LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 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 F\METHODS\8270-BF112916.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
1 5.041 238 241 243 rBV 400257 511501 8.90% 1.509%
2 5.453 275 277 280 rBVY 1222972 1440616 25.07% 4.251%
3 6.482 365 367 371 rBVY 1204071 1070017 18.62% 3.157%
4 6.630 377 380 382 rBVY 2826267 2754957 47 .94% 8.130%
5 6.859 398 400 403 rBVY 1032841 1108412 19.29% 3.271%

7.019 412 414 417 rVB 3895233 3957200 68.86% 11.677%
7.430 446 450 452 rBV 3596701 3848079 66.96% 11.355%
8.150 510 513 515 rBV 1652791 1495897 26.03% 4.414%
9.225 604 607 610 rBV 4855854 5746404 100.00% 16.957%
9.613 639 641 644 rVB 217076 204547 3.56% 0.604%

=
QO ~NO®

11 9.899 664 666 669 rvB 1679632 1432280 24.92% 4.226%
12 10.688 732 735 737 rBV 1908558 1953108 33.99% 5.763%
13 10.813 744 746 750 rVB 65682 81762 1.42% 0.241%
14 11.259 783 785 786 rBV 88864 71714 1.25% 0.212%
15 11.385 793 796 798 rBV 1123226 1197296 20.84% 3.533%

16 11.625 813 817 820 rBV2 57798 100880 1.76% 0.298%
17 11.682 820 822 825 rVB 78727 81415 1.42% 0.240%
18 11.911 840 842 847 rBV 124619 165145 2.87% 0.487%
19 12.699 909 911 918 rBV 143163 174727 3.04% 0.516%
20 12.802 918 920 922 rVvV 60995 76993 1.34% 0.227%

21 12.974 932 935 937 rBV 3324145 4342457 75.57% 12.814%
22 13.877 1012 1014 1020 rBV 42706 65683 1.14% 0.194%

23 14.014 1023 1026 1028 rBV 1023083 1029843 17.92% 3.039%
24 15.442 1148 1151 1154 rBV 829340 977327 17.01% 2.884%

Sum of corrected areas: 33888260

8270-BF112916.M Thu Dec 01 13:57:42 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091360.D

4000000 7.02
7.43

3000000 6.63

2000000

5.45 6.48
1000000
5.04

il i o o S L SSL LR 1 S A S

T T 1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091360.D

4000000
12.97

3000000

2000000 10.69
8.15 9.90

11.38
1000000

%fl 10.81 11.2¢) 115981191 1%&980

ottt e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091360.D

4000000

3000000

2000000

1000000 14,01 15.44

3.8
o=t
Time-->  14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF112916.M Thu Dec 01 13:57:43 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

5.04 9.23 ng 511501 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23

Abundance Scan 241 (5.041 min): BF091360.D (-238) (-) m/z 43.00 100.00%
43
59
5000
. s o 1‘|’1 480 500 520 540
o el e e e m/z 59.00 55.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 16.75%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.10 15.82%
31
69 87
15 53 98
e S I S SULIURS SURILIL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- A Emmas mn
59 4.80 500 5.20 5.40
m/z 41.10 8.54%
5000
a1 101
15 81 53 69 83
0"'l""|"""l"""l"'"'l"‘l“i""‘l""l""'|'"'l""l' NS SRS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.63 Concentration Rank 2

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

6.63 49.71 ng 2754960 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 380 (6.630 min): BF091360.D (-377) (-) m/z 132.00 100.00%
5000 68
6 ——
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
48 62
o....,...:ll!...,:!..,....',....,..5.‘?,..!.,....,.1.1?.,....,~'...,.. m/z 68.10 39.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A A R I R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.65%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.49%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.39%
5000
33 44 0 g7 105
ket O B ee | | owe N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.76 ng 165145 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 842 (11.911 min): BF091360.D (-840) (-) m/z 43.10 100.00%

5000

11.60 11.80 12.00 12.20

143157 171185 199 213

0! m/z 60.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000 UL DU SIS UL B

11.60 11.80 12.00 12.20
m/z 57.10 88.36%

129 256
0 I ‘\ “ \H 0 115 143157 171185 109 213 227239
e R w2 S S e B S e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T
29 11.60 11.80 12.00 12.20
5000 m/z 73.00 86 .62%
a5 129 242
199
e S m ma T  E ERARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid A e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 81.39%
5000
29
129
115 171 214
L L\ M\ 1 143157 | 18597
O Hl...HH...,..u.,h...,.... R Bama R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091360.D

Aca On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.39 ng 174727 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Dodecane. 1.2-dibromo- 326 C12H24Br2 055334-42-4 18
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 15
Abundance Scan 911 (12.699 min): BF091360.D (-909) (-) m/z 43.05 100.00%

57
73

5000

12.40 12.60 12.80 13.00
m/z 57.05 88.76%

185

24
143157171 | 199213227

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

43 57 73

5000 T T T T
12.40 12.60 12.80 13.00

29
m/z 60.00 85.53%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R REEEE xmay
57 12.40 12.60 12.80 13.00
5000 12 m/z 55.00 82.22%
29 185 228

87
101115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid L
60 12.40 12.60 12.80 13.00
m/z 73.00 77 .91%
41
5000 129
2 87 115
101 143
N o ™ O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091360.D

Acq On : 30 Nov 2016 17:56

Operator : UM/SJ

Sample : H5767-04

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : 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... 5.04 9.2 ng 511501 1 6.86 1108410 20.0
unknown6 .63 6.63 49.7 ng 2754960 1 6.86 1108410 20.0
n-Hexadecanoic acid 11.91 2.8 ng 165145 4 11.38 1197300 20.0
Pentadecanoic acid 12.70 3.4 ng 174727 5 14.01 1029840 20.0
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