LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071818\
Data File : BG035747.D

Aca On 19 Jul 2018 10:47

Operator : JU/SJ

Sample : PB111228BL

Misc :

ALS Vial : 27 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

5.147 311 316 328 rBV3 32748 55481 1.30% 0.324%
5.622 390 397 412 rBV 615770 1054179 24.64% 6.150%
rBv 636077 1125346 26.31% 6.566%
7.573 722 729 739 rBV 628652 1089880 25.48% 6.359%
8.037 800 808 818 rBV 167792 286632 6.70% 1.672%
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8.360 855 863 871 rBV 706624 1249182 29.20% 7.288%
9.200 998 1006 1020 rBV 531974 1021837 23.89%% 5.962%
10.839 1277 1285 1295 rBV 168065 340376 7.96% 1.986%
13.283 1694 1701 1716 rBVY 1633895 2533765 59.23% 14.783%
14.663 1928 1936 1948 rBV2 303079 525412 12.28% 3.065%
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11 16.149 2182 2189 2209 rBV 546639 1026887 24.00% 5.991%
12 17.401 2394 2402 2419 rBV 444538 765275 17.89% 4._465%
13 20.009 2840 2846 2856 rBV 3155478 4278047 100.00% 24.960%
14 21.665 3119 3128 3143 rBvV2 518218 948359 22.17% 5.533%
15 24.879 3663 3675 3696 rBV2 266628 839234 19.62% 4 _.896%

Sum of corrected areas: 17139892
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035747.D

Aca On 19 Jul 2018 10:47

Operator : JU/SJ

Sample : PB111228BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035747.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035747.D

Aca On 19 Jul 2018 10:47

Operator : JU/SJ

Sample : PB111228BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.15 3.87 ng 55481 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 16
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 317 (5.152 min): BG035747.D (-311) (-) m/z 43.15 100.00%
431
5000
o PN
0.1 : : : :
o...,....~','-.'.-:~i....8,3.?..',|....,....,....,....,.... 229 Th/z 59.15  62.03%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
101.0 SMMMESEMEEAS B UV S SN
2000 4110 4.50 5.'00 5.'20 5.'40 '
131.0 m/z 58.15 22.01%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43.0
4.80 5.00 520 5.40
5000 m/z 101.15 21.97%
oL 260 60.0 830 1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8387: 2-Pentanol, 2,4-dimethyl- B e R
59.0 480 5.00 520 5.40

m/z 41.15 8.07%

5000

41,0 830101.0
15.0 \ \‘ |

O A L

m/z--> 200 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035747.D

Aca On 19 Jul 2018 10:47

Operator : JU/SJ

Sample : PB111228BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.57 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.57 76.05 ng 1089880 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 729 (7.573 min): BG035747.D (-722) (-) m/z 132.10 100.00%
132.1
5000 68.2 A
96.2 LIRS U LR L
40.3 720 7.40 7.60 7.80 8.00
0 b ,|.||., A 1614 3228 314 hn/z 68.15  48.15%
m/z--> 50 100 150 200 250 300 350
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
5000 A RARAI RS RAERARARSEY
7.20 7.40 7.60 7.80 8.00
92.0 m/z 134.15 34 .34%
200 ), |
0..‘.i‘“.“‘.“..‘l“...‘.|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
B0 750 740 780 780 500
5000 ' m/z 66.15 31.22%
31.0
e L e L WL LU L B
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine . . e T
132.0 720 7.40 7.60 7.80 8.00

m/z 69.25 21.46%

5000 f\
Lo, |

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7. 60 7.80 8. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG071818\
Data File : BG035747.D

Acq On 19 Jul 2018 10:47

Operator : JU/SJ

Sample : PB111228BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.15 3.9 ng 55481 1 8.04 286632 20.0
unknown? .57 7.57 76.0 ng 1089880 1 8.04 286632 20.0
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