LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100118\
Data File : BG037090.D

Aca On : 2 Oct 2018 00:08

Operator : JU/SJ

Sample : PB113393BL

Misc :

ALS Vial : 16 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-BG092018 .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

5.142 311 315 322 rBV 27134 43737 1.22% 0.258%
5.612 389 395 416 rBV 732607 1334676 37.32% 7.869%
rBv 700450 1428757 39.95% 8.424%
7.569 721 728 749 rBV 689698 1388688 38.83% 8.188%
8.039 802 808 825 rBV 127131 268339 7.50% 1.582%
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8.362 855 863 876 rBvV 565518 1080526 30.21% 6.371%
9.202 999 1006 1025 rBV 409276 897875 25.10% 5.294%
10.841 1279 1285 1301 rBV 168058 372383 10.41% 2.196%
13.286 1694 1701 1726 rBV 1227887 2125788 59.43% 12.534%
14.666 1929 1936 1952 rBV2 292142 544425 15.22% 3.210%

=
QO ~NO®

11 16.153 2182 2189 2208 rBV 746777 1433394 40.08% 8.451%
12 17.410 2396 2403 2417 rBV2 421114 732365 20.48% 4.318%
13 20.019 2841 2847 2858 rBV 2483676 3576730 100.00% 21.088%
14 21.676 3122 3129 3145 rBV 466960 882688 24.68% 5.204%
15 24.884 3664 3675 3692 rBvV2 237213 805952 22.53% 4.752%

16 27.152 4057 4061 4075 rVB9 12021 44497 1.24% 0.262%

Sum of corrected areas: 16960820
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100118\
Data File : BG037090.D

Aca On : 2 Oct 2018 00:08

Operator : JU/SJ

Sample : PB113393BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG037090.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100118\
Data File : BG037090.D

Aca On : 2 Oct 2018 00:08

Operator : JU/SJ

Sample : PB113393BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 3.26 ng 43737 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 45
2 3-Pentanol 88 C5H120 000584-02-1 9
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 5

Abundance Scan 315 (5.142 min): BG037090.D (-311) (-) m/z 43.10 100.00%
43
59
5000
o 101 480 500 520 540
e L B R LA s m/z 59.10 56.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.10 20.25%
15 31 101
25 7] 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol
59
480 5.00 5.20 5.40
5000 31 m/z 101.10 14.70%
41
15 2g \‘m 53 |l 70 87
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
59 480 5.00 5.20 5.40
m/z 41.10 7.52%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 ' ' 4 50 6 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100118\
Data File : BG037090.D

Aca On : 2 Oct 2018 00:08

Operator : JU/SJ

Sample : PB113393BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

7.57 103.50 ng 1388690 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 728 (7.569 min): BG037090.D (-721) (-) m/z 132.10 100.00%
132
5000 68 ‘
40 54 ‘ 6103 7.20 7.40 7.60 7.80 8.00
48 6
....,...:I'!..:,.'.'.. .2!..,..':.?.1.?.7, A 15 Wl Tm/z 68.10  48.92%
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
78 m/z 134.10 32.62%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.58%
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l""l'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e RARRREEE
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.19%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 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\BG100118\
Data File : BG037090.D

Acq On : 2 Oct 2018 00:08

Operator : JU/SJ

Sample : PB113393BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.14 3.3 ng 43737 1 8.04 268339 20.0
unknown? .57 7.57 103.5 ng 1388690 1 8.04 268339 20.0
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