LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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 1.644 3 5 8 rVB 4648360 7359947 100.00% 22.499%
2 1.701 8 10 19 rVW 466577 714899 9.71% 2.185%
3 1.827 19 21 62 rvB 1247396 2515396 34.18% 7.689%
4  4.936 290 293 298 rBvY 72804 107388 1.46% 0.328%
5 5.359 327 330 332 rBV 2194828 2353504 31.98% 7.194%

6.399 417 421 423 rBV 2174751 2527345 34.34% 7.726%
6.525 429 432 434 rBV 2385762 2306103 31.33% 7 .050%
6.753 450 452 454 rVB 603918 513347 6.97% 1.569%
6.913 463 466 468 rBV 2158828 1874473 25.47% 5.730%
7.325 499 502 504 rBV 1401006 1727237 23.47% 5.280%

=
QO ~NO®

11 8.045 562 565 567 rBvV 529984 694128 9.43% 2.122%
12 9.119 656 659 661 rBVY 2884783 2906177 39.49% 8.884%
13 9.793 715 718 720 rBV 800212 834043 11.33% 2 .550%
14 10.571 784 786 789 rBV 877895 905676 12.31% 2.769%
15 11.268 844 847 849 rBV 1052966 900685 12.24% 2.753%

16 12.857 983 986 988 rBV 3073538 3147452 42.76% 9.621%
17 13.885 1074 1076 1079 rBV 748556 756745 10.28% 2.313%
18 15.268 1195 1197 1200 rBV 396274 568224 7.72% 1.737%

Sum of corrected areas: 32712769
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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: BF088737.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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 1 unknownl.64 Concentration Rank 1

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

1.64 286.74 ng 7359950 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 5 (1.644 min): BF088737.D (-3) (-) m/z 73.10 100.00%
73
43
5000 89
. 55 170 180 1.90 2.00 2.10
L T Y B et S P m/z 43.10 55.59%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
a1 89 m/z 89.10 37.18%
"I'"'I'?§M“M'??ML'““I"ézl""Ill"l""l""l""
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
32 58 RSN I UL R U
89 1.70 1.80 1.90 2.00 2.10
5000 18 m/z 41.10 10.67%
26 2
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- R e e e ERRRRE
7B 1.70 1.80 1.90 2.00 2.10
m/z 45.10 9.02%
5000
45
29
L 39 > 67 |, 101 //\
m/z--> 10 20 30 40 50 6 70 8 9 100 170 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.94 4.18 ng 107388 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 56
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 293 (4.936 min): BF088737.D (-290) (-) m/z 43.10 100.00%
43
59
5000
T 75 ik s sk
83 : : : :
...,....,....,....','::..??url;....,....,.-...,...:,....,....,....,....,...., m/z 59.10 62.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L R R
59 460 480 500 520
m/z 101.10 22.12%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fi'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 17.22%
68
50 126 142
WWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one L L L B L N L
43 4.60 4.80 5.00 5.20
m/z 41.10 9.64%
5000
55
D ) |l eam 8 98

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 : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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 5 unknown6.52 Concentration Rank 3

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

6.52 89.85 ng 2306100 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 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 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 432 (6.525 min): BF088737.D (-429) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80
54 7 . . . .
ol e lsus o 77 68.10 46.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IBESREURRRSEAREE SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.91%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 29.62%
33 44 105
60 70 g9 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R A RmaasEEtE e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.28%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN & W 1 G
m/z--> 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\BF070616\
Data File : BF088737.D

Acq On : 6 Jul 2016 14:41

Operator : UM/SJ

Sample : PB91761BL

Misc :

ALS Vial : 8 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]
unknownl .64 1.64 286.7 ng 7359950 1 6.75 513347 20.0
2-Pentanone, 4-hy... 4.94 4.2 ng 107388 1 6.75 513347 20.0
unknown6 .52 6.52 89.8 ng 2306100 1 6.75 513347 20.0
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