LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 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-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 height area % max. total
1 3.433 96 101 108 rBV3 93390 152174 2.33% 0.389%
2 5.154 388 394 405 rvB 762298 1191501 18.28% 3.047%
3 5.636 470 476 489 rBV 1195497 2021670 31.02% 5.169%
4 7.257 743 752 767 rBV 861875 1587481 24.36%  4.059%
5 7.621 805 814 827 rBV 1707202 3054474 46.87% 7.810%

8.091 884 894 905 rBV 453893 757761 11.63% 1.938%
8.420 939 950 959 rBV 1270031 2260261 34.68% 5.779%
9.272 1088 1095 1110 rBV 1102032 2020792 31.01% 5.167%
10.929 1369 1377 1388 rBV 599565 1118532 17.16% 2.860%
13.378 1785 1794 1805 rBVY 2888501 4595035 70.50% 11.749%

=
QO ~NO®

11 14.212 1929 1936 1943 rBV 326797 489007 7.50% 1.250%
12 14.765 2023 2030 2039 rBV2 931600 1590782 24.41% 4.068%
13 15.587 2166 2170 2176 rVB2 51944 69696 1.07% 0.178%
14 16.269 2279 2286 2297 rBV 2541308 4028849 61.82% 10.302%
15 16.451 2311 2317 2327 rBV 62125 119690 1.84% 0.306%

16 17.531 2495 2501 2515 rVB2 1328092 2096874 32.17% 5.362%
17 18.401 2645 2649 2654 rBV 203387 281461 4._.32% 0.720%
18 19.670 2861 2865 2870 rBV 167096 226613 3.48% 0.579%
19 20.140 2939 2945 2951 rBV 4807819 6517501 100.00% 16.665%
20 21.450 3164 3168 3171 rBV6 62180 109686 1.68% 0.280%

21 21.849 3229 3236 3244 rBV2 1496185 2474551 37.97% 6.327%
22 25.239 3803 3813 3826 rVB 779279 2344040 35.97% 5.994%

Sum of corrected areas: 39108431
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023913.D

Acqg On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023913.D

4000000

3000000

2000000 762

5.64 8.42 927

1000000 515 7.26

8.09 10.93

3.43
R A s e o o L N L o o STUEE

Time--> 300 3.50 4.00 450 500 550 600 650 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023913.D

20114

4000000

3000000 13.38
16.27

2000000
21.85

17.53
1000000 14.76

1421 18.40
155 |45 ' 19,67 21,45

0 o e LA o s e e e L B o e e e e e ML B o o o o o

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: BG023913.D

4000000
3000000
2000000
1000000 25.24

L

et eSS Rttt Sl 5SS+ttt Sl

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

8270-BG080116.M Fri Aug 26 13:34:42 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 31.45 ng 1191500 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 393 (5.148 min): BG023913.D (-388) (-) m/z 43.05 100.00%
43
5000 /\
101 R RAREE e an
480 500 520 5.40
...,.6.9.'.',|..1.3?,...1.97‘???.,.???,....3??...,....,...‘.‘9,9. m/z 59.05 66.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA UL AR
4.80 5.00 5.20 5.40
m/z 101.05 21.38%
1?1
-
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
59
480 500 520 540
5000 m/z 58.05 16.49%
29 101
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 5.20 5.40
m/z 41.05 8.55%
5000
Jl 126
mz-> 50 100 150 200 250 300 350 400 450 500 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 3 unknown7.62 Concentration Rank 1

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

7.62 80.62 ng 3054470 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 814 (7.621 min): BG023913.D (-805) (-) m/z 132.05 100.00%
132
68
5000
a0 | % 720 7.40 7.60 7.80 8.00
...1!'f'..1..l,l.. S/ Tle B2 S Y N 7 m/z 68.05 55.86%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R I I R
7.20 7.40 7.60 7.80 8.00
s 70 m/z 66.05 36.94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
132
R AR e BERRE RS
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 32.59%
og 63 104
TR A B e e T B W S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- T BRaa
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 23.51%
5000
69
39 ‘ 103
”.LT”LLT...,..”,...w....“...“...,”..,”..,. T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.40 2.68 ng 281461 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2649 (18.401 min): BG023913.D (-2645) (-) m/z 73.05 100.00%

43

5000

213 JJ’\/—\A

18.00 18.20 18.40 18.60 18.80
m/z 60.05 84 .98%

256 585 307

360 403 447

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43 7
5000 256 | BN LI L L L LB L
129 18.00 18.20 18.40 18.60 18.80
97 213 m/z 43.05 70.56%
Ll 57
ST 1T Y S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
43 T T T
18.00 18.20 18.40 18.60 18.80
5000 m/z 57.00 65.52%
129
185 228
97
157
LA o o o e B e e I HNLJNLNL N A o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid e AR e S
3,78 18.00 18.20 18.40 18.60 18.80
m/z 55.00 57 .55%
5000 129
97 199
e T
LT 0 Y g o =~ S
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.67 2.16 ng 226613 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2865 (19.670 min): BG023913.D (-2861) (-) m/z 43.05 100.00%

a8 73

5000

19.40 19.60 19.80 20.00
m/z 73.05 95.06%

328356 401429 491518

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid

5000 129 R L o e B
19.40 19.60 19.80 20.00
9
\\M‘ j\\ i,
e

185 241 ogs m/z 60.00 83.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
19.40 19.60 19.80 20.00
5000 129 m/z 57.05  74.90%
185
228
99
15 157
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid R A = S
19.40 19.60 19.80 20.00
m/z 55.05 74 _.25%
5000

157185 213 256

T I T I
m/z--> 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\BG082516\
Data File : BG023913.D

Acq On : 26 Aug 2016 5:06

Operator : UM/SJ

Sample - H4588-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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... 5.15 31.4 ng 1191500 1 8.09 757761 20.0
unknown7 .62 7.62 80.6 ng 3054470 1 8.09 757761 20.0
n-Hexadecanoic acid 18.40 2.7 ng 281461 4 17.53 2096870 20.0
Octadecanoic acid 19.67 2.2 ng 226613 4 17.53 2096870 20.0
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