LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021117.D

Aca On : 27 Feb 2016 16:25 Instrument :

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

a?zgle : H1578-08 CEB-2-20160224

ALS Vial : 37 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-BG022616.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 5.258 406 412 420 rBV 7447 11467 1.51% 0.397%
2 5.717 485 490 497 rBB 55387 86484 11.37% 2.993%
3 7.303 755 760 767 rBB 34866 58302 7.67% 2.018%
4 7.697 820 827 833 rBB 116322 195746 25.74% 6.775%
5 8.167 901 907 912 rBV 24526 37548 4 .94% 1.300%

6 8.490 955 962 969 rBB 104488 177757 23.37% 6.153%
7 9.330 1098 1105 1112 rBB 99560 172518 22.68% 5.971%
8 10.975 1379 1385 1392 rBV 34083 58908 7.75% 2.039%
9 13.402 1791 1798 1805 rBB 278582 415241 54.60% 14.372%
10 14.777 2025 2032 2038 rBB2 53173 86641 11.39% 2.999%
11 16.252 2277 2283 2290 rBB 255074 379122 49.85% 13.122%
12 17.080 2420 2424 2431 rBB4 6334 10355 1.36% 0.358%
13 17.509 2491 2497 2507 rBB 83115 122116 16.06% 4.227%
14 18.373 2641 2644 2649 rBV 8517 10203 1.34% 0.353%
15 19.636 2855 2859 2866 rBV 12645 15192 2.00% 0.526%

16 20.100 2932 2938 2944 rBV 615259 760564 100.00% 26.325%
17 21.769 3216 3222 3230 rVB 95835 154050 20.25% 5.332%
18 25.053 3771 3781 3793 rBV3 48343 136959 18.01% 4._.740%

Sum of corrected areas: 2889173
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021117.D

Aca On - 27 Feb 2016 16:25

Operator : UM/SJ

Sample : H1578-08

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

CEB-2-20160224

Abundance TIC: BG021117.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021117.D

Aca On : 27 Feb 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H1578-08 CEB-2-20160224
ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown7.70 Concentration Rank 1

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

7.70 104.26 ng 195746 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 828 (7.703 min): BG021117.D (-820) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 9.0 740 7.60 7.80 8.00
o} m/z 68.00 48.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U U LU N U
7.40 7.60 7.80 8.00
70.0 m/z 66.00 34.91%
310 440
0 e S A s MY S A
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132.0
A
7.40 7.60 7.80 8.00
5000 m/z 133.90 32.64%

150 280 390 520 830 770 900 1040 .-
1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole E R R

132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.10%

5000
104.0
66.0
ol 140 270 300 510 710 890 || 1150

S, LR AL Sr D NS TP AL | M | N /A NSSRSY  —.

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\

Data File : BG021117.D

Aca On : 27 Feb 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H1578-08 CEB-2-20160224
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

8270-BG022616.-M Mon Feb 29 18:26:57 2016

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 4 Tetradecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.64 2.49 ng 15192 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2860 (19.642 min): BG021117.D (-2855) (-) m/z 43.00 100.00%
430 730
5000 128.9 185.1 284.1
97.0 241.1
¥ || 206.9 19.40 19.60 19.80 20.00
O L L B o e o RS RRRRARRRLEE m/z 73.00 96.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43.0 | 73.0
5000
129.0 19.40 19.60 19.80 20.00
185.0 m/z 41.00 70.11%
97.0 228.0
o 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
19.40 19.60 19.80 20.00
5000 m/z 60.00 69.42%
129.0 242.0
97.0 199.0
o 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid e
73.0 19.40 19.60 19.80 20.00
43.0 m/z 57.00 68.53%
5000 129.0
171.0
97.0 214.0
0 R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG022716\

Data File : BG021117.D

Acq On = 27 Feb 2016 16:25

Operator : UM/SJ

ﬁ?ggle i H1578-08 CEB-2-20160224
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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]
unknown?7 .70 7.70 104.3 ng 195746 1 8.17 37548 20.0
Tetradecanoic acid 19.64 2.5 ng 15192 4 17.51 122116 20.0
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