“‘w'“w'“'fi'ga'w'“w'“l“”l“'WH'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 31 43 73 m/z 58.00 13.65%
51 84 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T EEanEEEE L
59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.36%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096781.D

Acq On 14 Jul 2017 19:42

Operator : SJ/JU

Sample : PB100644BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown6.39 Concentration Rank 1

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

6.39 103.67 ng 2701040 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.392 min): BF096781.D (-744) (-) m/z 132.00 100.00%
132
5000 68
w0 sg || % oh0 650 640 68> 650
e B m/z 68.10 40.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 RN LS AR AN R
6.00 6.20 6.40 6.60 6.80
m/z 134.00 31.98%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 26.02%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl A e R
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 16.29%
5000 og 116
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF071317.M Mon Jul 17 04:05:33 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096781.D

Acq On 14 Jul 2017 19:42

Operator : SJ/JU

Sample : PB100644BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.82 10.7 ng 279933 1 6.62 521096 20.0
unknown6 .39 6.39 103.7 ng 2701040 1 6.62 521096 20.0
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