LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vial : 10 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-BG080116.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

5.158 389 395 405 rvB 196063 321925 4._.19% 0.793%
5.634 470 476 490 rBV 1108128 1876932 24.45% 4.626%
rBv 727682 1330137 17.33% 3.278%
7.619 805 814 827 rBV 1956923 3418160 44.53% 8.425%
8.089 886 894 901 rBV 451755 768574 10.01% 1.894%
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8.418 940 950 960 rBV 1667980 2991331 38.97% 7.373%
9.270 1085 1095 1106 rBV 1443473 2676746 34.87% 6.597%
10.927 1368 1377 1394 rVB 584878 1098477 14.31% 2.707%
13.376 1784 1794 1808 rBVY 3744019 5845670 76.15% 14.408%
14.204 1928 1935 1941 rBV2 173745 261152 3.40% 0.644%

=
QO ~NO®

11 14.763 2020 2030 2039 rBvV2 892017 1474601 19.21% 3.634%
12 16.261 2278 2285 2295 rBV 3001423 4578402 59.64% 11.284%
13 17.524 2494 2500 2509 rBV 1115698 1766390 23.01% 4 _.354%
14 18.393 2643 2648 2656 rBV 132890 212113 2.76% 0.523%
15 18.475 2658 2662 2666 rVB 68376 91310 1.19% 0.225%

16 19.662 2860 2864 2870 rBV 195341 285698 3.72% 0.704%
17 20.132 2938 2944 2952 rBV 5580448 7676663 100.00% 18.921%

18 21.835 3228 3234 3245 rVB2 1165064 1987445 25.89% 4._.898%
19 25.213 3800 3809 3820 rVB 615796 1911187 24.90% 4_.710%

Sum of corrected areas: 40572913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023889.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 8.38 ng 321925 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 25

Abundance Scan 395 (5.158 min): BG023889.D (-389) (-) m/z 43.00 100.00%
43.0
5000 }\\
oL 250 50 550 sa0
o Al | aeas aer mwa aso | tSd Ol Sia sy
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 ISR N R UL
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480 500 520 540
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miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.40%
5000
101.0
O e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 unknown7.62 Concentration Rank 1

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

7.62 88.95 ng 3418160 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 814 (7.619 min): BG023889.D (-805) (-) m/z 132.05 100.00%
131
68.0
5000

7.20 7.40 7.60 7.80 8.00

oL 3P il .l,l. A 270 26l 9824 4284 m/z 68.05 55.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A L L

7.20 7.40 7.60 7.80 8.00
m/z 66.05 36.23%

31.0
B
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
e
69.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 33.06%
31.0
ol A
m/z--> 50 100 150 200 250 300 350 400
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 23.74%
5000
67.0
NV S — R pe | GRS § GH—
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.39 2.40 ng 212113 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2648 (18.393 min): BG023889.D (-2643) (-) m/z 73.05 100.00%
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213.1
: 256.1 18.00 18.20 18.40 18.60 18.80
309.9 355.1 549.6 y > - : -
0! m/z 60.05 89.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
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Ok Ay e
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Abundance #72646: Tridecanoic acid T T T T e
73.0 18.00 18.20 18.40 18.60 18.80
m/z 57.00 63.23%
5000
29.
J 29'01710214-0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023889.D

Aca On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample : H4567-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.66 3.23 ng 285698 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2864 (19.662 min): BG023889.D (-2860) (-) m/z 60.05 100.00%
60.
5000
284.1
19.40 19.60 19.80 20.00
o 357.1 411.1  482.8528.5 /7 73.05 99 _ 99
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
.0
5000 LR AR NN SRR SUNE
19.40 19.60 19.80 20.00
185.0 941.0284.0 m/z 43.05 81.20%
0 —T ‘I\
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
1040 19.60 19.80 20.00
5000 129.0 m/z 55.05 69.07%
24 199.0242.0
L S L I B L WL B WL BRI WAL
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid A EE s man e S
60. 19.40 19.60 19.80 20.00
m/z 57.05 68.12%
5000
171.0213.0256.0
0 oA Sl e AL i
miz--> 0 50 100 150 200 250 300 350 400 450 500 19.'40 19.|60 19.|80 20.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082416\
Data File : BG023889.D

Acq On : 24 Aug 2016 18:07

Operator : UM/SJ

Sample - H4567-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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... 5.16 8.4 ng 321925 1 8.09 768574 20.0
unknown7 .62 7.62 89.0 ng 3418160 1 8.09 768574 20.0
n-Hexadecanoic acid 18.39 2.4 ng 212113 4 17.52 1766390 20.0
Octadecanoic acid 19.66 3.2 ng 285698 4 17.52 1766390 20.0
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