LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111318\
Data File : BG037993.D

Aca On : 14 Nov 2018 1:12

Operator : JU/SJ

Sample : PB114774BL

Misc :

ALS Vial : 13 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-BG111318.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

5.168 315 320 329 rvB2 30687 50079 1.77% 0.334%
5.632 390 399 410 rBV 682120 1136172 40.27% 7.576%
rBv 704778 1233162 43.70% 8.223%
7.612 728 736 747 rBV 663083 1168723 41.42% 7.794%
8.088 809 817 824 rBV 158027 271201 9.61% 1.808%
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8.411 863 872 880 rBvV 483623 898515 31.84% 5.992%
9.263 1009 1017 1027 rVB 410247 750733 26.61% 5.006%
10.902 1289 1296 1306 rBV 213678 402037 14.25% 2.681%
13.341 1704 1711 1719 rBV 1157143 1840274 65.22% 12.272%
14.721 1939 1946 1955 rVB2 360075 589982 20.91% 3.934%

=
QO ~NO®

11 16.208 2193 2199 2215 rBV 780785 1239120 43.91% 8.263%
12 17.465 2406 2413 2422 rBV2 483272 751257 26.62% 5.010%
13 20.068 2850 2856 2868 rBV 2106803 2821703 100.00% 18.816%
14 21.748 3134 3142 3152 rBV2 508287 835903 29.62% 5.574%

15 22.518 3267 3273 3282 rBV2 25760 44040 1.56% 0.294%
16 23.223 3386 3393 3399 rBV3 29698 63051 2.23% 0.420%
17 24.046 3526 3533 3541 rBvV 23453 48938 1.73% 0.326%

18 25.068 3690 3707 3719 rBV2 267178 851144 30.16% 5.676%

Sum of corrected areas: 14996034
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG111318\
Data File : BG037993.D

Aca On - 14 Nov 2018 1:12

Operator : JU/SJ

Sample - PB114774BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037993.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111318\
Data File : BG037993.D

Aca On : 14 Nov 2018 1:12

Operator : JU/SJ

Sample : PB114774BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 3.69 ng 50079 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 320 (5.168 min): BG037993.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo O 150 500 520 540 5.0
e e e e e e m/z 59.00 58.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LU IR I
59.0 480 500 520 540 560
m/z 101.00 15.64%
30 w0 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 560
5000 m/z 58.00 15.07%
410 101.0
S e T . S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester A o e M
43.0 480 5.00 520 5.40 5.60
m/z 41.00 6.15%
57.0
5000
20.0 101.0
50 | U 73.0 83.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111318\
Data File : BG037993.D

Aca On : 14 Nov 2018 1:12

Operator : JU/SJ

Sample : PB114774BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 86.19 ng 1168720 1,4-Dichlorobenzene-d4 8.09
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 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 736 (7.612 min): BG037993.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 510 I 5o %% 1im 120 7k 7o 75 800
| e | m/z 68.00 41.76%
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 IR L LN L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.73%
'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
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.43%
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 e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.14%
5000 67.0
41.0 97.0
53.0
“I“'W'”'P'“I“'W'”'P'”I”Ti?”'P'”I”'W?i?ﬁ'”I""' L S UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 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\BG111318\
Data File : BG037993.D

Acq On : 14 Nov 2018 1:12

Operator : JU/SJ

Sample : PB114774BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 3.7 ng 50079 1 8.09 271201 20.0
unknown7 .61 7.61 86.2 ng 1168720 1 8.09 271201 20.0
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