LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091117\

Data File : BG028661.D

Aca On : 12 Sep 2017 5:01 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 15181-02 omm1%ﬂog$4ym
ALS Vial : 26 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:\HPCHEM1\BNA G\METHODS\8270-BG090717.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal - TIC: BG028662.D

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.445 312 316 322 rBV 36940 55220 1.45% 0.391%
2 5.909 388 395 405 rBV 241448 411345 10.82% 2.915%
3 7.489 657 664 678 rVB2 140396 255146 6.71% 1.808%
4 7.871 721 729 743 rBV 402851 733717 19.30% 5.200%
5 8.335 799 808 815 rBV2 140984 249479 6.56% 1.768%

8.659 854 863 874 rVB 563644 1012706 26.63% 7.177%
9.505 998 1007 1018 rBV 462280 859566 22.60% 6.092%
11.150 1280 1287 1296 rBV 180516 339276 8.92% 2.404%
13.565 1690 1698 1710 rBY 1395400 2164699 56.93% 15.341%
14.945 1926 1933 1943 rVB2 300806 525664 13.82% 3.725%

=
QO ~NO®

11 16.432 2179 2186 2200 rBV 795740 1255974 33.03% 8.901%
12 17.695 2393 2401 2411 rBV2 452103 719272 18.92% 5.098%
13 20.280 2834 2841 2850 rBV 2925669 3802580 100.00% 26.949%
14 22.025 3131 3138 3146 rBvV 496951 877789 23.08% 6.221%
15 25.533 3724 3735 3748 rVB2 267563 847682 22.29% 6.008%

Sum of corrected areas: 14110115
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028661.D

Aca On : 12 Sep 2017 5:01

Operator : SJ/JU

Sample : 15181-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028662.D

2500000
2000000
1500000

1000000

8.66
500000 7.87 950

5.91
7.49 8.34 11.15
5.44

T T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028662.D

20.28

2500000

2000000

15000001 13.56

1000000
16.43

500000 17.70 22.03
14.95

O e L AL  o L L L RARLE m

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: BG028662.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028661.D

Aca On : 12 Sep 2017 5:01

Operator : SJ/JU

Sample : 15181-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.

5.44 4.43 ng 55220 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 315 (5.439 min): BG028661.D (-312) (-) m/z 43.05 100.00%
43.0
5000
101.1 AR RS LR AR
520 5.40 5.60 5.80
ol d w18 380 L7 59.10 61.28%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL UL UL
520 5.40 5.60 5.80
m/z 58.10 14 .42%
‘ 101.0
e “'J"' UL ALY UL UL SR
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
520 5.40 5.60 5.80
5000 m/z 101.10 13.58%
101.0
27.0
L L W L L L S
m/z--> 50 100 150 200 250 300 350
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L B
59.0 520 5.40 5.60 5.80
m/z 41.10 8.62%
5000
101.0
0..H.“.‘Hlll‘..‘.luuu.|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028661.D

Aca On : 12 Sep 2017 5:01

Operator : SJ/JU

Sample : 15181-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 2

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

7.87 58.82 ng 733717 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 729 (7.871 min): BG028661.D (-721) (-) m/z 132.10 100.00%
13p.1
5000 68.1 A
w01 9%.1 oo ko 7k 8bo a0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 HR U A R R
69.0 7.60 7.80 8.00 8.20
39.0 m/z 66.10 32.52%
' ‘ H 89.0
oL ”H‘HIMM‘ \‘\ ..‘..‘l‘l‘... e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
R AR A AR AR
090 o 7.60 7.80 8.00 8.20
5000 ' m/z 134.00 29.62%
31.0
0 50.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B e L
132.0 7.60 7.80 8.00 8.20
m/z 69.10 20.17%
97.0
5000
70.0
310 g ‘ /\
O'A'“'Ll““h'“'w'“ DSBS SRR SRR RARRE BAARE SRR SR U U L R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028661.D

Acq On : 12 Sep 2017 5:01

Operator : SJ/JU

Sample - 15181-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.44 4.4 ng 55220 1 8.34 249479 20.0
unknown? .87 7.87 58.8 ng 733717 1 8.34 249479 20.0
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