LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024736.D

Aca On 7 Nov 2016 19:45 Instrument :

Operator : UM/SJ (BZII\!A_(tSS el
- - lentosampleld :

a?zgle : H5544-03 GW-110-10.3-22.0

ALS Vial : 6 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-BG102516.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 3.595 122 129 153 rVB 21742648 45032846 100.00% 49.165%
2 5.322 417 423 431 rVB 350971 552003 1.23% 0.603%
3 5.792 496 503 513 rBVY 1314219 2162964 4 .80% 2.361%
4 7.396 769 776 787 rBV 909640 1669993 3.71% 1.823%
5 7.784 834 842 854 rBVY 1922577 3456148 7.67% 3.773%

8.260 912 923 933 rBvV2 409151 754628 1.68% 0.824%
8.589 970 979 987 rBV 1661635 2978970 6.62% 3.252%
9.435 1114 1123 1131 rBV 1400451 2623740 5.83% 2.864%
11.086 1392 1404 1413 rBV 511253 975040 2.17% 1.064%
13.501 1807 1815 1823 rBV 3700584 6027268 13.38% 6.580%

=
QO ~NO®

11 14.876 2043 2049 2058 rVB 867874 1436214 3.19% 1.568%
12 16.362 2294 2302 2309 rBV 3782896 5963605 13.24% 6.511%
13 17.619 2509 2516 2526 rBV2 1208174 1960301 4 _.35% 2.140%
14 20.205 2949 2956 2961 rBV 7701801 10659514 23.67% 11.637%
15 21.914 3240 3247 3254 rVB 1465336 2624404 5.83% 2.865%

16 25.340 3818 3830 3842 rBV2 894046 2718617 6.04% 2.968%

Sum of corrected areas: 91596255
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024736.D

Aca On 7 Nov 2016 19:45

Operator : UM/SJ

ﬁ?ggle i H5544-03 GW-110-10.3-22.0
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG024736.D
3|59
2e+07
1.5e+07
1e+07
5000000
7.78 8.59
5.79 740 9.43
532 ; 8.26 11.09
0 A i I

Time--> 300 3.50 400 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BG024736.D

20.20

13.50 16.36

14.88 17.62 2191

0
Time-->

13.00 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

2e+07

1.5e+07

le+07

5000000

TIC: BG024736.D

25.34

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG110716\

BG024736.D

7 Nov 2016 19:45

UM/SsJ

H5544-03 GW-110-10.3-22.0
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.32 14.63 ng 552003 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 423 (5.322 min): BG024736.D (-417) (-) m/z 43.10 100.00%
43
5000
1o ’5.00 520 540 5.60
Ol kA2, | 139166 207 242 301 358 393 488 S13 | n/z 59.05  63.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN S IR LR
5.00 5.20 5.40 5.60
m/z 101.10 18.01%
15 101
OliMQJ”..ﬁu..,”..,”..,”..,”..,”..,”..,”..,”.
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
’5.00 520 540 560
5000 m/z 58.10 16.40%
27 102
o 132
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 5.00 5.20 5.40 5.60
m/z 41.10 8.66%
5000
o L 126
mz-> 0 50 100 150 200 250 300 350 400 450 500 500 520 5.40 5.60
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Library Search Compound Report

8270-BG102516.M Tue Nov 08 16:47:19 2016

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024736.D

Aca On 7 Nov 2016 19:45

Operator : UM/SJ

ﬁ?ggle i H5544-03 GW-110-10.3-22.0
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 3 unknown7.78 Concentration Rank 2

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

7.78 91.60 ng 3456150 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 841 (7.778 min): BG024736.D (-834) (-) m/z 132.10 100.00%
132
68
5000
I it 197221245 282 346 407 457 488 740 750 780 8.00 820
ol TSRS N Ll N  EEEEL QUM SIA Sl m/z 68.10 54.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA I UL R
740 7.60 7.80 8.00 8.20
3 10 m/z 66.10 39.74%
O'JJJM'“I""P"'I"”I""I”"I"'W""I"”I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 35.18%
51 77
e S L U L L UL UL B UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine T
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 24 .86%
5000
105
O.JJ;llﬂ.Uh...,.”.,....,....,....,...w....,...., IR I L R
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG110716\

Data File : BG024736.D

Acq On : 7 Nov 2016 19:45

Operator : UM/SJ

ﬁ?ggle i H5544-03 GW-110-10.3-22.0
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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... 5.32 14.6 ng 552003 1 8.26 754628 20.0
unknown7 .78 7.78 91.6 ng 3456150 1 8.26 754628 20.0
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