LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102544.D

Acq On : 28 Jan 2018 7:29

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 31 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-BF012218_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 4.269 367 371 381 rBV 85623 117507 3.14% 0.428%
2 4.910 475 480 491 rBV 1025783 1267592 33.91% 4.614%
3 5.328 547 551 565 rBV 2502741 2465149 65.94% 8.973%
4 6.351 721 725 743 rBV 2277350 2491893 66.66% 9.070%
5 6.481 743 747 760 rVB 2854056 2527623 67.61% 9.200%

6.710 783 786 798 rBV 1270020 1079837 28.89%% 3.930%
6.869 808 813 816 rBV 3022572 2766603 74.01% 10.070%
7.281 878 883 886 rBV 2262535 2158596 57.74% 7.857%
1421907 1432496 38.32% 5.214%
9.069 1182 1187 1206 rBV 3777807 3738362 100.00% 13.607%
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11 9.745 1298 1302 1316 rBV 1450821 1376033 36.81% 5.009%
12 10.539 1433 1437 1447 rBV 935587 1056055 28.25% 3.844%
13 11.233 1551 1555 1571 rBV 1149751 1088176 29.11% 3.961%
14 12.816 1820 1824 1836 rBV 2561473 2414756 64.59% 8.789%
15 13.874 2000 2004 2012 rBV 773444 877116 23.46% 3.193%

16 15.298 2241 2246 2258 rBV 461350 615829 16.47% 2.242%

Sum of corrected areas: 27473623
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF012718\

BF102544.D

28 Jan 2018 7:29

SJ/Ju

PB106042BL

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102544.D

Acq On : 28 Jan 2018 7:29

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.27 2.18 ng 117507 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 371 (4.269 min): BF102544.D (-367) (-) m/z 83.10 100.00%
56 83
5000
43 98

4.00 4.20 4.40 4.60

e A8 T L "m/z 55.10 96.28%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83

Hmo 43 LINLENLIL I LI L LA L L N L B IR B

29 98 4.00 4.20 4.40 4.60
m/z 43.00 39.63%
“\‘ 37\\\ 49\‘ | 61 67 77 | 89 L
T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 IIIIIIIIIIIIIIIIIIIIIIII
43 4.00 420 4.40 4.60
5000 m/z 98.10 33.13%
29
98

37 49 62 69

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3396: 2-Pentene, 4,4-dimethyl-, (2)- R R R
5 83 4.00 4.20 4.40 4.60
a1 m/z 39.00 27.68%
5000
27 98
15 69
1 “‘33 \M‘ 43‘ [ 63\M ” 91
R R R o o B AR AN B e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102544.D

Acq On : 28 Jan 2018 7:29

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.91 23.48 ng 1267590 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 480 (4.910 min): BF102544.D (-475) (-) m/z 42.95 100.00%
a3
59
5000
1 460 4.80 5.00 520
...,....,....,...37.',':...,??:.,...‘??....,E."3...,...:,|....,. m/z 59.00 57.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L IR L
59 460 480 500 520
m/z 101.10 18.48%
25 3 37 | 83 g3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 5.00 520
5000 m/z 58.00 14.81%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20
m/z 41.10 8.99Y%
5000 41
31
‘ 69 87
"'I'%é'l"'hl"' Jiﬁ"'léﬁuk"' 'ﬂi""l""l "??I""I' AR A LR SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102544.D

Acq On : 28 Jan 2018 7:29

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 unknown6.48 Concentration Rank 2

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

6.48 46.81 ng 2527620 1,4-Dichlorobenzene-d4 6.71
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (6.481 min): BF102544.D (-743) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 620 6.40 6.60 6.80
54 75 104 . . . .
S I il N WAL M = [ N m/z 68.10 38.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R LS R
6.20 6.40 6.60 6.80
78 m/z 134.00 32.66%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 25.44%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T ./.L,  E  EAmmmo
132 6.20 6.40 6.60 6.80

m/z 69.05 15.43%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 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\BF012718\
Data File : BF102544.D

Acq On : 28 Jan 2018 7:29

Operator : SJ/JU

Sample : PB106042BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
3-Penten-2-one, 4... 4.27 2.2 ng 117507 1 6.71 1079840 20.0
2-Pentanone, 4-hy... 4.91 23.5 ng 1267590 1 6.71 1079840 20.0
unknown6 .48 6.48 46.8 ng 2527620 1 6.71 1079840 20.0
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