LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO071918\

Data File : BG035775.D

Aca On - 20 Jul 2018 8:28

Operator : JU/SJ

a?zgle ; J4057-08 e
ALS Vial : 20 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
1 5.144 307 316 323 rBV 134446 216467 4 .95% 1.197%
2 5.608 386 395 412 rBV 677368 1147395 26.23% 6.344%
3 7.194 656 665 679 rBV 582359 1106273 25.29% 6.116%
4 7.564 720 728 736 rBV 753701 1310099 29.95% 7.243%
5 8.029 800 807 815 rBV 162999 270747 6.19% 1.497%

8.352 853 862 874 rBV 603920 1085460 24.81% 6.001%
9.192 997 1005 1019 rBV 425741 839878 19.20% 4.643%
10.831 1274 1284 1301 rBV 160770 335449 7.67% 1.855%
13.274 1692 1700 1711 rBV 1299099 2064872 47.20% 11.416%
14.109 1836 1842 1856 rBV2 27037 61399 1.40% 0.339%

=
QO ~NO®

11 14.655 1928 1935 1944 rBvV2 272380 483174 11.04% 2.671%
12 16.141 2180 2188 2206 rBV 1066206 1774072 40.55% 9.808%
13 17.392 2395 2401 2415 rBV 417671 717094 16.39% 3.965%
14 20.001 2839 2845 2859 rBV 3198987 4374858 100.00% 24.187%

15 21.293 3060 3065 3069 rBV5 35197 58406 1.34% 0.323%

16 21.657 3118 3127 3141 rBV 587920 1027290 23.48% 5.680%

17 23.132 3373 3378 3384 rVB3 26319 46063 1.05% 0.255%

18 23.925 3507 3513 3519 rVvB4 33574 70724 1.62% 0.391%

19 24.853 3659 3671 3686 rBV2 347106 1038698 23.74% 5.743%

20 25.975 3855 3862 3870 rVB7 23364 58970 1.35% 0.326%
Sum of corrected areas: 18087388
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG071918\
: BG035775.D

: 20 Jul 2018 8:28

: Ju/sd

: J4057-08

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\
Data File : BG035775.D

Aca On : 20 Jul 2018 8:28

Operator : JU/SJ

Sample : J4057-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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-hydroxy-2-methyl-4-heptanone Concentration Rank 3

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

5.14 15.99 ng 216467 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-hvdroxv-2-methvl-4-heptanone 144 C8H1602 054862-91-8 45
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 25
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 23

Abundance Scan 315 (5.138 min): BG035775.D (-307) (-) m/z 43.15 100.00%
431
5000
o T o a0 e
O et e S 20 T/z 59.15  66.39%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #20926: 2-hydroxy-2-methyl-4-heptanone
43.0
5000 BN RS RS IR

480 5.00 5.20 5.40
m/z 101.15  22.25%
4\

‘ 86.0 129.0
N —
m/z--> 0 50 100 150 200 250 300 350 400
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43.0
T P
480 5.00 5.20 5.40
5000 m/z 58.15 18.02%
101.0
13.0
(O T B o e I A A o e e e o e e LA A o o o S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #12814: Dimethadione
43.0 480 5.00 5.20 5.40
m/z 41.25 7.61%
5000
129.0
0 13,0, || | .86.0
LA e e o o L LA e e e o o o e
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\
Data File : BG035775.D

Aca On : 20 Jul 2018 8:28

Operator : JU/SJ

Sample : J4057-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 96.78 ng 1310100 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 727 (7.559 min): BG035775.D (-720) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
40.1 %02 720 7.40 7.60 7.80
0 2072 2368 "m/z 68.15  48.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0 ~
5000 USRI I UL L
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70.0 m/z 66.15 33.28%
310 g1
0'“|“Lwlﬂ'%““n“'w'“"'“ RSB SRS S RESY SREBY SRRRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 134.15 30.64%
oL.15.0 39.0 030 55,1040
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e L A
132.0 720 7.0 7.60 7.80

m/z 69.15 21.92%

69.0
104.0
5000
31.0 51.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG071918\
Data File : BG035775.D

Acq On : 20 Jul 2018 8:28

Operator : JU/SJ

Sample - J4057-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : 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-hydroxy-2-methy. .. 5.14 16.0 ng 216467 1 8.03 270747 20.0
unknown? .56 7.56 96.8 ng 1310100 1 8.03 270747 20.0
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