LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013118\
Data File : BF102662.D

Aca On : 31 Jan 2018 18:42

Operator : SJ/JU

Sample : PB106208BL

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-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 heiaht area % max. total
1 4.910 475 480 489 rBV 152328 241244 5.84% 0.746%
2 5.322 546 550 573 rBY 3131094 3575506 86.50% 11.051%
3 6.351 721 725 742 rBVY 3014411 3537567 85.58% 10.933%
4 6.475 742 746 750 rBVY 3643241 3506288 84.83% 10.837%
5 6.698 781 784 794 rBV 879341 792180 19.16% 2.448%

6.857 807 811 814 rBV 3146326 2771257 67.04% 8.565%
7.269 876 881 903 rBV 2089475 2327906 56.32% 7.195%
7.981 998 1002 1017 rBV 1049442 1121251 27.13% 3.465%
9.057 1180 1185 1200 rBV 3684523 4133538 100.00% 12.775%
9.733 1295 1300 1310 rBV2 1282530 1245800 30.14% 3.850%

=
QO ~NO®

11 10.527 1431 1435 1454 rBV 2142940 2226421 53.86% 6.881%
12 11.222 1549 1553 1569 rVB 1282112 1230214 29.76% 3.802%
13 12.804 1817 1822 1826 rBV 3490082 3728665 90.21% 11.524%
14 13.857 1997 2001 2010 rBV 992596 1018048 24.63% 3.146%
15 15.280 2238 2243 2254 rBV 608741 855543 20.70% 2.644%

16 16.139 2386 2389 2396 rVB4 24425 44517 1.08% 0.138%

Sum of corrected areas: 32355945
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF013118\

BF102662.D

31 Jan 2018 18:42

SJ/Ju

PB106208BL

5 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102662.D

Aca On : 31 Jan 2018 18:42

Operator : SJ/JU

Sample : PB106208BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.91 6.09 ng 241244 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 480 (4.910 min): BF102662.D (-475) (-) m/z 43.00 100.00%
43
59
5000
1o ko aB0 500 520
83 : : : :
..,....,....,...3.3,'::..,??r.;....,....,.~...,...=,|....,. m/z 59.00 61.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R IR L LR LR
59 460 480 500 520
m/z 101.00 18.12%
25 3 37 | 83 g3 0%
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 4.80 5.00 520
5000 m/z 58.00 16.35%
43 101
15 3 5 53 65 71 S8
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 460 4.80 5.00 5.20
m/z 41.00 8.61%
5000
41
29 101
U |"JHN""“*‘”"|??¢*i ""|??"|"8§'|""|M"'|'
m/z--> 10 20 30 40 50 60 70 8 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\BF013118\
Data File : BF102662.D

Aca On : 31 Jan 2018 18:42

Operator : SJ/JU

Sample : PB106208BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.47 Concentration Rank 1

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

6.47 88.52 ng 3506290 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF102662.D (-742) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 620 640 6.60 6.80
54 75 104 . . . .
S — T vl ....| -/ M S N m/z 68.10 41.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R L U A
6.20 6.40 6.60 6.80
78 m/z 134.00 31.36%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 25.53%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 il
Abundance #14491: 5-Aminoindole T
132 6.20 6.40 6.60 6.80

m/z 69.05 16.64%

5000
104

66
14 27 37445168 P 77 g9 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:\HPCHEMI1\BNA_F\DATA\BF013118\
Data File : BF102662.D

Acq On : 31 Jan 2018 18:42

Operator : SJ/JU

Sample : PB106208BL

Misc :

ALS Vial : 5 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]
2-Pentanone, 4-hy... 4.91 6.1 ng 241244 1 6.70 792180 20.0
unknown6 .47 6.47 88.5 ng 3506290 1 6.70 792180 20.0
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