LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO073016\

Data File : BG023347.D

Acq On : 29 Jul 2016 23:53 Instrument :
Operator : UM/SJ VA €

Sample - H4176-16 ClientSampleld :
Misc : GW-34-7.0-15.0
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG072616_-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 height area % max. total
1 5.196 395 401 410 rBV 361842 565046 5.02% 0.971%
2 5.672 476 482 498 rBV 1603337 2571934 22.85% 4.418%
3 7.288 748 757 768 rBV 1165548 2082480 18.50% 3.577%
4 7.664 813 821 830 rBV 2590134 4468658 39.70% 7.676%
5 8.134 894 901 909 rBVY 533951 931608 8.28% 1.600%

8.462 948 957 966 rBV 1959667 3474152 30.86% 5.968%
9.314 1093 1102 1111 rBV 1924898 3504535 31.13% 6.020%
10.971 1377 1384 1392 rBV 861318 1517681 13.48% 2.607%
13.420 1793 1801 1811 rBVY 5257898 8508529 75.59% 14.616%
14.249 1936 1942 1947 rBV 173783 275984 2.45% 0.474%

=
QO ~NO®

11 14.807 2030 2037 2046 rBV2 1373706 2339603 20.78% 4.019%
12 16.305 2285 2292 2303 rBV 4449206 7245692 64.37% 12.447%
13 17.568 2500 2507 2517 rBV2 1780072 2805239 24.92% 4_.819%
14 18.443 2651 2656 2661 rBvV2 139886 246071 2.19% 0.423%
15 19.706 2867 2871 2885 rBV 147011 286179 2.54% 0.492%

16 20.176 2945 2951 2958 rBV 8460865 11256782 100.00% 19.337%
17 21.891 3236 3243 3255 rVB2 1736132 3094319 27.49% 5.315%
18 25.293 3809 3822 3836 rBVv3 978775 3039319 27.00% 5.221%

Sum of corrected areas: 58213811
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023347.D

Acq On : 29 Jul 2016 23:53

Operator : UM/SJ

ﬁ?ggle i H4176-16 GW-34-7.0-15.0
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023347.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO073016\
Data File : BG023347.D

Acq On 29 Jul 2016 23:53

Operator : UM/SJ

Sample : H4176-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 12.13 ng 565046 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Pentanol 88 C5H120 000584-02-1 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 402 (5.202 min): BG023347.D (-395) (-) m/z 43.05 100.00%
43
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101 T T T T T T T
480 5.00 520 5.40 5.60
Ol b 472 130 172 208 249 @ 834 8 o | m/z 59.05  63.74%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS S LR
480 5.00 520 5.40 5.60
m/z 101.05 21.78%
15 101
0|"'““|""'|""|"""""" SRS SRS SN SRR
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59
480 500 520 540 560
5000 m/z 58.05 18.35%
L S L B W S N BN SRR SRR SRR
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8344: 3-Hexanol, 4-methyl-
¢ 480 5.00 520 5.40 5.60
m/z 41.05 9.21%
5000
31
87
0<
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023347.D

Acg On : 29 Jul 2016 23:53

Operator : UM/SJ

ﬁ?ggle i H4176-16 GW-34-7.0-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.66 Concentration Rank 1

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

7.66 95.93 ng 4468660 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 820 (7.658 min): BG023347.D (-813) (-) m/z 132.05 100.00%
132
68
5000
w0 | % 740 7.60 7.80 8.00
Oyl Lo L 165 207 243 275 307 356386 46 "m/z 68.05 56.62%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL S IR
7.40 7.60 7.80 8.00
31 ‘ m/z 66.05 36.18%
0 ...‘H‘.‘l“.‘k“..l“.. ‘.luu..|....l....|....|....|....|....
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00
5000 m/z 133.95 33.71%
104
14 39 6
O S o I B L S U L B B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- e R n
132 7.40 7.60 7.80 8.00
m/z 69.05 23.57%
5000

15 39 63 104

2 il 4 oyl |
LA L B L L L L L LA L L

T
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023347.D

Acg On : 29 Jul 2016 23:53

Operator : UM/SJ

ﬁ?ggle i H4176-16 GW-34-7.0-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.71 2.04 ng 286179 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 2872 (19.712 min): BG023347.D (-2867) (-) m/z 73.05 100.00%
43 78
5000 120
241
o7 185 284 RSN U SRR
150 | 213 19.40 19.60 19.80 20.00
0—,—,—l"f 326 367 428 461 505 /2 4310 92 154
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43 73
5000 BB AR A AR
242 19. 40 19 60 19. 80 20.00
g7 129 ‘ m/z 60.05  77.02%
0 .‘.M“‘ MH\HH\ ‘ A ‘T].-‘.‘l....‘l....l....l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
4373
19.40 19.60 19.80 20.00
5000 129 m/z 57.05 70.06%
97
185 241 284
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S L o L B S L UL S B S W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid R e
19.40 19.60 19.80 20.00
m/z 55.05 67.52%
5000
o} e
m/z--> 50 100 150 200 250 300 350 400 450 500 1940 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73016\

Data File : BG023347.D

Acg On : 29 Jul 2016 23:53

Operator : UM/SJ

ﬁ?ggle i H4176-16 GW-34-7.0-15.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
Quant Title : 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... 5.20 12.1 ng 565046 1 8.14 931608 20.0
unknown7 .66 7.66 95.9 ng 4468660 1 8.14 931608 20.0
Pentadecanoic acid 19.71 2.0 ng 286179 4 17.57 2805240 20.0
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