LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036244.D

Aca On : 9 Aug 2018 22:13

Operator : JU/SJ

Sample : J4379-07

Misc :

ALS Vial : 12 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

5.132 308 314 321 rBV 23952 37371 1.35% 0.355%
5.596 387 393 408 rBV 193756 358054 12.94% 3.405%
rBv 112260 236267 8.54% 2.247%
7.547 718 725 740 rBV 416756 745564 26.95% 7.089%
8.011 797 804 816 rVB 96072 171320 6.19% 1.629%
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8.328 851 858 870 rBV 370617 669469 24.20% 6.366%
9.174 994 1002 1015 rBV 300052 599716 21.68% 5.703%
10.813 1273 1281 1298 rBV2 99513 211355 7.64% 2.010%
13.257 1690 1697 1709 rBV 881964 1428197 51.63% 13.580%
14.637 1925 1932 1945 rBV2 182894 324701 11.74% 3.087%

=
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11 16.123 2178 2185 2202 rBV 810540 1359031 49.13% 12.923%
12 17.380 2391 2399 2408 rBV 272540 466779 16.87% 4._.438%
13 19.989 2836 2843 2853 rBV 1973417 2766262 100.00% 26.303%
14 21.639 3116 3124 3138 rBV 286380 567911 20.53% 5.400%
15 23.889 3503 3507 3513 rVB6 19135 36858 1.33% 0.350%

16 24.829 3656 3667 3684 rBv2 151225 537861 19.44% 5.114%

Sum of corrected areas: 10516716
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
: BG036244.D

: 9 Aug 2018 22:13

: Ju/sd

: J4379-07

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

1500000

1000000

500000

TIC: BG036244.D

7.55
8.33 917

5.60
5.13

7.19 8.01 10.81

0
Time-->

7.00

1 T
7.50 8.00 8.50 900 950 1000 1050 1100 11.50 12.00 1250

350 4.00 450 5.00 550 6.00 6.50

Abundance

1500000

1000000

500000

13.26

TIC: BG036244.D
19.99

16.12

17.38 21.64

14.64

0
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

1500000

1000000

500000

TIC: BG036244.D

24.83

A

23.89

0
Time--> 2

3.00 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\BG080918\
Data File : BG036244.D

Aca On : 9 Aug 2018 22:13

Operator : JU/SJ

Sample : J4379-07

Misc :

ALS Vial : 12 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 4_.36 ng 37371 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Guanidine 59 CH5N3 000113-00-8 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 314 (5.132 min): BG036244.D (-308) (-) m/z 43.15 100.00%
31
59.1
5000
101.2
| 83.0 4.80 5.00 520 5.40
o 1SRN | SN NS m/z 59.15  71.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 L AL L L I
101.0 480 500 520 540
28.0 59.0 m/z 101.15 30.18%
150 | | | 70.0 84.0
0"'P'G'P'HJL"”ﬁ!"PI!!W"'L“"Pw"v"'ﬁ"'v
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540
5000 50.0 m/z 58.15 21.41%
15.0 101.0
31.0
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43.0 59.0 4.80 5.00 5.20 5.40

m/z 41.15 10.45%

5000 18.0

28.0
\‘ L ‘ Il

-7 R RAREEmamaEE

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036244.D

Aca On : 9 Aug 2018 22:13

Operator : JU/SJ

Sample : J4379-07

Misc :

ALS Vial : 12 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 unknown7.55 Concentration Rank 1

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

7.55 87.04 ng 745564 1,4-Dichlorobenzene-d4 8.00
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 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 726 (7.553 min): BG036244.D (-718) (-) m/z 132.15 100.00%
13%.2
5000 68.2 j\\
96.2 LA LA I R L I
40.1 541 ‘ 7.20 7.40 7.60 7.80
0 ..,....,....,....',“.'...i!!..,.-.'-.'.|,..':-:,??;?,..!'.,.'.L..,l.l.“".-.l,....,-'...,.. m/z 68.15 48.17%
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
97.0
5000 A R I R L I
7.20 7.40 7.60 7.80
70.0 m/z 134.15 34.02%
310 440
0 L L 86.0 | 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 30.99%
150 280 39.0 520 830 770 900 1040 ., |
I 00/t alb s M S A P 1
Abundance #14491: 5-Aminoindole L L L L L L
132.0 7.20 7.40 7.60 7.80
m/z 69.15 23.32%
5000
104.0
ol 140 270 380 510 000770 g90 | uso |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080918\
Data File : BG036244.D

Acq On : 9 Aug 2018 22:13

Operator : JU/SJ

Sample - J4379-07

Misc :

ALS Vial : 12 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 4.4 ng 37371 1 8.00 171320 20.0
unknown? .55 7.55 87.0 ng 745564 1 8.00 171320 20.0

8270-BG071218.M Fri Aug 10 17:38:51 2018 Page: 5



