LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BGO80618\
Data File : BG036157.D
Aca On : 7 Aug 2018 11:09 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- - lentosampleld :
a?zgle : J4335-03 CINNAMINSON-8-3-18
ALS Vial : 30 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-BG071218 .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

5.126 308 313 327 rVB 121102 193801 5.36% 1.362%
5.596 386 393 408 rBV 565900 973292 26.91% 6.841%
rBv 488766 938038 25.94% 6.593%
7.547 716 725 736 rBV 651051 1108689 30.66% 7.792%
8.011 796 804 811 rBV 108589 191553 5.30% 1.346%
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8.334 851 859 870 rvB 476321 865797 23.94% 6.085%
9.174 994 1002 1014 rBV 362516 720367 19.92% 5.063%
10.813 1273 1281 1293 rBV2 100540 225813 6.24% 1.587%
13.256 1690 1697 1711 rBV 1064595 1750120 48.39% 12.301%
14.637 1925 1932 1948 rBV2 189470 358705 9.92% 2.521%

=
QO ~NO®

11 16.123 2178 2185 2198 rBV 911057 1557761 43.07% 10.949%
12 17.380 2393 2399 2410 rBvV2 282733 520393 14.39% 3.658%
13 19.989 2836 2843 2855 rBV 2571516 3616411 100.00% 25.418%
14 21.639 3117 3124 3138 rBV 326545 645077 17.84% 4 _.534%
15 24.829 3656 3667 3677 rBv2 173895 562066 15.54% 3.950%

Sum of corrected areas: 14227883
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\

Data File : BG036157.D

Aca On : 7 Aug 2018 11:09

Operator : JU/SJ

ﬁ?ggle i J4335-03 CINNAMINSON-8-3-18
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG036157.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\

Data File : BG036157.D

Aca On : 7 Aug 2018 11:09

Operator : JU/SJ

ﬁ?ggle i J4335-03 CINNAMINSON-8-3-18
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 20.23 ng 193801 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 314 (5.132 min): BG036157.D (-308) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2
| 83.2 480 500 520 5.40
o) B O s A m/z 59.15 69.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk ko 5% S0
0
150 4, 1010 m/z 101.15 27 .51%
83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A
43.0
480 500 520 540
0
5000 1010 m/z 58.15 15.67%
28.0 59.0
150 ‘ ‘ 84.0
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0 480 5.00 520 5.40
m/z 41.15 9.44%

5000 41.0
L1730 1260 1420
S—| 1 1 o -2 LR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\

Data File : BG036157.D

Aca On : 7 Aug 2018 11:09

Operator : JU/SJ

ﬁ?ggle i J4335-03 CINNAMINSON-8-3-18
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 115.76 ng 1108690 1,4-Dichlorobenzene-d4 8.01
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 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 726 (7.552 min): BG036157.D (-716) (-) m/z 132.15 100.00%
13p.2
5000 68.2 j\_
40.1 %62 720 7.40 7.60 7.80
0 .':~,....|,'.'~...,..'.,....,....,...??2]-‘.‘.2]2]1;2] m/z 68.15 49.81%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80
310 5L0 m/z 66.15 33.63%
0"LﬂH!J'I'P"JP"'I“'”I" [ DN SR S LY B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80
5000 97.0 m/z 134.15 32.15%
70.0
31.0
0 "L'I'?ﬁ?l“ At }}99""|""|"' SR R S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine B e R o
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.90%
5000
0 '""l'§}$9=‘7ﬁlé‘5§10'J|""' AR DAL SIS UL S U
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG080618\

Data File : BG036157.D

Acg On : 7 Aug 2018 11:09

Operator : JU/SJ

ﬁ?ggle i J4335-03 CINNAMINSON-8-3-18
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : 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... 5.13 20.2 ng 193801 1 8.01 191553 20.0
unknown? .55 7.55 115.8 ng 1108690 1 8.01 191553 20.0
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