LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091317\
Data File : BG028708.D

Aca On : 13 Sep 2017 21:23

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 18 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 G\METHODS\8270-BG091217.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

5.439 309 315 322 rVB2 43027 68233 1.87% 0.495%
5.903 385 394 406 rBvV 563272 946788 26.01% 6.869%
rBv 537853 986373 27.10% 7.156%
7.865 719 728 737 rBV 534045 937674 25.76% 6.803%
8.329 800 807 815 rBvV2 87879 152317 4._.19% 1.105%
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8.652 853 862 872 rBV 372935 685563 18.84% 4._.974%
9.499 999 1006 1016 rBV 303879 576420 15.84% 4.182%
11.150 1280 1287 1295 rBV2 105024 208881 5.74% 1.515%
13.559 1690 1697 1705 rBV 972093 1549531 42.58% 11.242%
14.939 1926 1932 1942 rBV 199591 340163 9.35% 2.468%

=
QO ~NO®

11 16.432 2179 2186 2202 rBV 1055694 1678188 46.11% 12.176%
12 17.695 2394 2401 2412 rVB 357600 586046 16.10% 4._.252%
13 20.280 2834 2841 2851 rBV 2619763 3639399 100.00% 26.405%
14 22.025 3129 3138 3147 rBvV2 397858 748774 20.57% 5.433%
15 25.521 3722 3733 3745 rBvV2 213313 678864 18.65% 4._.925%

Sum of corrected areas: 13783214
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091317\
Data File : BG028708.D

Aca On : 13 Sep 2017 21:23

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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: BG028708.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091317\
Data File : BG028708.D

Aca On : 13 Sep 2017 21:23

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.44 8.96 ng 68233 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 315 (5.439 min): BG028708.D (-309) (-) m/z 43.10 100.00%
43.1
5000
101.1
520 5.40 5.60 5.80
o‘ﬁﬁﬁ-lb,'...~.-,|....,....,....,....,..3?4.1',0....4?4:0 m/z 59.10 68.18%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U UL L R
520 5.40 5.60 5.80
m/z 101.10 19.79%
‘ 101.0
0"“WM”"”¢""|'"'|""|""|""|""|'
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
59.0
520 540 560 5.80
5000 m/z 58.10 16.27%
0 123.0 159.0
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #3152: 5-Hexen-2-one
43.0 520 5.40 5.60 5.80
m/z 41.10 9.19%
5000
0 ‘ h n 83\.0\
m'z--> 0 50 100 150 200 250 300 350 400 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091317\
Data File : BG028708.D

Aca On : 13 Sep 2017 21:23

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.87 Concentration Rank 1

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

7.87 123.12 ng 937674 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 729 (7.871 min): BG028708.D (-719) (-) m/z 132.10 100.00%
13%.1
5000 68.1
01 sa1 \ %1 Tk 750 500 830
o....,....:'!...,.'.'..,.-!.'.|,..7.53,1....,..I.,ﬁ??.l,....,...., M Tm/z 68.10 47.21%
m/z--> 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 A RS LA AR LR
7.60 7.80 8.00 8.20
210 510 m/z 134.10 34 .36%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
760 7.80 8.00 820
5000 97.0 m/z 66.10 32.06%
70.0
31.0
. 44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine N  EAmEmms
132.0 7.60 7.80 8.00 8.20
m/z 69.10 19.59%
5000
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'l'”'?9'”I""I'L“I%%qgl”"l T U UL R L L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091317\
Data File : BG028708.D

Acq On : 13 Sep 2017 21:23

Operator : SJ/JU

Sample : PB102294BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.44 9.0 ng 68233 1 8.33 152317 20.0
unknown? .87 7.87 123.1 ng 937674 1 8.33 152317 20.0
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