LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091718\
Data File : BG036775.D

Aca On : 18 Sep 2018 6:01

Operator : JU/SJ

Sample : J4936-38

Misc :

ALS Vial : 27 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-BG082318 .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

5.161 310 319 327 rBV 119984 178954 4.91% 0.945%
5.625 388 398 410 rBV 842814 1373365 37.65% 7.251%
rBv 789258 1353627 37.11% 7.146%
7.582 722 731 744 rBV 910446 1543077 42.31% 8.147%
8.052 803 811 818 rBV 200082 337700 9.26% 1.783%

abrwNPE
\l
N
o
(0}
(9}
()
©
(o))
()}
\l
(o)}
\l
\l

8.375 858 866 873 rBvV 680153 1173658 32.18% 6.196%
9.210 999 1008 1022 rBV 589522 1049581 28.78% 5.541%
10.855 1280 1288 1299 rBV 270924 476645 13.07% 2.516%
13.299 1697 1704 1714 rBV 1502371 2357655 64.64% 12.447%
14.674 1931 1938 1946 rBV2 436514 677642 18.58% 3.578%

=
QO ~NO®

11 16.160 2184 2191 2208 rBV 1172634 1838075 50.39% 9.704%
12 17.418 2398 2405 2414 rBV 566279 861270 23.61% 4._.547%
13 20.026 2843 2849 2861 rBV 2757306 3647362 100.00% 19.256%
14 21.683 3125 3131 3139 rVB2 578044 969266 26.57% 5.117%

15 23.969 3516 3520 3527 rVB3 26262 51372 1.41% 0.271%

16 24.885 3667 3676 3692 rVB2 330829 998645 27.38% 5.272%

17 26.037 3868 3872 3880 rVB7 22982 53312 1.46% 0.281%
Sum of corrected areas: 18941206
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091718\
Data File : BG036775.D

Aca On : 18 Sep 2018 6:01

Operator : JU/SJ

Sample : J4936-38

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .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: BG036775.D
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Abundance TIC: BG036775.D
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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 TIC: BG036775.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036775.D

Aca On : 18 Sep 2018 6:01

Operator : JU/SJ

Sample : J4936-38

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 10.60 ng 178954 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 32
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 319 (5.161 min): BG036775.D (-310) (-) m/z 43.10 100.00%
31
59.1
5000
1011 40 5k 850 5k T
IRV N O NN Y= SN NN B -y ¥ 5 2071
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U A R B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.10 17.83%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 500 520 540
5000 57.0 m/z 101.10 16.83%
29.0
101.0
0 L] L, ‘ 78.0 \
LU SR SR UL UL IELRLIL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.02%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036775.D

Aca On : 18 Sep 2018 6:01

Operator : JU/SJ

Sample : J4936-38

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 91.39 ng 1543080 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 731 (7.582 min): BG036775.D (-722) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 R N S LR
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
o.,....,....l'!...,.'.'..,.-!.'.|,..7.-Ef,1....,..J.,%??.l,....,....,'.~..,... m/z 68.10 47.86%
m/z--> 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 U I L LR
7.20 7.40 7.60 7.80 8.00
310 70.0 m/z 134.10 31.99%
. MOI m? 860 | 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.43%
33.0 44.0 0.0 105.0
. 90 % a0 | | uso
s % % A B o o e % B0 116 1% 1% 150 i
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R RS e m e )

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.63%

5000

92.0
65.0
105.0

o} LY PSP PR A | Y | P S N Y A R

m/z--> 20 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\HPCHEMI1\BNA_G\DATA\BG091718\
Data File : BG036775.D

Acq On : 18 Sep 2018 6:01

Operator : JU/SJ

Sample - J4936-38

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 10.6 ng 178954 1 8.05 337700 20.0
unknown7 .58 7.58 91.4 ng 1543080 1 8.05 337700 20.0
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