LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088734.D

Acq On : 6 Jul 2016 12:56

Operator : UM/SJ

Sample : PB91742BL

Misc :

ALS Vial : 6 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-BF063016.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 1.701 9 10 20 rvVv 418609 650589 20.90% 2.469%
2 1.827 20 21 60 rvB 1258988 2654847 85.28% 10.076%
3 4.936 290 293 299 rVvB 79151 115054 3.70% 0.437%
4 5.359 327 330 332 rBV 2247891 2527998 81.20% 9.594%
5 6.399 417 421 423 rBvV 2274704 2558137 82.17% 9.709%

6.524 429 432 434 rBV 2440944 2357014 75.71% 8.945%
6.753 450 452 454 rBvV 664133 549594 17.65% 2.086%
6.913 463 466 468 rBV 2189768 1916294 61.55% 7.273%
7.324 498 502 504 rBV 1468649 1772086 56.92% 6.725%
8.044 562 565 567 rBvV 532516 745394 23 .94% 2.829%

=
QO ~NO®

11 9.119 656 659 661 rBV 2845227 2915234 93.64% 11.064%
12 9.793 715 718 720 rBV 857834 900141 28.91% 3.416%
13 10.570 784 786 789 rBV2 994399 1216094 39.06% 4.615%
14 11.268 844 847 849 rBV 1133105 955328 30.69% 3.626%
15 12.856 983 986 988 rBV 3021962 3113254 100.00% 11.815%

16 13.885 1074 1076 1079 rBv2 738172 818209 26.28% 3.105%
17 15.268 1195 1197 1200 rBV 394869 583883 18.75% 2.216%

Sum of corrected areas: 26349150
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088734.D

Acq On : 6 Jul 2016 12:56

Operator : UM/SJ

Sample : PB91742BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF088734.D

4000000

3000000

.52
5.36 6-48 6.91

2000000

1.83

1000000
6.75
1.7

4.94

e e BN 1

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088734.D

4000000

3000000 9.12 12.86

2000000

11.27
1000000 9.79 10.57

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088734.D

4000000

3000000

2000000

1000000 13.89

e T e T T e e o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF063016-M Thu Jul 07 01:27:33 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088734.D

Acq On : 6 Jul 2016 12:56

Operator : UM/SJ

Sample : PB91742BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.94 4.19 ng 115054 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 293 (4.936 min): BF088734.D (-290) (-) m/z 43.10 100.00%
43
59
5000
101 NS SRR SN SRR
51| 83 | 4.60 4.80 5.00 5.20
SMBSNNSBSMBIMSBSSN | W2 ST | SRS S m/z 59.10 60.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 NS SRR SN SRR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.66%
T3, 51“ 67 8 o1 -
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 M m/z 58.10 16.51%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one A REER RS R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.34%
5000
55
D L1l | esm 8 8

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088734.D

Acq On : 6 Jul 2016 12:56

Operator : UM/SJ

Sample : PB91742BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 4 unknown6.52 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.52 85.77 ng 2357010 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 432 (6.524 min): BF088734.D (-429) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % 6.20 640 6.60 6.80
54 ¢ 104 . . . .
ST < ,.2!..|,....,..5.‘?,....,....,.1.1.5.,...., | m/z 68.10 46.85%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SN SRR SRR
6.20 6.40 6.60 6.80
0
31384451 78 m/z 134.00 33.17%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 30.45%
33 44 g7 105
51 60 1078 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- B EEEES REEEa R
132 6.20 6.40 6.60 6.80
m/z 69.10 19.27%
104
5000
ot i 115
39 65 ‘
'"'I??'JF*"'ll¢§?l'w"l'Pll\'"'?%"'I"M'I"th""l"" T SRR SRR S A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088734.D

Acq On : 6 Jul 2016 12:56

Operator : UM/SJ

Sample : PB91742BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.94 4.2 ng 115054 1 6.75 549594 20.0
unknown6 .52 6.52 85.8 ng 2357010 1 6.75 549594 20.0
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