LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036528.D

Aca On : 4 Sep 2018 12:37

Operator : JU/SJ

Sample : J4712-04

Misc :

ALS Vial : 6 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
1 5.164 314 319 325 rVB 37615 54966 1.61% 0.286%
2 5.628 391 398 409 rBV 775715 1279334 37.55% 6.650%
3 7.209 658 667 680 rBV 859929 1504231 44.15% 7.819%
4 7.591 724 732 741 rBV 774245 1342904 39.41% 6.980%
5 8.061 805 812 818 rBV 237491 405188 11.89% 2.106%

8.378 859 866 875 rBV 563684 999996 29.35% 5.198%
9.218 998 1009 1019 rBV 498005 860647 25.26% 4_474%
10.864 1281 1289 1297 rVB 341407 604624 17.75% 3.143%
13.308 1697 1705 1716 rBVY 1384866 2113537 62.03% 10.986%
14.130 1838 1845 1852 rBVY 128061 193420 5.68% 1.005%

=
QO ~NO®

11 14.683 1932 1939 1948 rVvB2 559757 879723 25.82% 4_.573%
12 16.163 2183 2191 2204 rBV 1030885 1581628 46.42% 8.221%
13 17.426 2398 2406 2414 rBV 745041 1159447 34.03% 6.027%
14 18.308 2551 2556 2564 rBV2 50016 78884 2.32% 0.410%
15 20.029 2843 2849 2858 rBV 2552308 3407271 100.00% 17.711%

16 21.692 3124 3132 3141 rBV 805802 1349904 39.62% 7.017%

17 24.001 3521 3525 3533 rVB3 20083 37316 1.10% 0.194%

18 24.900 3667 3678 3698 rBV2 428022 1329555 39.02% 6.911%

19 26.093 3872 3881 3886 rBV6 19396 55396 1.63% 0.288%
Sum of corrected areas: 19237971
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036528.D

Aca On : 4 Sep 2018 12:37

Operator : JU/SJ

Sample : J4712-04

Misc :

ALS Vial : 6 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: BG036528.D
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Abundance TIC: BG036528.D
2500000 20.03
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16.16
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG036528.D
2500000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036528.D

Aca On : 4 Sep 2018 12:37

Operator : JU/SJ

Sample : J4712-04

Misc :

ALS Vial : 6 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 2.71 ng 54966 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 318 (5.158 min): BG036528.D (-314) (-) m/z 43.10 100.00%
31
5000 59.1
101.1
4.80 500 5.20 5.40
0 ...,....,....,....-,':.-..,..-:Ii....,7.3:1..f‘.37:°..,...:,|....,. m/z 59.10 48.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SR L I
59.0 480 500 520 540
0,
150 a0 1010 m/z 58.10 18.64%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
4.80 500 5.20 5.40
5000 57.0 m/z 101.10 13.81%
29.0
101.0
0 L] L, “ 78.0 \
LU SR SR UL UL IELRLIL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.73%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090418\
Data File : BG036528.D

Aca On : 4 Sep 2018 12:37

Operator : JU/SJ

Sample : J4712-04

Misc :

ALS Vial : 6 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 unknown7.59 Concentration Rank 1

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

7.59 66.29 ng 1342900 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 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 732 (7.591 min): BG036528.D (-724) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01 541 ° J 750 70 Tho 750 500
01 T m/z 68.10 46.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A RRAASRRARSRARRARARERA
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 34.26%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.10 31.57%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile e RS REmaamam
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.19%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S SR L UL LR
m/z--> 20 40 60 80 100 120 140 160 180 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\BG090418\
Data File : BG036528.D

Acq On : 4 Sep 2018 12:37

Operator : JU/SJ

Sample : J4712-04

Misc :

ALS Vial : 6 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 2.7 ng 54966 1 8.06 405188 20.0
unknown? .59 7.59 66.3 ng 1342900 1 8.06 405188 20.0
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