LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On > 9 Aug 2017 2:19 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14657-04 CL-01-080717-B

ALS Vial : 18 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-BF072517.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 4.540 464 468 482 rBV 120383 220384 9.67% 1.157%
2 5.004 543 547 573 rBVY 1842367 2279242 100.00% 11.971%
3 6.081 726 730 743 rBV 1994793 2188258 96.01% 11.493%
4 6.181 743 747 757 rVB 2169946 2150670 94.36% 11.296%
5 6.404 782 785 798 rBV 744026 684343 30.03% 3.594%
6 6.563 808 812 825 rBVY 1318287 1300312 57.05% 6.829%
7 6.981 879 883 895 rBVY 1230333 1258079 55.20% 6.608%
8 7.686 1000 1003 1013 rBV 844314 824768 36.19% 4.332%
9 8.769 1183 1187 1190 rBVY 1763274 1568258 68.81% 8.237%
10 9.169 1252 1255 1262 rBV 390597 321365 14.10% 1.688%
11 9.433 1296 1300 1304 rBV 796287 732724 32.15% 3.848%
12 9.886 1374 1377 1381 rVB 28442 24657 1.08% 0.130%
13 10.222 1431 1434 1445 rBvV 992459 906305 39.76% 4_.760%
14 10.357 1454 1457 1464 rVB 44325 50658 2.22% 0.266%
15 10.804 1530 1533 1536 rBv3 33902 28148 1.23% 0.148%
16 10.904 1547 1550 1553 rBvV 695241 664150 29.14% 3.488%
17 10.927 1553 1554 1560 rVB 55463 49239 2.16% 0.259%
18 11.469 1643 1646 1652 rBvV 102252 97391 4.27% 0.512%
19 12.110 1752 1755 1761 rBvV 92236 102086 4._.48% 0.536%
20 12.245 1775 1778 1784 rBV2 56151 77731 3.41% 0.408%

21 12.339 1789 1794 1800 rVvVv 119649 136705 6.00% 0.718%
22 12.486 1815 1819 1823 rBV 1205036 1215405 53.32% 6.383%

23 12.774 1865 1868 1877 rVB6 18937 33636 1.48% 0.177%
24 13.045 1910 1914 1915 rBvV4 19417 24836 1.09% 0.130%
25 13.204 1937 1941 1943 rBV5 21305 35222 1.55% 0.185%
26 13.433 1976 1980 1984 rBV2 44748 79528 3.49% 0.418%
27 13.533 1992 1997 2000 rBV 666974 708625 31.09% 3.722%
28 13.627 2008 2013 2021 rBV 31605 78812 3.46% 0.414%
29 13.762 2033 2036 2037 rBV2 24688 25935 1.14% 0.136%
30 14.180 2104 2107 2109 rBV3 40812 46548 2.04% 0.244%
31 14.210 2111 2112 2114 rVV2 36639 22867 1.00% 0.120%
32 14.245 2117 2118 2121 rBV3 33297 32917 1.44% 0.173%
33 14.298 2125 2127 2128 rBV2 32282 30428 1.34% 0.160%
34 14.380 2138 2141 2147 rBV7 38341 84536 3.71% 0.444%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

3?22'6 i 14657-04 CL-01-080717-B
ALS Vial : 18 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.457 2152 2154 2158 rBV5 37854 52694 2.31% 0.277%

36 14.874 2221 2225 2230 rVB 407961 435177 19.09% 2.286%
37 14.945 2233 2237 2242 rBVS 40670 116954 5.13% 0.614%

38 15.633 2352 2354 2359 rBV5 40395 57797 2.54% 0.304%
39 16.027 2419 2421 2422 rBV2 38447 35766 1.57% 0.188%
40 16.839 2557 2559 2564 rBV6 28987 52835 2.32% 0.277%
41 17.456 2662 2664 2665 rBV2 33327 28183 1.24% 0.148%
42 18.003 2755 2757 2761 rVB4 28466 35062 1.54% 0.184%
43 18.074 2767 2769 2773 rVB5 26457 33958 1.49% 0.178%

44 18.221 2790 2794 2799 rBVS8 36181 106864 4.69% 0.561%

Sum of corrected areas: 19040058
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF097492.D
18
2000000 6.6}
5.00
1500000
6.56
6.98
1000000 ,
6.40 '
500000
4.54
0 -|----|----|----|----|----|[L----L--|----|LL--|----|----|-
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097492.D
2000000
8.77
1500000
12.49
1000000 10.22
9.43
10.90 138
500000 917
13.4
L | A 980 |l10.38 108893 LA 12,77 13,018.20
O e A T e A L e e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF097492.D
2000000
1500000
1000000
14.87
500000
 43.76 1563  16.03 16.84 17.46 18.9018.22
o
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.54 6.44 ng 220384 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 12

Abundance Scan 468 (4.540 min): BF097492.D (-464) (-) m/z 42.95 100.00%
43.0
59.0
5000
| mo O 050 ik aeo 4k
o MM F Y | AN S m/z 59.00 53.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
2000 59.0 420 4.40 4.60 4.80
0
150 4, 1010 m/z 101.10 13.63%
‘ 1 ‘. L ‘\ Il 83'0 Il
e R R R s AR AR RS RARRA RAANS LA RARRN SARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
420 440 460 480
m/z 58.00 12 .42%
5000 29.0 41.0 83.0 1
101.0
0 70.0 112.0 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2—methy|— LI LN L B L LR |
54.0 420 4.40 4.60 4.80
m/z 41.00 8.95%
5000
410 101.0
0 15.0 27\9 ! ‘H ITAR Zl'o 83\0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.18 Concentration Rank 1

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

6.18 62.85 ng 2150670 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.181 min): BF097492.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.0
SRS NS AN LR
400 540 | 9.1 580 6.00 620 6.40 6.60
0 ..,....,....,...:,“.'...,!'...,::.-.|,..'..,f.‘?.?,..!.,.-:..,1.1.“?9,...., I m/z 68.05 40.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R LS L R A
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 32.38%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.20 640 6.60
5000 m/z 65.95 26.68%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 .
Abundance #14491: 5-Aminoindole e
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.00%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

8270-BF072517.M Wed Aug 09 19:11:32 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 7

R.T. EstConc Area Relative to ISTD R.T.
11.47 2.93 ng 97391 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1646 (11.469 min): BF097492.D (-1643) (-) m/z 43.05 100.00%
43.0
73.0
97.1 129.1 AN a4
157.1 185.1 213.1 256.3 11.20 11.40 11.60 11.80
0 m/z 60.00 82 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 730
5000 L B BN UL UL
nmnmnmnm
129.0 m/z 73.00 72.66%
256.0
0 ‘ ‘ il ‘ MH [Ll o0 157.0 185.0 2130
m/z--> "éblllxd" gd' éo 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.20 11.40 11.60 11.80
5000 m/z 41.05 70.75%
1290 171.0
08.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo rwN»«\~ANWMJAJ
Abundance #84453: Tetradecanoic acid R R e
73.0 11.20 11.40 11.60 11.80
43.0 m/z 57.00 68.62%
5000 1290
185.0 228.0
‘ oo ‘ WML‘MM
b \\ 0 NI T N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080817\

BF097492.D

9 Aug 2017 2:19

SJ3/JU

14657-04 CL-01-080717-B
18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Decanoic acid, silver(1+) salt Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.24 2.19 ng 77731 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1777 (12.239 min): BF097492.D (-1775) (-) m/z 60.00 100.00%
5000 1291
98.0 1751 e
JM I | | 2070 12.00 12.20 12.40 12.60
0 "'- 2| | m/z 73.10 76.29%
m/z--> 150 200 250 300 350
Abundance #125286 Decanoic acid, silver(1+) salt
73.0
155.0
5000
12.00 12.20 12.40 12.60
0
115.0 m/z 57.10 73.35%
0! LM\M\M Ll 217.0 279.0  330.0 387.0
m/z--> 260 250 300 3éo
Abundance
73.0
43.0 " 1200 12.20 12.40 12.60
5000 129.0 m/z 41.00 70.91%
171.0
214.0
e L S L WL WL L BB
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid R B o
73.0 12.00 12.20 12.40 12.60
43.0 m/z 43.00 61.47%
5000 129.0
‘ 185.0 228.0
Ollllljlﬂwl'iltlltl“l |‘|‘|“‘|‘|{|i||luuluuuu ] e A
m/z--> 50 100 150 200 250 300 350 nmnmnmnm

8270-BF072517.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.24 ng 79528 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 81
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 72
3 Cvcloeicosane 280 C20H40 000296-56-0 58
4 Cvclotetradecane 196 C14H28 000295-17-0 52
5 Cyclopentadecane 210 C15H30 000295-48-7 52
Abundance Scan 1979 (13.427 min): BF097492.D (-1976) (-) m/z 57.00 100.00%

5000
205.0 281.1 13.20 13.40 13.60 13.80
0 m/z 55.05 92 .86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 R N R A REEEmmas
13.20 13.40 13.60 13.80
m/z 83.10 72.14%
25.0
0 ‘ M M i } | 167.0 210.0 267.0307.0 490.0
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 S —
13.20 13.40 13.60 13.80
5000 m/z 43.10 64.08%

139.0 1690 238.0 2950

oA A Y e
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #127768: Cycloeicosane R mEEEE RS S

55.0 13.20 13.40 13.60 13.80
m/z 97.10 60.08%

97.0
5000

Ll oz B0

m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 unknownl3.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.63 2.22 ng 78812 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 11
2 3-(Bromomethvl)cvclohexanone 190 C7H11BroO 168278-83-9 11
3 1-Propanone. 2-methvl-1-I2-(1-me... 154 C10H180 056259-15-5 11
4 Tetrahvdrocarvone 154 C10H180 000499-70-7 11
5 2-Thiophenepropanoic acid, methy... 170 C8H1002S 016862-05-8 10

Abundance Scan 2013 (13.627 min): BF097492.D (-2008) (-) m/z 55.00 100.00%

.0

97.1

5000 227.0

136.2 163.1

341.0 R RAREE e
13.40 13.60 13.80 14.00

0 m/z 57.00 61.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
55.0
83.0
5000 LA L L L L L L L LB
270 1340 13.60 13.80 14.00
m/z 97.10 58.12%
112.0
(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
R N R A REEEmmas
111.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 55.65%
27.0 83.0 149.0  190.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #26948: 1-Propanone, 2-methyl-1-[2-(1-methylethyl)cyclopro... R mEEEE RS S
55.0 13.40 13.60 13.80 14.00
m/z 71.05 47 .28%
5000
111.0
83.0 154.0
e e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 unknownl14.38 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.38 3.89 ng 84536 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-methoxv-3-(3.7.1... 340 C23H3202 1000196-52-1 35
2 Isothuiopsene. 5-diethvlborvl-di... 276 C19H37B 1000151-29-3 35
3 Cvclopropanecarboxvlic acid. 1-n... 212 C14H1202 1000279-96-1 30
4 6.9-Dimethvl-3-nitro-6.7-dihvdro... 236 C11H12N204 1000210-11-6 27
5 3-Hydroxyphenol bis(trifluoroace... 302 C10H4F604 034065-72-0 27

Abundance Scan 2141 (14.380 min): BF097492.D (-2138) (-) m/z 69.10 100.00%

5000

14.00 14.20 14.40 14.60
m/z 95.10 55.50%

207.1
232.1258.1 ,oq 4 319.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177212: Benzaldehyde, 4-methoxy-3-(3,7,11-trimethyldodeca...
69.0

41.0

5000 149.0175.0 R
14. OO 14. 20 14. 40 14.60

m/z 81.10 46.67%

95.0 121. 0 340.0
0 F el Mt 0 2980 2970 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69.0
. R e e e
410 14.00 14.20 14.40 14.60
5000 m/z 97.10 36.12%
121.0 206.0
96.0 152.0 276.0
0 177.0 247.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71251: Cyclopropanecarboxylic acid, 1-naphthyl ester R e e e )
69.0 14.00 14.20 14.40 14.60
m/z 41.05 35.98%
50001 4190
144.0
| 11?0 212.0
Orrrr e e e e e R o EREE ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. OO 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 unknownl4.46 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.42 ng 52694 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.2.510xadiazolol3.4-blpvrazine... 340 C16H10F2N60O 1000316-91-4 35
2 3-Methvlthiophene-2.4-disulfonamide 256 C5H8N204S3 104096-86-8 14
3 1.3-Hexanedione. 4.4.5.5.6.6.6-h... 322 C10H5F702S 000559-94-4 10
4 Furan-2-carboxamide. N-(2.4-dime... 247 C13H13NO4 328258-35-1 10
5 1H-Pyrazole-1-acetic acid, 3-[(2... 263 C12H13N304 1000350-47-9 10
Abundance Scan 2155 (14.462 min): BF097492.D (-2152) (-) m/z 55.00 100.00%
58.0
97.1
5000
161.1
23.1 2040 2491 9890 3259 LI S B SULLL L
14.20 14.40 14.60 14.80
o} m/z 43.05 99.77%
m/z--> 50 100 150 200 250 300
Abundance #176351: [1,2,5]0xadiazolo[3,4-b]pyrazine-5,6-diamine, N,N...
95.0
147.0
5000 L S BULIL SULBUL I
339.0 14.20 14.40 14.60 14.80
m/z 97.10 53.60%
57.0 121(-0 ‘ 189.0
Ol L L[| 2160242.0208.0 3080 |
m/z--> 50 100 150 200 250 300
Abundance
93.0 175.0
1420 14.40 14.60 14.80
5000 m/z 69.10 43.93%
256.0
64.0
o 28.0 128.0 223.0
m/z--> " s0 100 150 200 280 300
Abundance #162236: 1,3-Hexanedione, 4,4,5,5,6,6,6-heptafluoro-1-(2-t... B EERR Bam e L
69.0 153.0 14.20 14.40 14.60 14.80
111.0 : m/z 111.10 38.10%
5000
39.0 322.0
0 ...Lﬂww T P S .
m/z--> 50 100 150 200 250 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Pyridine-3-carboxamide, oxi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.94 5.38 ng 116954 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 68
2 7-Heptadecene. 17-chloro- 272 C17H33CI 056554-79-1 35
3 2-Oxopiperidine-3-carboxvlic aci... 157 C7H11NO3 1000303-46-8 27
4 1.22-Docosanediol 342 C22H4602 022513-81-1 25
5 10-Nonadecanol 284 C19H400 016840-84-9 16
Abundance Scan 2236 (14.939 min): BF097492.D (-2233) (-) m/z 57.10 100.00%
5000 109.1 162.1
207.1 240.1 2751 3151 .
376.2 14.60 14.80 15.00 15.20
0 m/z 55.05 97 .29%
m/z--> 50 100 150 200 250 300 350
Abundance #127989: Pyridine-3-carboxamide, oxime, N-(2-trifluorometh...
69.0 244.0
281.0
212.0
5000 104.0 161.0 LR B B U SRS
14.60 14.80 15.00 15.20
390‘ m/z 69.10 92.37%
oL H\ \\f“‘ \H\h h‘ H \\Fh .‘ J MIH\L "“i k‘“. H ; —
m/z--> 50 200 250 300 350
Abundance
55.0
83.0 14.60 14.80 15.00 15.20
5000 m/z 43.10 87 .45%
27.0 111.0
o 145.0173.0202.0 244.0272'0
m/z--> 50 100 150 200 250 300 350
Abundance #29369: 2-Oxopiperidine-3-carboxylic acid, methy! ester R A REER R
55.0 14.60 14.80 15.00 15.20
m/z 83.10 71.20%
5000 157.0
87.0
‘ 126.0
0“Jﬂ|J|----|----|----|----|----|--- LI L L B B B B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF072517.M Wed Aug 09 19:11:36 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 unknownl5.63 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.63 2.66 ng 57797  Perylene-di2 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 DiethvImalonic acid. 1-bromo-3.3... 432 C17H28BrF304 1000370-79-9 12
2 DiethvImalonic acid. 1-bromo-3.3... 390 C14H22BrF304 1000370-79-5 12
3 S-(2.5-Dichloro-6-cvano-3-IT(eth... 412 C12H10CI2N202S4 194228-14-3 9

4 Dibutvltin dibromide 392 C8H18Br2Sn 000996-08-7 8
5 Decanedioic acid, 2,9-dibromo-, ... 414 C14H24Br204 000868-71-3 7
Abundance Scan 2353 (15.627 min): BF097492.D (-2352) (-) m/z 57.10 100.00%

57.1
5000
188.1 9372 2951 342.2 LB o o S I
“ 15.40 15.60 15.80 16.00
Otttk m/z 43.10 81.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222559: Diethylmalonic acid, 1-bromo-3,3,3-trifluoroprop-...
57.0
5000 143.0 LI B
290.0 15.40 15.60 15.80 16.00
98.0 m/z 69.10 55.90%
0L,2610, ‘\ n \L \\‘ 209 02410 | \H 1320 37504080
Tt .. . = . .
m/z--> 50 50 200 250 300 350 400
Abundance
57.0
R EEARE R R
15.40 15.60 15.80 16.00
5000 280.0 m/z 71.10 54 _.31%
97.0
o 26.0 219.0 321.0 362.0
S e e e e o e e LA B e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #216207: S-(2,5-Dichloro-6-cyano-3-[[(ethyloxy)carbonothio... e RARREEE RS
29.0 15.40 15.60 15.80 16.00
m/z 95.10 38.90%
235.0
ol 610 gﬁq 1550 1999 u“ .VL i 320 T a20
Tt L AL B B o e e o o T R EEARE R R
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097492.D

Aca On > 9 Aug 2017 2:19

Operator : SJ/JU

Sample : 14657-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 unknownl6.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.84 2.43 ng 52835 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Aziridinone. l-tert-butvl-3-cv... 209 C13H23NO 027147-96-2 15
4-(4-Hvdroxv-2.2.6-trimethvl-7-o0... 226 C13H2203 1000190-34-1 10
3 6-Acetoxvbicvclol2.2.11Thept-2-en... 210 C11H1404 1000191-48-5 10
4 1H-Cvcloproplelazulen-4-ol. deca... 222 C15H260 000552-02-3 10
5 2-Hydroxy-3-acetyl-6-methyl-4-py... 168 C8H804 1000322-41-6 10
Abundance Scan 2559 (16.839 min): BF097492.D (-2557) (-) m/z 43.10 100.00%
431
5000
" 16,60 16.80 17.00 17.20
oI, m/z 57.00 88.54%
m/z--> 50 100 150 200 250 300 350
Abundance #68664: 2-Aziridinone, 1-tert-butyl-3-cyclohexyl-3-methyl-
57.0
5000 109.0 e e e R N R
16.60 16.80 17.00 17.20
1520 2090 m/z 55.00 57.91%
0,29‘,-%\\\\”\\\‘“ h wo
m/z--> 50 200 250 300 350
Abundance
43.0
" 16,60 16.80 17.00 17.20
5000 m/z 71.10 42 .38%
168.0
710 109.0
0 140.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #69069: 6-Acetoxybicyclo[2.2.1]hept-2-ene-1-carboxylic aci... R RRREE EE s
43.0 16.60 16.80 17.00 17.20
124.0 m/z 109.10 42 _.19%
168.0
5000
79.0
Ou|J|l'|\|\\|1||||h|l|||‘“||J||||2|1|l0.9|| ——— — R B
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20

8270-BF072517.M Wed Aug 09 19:11:37 2017

CL-01-080717-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097492.D

Aca On : 9 Aug 2017 2:19

Operator : SJ/JU

ﬁ?ggle i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 unknownl18.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.22 4.91 ng 106864 Perylene-di12 14.87
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 11
2 1.1-Diheptvl-4.4-bipvridinium di... 512 C24H38Br2N2 006159-05-3 2
3 17_beta.-Acetoxy-2.alpha.-bromo-... 410 C21H31Br03 006173-35-9 1
Abundance Scan 2794 (18.221 min): BF097492.D (-2790) (-) m/z 43.00 100.00%
43.0
83.0
5000 13&11692 207.1
2452 3001 a554
R SUNRN SRS BN B
18.00 18.20 18.40 18.60
oLl m/z 41.00 94.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178721: 1-Docosanethiol
43.0 970
5000 lllllllllllllllllll
18.00 18.20 18.40 18.60
308.0 545 ¢ m/z 83.00 68.87%
39.0 '
o) .“. ‘.“‘l”l‘ | , l‘\ IF \‘l “‘.“‘. }9”59' ??‘3"02?7'-?' | .‘L T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
156.0
18,00 18.20 18.40 18.60
5000 m/z 69.10 65.50%
255.0
0150 102.0 195.0 293.0 354.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215570: 17.beta.-Acetoxy-2.alpha.-bromo-5.alpha.-androsta... N —
430 18.00 18.20 18.40 18.60
m/z 57.10 63.25%
5000
149.0
94.0
. 271.0 352.0
Ll ‘ﬂ ,Ul‘ b d o o200 | 390) | 4100 -
miz--> 50 100 150 200 250 300 350 400 18/00 1820 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080817\

Data File : BF097492.D

Acg On : 9 Aug 2017 2:19

Operator : SJ/JU

3?22'6 i 14657-04 CL-01-080717-B
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.54 6.4 ng 220384 1 6.40 684343 20.0
unknown6.18 6.18 62.9 ng 2150670 1 6.40 684343 20.0
n-Hexadecanoic acid 11.47 2.9 ng 97391 4 10.90 664150 20.0
Decanoic acid, si... 12.24 2.2 ng 77731 5 13.53 708625 20.0
17-Pentatriacontene 13.43 2.2 ng 79528 5 13.53 708625 20.0
unknown13.63 13.63 2.2 ng 78812 5 13.53 708625 20.0
unknownl14 .38 14.38 3.9 ng 84536 6 14.87 435177 20.0
unknownl14 .46 14.46 2.4 ng 52694 6 14.87 435177 20.0
Pyridine-3-carbox... 14.94 5.4 ng 116954 6 14.87 435177 20.0
unknownl15.63 15.63 2.7 ng 57797 6 14.87 435177 20.0
unknownl16 .84 16.84 2.4 ng 52835 6 14.87 435177 20.0
unknown18.22 18.22 4.9 ng 106864 6 14.87 435177 20.0
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