LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101519.D

Aca On : 19 Dec 2017 13:50

Operator : SJ/JU

Sample : PB105116BL

Misc :

ALS Vial : 4 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-BF121417.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 5.045 499 503 518 rBV 151369 251710 6.40% 0.819%
2 5.439 566 570 594 rBVY 3051402 3451486 87.76% 11.229%
3 6.451 738 742 760 rBVY 2685709 3412768 86.78% 11.103%
4 6.581 760 764 768 rBVY 3179502 3220041 81.88% 10.476%
5 6.804 799 802 814 rVB 769947 762376 19.38% 2.480%

6.963 825 829 842 rBV 2873479 2697320 68.58% 8.776%
7.375 895 899 924 rBV 1930213 2290866 58.25% 7.453%
8.092 1017 1021 1039 rBV 892624 1025230 26.07% 3.336%
9.163 1198 1203 1218 rBV 3666980 3932839 100.00% 12.795%
9.845 1315 1319 1330 rBV 1101953 1114181 28.33% 3.625%

=
QO ~NO®

11 10.639 1450 1454 1470 rBV 1745167 1992515 50.66% 6.483%
12 11.339 1569 1573 1588 rBV 1200408 1195659 30.40% 3.890%
13 12.639 1788 1794 1802 rBV4 20321 47875 1.22% 0.156%
14 12.927 1837 1843 1846 rBV 3409573 3702267 94.14% 12.045%
15 13.986 2019 2023 2033 rBvV 880872 965860 24 .56% 3.142%

16 15.462 2269 2274 2286 rVB 427538 673242 17.12% 2.190%

Sum of corrected areas: 30736235
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\

BF101519.D

19 Dec 2017 13:50

SJ/Ju

PB105116BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101519.D

Aca On : 19 Dec 2017 13:50

Operator : SJ/JU

Sample : PB105116BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.05 6.60 ng 251710 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 504 (5.051 min): BF101519.D (-499) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IBEDENARRESARRE SRR AN
| 83.0 | 480 5.00 520 5.40
AR Y HSMIRUUSN ) PERERSRRERELcttccRMMMR EE m/z 59.10 54.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL R
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 17.70%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 5.00 520 5.40
5000 57.0 m/z 58.00 14 .50%
29.0
101.0
"'I”"I'”'I"”I"'W""P"'I”?%?'”'I"'W""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L B L L N
43.0 480 5.00 520 5.40
m/z 41.00 9.23%
5000
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“l'w"{'w"'h"'wgqgw"'W"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101519.D

Aca On : 19 Dec 2017 13:50

Operator : SJ/JU

Sample : PB105116BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.58 Concentration Rank 1

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

6.58 84.47 ng 3220040 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 764 (6.581 min): BF101519.D (-760) (-) m/z 132.00 100.00%
13p.0
5000 68.0
%0 0 S0 ok 6o Gk 700
: e B m/z 68.05 42 .01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
Al
5000 AN AR AR SR
6.20 6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.52%
) 510 66.0 ‘
7.0 Il | Al 89.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 ogo 1160 m/z 66.05 26.70%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e S  ERmE )
13p.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.80%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
|||||‘|||‘|‘||“N||“l‘|||‘”|||‘ﬁ||“i‘||l‘lul“uluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\
Data File : BF101519.D

Acq On : 19 Dec 2017 13:50

Operator : SJ/JU

Sample : PB105116BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.05 6.6 ng 251710 1 6.81 762376 20.0
unknown6 .58 6.58 84.5 ng 3220040 1 6.81 762376 20.0
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