LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091417\

Data File : BG028759.D

Aca On : 15 Sep 2017 8:37 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 15223-01 090917-SIDIF-)E-D-B
ALS Vial : 29 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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 5.438 307 315 323 rBV 49583 84069 2.82% 0.757%
2 5.902 388 394 403 rBV 227911 387066 13.00% 3.487%
3 7.483 655 663 674 rBV 178362 357399 12.00% 3.220%
4 7.859 719 727 742 rVB 298443 528371 17.75% 4_.760%
5 8.329 799 807 816 rVB2 102931 190232 6.39% 1.714%

8.652 854 862 871 rBV 377128 666575 22.39% 6.005%
9.498 997 1006 1015 rBV 291434 565586 19.00% 5.096%
11.143 1279 1286 1299 rVB 130515 255942 8.60% 2.306%
13.558 1688 1697 1714 rBV 963931 1520876 51.08% 13.702%
14.939 1925 1932 1944 rBV3 232358 414598 13.92% 3.735%

=
QO ~NO®

11 16.425 2177 2185 2200 rBV 5563271 956364 32.12% 8.616%
12 17.689 2393 2400 2410 rBvV2 390192 615432 20.67% 5.545%

13 19.939 2777 2783 2786 rBV2 46143 59191 1.99% 0.533%
14 20.274 2834 2840 2848 rBV 2265788 2977460 100.00% 26.825%
15 20.985 2957 2961 2967 rVB2 32335 40916 1.37% 0.369%

16 22.019 3130 3137 3145 rBV2 397866 734210 24.66% 6.615%
17 25.521 3714 3733 3747 rBvV2 215098 745368 25.03% 6.715%

Sum of corrected areas: 11099655
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028759.D

Aca On : 15 Sep 2017 8:37

Operator : SJ/JU

ﬁ?ggle i 15223-01 090917-SIDI-E-D-B
ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028759.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028759.D

Aca On : 15 Sep 2017 8:37

Operator : SJ/JU

ﬁ?ggle i 15223-01 090917-SIDI-E-D-B
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 8.84 ng 84069 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 315 (5.438 min): BG028759.D (-307) (-) m/z 43.10 100.00%
31
59.1
5000
1011 RN AR SRR R
| 83.0 | 5.20 5.40 5.60 5.80
T E 1SS | S NS S m/z 59.10 64.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L ISR L
59.0 5.0 540 560 5.80
0
150 a0 1010 m/z 58.10 19.81%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
5.20 5.40 5.60 5.80
5000 m/z 101.10 18.70%
410 101.0
o 15.0 310 77 500 69.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L B L L BN LB B
43.0 5.20 5.40 5.60 5.80
m/z 41.10 9.08%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028759.D

Aca On : 15 Sep 2017 8:37

Operator : SJ/JU

ﬁ?ggle i 15223-01 090917-SIDI-E-D-B
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.86 Concentration Rank 2

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

7.86 55.55 ng 528371 1,4-Dichlorobenzene-d4 8.33
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.859 min): BG028759.D (-719) (-) m/z 132.10 100.00%
132.1
5000 68.1 /\
96.1 HARA L I L
40.1 2459 7.60 7.80 8.00 8.20
0 a5 m/z 68.10 49.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL I I L
7.60 7.80 8.00 8.20
210 ‘ m/z 66.10 34 _.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
760 7.80 8.00 8.20
5000 97.0 m/z 134.10 33.21%
70.0
310 59
G A I N R S B S LRSS SRR SRR LR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14503: 1H-Benzimidazole, 2-methyl- R B R e R
132.0 7.60 7.80 8.00 8.20
m/z 69.10 21.27%
5000
15.0 3% -0 I 63”\0 n 104.0 | /\
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 760 7.80 8.00 8.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG091417\

BG028759.D

15 Sep 2017 8:37

SJ3/JU

15223-01 090917-SIDI-E-D-B
29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 8.8 ng 84069 1 8.33 190232 20.0

unknown7 .86

7.86 55.5 ng 528371 1 8.33 190232 20.0
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