LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG036995.D

Aca On : 26 Sep 2018 23:43

Operator : JU/SJ

Sample : PB113238BL

Misc :

ALS Vial : 16 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-BG092018 .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

5.146 311 316 325 rBV 30705 52723 1.58% 0.333%
5.616 390 396 415 rBV 692474 1261288 37.84% 7.959%
rBv 694589 1401946 42.06% 8.847%
7.573 722 729 746 rBV 675687 1296511 38.90% 8.181%
8.043 803 809 821 rBV 123689 240493 7.22% 1.518%
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8.360 856 863 880 rBvV 511539 1011701 30.35% 6.384%
9.200 999 1006 1029 rBV 394868 868352 26.05% 5.480%
10.846 1279 1286 1306 rBV 158338 337825 10.14% 2.132%
13.290 1695 1702 1718 rBV 1145348 1959078 58.78% 12.362%
14.665 1929 1936 1951 rBV2 269597 481033 14.43% 3.035%

=
QO ~NO®

11 16.151 2183 2189 2217 rBV 774607 1445258 43.36% 9.120%
12 17.414 2397 2404 2418 rBV 370482 648103 19.45% 4_.090%
13 20.017 2841 2847 2868 rBV 2358618 3332993 100.00% 21.032%
14 21.680 3123 3130 3147 rBV 427067 777172 23.32% 4.904%
15 24.882 3664 3675 3691 rBvV2 227874 732541 21.98% 4.623%

Sum of corrected areas: 15847017
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092618\
Data File : BG036995.D

Aca On : 26 Sep 2018 23:43

Operator : JU/SJ

Sample : PB113238BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG036995.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG036995.D

Aca On : 26 Sep 2018 23:43

Operator : JU/SJ

Sample : PB113238BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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-Pentanol, 2,4-dimethyl- Concentration Rank 3

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

5.15 4.38 ng 52723 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Heptanol 116 C7H160 000589-82-2 25

Abundance Scan 317 (5.152 min): BG036995.D (-311) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 IS R UL AR
Ol osi0 83.1 | 480 5.00 5.20 5.40
-ttt e m/z 59.10 60.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
5000 S A R IR I I
480 5.00 5.20 5.40
43.0 101.0 m/z 101.10 14.68%
310 83.0 '
0 15.0 | |||I 5:I--O||||| 71.0 :
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540
5000 m/z 58.10 13.30%
59.0
101.0
0 21.0 350, | 510 || 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.10 10.74%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ 510“‘ . . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092618\
Data File : BG036995.D

Aca On : 26 Sep 2018 23:43

Operator : JU/SJ

Sample : PB113238BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 1

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

7.57 107.82 ng 1296510 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 729 (7.573 min): BG036995.D (-722) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 541 ‘| %19m.1ﬂ1 7.20 7.40 7.60 7.80 8.00
o R VSIS N 1.3 S T 2 SN | m/z 68.10 49.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 66.10 33.37%
0"v'“l“'wL”ww!“JL'w'“!w'“v'“l”'w'“'w'“l“”l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 134.10 32.83%
70.0
31.0
0 440\ ! | 860 | 116.0 !
iz B %0 4 B b o 8 o5 100 110 130 150 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.22%
5000
150 280 390 520 830 770 900 1040 .., ||
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 720 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\BG092618\
Data File : BG036995.D

Acq On : 26 Sep 2018 23:43

Operator : JU/SJ

Sample : PB113238BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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-Pentanol, 2,4-d... 5.15 4.4 ng 52723 1 8.04 240493 20.0
unknown? .57 7.57 107.8 ng 1296510 1 8.04 240493 20.0
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