LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097399.D

Aca On : 5 Aug 2017 16:09 Instrument :

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

3?22'6 : 14594-01 72-12000-R4

ALS Vial : 10 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_.551 466 470 489 rBV 371314 648705 25.78% 2.951%
2 5.022 546 550 575 rBVY 2119658 2516180 100.00% 11.447%
3 6.098 729 733 746 rBVY 2176205 2369093 94.15% 10.778%
4 6.198 746 750 759 rVB 2324557 2262721 89.93% 10.294%
5 6.422 785 788 798 rBV 774849 705688 28.05% 3.210%
6 6.581 811 815 826 rBVY 1533443 1513831 60.16% 6.887%
7 6.998 882 886 896 rBVY 1456612 1421463 56.49% 6.467%
8 7.704 1003 1006 1017 rBV 1049533 1007998 40.06% 4 .586%
9 8.786 1185 1190 1193 rBV 2417053 2107174 83.74% 9.586%
10 9.186 1254 1258 1267 rBV 355823 302301 12.01% 1.375%
11 9.451 1299 1303 1316 rVB 971137 926498 36.82% 4.215%
12 9.904 1377 1380 1383 rVB 36723 28804 1.14% 0.131%
13 10.239 1433 1437 1452 rBV 1299742 1361380 54.11% 6.193%
14 10.374 1457 1460 1468 rBV 43295 54096 2.15% 0.246%
15 10.816 1531 1535 1538 rBvV2 27492 25950 1.03% 0.118%

16 10.922 1549 1553 1556 rBV 963704 832291 33.08% 3.786%
17 11.480 1644 1648 1655 rBV 216529 202736 8.06% 0.922%

18 12.127 1753 1758 1761 rBV 50676 47316 1.88% 0.215%
19 12.257 1777 1780 1790 rBV 106156 116261 4.62% 0.529%
20 12.351 1791 1796 1802 rVB2 69238 78098 3.10% 0.355%

21 12.504 1817 1822 1825 rBV 1479398 1463362 58.16% 6.657%
22 13.057 1911 1916 1920 rBV3 33153 45651 1.81% 0.208%
23 13.421 1974 1978 1987 rBV 114975 193972 7.71% 0.882%
24 13.539 1994 1998 2002 rBV 675724 670149 26.63% 3.049%

25 13.568 2002 2003 2008 rVB 42509 30902 1.23% 0.141%
26 14.139 2095 2100 2104 rBV3 24859 41851 1.66% 0.190%
27 14.186 2105 2108 2112 rBV 63699 76404 3.04% 0.348%
28 14.304 2125 2128 2134 rVB 38490 62409 2.48% 0.284%
29 14.539 2165 2168 2170 rBV 31406 34682 1.38% 0.158%
30 14.780 2206 2209 2215 rVB 31276 35599 1.41% 0.162%
31 14.833 2215 2218 2222 rBV 39954 37740 1.50% 0.172%
32 14.880 2222 2226 2230 rBV 501295 562713 22.36% 2.560%
33 15.262 2287 2291 2296 rVB2 30034 42192 1.68% 0.192%
34 15.657 2353 2358 2366 rVB4 27144 58154 2.31% 0.265%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 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 - 0 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 16.104 2428 2434 2445 rVB6 25413 68527 2.72% 0.312%
36 17.280 2632 2634 2644 rVB9 14083 28028 1.11% 0.128%

Sum of corrected areas: 21980919
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097399.D
6,20

5.02
2000000

6.58
1500000 7.00

1000000
6.42

500000 455

L

s s SR L —

T
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: BF097399.D

2000000

1500000 12.50

10.24

.70
1000000 9.45 10.92

500000

L | 9.90 JLOA.37 10.8 L 12&37@?345{ 1306 3

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: BF097399.D

2000000

1500000

1000000

14.88
500000

144393014 54144783 1526 1566  16.10 17.28
O e e

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\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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.

4_.55 18.39 ng 648705 1,4-Dichlorobenzene-d4 6.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 23

Abundance Scan 470 (4.551 min): BF097399.D (-466) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1

420 4.40 4.60 4.80
O e il S0 830 | n/z 59.00  52.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

420 4.40 4.60 4.80
m/z 101.10  14.25%

31.0 ‘ 101.0
| T | .. N,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R
420 4.40 4.60 4.80
5000 m/z 58.00 13.67%
41.0
29.0 101.0
50.0 73.0 86.0
L B £ S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R AR ma , :
59.0 420 440 460 4.80

m/z 41.10 8.85%

5000 41.0
31.0
‘ 69.0 87.0
ol 150 M sl | | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 unknown6.20 Concentration Rank 1

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

6.20 64.13 ng 2262720 1,4-Dichlorobenzene-d4 6.42
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 Tranvlcvoromine-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 750 (6.198 min): BF097399.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || %t 550 b0 620 G40 Gbo
o [ PO SN 1| .- B £ IN— | N m/z 68.10 41.24%
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 .
5000 NSRS SRR LR
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.58%
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 6.00 620 640 6.60
5000 m/z 66.00 26 .59%
33.0 44.0 105.0
. 560 00 | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole SN NN LI B L
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.55%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.48 4.87 ng 202736 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1648 (11.480 min): BF097399.D (-1644) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.1
o1 1571 1855 2132 g 11.20 11.40 11.60 11.80
(o} m/z 60.00 85.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ‘v—v—v—y—v—v—v—v—y—v—erv—v—v—v—rv—v—v—v
83.0 11.20 11.40 11.60 11.80
Ji 1570 1geo 2130 260 | M/Z 73.00  78.26%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 77.98%
171.0
97.0
o 15.0 152. 0 214.0
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.20 11.40 11.60 11.80
m/z 41.10 71.10%
5000 129.0
0L15.0 Lﬂ L.

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.47 ng 116261 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1781 (12.263 min): BF097399.D (-1777) (-) m/z 43.00 100.00%
43.0
73.0
5000 129.1
1 12.00 12.20 12.40 12.60
(o} m/z 57.10 91.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 UL AU NN BUNURN B
12.00 12.20 12.40 12.60
241.0 284.0 m/z 60.00 83.93%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.00 12.20 12.40 12.60
5000 129.0 m/z 72.95 75.94%
83.0
157.0 1850 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 12.00 12.20 12.40 12.60
m/z 41.00 75.05%
5000 129.0

-

15.0
R R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 7 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.42 5.79 ng 193972 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 1978 (13.421 min): BF097399.D (-1974) (-) m/z 43.05 100.00%
43.0
83.1
5000
RS AN B SR I
139.1 1781 230.0 13.20 13.40 13.60 13.80
Obrrrprrredihd 2071 m/z 57.05 99.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LR NN UL SULRILN IR
1320 13.40 13.60 13.80
29.0 111.0 m/z 55.00 94 .90%
ok I I 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 " 13.20 13.40 13.60 13.80
5000 m/z 83.10 67 .40%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43, 13.20 13.40 13.60 13.80

83.0 m/z 69.10 65.66%

5000
111.0

5

139.0

182.0 210.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 8 unknownl14.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.28 ng 76404 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 47
2 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 40
3 Phthalic acid. 2-fluorophenvl oc... 372 C22H25F04 1000356-18-3 25
4 DimethvImalonic acid. monochlori... 262 C13H23CI03 1000361-64-8 22
5 Di-n-octyl phthalate 390 C24H3804 000117-84-0 16
Abundance Scan 2109 (14.192 min): BF097399.D (-2105) (-) m/z 149.00 100.00%
149.0
70.1
5000
41.0 112.1 261.1
| 2091 2931 13.80 14.00 14.20 14.40 14.60
o Pl m/z 70.10 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000
13.80 14.00 14.20 14.40 14.60
41.0 m/z 57.10 56.23%
0 ‘M h\\kh ‘L ‘L | 179.0 232.0 | | 304.0333.0361.0
m/z--> éo 160 1éo 260 2%0 360 3éo
Abundance
149.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 112.10 32.69%
70.0
41.0 112.0
e L L U "'I'%wp UL R
m/z--> 50 100 150 200 250 300 350 N
Abundance #198224: Phthalic acid, 2-fluorophenyl octyl ester e Bamay A A
149.0 13.80 14.00 14.20 14.40 14.60
m/z 261.10 31.98%
5000
o 20.0,°79 a0 1120 | 2050 2610
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3éo 13.80 14.00 14.'20 14.40 14.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 9 Phthalic acid, bis(7-methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .30 2.22 ng 62409 Perylene-d12 14 .88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 53
2 Phthalic acid. isobutvl octadecv... 474 C30H5004 1000309-06-1 47
3 Phthalic acid. 3.4-dimethvlphenyv... 382 C24H3004 1000315-70-7 47
4 Phthalic acid. 3-methvlbut-3-env... 360 C22H3204 1000357-10-7 43
5 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 43
Abundance Scan 2127 (14.298 min): BF097399.D (-2125) (-) m/z 149.00 100.00%
149.0
43.0
5000
85.1
103.1 293.1 14.00 14.20 14.40 14.60
ol O T m/z 43.00 54.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149.0
5000 R SRR SR UL U
71.0 14.00 14.20 14.40 14.60
m/z 71.05 37.73%
29. ‘ ‘1040 293.0
0.“.‘|‘.‘l‘.h.“|‘..‘..“.‘...l.... ....‘l....l....l...
miz--> 50 100 150 200 250 300 350 400
Abundance
149.0
14.00 14.20 14.40 14.60
5000 m/z 55.00 32.17%
57.0
223.0
41260 104.0 267.0 419.0
miz--> 50 100 150 200 250 300 350 400
Abundance #203615: Phthalic acid, 3,4-dimethylphenyl 2-ethylhexy! ester R R R
149.0 14.00 14.20 14.40 14.60
m/z 85.10 30.47%
5000
71.0 113%
N2 R e g "1 o
miz--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 10 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.07 ng 58154 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Hexacosane 366 C26H54 000630-01-3 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 59
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 58
Abundance Scan 2359 (15.662 min): BF097399.D (-2353) (-) m/z 57.00 100.00%
57.0
5000 85.1
125.0 L L B R UL
192.9 15.40 15.60 15.80 16.00
0 N m/z 71.05  72.25%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 LI L B SULBLLE UL

15.40 15.60 15.80 16.00
m/z 43.00 46.83%

13.0
290 | || ["7M101600 211.0230.0267.0205.0323.036520
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
.
15.40 15.60 15.80 16.00
5000 650 m/z 85.10 46.28%
113.0
o 29.0 141.0169.0197.0225.0253.0  295.0 366.0
T T T o et s
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B ERRE Bam
57.0 15.40 15.60 15.80 16.00
m/z 55.00 43.79%
85.0
5000
29.0 13.
oL L ] }4101690197022502530 296.0
N .
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097399.D

Aca On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : 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 11 unknownl16.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.44 ng 68527 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.7-Diethvlheptadecane 296 C21H44 1000360-41-5 35
2 8-Hvdroxv-2.2.8-trimethvldeca-5.... 210 C13H2202 083040-92-0 27
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 27
4 Undecane. l1l-bromo- 234 C11H23Br 000693-67-4 27
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 27
Abundance Scan 2433 (16.098 min): BF097399.D (-2428) (-) m/z 276.15 100.00%
27

5000

15.80 16.00 16.20 16.40

O m/z 57.05 54 _.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141435: 7,7-Diethylheptadecane
57.0
5000 TT TTTT LR B TT T T
85.0 15.80 16.00 16.20 16.40

m/z 43.00 37 .39%

‘1130‘ 15?0 1820 2120 237.0 267.0

OH e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
B REaE e e R
15.80 16.00 16.20 16.40
5000 85.0 m/z 71.00 33.32%
29.0
o 107.0  140.0 165.0 193.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83033: Tetradecane, 4-ethyl- R R e R
43.0 15.80 16.00 16.20 16.40
m/z 277.10 31.99%
5000 71.0
99.0
ol L) [990 1270 155.0 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080517\
Data File : BF097399.D

Acq On : 5 Aug 2017 16:09

Operator : SJ/JU

Sample : 14594-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : 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_55 18.4 ng 648705 1 6.42 705688 20.0
unknown6.20 6.20 64.1 ng 2262720 1 6.42 705688 20.0
n-Hexadecanoic acid 11.48 4.9 ng 202736 4 10.92 832291 20.0
Octadecanoic acid 12.26 3.5 ng 116261 5 13.54 670149 20.0
5-Eicosene, (E)- 13.42 5.8 ng 193972 5 13.54 670149 20.0
unknownl14 .19 14.19 2.3 ng 76404 5 13.54 670149 20.0
Phthalic acid, bi... 14.30 2.2 ng 62409 6 14.88 562713 20.0
Pentacosane 15.66 2.1 ng 58154 6 14.88 562713 20.0
unknown16.10 16.10 2.4 ng 68527 6 14.88 562713 20.0
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