LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023011.D

Aca On 11 Jul 2016 21:58 Instrument :

Operator : UM/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : H3960-01 HSR-WC-59-070716

ALS Vial : 9 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-BG070816.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

5.221 400 405 412 rVB 361177 531573 5.37% 1.168%
5.697 479 486 494 rBV 1577461 2484285 25.11% 5.457%
rBv 1706073 2930106 29.61% 6.436%
7.683 816 824 833 rVV 1723445 2986172 30.18% 6.560%
8.153 897 904 913 rVB 346748 615964 6.23% 1.353%
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8.476 951 959 966 rBV 1240605 2179791 22.03% 4._.788%
9.322 1096 1103 1116 rVB 1217166 2229431 22.53% 4._.897%
10.979 1376 1385 1390 rBV 558057 992885 10.03% 2.181%
11.032 1390 1394 1400 rVB 215147 380280 3.84% 0.835%
13.417 1790 1800 1810 rBY 3683381 5811094 58.73% 12.765%

=
QO ~NO®

11 14.798 2025 2035 2043 rBV2 1030886 1779678 17.99% 3.909%
12 16.290 2281 2289 2302 rBV 3429347 5429972 54.88% 11.928%
13 17.554 2497 2504 2510 rBV 1436878 2189373 22.13% 4_809%
14 20.156 2941 2947 2953 rBV 7273974 9894950 100.00% 21.736%
15 21.860 3230 3237 3247 rVB2 1526112 2592683 26.20% 5.695%

16 23.065 3438 3442 3449 rVB6 59320 113364 1.15% 0.249%
17 25.239 3802 3812 3825 rBV3 773790 2382092 24.07% 5.233%

Sum of corrected areas: 45523693
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023011.D

Aca On - 11 Jul 2016 21:58

Operator : UM/SJ

ﬁ?ggle i H3960-01 HSR-WC-59-070716
ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023011.D
7000000

6000000
5000000
4000000
3000000

2000000 5.70 7.31 7.68
8.48 9.32
1000000

5.22 8.15 10.08
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Time--> 3.00 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023011.D

7000000 20.16

6000000
5000000
4000000 13.42 16.29
3000000

2000000

1000000 14.80
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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 TIC: BG023011.D

7000000

6000000
5000000
4000000
3000000
2000000
1000000 25.24

23.06 A
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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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\
Data File : BG023011.D

Aca On 11 Jul 2016 21:58

Operator : UM/SJ

Sample - H3960-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.22 17.26 ng 531573 1,4-Dichlorobenzene-d4 8.15
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. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 405 (5.221 min): BG023011.D (-400) (-) m/z 43.10 100.00%
43
5000 J\
il b oy o o ok
Ol kO 152 221262 299 S84 466497 | 'm/z 59.10 67.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LR UL N
480 500 520 5.40 5.60
m/z 101.10 23.39%
15 101
Oliwﬁi"W"”I'”'I”"P"W"”I'”'I”"P"W"
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 g1
480 500 520 540 560
5000 m/z 58.05 15.20%
134
1077 61
o 187 220 2gp
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 500 520 5.40 5.60
m/z 41.05 7.74%
5000
o \ 126
mz-> 0 50 100 150 200 250 300 350 400 450 500 & | 4.80 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023011.D

Aca On : 11 Jul 2016 21:58

Operator : UM/SJ

ﬁ?ggle i H3960-01 HSR-WC-59-070716
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.68 Concentration Rank 1

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

7.68 96.96 ng 2986170 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Indenol 132 C9H80 056631-57-3 10

Abundance Scan 824 (7.683 min): BG023011.D (-816) (-) m/z 132.00 100.00%
132
68
5000
o | 7 TTh 750 780 880
ol 165 233 281310 364 476 529 n/7z 68.10 61.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL UL I LR
7.40 7.60 7.80 8.00
3 70 m/z 66.10 40.37%
OI”JJHWMW"”I'”'I”"P"W"”I'”'I”"P"W"”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 800
5000 m/z 134.00 33.04%
67
106
L S L L L I L WL WL S L
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- e RARES R L
132 7.40 7.60 7.80 8.00
m/z 69.05 27 .00%
5000
28 5 104
L S L L L I L WL WAL SIS L UL UL I R
miz--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71116\

Data File : BG023011.D

Acq On 11 Jul 2016 21:58

Operator : UM/SJ

ﬁ?ggle i H3960-01 HSR-WC-59-070716
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.22 17.3 ng 531573 1 8.15 615964 20.0
unknown7 .68 7.68 97.0 ng 2986170 1 8.15 615964 20.0
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