LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample - K2407-11

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 5.287 541 544 576 rBV 1405676 1983070 77.28% 8.017%
2 6.328 717 721 737 rBVY 1576108 2095748 81.67% 8.473%
3 6.445 737 741 750 rVB 2166471 2063447 80.41% 8.342%
4 6.669 776 779 797 rVB 789927 724321 28.23% 2.928%
5 6.828 802 806 823 rBV 1596148 1656535 64.55% 6.697%
6 7.239 872 876 894 rBvV 1102174 1311891 51.12% 5.304%
7 7.951 994 997 1020 rBY 857391 936850 36.51% 3.787%
8 9.028 1176 1180 1193 rBV 2875999 2521500 98.26% 10.194%
9 9.427 1245 1248 1256 rBV 206639 215143 8.38% 0.870%
10 9.704 1291 1295 1306 rBV 1160139 1056355 41.16% 4.271%

11 10.492 1426 1429 1442 rBV 1125020 1336673 52.09% 5.404%
12 11.186 1543 1547 1560 rBV 1155321 1173212 45.72% 4.743%
13 11.721 1634 1638 1650 rBV 256686 386193 15.05% 1.561%
14 11.804 1650 1652 1661 rVB5 20778 43485 1.69% 0.176%
15 12.404 1751 1754 1757 rBV 61279 67098 2.61% 0.271%

16 12.504 1767 1771 1789 rBV 515271 802938 31.29% 3.246%
17 12.627 1789 1792 1798 rVB 80359 103770 4.04% 0.420%
18 12.768 1811 1816 1819 rBV 2597733 2566238 100.00% 10.375%

19 13.339 1909 1913 1915 rBV2 26296 29825 1.16% 0.121%
20 13.668 1965 1969 1977 rVB3 33808 50617 1.97% 0.205%
21 13.821 1991 1995 2009 rBV 786064 971851 37.87% 3.929%
22 13.980 2019 2022 2025 rBV 59582 53805 2.10% 0.218%
23 14.286 2070 2074 2078 rBV 109541 104945 4._.09% 0.424%
24 14.421 2093 2097 2099 rBv4 20966 33149 1.29% 0.134%
25 14.580 2120 2124 2129 rBV 188634 192772 7.51% 0.779%
26 14.645 2132 2135 2139 rVB 34296 39095 1.52% 0.158%
27 14.845 2166 2169 2172 rBV 35658 46932 1.83% 0.190%
28 14.886 2172 2176 2184 rVB 247483 298310 11.62% 1.206%
29 15.127 2214 2217 2222 rVB 34943 37791 1.47% 0.153%
30 15.186 2224 2227 2230 rVV 35934 42326 1.65% 0.171%

31 15.233 2230 2235 2250 rVB 883846 1208617 47.10% 4 _886%
32 15.627 2296 2302 2307 rVB 206789 304338 11.86% 1.230%
33 16.074 2373 2378 2387 rVB 111174 191657 7.47% 0.775%
34 16.609 2464 2469 2478 rVB4 34449 84869 3.31% 0.343%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample - K2407-11

Misc :

ALS Vial : 4 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24735366
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041519\

BF113764.D

15 Apr 2019 15:41

JussJ

K2407-11

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 1 unknown6.45 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.45 56.98 ng 2063450 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 742 (6.451 min): BF113764.D (-737) (-) m/z 131.90 100.00%
32
5000
68 }L
96 T T
40 54 85 | 115 6.20 6.40 6.60 6.80
o S R m/z 68.00 35.64%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
0
S m/z 133.90  33.51%
0 ‘ [b 1 H Iy ‘ . |
L o o e o B O L e o
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
T T
6.20 6.40 6.60 6.80
5000 m/z 65.95 22.54%
91 105
39 51 65 77 117 146 159 178 208 222
LA B e o e o o B B e B i i
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 68.95 13.56%
5000 6
41 97
R
79
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.58 ng 386193 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1638 (11.721 min): BF113764.D (-1634) (-) m/z 72.90 100.00%
60 7B
5000 129 L
97 213 VPUSUPUIUEVERE Mm-S =SS
U5 | 43107071185 o0 | p7 256 11.40 11.60 11.80 12.00
0 m/z 42.95 94 .74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R D T B DU

11.40 11.60 11.80 12.00
m/z 59.85  89.46%

213
143 157171185 199

o m ‘ Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 74 .46%
29 g7
115 | 143 199 242
101 157171185
ol 15 213226
o e O o L R ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid A AR
60 73 11.40 11.60 11.80 12.00
m/z 40.95 70.31%
43
5000
129
29 ‘ 415 11 214
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.50 16.52 ng 802938 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1770 (12.498 min): BF113764.D (-1767) (-) m/z 43.00 100.00%
4B 73
57
5000 129
97 185 241 RN BN
U5 1143, 5171 17199513207 | 955 284 12.20 12.40 12.60 12.80
o} m/z 72.90 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129
12.20 12.40 12.60 12.80
m/z 59.90 77.70%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12!20 12f4o 12!60 12fso
5000 129 m/z 57.00 77.29%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e R R e
78 12.20 12.40 12.60 12.80
43 m/z 54.95 68.00%
5
5000 129
185 228
115
1 1435171
OI .......TJW H‘ “.‘..‘..:!-.57.....‘..]:99.?}?.}‘......|....|... e el tnaetnaie
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.14 ng 103770 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 91
2 Pyrene 202 C16H10 000129-00-0 91
3 Benzene, 1,1"-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 59
4 4-l1sothiazolecarbonitrile, 3,5-b... 202 C6H6N2S3 004886-13-9 9
5 Pyrimidine, 2-phenyl-4-hydroxy-5... 202 C11H10N202 085386-21-6 9

Abundance Scan 1792 (12.627 min): BF113764.D (-1789) (-) m/z 202.00 100.00%

202

5000

i

12.40 12.60 12.80 13.00
m/z 200.00 19.38%

101

0 133150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #62828: Fluoranthene
202 \
5000

12.40 12.60 12.80 13.00
m/z 203.00 18.27%

101
150 174

122

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

202
12.40 12.60 12.80 13.00
5000 m/z 201.00 16.10%
101
1227 50 74 122 150 174

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e e

202 12.40 12.60 12.80 13.00
m/z 100.90 12.87%

5000

101 126 150 176

27 51 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.16 ng 104945 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2075 (14.292 min): BF113764.D (-2070) (-) m/z 56.95 100.00%
57
5000 _,\~_A\,w-,_j\_,-bv}{,w_,\
l| | 137169 500 254 3?2 114,00 14.20 14.40 14.60
oA b2 e e m/z 71.00 69.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 L B B BRI R

14.00 14.20 14.40 14.60
m/z 43.00 56.90%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” SR R L R TR R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R B e .
14.00 14.20 14.40 14.60
5000 m/z 85.00 53.27%
99
o 25 141 183 240
P T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane B ma S e e
57 14.00 14.20 14.40 14.60
m/z 55.00 25.99%
5000

-

99
26 ] | 141 183 225 267 338

M S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 7 Hexacosane

R.T. EstConc Area Relative to ISTD R.T.
14.58 3.19 ng 192772 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Docosane 310 C22H46 000629-97-0 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 2124 (14.580 min): BF113764.D (-2120) (-) m/z 56.95 100.00%
g7
5000 8 ﬁ
113 14.20 14.40 14.60 1480
141 169 302 : : - :
o3 L b i 1], by PA87 2 293 288 m/z 71.00 71.72%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LN BRI AN SUNILE
14.20 14.40 14.60 14.80
m/z 43.00 61.28%
29 ‘ ‘ 13 141 160
Oh b T MY 160 197 225 253 295 373 %67
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 1480
5000 85 m/z 84.95 51.44%
113
ol 39 141 183 211 239 g7 310
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e R REE e
57 14.20 14.40 14.60 14.80
m/z 55.00 22.13%
o 31“} [ MR 14 169 197 20 567 g04 323 3w
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 8 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.94 ng 298310 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2177 (14.892 min): BF113764.D (-2172) (-) m/z 57.00 100.00%
57
5000 85
113 14,60 14.80 15.00 1520
141 169
ol |, AT 1009 1971000 207 mss G e o,
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 A A UL UGS U
14,60 14.80 15.00 15.20
m/z 43.00 58.81%
oL 3t q113‘141‘169 197 2% 267 204 323 352
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14,60 14.80 15.00 1520
5000 85 m/z 85.00 49.41%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane B AR e
57 14.60 14.80 15.00 15.20
m/z 55.00 20.40%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 9 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.63 5.04 ng 304338 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2302 (15.627 min): BF113764.D (-2296) (-) m/z 56.95 100.00%

517
5000 85

113 15.40 15.60 15.80 16.00

141 183 225 : : :
o....,I.J..‘-.Jl,.-l.l..l,t...'.,....2????1.,:?1.6..,....,...., m/z 71.00 66.19%
m/z--> 50 100 150 200 250 300 350 400

Abundance #194493: Hexacosane

8

5000 85 e T = ae i
15.40 15.60 15.80 16.00

m/z 42.95 57 .64%

29
. “L h Ll Hlﬁ31 41160 197 225 253 295 323 _ 367
e e S e ] e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e e e
g5 15.40 15.60 15.80 16.00
5000 m/z 85.00 48.92%
29 113
o 141 169 197 225 253 296
L = e S e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A EEEEE RS e
57 15.40 15.60 15.80 16.00
m/z 55.00 19.79%
- T M/J\J\
113
0 291 | | | 777,141 169 197 225 253 280 309 351 379 407 436
T T [ T T e T e e e e L
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample : K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 10 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.17 ng 191657 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2377 (16.068 min): BF113764.D (-2373) (-) m/z 57.00 100.00%
57
85 A
5000
L DA SUNILR SR SR
113 141 160 211 284 15.80 16.00 16.20 16.40
ol d A L 2230 2B 3 m/z 70.95  72.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 R DA UG BN B
85 15. 80 16. oo 16. 20 16 40
29 m/z 43.00 59.30%
o J‘L | | i J113 141 169 197 225 253 282
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
' 15.80 16.00 16,20 16.40
5000 85 m/z 85.00 52.54Y%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
HELELELI UL SRR IURLELEL UL SURLELELN BUNLELUN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T T
57 15.80 16.00 16.20 16.40
m/z 54.95 23.21%
85
-~ uvw
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> % 1m ﬁo @ 2% %o ﬁ)4& 1mmmmwmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041519\
Data File : BF113764.D

Acq On : 15 Apr 2019 15:41

Operator : JU/SJ

Sample - K2407-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 57.0 ng 2063450 1 6.67 724321 20.0
n-Hexadecanoic acid 11.72 6.6 ng 386193 4 11.19 1173210 20.0
Octadecanoic acid 12.50 16.5 ng 802938 5 13.82 971851 20.0
Benzene, 1,1"-(1,... 12.63 2.1 ng 103770 5 13.82 971851 20.0
Tetratetracontane 14_.29 2.2 ng 104945 5 13.82 971851 20.0
Hexacosane 14.58 3.2 ng 192772 6 15.23 1208620 20.0
Heptadecane, 9-oc... 14.89 4.9 ng 298310 6 15.23 1208620 20.0
Heneicosane 15.63 5.0 ng 304338 6 15.23 1208620 20.0
Eicosane 16.07 3.2 ng 191657 6 15.23 1208620 20.0
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