LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035932.D

Aca On 27 Jul 2018 11:33

Operator : JU/SJ

Sample : PB111401BL

Misc :

ALS Vial : 4 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

5.135 309 314 321 rBV2 80544 126932 3.22% 0.816%
5.605 387 394 408 rBV 631779 1039109 26.36% 6.678%
rBv 624084 1147183 29.10% 7.373%
7.561 720 727 739 rBV 629351 1102122 27.96% 7.083%
8.025 799 806 815 rBV 117603 205833 5.22% 1.323%
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8.349 853 861 871 rBV 478265 855031 21.69% 5.495%
9.183 996 1003 1018 rBV 345592 682080 17.30% 4 _.384%
rBv 126791 269230 6.83% 1.730%
13.271 1692 1699 1712 rBV 1132329 1812411 45.97% 11.648%
14.652 1927 1934 1949 rBV2 252028 441579 11.20% 2.838%
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11 16.138 2180 2187 2209 rBvV 916677 1615886 40.99% 10.385%
12 17.395 2394 2401 2416 rBV 400803 681612 17.29% 4_.381%
13 19.997 2838 2844 2855 rBV 2863469 3942210 100.00% 25.336%
14 21.654 3120 3126 3135 rBV2 480064 851225 21.59% 5.471%
15 24.856 3660 3671 3685 rBvV 255122 787580 19.98% 5.062%

Sum of corrected areas: 15560023
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LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG072718\
: BG035932.D

: 27 Jul 2018 11:33

: Ju/sd

: PB111401BL

24 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

TIC: BG035932.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035932.D

Aca On 27 Jul 2018 11:33

Operator : JU/SJ

Sample : PB111401BL

Misc :

ALS Vial : 4 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.

5.14 12.33 ng 126932 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 1.2-Butanediol 90 C4H1002 000584-03-2 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 315 (5.141 min): BG035932.D (-309) (-) m/z 43.15 100.00%
43.1
5000
480 500 520 540
0 m/z 59.15 64 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR RS SR LR
480 5.00 520 5.40
m/z 101.15 33.62%
101.0
A RS R w S A LA LA LA LA AR MR AR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
480 500 520 540
5000 m/z 58.15 16.89%
310 101.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31.0 59.0 480 5.00 520 5.40
m/z 41.15 9.44%
5000
O”W'”W””"”P}ﬂ%ﬁﬁ””I””P”W”'W”“P”'P”W”'W””P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035932.D

Aca On 27 Jul 2018 11:33

Operator : JU/SJ

Sample : PB111401BL

Misc :

ALS Vial : 4 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 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 107.09 ng 1102120 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 727 (7.561 min): BG035932.D (-720) (-) m/z 132.15 100.00%
132.2
5000 68.2 j\‘
%2 o 7w 1k T
38,1
0 b .l,t. A2 248 Tm/z 68.15 49.27%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 S ARASERARSESARRAARAN S

7.20 7.40 7.60 7.80

m/z 134.15 33.64%
31.0 g0. ‘
0l ‘Jhﬁh A
m/z--> 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
A LA S AR B
7.20 7.40 7.60 7.80
5000 m/z 66.15 33.08%
280 030 1040 /\
LA WL S WL B L B
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine . e
132.0 720 740 760 780

m/z 69.15 22.01%

69.0
104.0
5000
=0
O...‘”‘.‘,H.‘a‘..,....,....,....,....,....,...

m/z--> 50 100 150 200 250 300 350 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\BGO72718\
Data File : BG035932.D

Acq On 27 Jul 2018 11:33

Operator : JU/SJ

Sample : PB111401BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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... 5.14 12.3 ng 126932 1 8.03 205833 20.0
unknown? .56 7.56 107.1 ng 1102120 1 8.03 205833 20.0
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