LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036232.D

Aca On : 9 Aug 2018 14:22

Operator : JU/SJ

Sample : PB111883BL

Misc :

ALS Vial : 36 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

5.132 306 314 320 rBV2 16678 27896 1.07% 0.260%
5.596 387 393 407 rBV 350360 630829 24.29% 5.890%
rBv 346662 680869 26.21% 6.358%
7.546 718 725 736 rBV 374719 667819 25.71% 6.236%
8.010 797 804 815 rVB 98060 175082 6.74% 1.635%
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8.327 851 858 869 rBvV 434363 781247 30.08% 7.295%
9.173 994 1002 1019 rBV 304972 626861 24.13% 5.853%
10.812 1274 1281 1294 rBV 89095 209281 8.06% 1.954%
13.256 1689 1697 1714 rBV 967864 1618572 62.31% 15.114%
14.637 1925 1932 1947 rBV2 178011 342435 13.18% 3.198%

=
QO ~NO®

11 16.123 2178 2185 2196 rBV 447433 828661 31.90% 7.738%
12 17.380 2392 2399 2413 rBV2 261936 482059 18.56% 4_.501%
13 19.982 2837 2842 2859 rBV 1804288 2597460 100.00% 24.254%
14 21.645 3118 3125 3139 rBV 268348 554320 21.34% 5.176%
15 24.829 3657 3667 3686 rBvV2 141063 485979 18.71% 4 ._.538%

Sum of corrected areas: 10709370
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036232.D

Aca On : 9 Aug 2018 14:22

Operator : JU/SJ

Sample : PB111883BL

Misc :

ALS Vial : 36 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

Abundance TIC: BG036232.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036232.D

Aca On : 9 Aug 2018 14:22

Operator : JU/SJ

Sample : PB111883BL

Misc :

ALS Vial : 36 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 unknown5.13 Concentration Rank 3

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

5.13 3.19 ng 27896 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvl dithioacetate 132 C5H8S2 027249-83-8 23
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 12
3 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 314 (5.132 min): BG036232.D (-306) (-) m/z 43.15 100.00%
43.1
5000
101.2
e e e
480 5.00 5.20 5.40
272.6
Ol et i e e ety .| M7z 59.15  60.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14251: Allyl dithioacetate
54.0
5000 Tt
117.0 480 5.00 5.20 5.40
390 : m/z 101.15 34.17%
T
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31.0 59.0
480 500 520 540
5000 m/z 41.25 10.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4082: Propanamide, N-ethyl-
29.0 480 5.00 5.20 5.40
m/z 58.15 10.79%
101.0
5000 57.0
Ot b et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080818\
Data File : BG036232.D

Aca On : 9 Aug 2018 14:22

Operator : JU/SJ

Sample : PB111883BL

Misc :

ALS Vial : 36 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 unknown7.55 Concentration Rank 2

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

7.55 76.29 ng 667819 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 726 (7.552 min): BG036232.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 8.2 /\‘
40.1 ‘ %62 720 7.40 7.60 7.80
54.1 77.2 105.2 :
o....,....-,".'...,.'.'..,..'..,....,....,..].,.ﬂ..,....,...., b m/z 68.15  46.18%
m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 Chloro 6-fluoro-pyrazine
132.0
69.0
104.0
5000 A L R UL L
7.20 7.40 7.60 7.80
310 510 78.0 m/z 134.15 32.68%
o | L “ 1, |
L SR LIS LA LIS LI UL IR LA IO AL LI B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 29.14%
33.0 44.0 0.0 105.0
0"'%""P"'I'”é??”'I'”%?P'”I"'W""ﬁ¥qgl”"I"'I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.20 7.40 7.60 7.80
m/z 69.15 19.28%
97.0 h A
5000
70.0
31.0
m/z--> 30 Jo §0 éo 70 80 do 100 110 150 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080818\
Data File : BG036232.D

Acq On : 9 Aug 2018 14:22

Operator : JU/SJ

Sample : PB111883BL

Misc :

ALS Vial : 36 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.13 5.13 3.2 ng 27896 1 8.01 175082 20.0
unknown? .55 7.55 76.3 ng 667819 1 8.01 175082 20.0
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