LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036648.D

Aca On : 11 Sep 2018 6:03

Operator : JU/SJ

Sample : J4777-08

Misc :

ALS Vial : 21 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-BG082318 .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

5.163 307 319 327 rBV 145263 229924 5.57% 1.166%
5.627 390 398 412 rBV 882416 1419862 34.40% 7.201%
rBv 812343 1452397 35.19% 7.366%
7.583 721 731 741 rBV 930959 1575090 38.16% 7.989%
8.053 803 811 819 rVB 202623 339250 8.22% 1.721%

abrwWNPEF
\l
N
=
w
()}
a
©
(o))
(o)}
(o0}
(o)}
o0}
N

8.377 858 866 875 rvB 709481 1202678 29.14% 6.100%
9.217 1000 1009 1019 rBV 596285 1075465 26.06% 5.455%
10.862 1281 1289 1302 rVB 265846 490472 11.88% 2.488%
13.300 1697 1704 1713 rBV 1629539 2544652 61.65% 12.906%
14.681 1930 1939 1949 rBV2 445608 734651 17.80% 3.726%

=
QO ~NO®

11 16.162 2182 2191 2211 rBV 1029365 1749654 42.39%% 8.874%
12 17.419 2398 2405 2420 rBV2 641871 968032 23.45% 4.910%
13 20.028 2843 2849 2863 rBV 3091170 4127612 100.00% 20.934%
14 21.684 3125 3131 3147 rBV2 554783 1050660 25.45% 5.329%
15 24.898 3668 3678 3694 rBV 202002 756455 18.33% 3.837%

Sum of corrected areas: 19716854
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036648.D

Aca On : 11 Sep 2018 6:03

Operator : JU/SJ

Sample : J4777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036648.D
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TIC: BG036648.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036648.D

Aca On : 11 Sep 2018 6:03

Operator : JU/SJ

Sample : J4777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 13.55 ng 229924 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 319 (5.163 min): BG036648.D (-307) (-) m/z 43.10 100.00%
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101.1 I|IIII|IIII|IIII|IIII|I
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0.”,”.w“.w”.ﬁh”w.dupn.p.”,d“,“.w“.W.HW.H.P.“ m/z 59.10 57.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8346: 2-Hexanol, 2-methyl-
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150 2710 [ | 710 830
R Lo o S
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Abundance #13639: 3-Octanol R e
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m/z 41.10 8.21%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036648.D

Aca On : 11 Sep 2018 6:03

Operator : JU/SJ

Sample : J4777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 92.86 ng 1575090 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 730 (7.577 min): BG036648.D (-721) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 ISR SRR RS RS S
40.1 541 J 7.20 7.40 7.60 7.80 8.00
ol Ag20_ | yu4e o m/z 68.10 47.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R UL IR LR
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 66.10 32.71%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.10 32.40%
65.0 92.0
O "%iq ““'I‘j"'ul"h '%qqq T "I" L SRR SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s R e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.13%
74.0
5000 ggo 1160
| I .M,u‘..JM. nh.,Hh..Mw. My 1580 ...,%?99. D N 2 G
m/z--> 20 40 60 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\
Data File : BG036648.D

Acq On : 11 Sep 2018 6:03

Operator : JU/SJ

Sample : J4777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 13.6 ng 229924 1 8.05 339250 20.0
unknown7 .58 7.58 92.9 ng 1575090 1 8.05 339250 20.0
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