LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035299.D

Aca On : 21 Jun 2018 14:44

Operator : JU/SJ

Sample : J3575-11

Misc :

ALS Vial : 5 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-BG060718 .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

5.176 314 321 330 rBV 172601 277538 5.03% 1.155%
5.635 392 399 411 rBV 1090775 1729458 31.36% 7.197%
rBv 961247 1675281 30.38% 6.972%
7.591 724 732 741 rBV 1129305 1951749 35.39% 8.122%
8.061 805 812 819 rBV 202907 349135 6.33% 1.453%
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8.378 859 866 876 rvB 878827 1563110 28.35% 6.505%
9.218 1001 1009 1021 rVB 736700 1292944 23.45% 5.381%
10.863 1279 1289 1295 rBV 230614 431274 7.82% 1.795%
13.301 1697 1704 1711 rBV 1883363 2992221 54.26% 12.452%
14.675 1930 1938 1946 rBV2 383608 630124 11.43% 2.622%
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11 16.161 2184 2191 2208 rBV 1728515 2684738 48.69% 11.173%
12 17.419 2398 2405 2418 rBV 585364 904521 16.40% 3.764%
13 20.027 2843 2849 2859 rBV 3937998 5514303 100.00% 22.948%
14 21.689 3124 3132 3144 rVB 626150 1055360 19.14% 4._.392%
15 24.908 3670 3680 3691 rBV 331153 977949 17.73% 4_.070%

Sum of corrected areas: 24029705
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035299.D

Aca On : 21 Jun 2018 14:44

Operator : JU/SJ

Sample : J3575-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035299.D

3500000
3000000
2500000
2000000

1500000

5.63 7.59

1000000 7.21 8.38
9.22

500000
5.18 8.06 10.86
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035299.D

20.03
3500000

3000000
2500000
20000007 13.30

16.16
1500000
1000000

17.42 21.69
500000 14.68
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Time--> 13.50 14.00 14.50 15.00 15.50 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: BG035299.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.91
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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\BG062118\
Data File : BG035299.D

Aca On : 21 Jun 2018 14:44

Operator : JU/SJ

Sample : J3575-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.18 15.90 ng 277538 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 47
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 322 (5.182 min): BG035299.D (-314) (-) m/z 43.15 100.00%
431
5000
101.2
480 5.00 520 5.40 5.60
Ol e e 2000827689 Thn/z 5915 62.87%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A N N RN L

4.80 5.00 520 5.40 5.60

m/z 101.15 29.48%
101.0
0 ‘ - \‘
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
L Ea e
4.80 5.00 520 5.40 5.60
5000 m/z 58.15 18.86%
101.0
okt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e e R ]
43.0 4.80 5.00 520 5.40 5.60
m/z 41.25 10.18%
5000 101.0
ot b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062118\
Data File : BG035299.D

Aca On : 21 Jun 2018 14:44

Operator : JU/SJ

Sample : J3575-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 111.81 ng 1951750 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 732 (7.591 min): BG035299.D (-724) (-) m/z 132.15 100.00%
132.2
5000 68.2
96.2 UG L LS LR
40.1 3546 7.20 7.40 7.60 7.80 8.00
ob— R . m/z 68.15  49.08%
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RS RS AR AR
7.20 7.40 7.60 7.80 8.00
105.0 m/z 66.15 34 .20%
700 “ ‘
ok ... et ————
m/z--> 50 150 200 250 300 350
Abundance
132.0

7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 33.95%

ogg 930 1040

oy 4
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22 .54%
69.0
104.0
5000
31.0
m/z--> 50 100 150 200 250 300 350 7.20 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\BG062118\
Data File : BG035299.D

Acq On : 21 Jun 2018 14:44

Operator : JU/SJ

Sample - J3575-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.18 15.9 ng 277538 1 8.06 349135 20.0
unknown? .59 7.59 111.8 ng 1951750 1 8.06 349135 20.0
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