LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

ALS Vial : 6 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-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 height area % max. total
1 5.334 419 425 433 rVB2 197449 333975 2.86% 0.661%
2 5.798 497 504 512 rBvV 1215934 2006326 17.19% 3.971%
3 7.402 769 777 786 rBVY 784109 1441997 12.35% 2.854%
4 7.796 833 844 854 rBV 2060546 3704195 31.73% 7.331%
5 8.272 917 925 935 rBV 475685 853853 7.31% 1.690%

8.595 969 980 990 rBV 1784775 3275106 28.06% 6.482%
9.447 1116 1125 1135 rBV 1637636 3069778 26.30% 6.076%
11.098 1398 1406 1413 rBV 641947 1136071 9.73% 2.249%
13.513 1807 1817 1825 rVB 4146870 6763651 57.94% 13.387%
14.324 1949 1955 1960 rBV 222023 341337 2.92% 0.676%

=
QO ~NO®

11 14.888 2043 2051 2057 rVB 979913 1627703 13.94% 3.222%
12 16.368 2296 2303 2316 rBV 3788323 6039002 51.74% 11.953%
13 16.539 2328 2332 2341 rVB3 73678 133310 1.14% 0.264%
14 17.626 2510 2517 2526 rBV 1329300 2092447 17.93% 4.141%
15 18.472 2656 2661 2666 rBV3 146661 226844 1.94% 0.449%

16 19.729 2871 2875 2880 rBv4 115684 173325 1.48% 0.343%
17 20.211 2950 2957 2965 rBV 8353713 11672704 100.00% 23.103%

18 21.921 3241 3248 3256 rBV 1592510 2846417 24.39% 5.634%
19 25.352 3822 3832 3844 rVB2 936164 2786762 23.87% 5.516%

Sum of corrected areas: 50524803
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

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

Abundance
8000000

6000000

4000000

2000000

TIC: BG024561.D

7.80
8.59 9.45

5.80

7.40
8.27 11.10

533

0

Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 1100 1150 1200 1250

Abundance
8000000

6000000

4000000

2000000

TIC: BG024561.D
20.21

13.51
16.37

21.92
17.63
14.89

14.32 J 6.54 18.47 19.73

0
Time-->

A
LN I N B U N [ B L B [ N N B N N O B N B B B B B B

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
8000000

6000000

4000000

2000000

TIC: BG024561.D

25.35

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\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

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

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.

5.33 7.82 ng 333975 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Tetraglyme 222 C10H2205 000143-24-8 9

Abundance Scan 424 (5.328 min): BG024561.D (-419) (-) m/z 43.10 100.00%
a3
5000
ot Tho 520 540 se0 |
,...J-,.7.3..-,|...1.4,7...."‘,0.6..2‘.‘?...2]9,7....3,5??7.9.,...4.4?..‘.‘5?9, m/z 59.10 69.52%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL IS R LU
5.00 5.20 5.40 5.60
m/z 101.10 18.20%
1? ‘ 101
|

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
43
R R NA S S REmas
5.00 5.20 5.40 5.60
5000 m/z 58.05 16.94%
83
[ T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4076: Morpholine, 4-methyl-
43 5.00 5.20 5.40 5.60
m/z 41.05 12._.19%
5000
15 71101
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

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

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 unknown7.80 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 7.80 86.76ng 3704200  1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 32

2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 17
Abundance Scan 845 (7.802 min): BG024561.D (-833) (-) m/z 132.00 100.00%
132
5000 68
a0 | % 7.40 7.60 7.80 8.00 8.0
0 b fh A 160183207 234 281 341 370 407431 m/z 68.10 50.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 [ TR I U
7.40 7.60 7.80 8.00 8.20
m/z 66.10 38.55%
‘“ 103
M\m‘ \‘Mh\ e
m/z--> 150 200 250 300 350 400
Abundance
132
7.40 7.60 7.80 8.00 8.0
5000 97 m/z 134.00 35.68%
3 10
mz-> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine T
132 7.40 7.60 7.80 8.00 8.20
69 m/z 69.10 23.32%
104
5000
31
m/z--> 50 100 150 200 250 300 350 400 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

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

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 4
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.17 ng 226844 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2661 (18.472 min): BG024561.D (-2656) (-) m/z 55.10 100.00%

5000

18.20 18.40 18.60 18.80
m/z 60.10 96.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

5000 129

18.20 18.40 18.60 18.80
m/z 73.00 87.77%

157 185213 256
i \ ‘ l ‘ \

m/z--> 0 50 50 200 250 300 350 400 450 500
Abundance
60
18.20 18.40 18.60 18.80
5000 m/z 57.10 74.68%
129
29
87 172

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid e
18.20 18.40 18.60 18.80

m/z 43.05 68 .35%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 20 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024561.D

Acq On : 31 Oct 2016 18:10

Operator : UM/SJ

Sample : H5477-01

Misc :

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... 5.33 7.8 ng 333975 1 8.27 853853 20.0
unknown? .80 7.80 86.8 ng 3704200 1 8.27 853853 20.0
n-Hexadecanoic acid 18.47 2.2 ng 226844 4 17.63 2092450 20.0
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