LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010319\
Data File : BG038922.D

Aca On > 4 Jan 2019 3:12

Operator : JU/SJ

Sample : PB116135BL

Misc :

ALS Vial : 17 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

5.129 338 347 353 rBvV2 21351 37083 1.75% 0.421%
5.599 420 427 439 rBvY 386652 641193 30.22% 7.282%
rBv 391294 717252 33.81% 8.146%
7.573 755 763 773 rBV 374150 681761 32.13% 7.743%
8.043 836 843 853 rVvB 80544 137558 6.48% 1.562%
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8.366 890 898 906 rBV 290782 516651 24.35% 5.868%
9.224 1036 1044 1052 rBV 227047 425965 20.08% 4 _.838%
10.863 1316 1323 1332 rBVY 97760 185898 8.76% 2.111%
13.302 1731 1738 1748 rBVY 704625 1123990 52.98% 12.765%
14.683 1965 1973 1987 rBV2 178677 304190 14.34% 3.455%

=
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11 16.175 2221 2227 2246 rBV2 280155 541967 25.54% 6.155%
12 17.432 2435 2441 2451 rBV2 258047 427894 20.17% 4 _.860%
13 20.035 2878 2884 2896 rBV 1587286 2121684 100.00% 24.096%
14 21.710 3162 3169 3180 rBV 278546 488746 23.04% 5.551%
15 25.000 3720 3729 3747 rVB3 144823 453142 21.36% 5.146%

Sum of corrected areas: 8804974
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010319\
Data File : BG038922.D

Aca On > 4 Jan 2019 3:12

Operator : JU/SJ

Sample : PB116135BL

Misc :

ALS Vial : 17 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

Abundance TIC: BG038922.D
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Abundance TIC: BG038922.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010319\
Data File : BG038922.D

Aca On > 4 Jan 2019 3:12

Operator : JU/SJ

Sample : PB116135BL

Misc :

ALS Vial : 17 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 5.39 ng 37083 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Heptanol 116 C7H160 000589-82-2 28
4 Guanidine 59 CH5N3 000113-00-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 347 (5.129 min): BG038922.D (-338) (-) m/z 43.00 100.00%
43.0
59.0
5000
| ws 4B 500 830 5o
et e m/z 59.00 56.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk 5h0 5% sk
0
150 a0 1010 m/z 57.95 14.91%
bl , 83.0 ,
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 5.00 520 5.40
5000 m/z 101.00 14.87%
410 101.0
o A80 0 U0yl 0 es0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8310: 3-Heptanol e e R
54.0 480 5.00 520 5.40
69.0 m/z 41.10 6.72%
5000
41.0 87.0
31.0
18.0 H‘ 1.150.0 1,11, 98.0 115.0
m/z--> 10 20 30 4'0 50 60 7'0 80 9'0 1(')0 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010319\
Data File : BG038922.D

Aca On > 4 Jan 2019 3:12

Operator : JU/SJ

Sample : PB116135BL

Misc :

ALS Vial : 17 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 99.12 ng 681761 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 762 (7.567 min): BG038922.D (-755) (-) m/z 132.00 100.00%
132.0
A I R L
400 540 ‘ 96.0 7.20 7.40 7.60 7.80 8.00
il 7eo o WL h77 6800 39.10%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RARAS RN R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.00 31.30%
'”'l'”WJ'W””'P'”I”7hq”'P'”l”"'”'P'”I””I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 29.00%
70.0
31.0
[ 40 00 | seo | meo |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R e e o
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.26%
5000
69.0
57.0
390 H ‘ 89.0 103.0 ‘
""l"'jN”'”'ﬂ""l""|'”?'|""|"”'|‘H'|%%§S%""| T A I L
m/z--> 30 40 50 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\HPCHEM1\BNA_G\DATA\BG010319\
Data File : BG038922.D

Acq On > 4 Jan 2019 3:12

Operator : JU/SJ

Sample : PB116135BL

Misc :

ALS Vial : 17 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 5.4 ng 37083 1 8.04 137558 20.0
unknown? .57 7.57 99.1 ng 681761 1 8.04 137558 20.0
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