LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037372.D

Aca On : 16 Oct 2018 23:21

Operator : JU/SJ

Sample : PB113872BL

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101118.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 5.188 317 323 328 rBV 42796 68551 1.41% 0.284%
2 5.652 394 402 413 rBVY 1068145 1793723 36.90% 7.439%
3 7.251 666 674 685 rBY 1127655 1993503 41.01% 8.267%
4 7.638 731 740 750 rBVY 1034913 1847924 38.02% 7.664%
5 8.114 813 821 830 rVB 217417 386599 7.95% 1.603%

8.437 868 876 887 rVB 749409 1361601 28.01% 5.647%
9.289 1013 1021 1030 rBV 625153 1168477 24.04% 4._.846%
10.934 1292 1301 1311 rBV 312212 586852 12.07% 2.434%
13.367 1704 1715 1727 rBV 1833950 3008979 61.90% 12.479%
14.748 1943 1950 1959 rVB2 538443 921400 18.95% 3.821%

=
QO ~NO®

11 16.228 2195 2202 2223 rBV2 1352512 2223723 45.75% 9.222%
12 17.491 2410 2417 2427 rVB2 807600 1256673 25.85% 5.212%
13 20.094 2853 2860 2867 rBV 3493648 4861014 100.00% 20.159%
14 21.775 3139 3146 3157 rVB 810390 1354771 27.87% 5.618%
15 25.118 3704 3715 3729 rBV2 427082 1279393 26.32% 5.306%

Sum of corrected areas: 24113183
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037372.D

Aca On : 16 Oct 2018 23:21

Operator : JU/SJ

Sample : PB113872BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abggggggg TIC: BG037372.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037372.D

Aca On : 16 Oct 2018 23:21

Operator : JU/SJ

Sample : PB113872BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 3.55 ng 68551 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 323 (5.188 min): BG037372.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S SRR RN IR L
83.0 480 500 520 5.40 5.60
..,....,....,....',':..??-.?~:.,...6.9;1....,.-...,....,|....,. m/z 59.00 55.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN N RS RS
59.0 480 500 520 540 560
m/z 58.00 18.05%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 560
5000 m/z 101.00 15.94%
41.0
..,....,...HHM...H:ku?%?ul:i....7?9.,.5@9,....J....“
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4—dimethy|— LI L L L L LN B
59.0 480 500 520 5.40 5.60
m/z 41.05 7.50%
5000
43.0 101.0
15.0 \3\]‘-0 | ‘ ‘ | 51'0\\‘\ | 71.0 83.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037372.D

Aca On : 16 Oct 2018 23:21

Operator : JU/SJ

Sample : PB113872BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._M
Quant Title : 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 unknown7.64 Concentration Rank 1

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

7.64 95.60 ng 1847920 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 740 (7.638 min): BG037372.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 HS AR LA SRR S
40.0 540 ‘ 7.40 7.60 7.80 8.00
..,....,....,...:I'!..:,:!..,::.-.|,..':.,E?f‘:?,..!.,.lﬂ‘?-?....,...., - m/z 68.00 42.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL I UL L
7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.18%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 28.31%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R ERE RREma
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.36%
5000 67.0
41.0 97.0
53.0
'W'”W'”W'”W'”W'”W'“W'Zi?”ﬂ'“ﬂ'“';ﬁ?ﬁ”'l”"' U U L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101618\
Data File : BG037372.D

Acq On : 16 Oct 2018 23:21

Operator : JU/SJ

Sample : PB113872BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 3.5 ng 68551 1 8.11 386599 20.0
unknown? .64 7.64 95.6 ng 1847920 1 8.11 386599 20.0
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