Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\
BG035938.D
27 Jul 2018 15:26
Ju/sJ
PB111517BL

10

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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 5.133 309 314 323 rVB 57990 92621 3.33% 0.793%
2 5.603 388 394 411 rBV 441853 778892 27 .99% 6.669%
3 7.195 656 665 678 rBV 451731 837895 30.11% 7.175%
4 7 .559 719 727 741 rBV 462218 817847 29.39% 7.003%
5 8.023 798 806 814 rBV 107952 192287 6.91% 1.646%
6 8.346 853 861 870 rBV 370476 640935 23.04% 5.488%
7 9.186 996 1004 1020 rBV 249121 501344 18.02% 4.293%
8 10.831 1277 1284 1300 rBV 115815 238739 8.58% 2.044%
9 13.269 1692 1699 1714 rBV 807584 1333709 47.93% 11.420%
10 14.650 1924 1934 1951 rBV3 202798 388990 13.98% 3.331%
11 16.136 2181 2187 2200 rBvV 604786 1075568 38.66% 9.210%
12 17.393 2394 2401 2413 rBvV 352744 604479 21.73% 5.176%
13 20.001 2838 2845 2857 rBVY 2046399 2782350 100.00% 23.824%
14 21.658 3120 3127 3138 rBvV 410665 735391 26.43% 6.297%
15 24.853 3661 3671 3691 rBV2 208899 657658 23.64% 5.631%
Sum of corrected areas: 11678705
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Abundance
2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\

BG035938.D

27 Jul 2018 15:26

JussJ

PB111517BL

10 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

TIC: BG035938.D

5.60 7.19 7.56

8.35
9.19

8.02 10.83

5.13

0

Time-->
Abundance
2000000

3.50

1500000

1000000

13.27

500000

0

7. 50 8.00 8. 50
TIC: BG035938.D

5.50 600 6.50 700

4.00 4.50 500 9.00

20,00

16.14

17.39
14.65

950 1000 1050 11.00 11.50 12.00 12.50

21.66

Time-->
Abundance
2000000

1500000

1000000

500000

TIC: BG035938.D

24.85

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

0l

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\BGO72718\
Data File : BG035938.D

Aca On 27 Jul 2018 15:26

Operator : JU/SJ

Sample : PB111517BL

Misc :

ALS Vial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 9.63 ng 92621 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetone 58 C3H60 000067-64-1 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 313 (5.127 min): BG035938.D (-309) (-) m/z 43.15 100.00%
d.1
59.3
5000
101.2
83.2 | 4.80 5.00 5.20 5.40
Ol ettt m/z 59.25  60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine
43.0 54.0
5000 18.0 A R L
480 5.00 5.20 5.40
28.0 m/z 101.15 19.95%
0"'w'”'w'““$"'w"'w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540
5000 m/z 58.15 12.74%
59.0
o 270 | es0 80 620"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40
m/z 56.15 6.76%
5000 41.0
31.0
69.0 87.0
15.0 M L1 s00 ] ‘ 98.0
e S I S SULIURS SR IS IULIULS SULILLS IS I ISR RS L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035938.D

Aca On 27 Jul 2018 15:26

Operator : JU/SJ

Sample : PB111517BL

Misc :

ALS Vial : 10 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 unknown7.56 Concentration Rank 1

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

7.56 85.07 ng 817847 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.559 min): BG035938.D (-719) (-) m/z 132.15 100.00%
132.2
5000 68.2 f\\
96.2 B s e
40.1 239.2 720 740 760 7.80
0 : m/z 68.15 45 _.26%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 A
7.20 7.40 7.60 7.80
70.0 m/z 66.15 34.38%
31.0 51.0
B i S O
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
90 o 720 7ho 760 Th0
5000 ' m/z 134.15 32.96%
31.0 510
T T O
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine e RAR RS B

132.0 720 7.40 7.60 7.80
m/z 69.15  20.72%

5000
70.0 ‘ ‘
oL B0 " eso |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72718\
Data File : BG035938.D

Acq On 27 Jul 2018 15:26

Operator : JU/SJ

Sample : PB111517BL

Misc :

ALS Vial : 10 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]|
2-Pentanone, 4-hy... 5.13 9.6 ng 92621 1 8.02 192287 20.0
unknown? .56 7.56 85.1 ng 817847 1 8.02 192287 20.0
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