LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038899.D

Aca On : 2 Jan 2019 19:35

Operator : JU/SJ

Sample : PB116088BL

Misc :

ALS Vial : 7 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-BG121218 .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

5.130 341 347 356 rvB2 24173 40417 1.69% 0.393%
5.600 419 427 437 rBY 445829 729312 30.43% 7.094%
rBv 449643 793959 33.12% 7.722%
7.574 754 763 777 rBV 435339 778129 32.46% 7.568%
8.044 835 843 853 rVvB 82916 143947 6.01% 1.400%

abrwNPE
\l
N
=
o
)]
©
=
\l
(@]
=
\l
=
N

8.368 891 898 907 rVvB 336219 587563 24.51% 5.715%
9.225 1035 1044 1054 rBvV 254858 473122 19.74% 4.602%
10.865 1314 1323 1332 rBVY 101491 192592 8.04% 1.873%
13.303 1731 1738 1751 rBV 783997 1250769 52.18% 12.166%
14.684 1966 1973 1986 rBV2 188906 307551 12.83% 2.991%

=
QO ~NO®

11 16.176 2220 2227 2243 rBV2 634556 1090913 45.51% 10.611%
12 17.433 2434 2441 2455 rBV2 291104 451328 18.83% 4 _.390%
13 20.036 2878 2884 2897 rVB 1823824 2396901 100.00% 23.313%
14 21.711 3163 3169 3178 rBvV2 290457 504263 21.04% 4._.905%
15 23.150 3409 3414 3420 rBv4 15875 35766 1.49% 0.348%

16 23.967 3544 3553 3559 rBv4 14992 35227 1.47% 0.343%
17 25.001 3720 3729 3742 rVB2 155632 469413 19.58% 4 _566%

Sum of corrected areas: 10281172
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038899.D

Aca On 2 Jan 2019 19:35

Operator : JU/SJ

Sample : PB116088BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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: BG038899.D

1500000

1000000

500000 5.60 7.21 7.57

8.37
9.23

10.86
513 8.04

o T e St AR, L HSESUSSSSRERFRRSIL SN SRS WL ISR | SRS | S

Time--> 3.50 4.00 450 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038899.D
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Abundance TIC: BG038899.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038899.D

Aca On : 2 Jan 2019 19:35

Operator : JU/SJ

Sample : PB116088BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

5.13 5.62 ng 40417 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 347 (5.130 min): BG038899.D (-341) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AN SRS LR RN
| 82.9 | 480 5.00 5.20 5.40
R L M R m/z 59.00 62.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL UL I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 17.78%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43.0 54.0
480 5.00 520 540
5000 18.0 m/z 58.00 14 .64%
28.0
”'I'”MI'””“'”'I'“'I'”'i"”l"”l"”l"”l"”l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 39.00 8.21%
5000
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010219\
Data File : BG038899.D

Aca On : 2 Jan 2019 19:35

Operator : JU/SJ

Sample : PB116088BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

7.57 108.11 ng 778129 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 762 (7.568 min): BG038899.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 || 10 oo 5 1000 | 75 7k 7k0 180 30
et el A0 869 | 459 Ml "m/z 68.00 38.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 S RRRARARAAS RN AR
69.0 720 7.40 7.60 7.80 8.00
9.0 57.0 m/z 134.00 32.41%
| | 89.0 103.0 |
....l....lll”..'."' "|""|"|'V'9|""I| .'.l.ll'..ll.l.s.'pl....l e
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14146. 4 ChI0r0—6—qu0r0—pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 28.99%
70.0
31.0
[ 40 00 | seo | meo |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R AR NaEEE L
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.00 17.05%
104.0
5000
31.0 51.0
'“'m'mlJ'wH“'w'“lHqu“'w'“l“'w'“'w'“l“'w" I L IR L
m/z--> 30 40 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG010219\
Data File : BG038899.D

Acq On : 2 Jan 2019 19:35

Operator : JU/SJ

Sample : PB116088BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.13 5.6 ng 40417 1 8.04 143947 20.0
unknown? .57 7.57 108.1 ng 778129 1 8.04 143947 20.0
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