LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 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-BG062516 .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 5.239 403 408 416 rBv2 100056 160782 1.27% 0.250%
2 5.709 480 488 498 rBV 1473099 2439820 19.30% 3.789%
3 7.307 751 760 769 rBV 1060091 1806442 14.29% 2.805%
4 7.689 818 825 833 rBV 2687395 4705502 37.22% 7.307%
5 8.164 900 906 913 rVB 652777 1112226 8.80% 1.727%

8.488 952 961 970 rBV 2339302 4069868 32.19% 6.320%
9.334 1095 1105 1115 rBV 2188077 3952407 31.26% 6.138%
10.985 1379 1386 1396 rBV 918188 1666863 13.19% 2.588%
13.423 1792 1801 1807 rVV 5407070 8709853 68.90% 13.526%
13.811 1862 1867 1875 rVB4 92573 175207 1.39% 0.272%

=
QO ~NO®

11 14.122 1913 1920 1927 rBVS8 68073 138925 1.10% 0.216%
12 14.240 1935 1940 1945 rBV 113515 179991 1.42% 0.280%
13 14.704 2014 2019 2025 rBV 125310 222633 1.76% 0.346%
14 14.798 2029 2035 2047 rVB3 1367355 2438545 19.29% 3.787%
15 15.926 2224 2227 2231 rBV6 76789 128770 1.02% 0.200%

16 16.290 2283 2289 2298 rBV 5407546 8756782 69.27% 13.598%
17 17.559 2499 2505 2514 rBV2 1920525 3199797 25.31% 4._.969%
18 18.435 2651 2654 2662 rBV7 255023 405135 3.20% 0.629%
19 19.698 2866 2869 2878 rVB5 398474 486604 3.85% 0.756%
20 20.162 2942 2948 2956 rVB 9121850 12641920 100.00% 19.632%

21 21.854 3230 3236 3243 rVB2 2130774 3542395 28.02% 5.501%
22 25.221 3799 3809 3823 rVB2 1131847 3455202 27.33% 5.366%

Sum of corrected areas: 64395669
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022624.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

5.24 2.89 ng 160782 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 39
3 1,2-Butanediol, (.-+/-.)- 90 C4H1002 026171-83-5 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 33
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 33

Abundance Scan 408 (5.239 min): BG022624.D (-403) (-) m/z 43.10 100.00%
a3
5000
as TS0 520 540 550
ol L4099, | 131156 194 233 265201 338 397 40489 "n/z 59.10  74.76%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U L IS I

5.00 5.20 5.40 5.60
m/z 101.00 19.19%

15 ‘ 101
0 ‘ N )
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
5.00 5.20 5.40 5.60
5000 - 83 m/z 58.05 13.32%
112
R L S o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2273: 1,2-Butanediol, (.+/-.)-
31 59 5.00 5.20 5.40 5.60
m/z 41.10 13.25%
5000
89
ol S ey
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\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.69 Concentration Rank 1

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

7.69 84 .61 ng 4705500 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 825 (7.689 min): BG022624.D (-818) (-) m/z 131.95 100.00%
132
68
5000
40 96 L A EEAR
7.40 7.60 7.80 8.00
0 L .l,l. A 163 206 247 290 321 388 A2 m/z 68.05 57.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 U AU L R R
104 7.40 7.60 7.80 8.00
63 m/z 66.10 41.67%
39
0...,j.h.,....,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
AT
7.40 7.60 7.80 8.00
5000 97 m/z 134.00 34.49%
3 70
L L B UL B UL WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine A m e A
132 7.40 7.60 7.80 8.00
69 m/z 69.10 27.80%
104
5000
31
0"‘l'Lll""J"l""l""l""l""l""l""|""|"' U I L R R
m/z--> 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\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.53 ng 405135 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 47

Abundance Scan 2653 (18.429 min): BG022624.D (-2651) (-) m/z 73.10 100.00%

3

5000
129

162 213 e N i e e
239 281308 341 383 430 469 525 18.20 18.40 18.60 18.80

0 m/z 55.10 96.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid
73
43
5000 LA L L L L L
129 18.20 18.40 18.60 18.80
185 228 m/z 60.10 89.97%
TR AN
o .“.‘.“,““‘.‘“ .‘“‘H‘,‘.“‘L.w ‘1,57‘, L R R RS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
18.20 18.40 18.60 18.80
5000 129 m/z 41.10 72.52%
171
99 214
R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83683: Pentadecanoic acid N  E RARme na
18.20 18.40 18.60 18.80
m/z 43.10 71.65%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.70 3.04 ng 486604 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2869 (19.698 min): BG022624.D (-2866) (-) m/z 73.05 100.00%
43
5000
284312341 385 417445 484 517548 1940 1960 1980 2000 ”
Oy m/z 60.05 79.73%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108841: Octadecanoic acid
43
73
5000
129 19.40 19.60 19.80 20.00
- 284 m/z 43.10 70.48%
Ol:.l-?‘. ‘\ \\HPFH\ | 7157 ‘ ?13 ‘ ...L. AR R Ea e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 SR N BN BN U
19.40 19.60 19.80 20.00
5000 129 m/z 55.10 67.62%
185
101 157 228
0|}§“|'“'|“"w""'“ DY N S SN SIS B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65565: Tridecanoic acid R aaE R A

19.40 19.60 19.80 20.00
m/z 57.10 65.19%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 40 19. 60 19. 80 20. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022624.D

Acq On : 27 Jun 2016 00:44

Operator : UM/SJ

Sample : H3741-01

Misc :

ALS Vial : 76 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
2-Pentanone, 4-hy... 5.24 2.9 ng 160782 1 8.16 1112230 20.0
unknown? .69 7.69 84.6 ng 4705500 1 8.16 1112230 20.0
Tetradecanoic acid 18.43 2.5 ng 405135 4 17.56 3199800 20.0
Octadecanoic acid 19.70 3.0 ng 486604 4 17.56 3199800 20.0
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