LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036380.D

Aca On : 23 Aug 2018 16:54

Operator : JU/SJ

Sample : PB112306BL

Misc :

ALS Vial : 3 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

5.174 315 321 328 rVB 36169 54808 1.34% 0.294%
5.632 392 399 408 rvB 886710 1393809 34.06% 7.475%
rBv 909061 1540254 37.63% 8.260%
7.600 726 734 743 rVB 846542 1415080 34.58% 7.589%
8.070 808 814 823 rVB 172860 284920 6.96% 1.528%
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8.394 861 869 876 rvB 632777 1064849 26.02% 5.710%
9.228 1003 1011 1022 rBV 524522 899896 21.99% 4._.826%
10.873 1284 1291 1299 rBV 233817 414283 10.12% 2.222%
13.323 1700 1708 1714 rBV 1413462 2227431 54.42% 11.945%
14.692 1934 1941 1950 rBV2 377972 610743 14.92% 3.275%

=
QO ~NO®

11 16.179 2187 2194 2205 rBV 1128449 1731335 42.30% 9.285%
12 17.436 2401 2408 2417 rBV2 562544 834713 20.40% 4._.476%
13 20.045 2846 2852 2863 rBV 3001385 4092703 100.00% 21.948%
14 21.701 3127 3134 3146 rVB 635269 1058417 25.86% 5.676%
15 24.927 3673 3683 3698 rBv2 370513 1023982 25.02% 5.491%

Sum of corrected areas: 18647223
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036380.D

Aca On : 23 Aug 2018 16:54

Operator : JU/SJ

Sample : PB112306BL

Misc :

ALS Vial : 3 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 :
3000000 TIC: BG036380.D

2500000
2000000
1500000

1000000 5.63 7.22 560

8.39 923

500000 A

8.07 10.87

5.17
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance ;
3000000 TIC: BG036380.D »dos

2500000

2000000

150000071 13.32

16.18
1000000

17.44 21.70

500000 14.69
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Time--> 13.50 14.00 14.50 15.00 1550 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: BG036380.D

2500000

2000000

1500000

1000000

500000 24.93

- e

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\BG082418\
Data File : BG036380.D

Aca On : 23 Aug 2018 16:54

Operator : JU/SJ

Sample : PB112306BL

Misc :

ALS Vial : 3 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.

5.17 3.85 ng 54808 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 25
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 320 (5.168 min): BG036380.D (-315) (-) m/z 43.10 100.00%
43.1
5000 59.1
| 6.0 1°|1-1 480 500 520 540 5.60
O i e e L o L e e m/z 59.10 45_13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LN IR L
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.10 19.58%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1999: Silane, ethyldimethy!-
54.0
480 5.00 5.20 5.40 5.60
5000 m/z 101.10 15.26%
45.0 73.0
87.0
to_| ]
o T T | o
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R o e R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 7.25%
5000 57.0
29.0
‘ 101.0
0"'l“"|“'Mﬂ“'J|“"|““'|“"|“?g?“"|”"J“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036380.D

Aca On : 23 Aug 2018 16:54

Operator : JU/SJ

Sample : PB112306BL

Misc :

ALS Vial : 3 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 unknown7.60 Concentration Rank 1

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

7.60 99.33 ng 1415080 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 734 (7.600 min): BG036380.D (-726) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 SR R R
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 .,....,....'l'!...,!.'..,.-!.'.| el | ageluro 0 n/z 68.10  48.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L I I L
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 33.46%
Uns Ranas ""I'I'“I”“'éﬂl?'"{""2.9"'I"'LI"'h ﬁl?fpl""l IABEBN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.18%
92.0
65.0
| mp w0 so ®0 Mo,
2> 3 5 4'0 B % 8'0 90 100 11'0 115 1 10
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R Baa B b
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.91%
5000
67.0
80.0 91.0
0 42' 540m [ H\‘ il }9\601170 .
mz> 20 3 4 50 60 70 80 90 100 110 130 130 140 720 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\BG082418\
Data File : BG036380.D

Acq On : 23 Aug 2018 16:54

Operator : JU/SJ

Sample : PB112306BL

Misc :

ALS Vial : 3 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... 5.17 3.9 ng 54808 1 8.07 284920 20.0
unknown? .60 7.60 99.3 ng 1415080 1 8.07 284920 20.0
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