LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 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-BF022719_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 5.340 548 553 569 rBV 2288956 2370096 36.48% 5.230%
2 6.357 722 726 734 rBV 1775179 1553031 23.91% 3.427%
3 6.498 745 750 753 rBV 4492287 4194244 64.56% 9.256%
4 6.728 785 789 793 rBV 1376726 1134170 17.46% 2.503%
5 6.887 812 816 819 rBV 4426644 3853103 59.31% 8.503%
6 7.293 879 885 897 rBvV 2882938 3352173 51.60% 7.397%
7 8.010 1003 1007 1025 rBV 1449758 1421562 21.88% 3.137%
8 9.087 1185 1190 1205 rBV 5508028 5852205 90.08% 12.914%
9 9.757 1300 1304 1322 rBV 1551563 1629560 25.08% 3.596%
10 10.545 1433 1438 1467 rBV 3638913 3866568 59.52% 8.532%

11 11.239 1552 1556 1572 rVB 1688158 1816657 27.96% 4._.009%
12 11.645 1621 1625 1633 rBV 423635 364945 5.62% 0.805%
13 12.304 1733 1737 1746 rBvV4 30880 71358 1.10% 0.157%
14 12.427 1755 1758 1762 rBV 382970 345241 5.31% 0.762%
15 12.651 1792 1796 1800 rBV 1544362 1290815 19.87% 2.848%

16 12.822 1820 1825 1828 rBV 5847645 6496646 100.00% 14.336%
17 13.351 1912 1915 1919 rBV 910799 826396 12.72% 1.824%
18 13.863 1997 2002 2011 rBV 1710582 1946329 29.96% 4._.295%
19 14.045 2029 2033 2039 rBvV 80139 78965 1.22% 0.174%
20 14.345 2081 2084 2089 rVB 137060 118578 1.83% 0.262%

21 14.639 2130 2134 2138 rBV 186187 177467 2.73% 0.392%
22 14.710 2142 2146 2151 rVB 190843 186189 2.87% 0.411%
23 14.957 2184 2188 2196 rVB 178828 195889 3.02% 0.432%
24 15.263 2235 2240 2245 rBV 1089105 1544661 23.78% 3.409%
25 15.310 2245 2248 2257 rVB 194097 271430 4.18% 0.599%

26 15.716 2312 2317 2324 rVB 131162 198431 3.05% 0.438%
27 16.180 2391 2396 2405 rVB 92062 159143 2.45% 0.351%

Sum of corrected areas: 45315852
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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\BF030819\

BF112944.D
8 Mar 2019 15:11
JussJ
K1783-08
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 73.96 ng 4194240 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF112944.D (-745) (-) m/z 132.00 100.00%
5000 68 L
40 %6 J 620 640 6.60 6.80
54 : : : :
o |78 | sus o w/7 68.00  A41.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LR L S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.64%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 27.18%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.14%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 4.02 ng 364945 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1626 (11.651 min): BF112944.D (-1621) (-) m/z 74.00 100.00%
7
87
5000
43
B 1267 227 "1l 1160 1180 1200
10115 171185199 241 270 - - - -
0 ,....,|....', 0 I .-.,..'..,|...1?,7....,....,..2.1?,.[..',-....,..-.., m/z 87.00 73.45%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LN UM B I U
43 11:40 11.60 11.80 12.00
7 143 m/z 43.00 30.70%
. TM ‘ﬂ n 101415129 157171185199213227241 270
miz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 24 _55%
29 | 57 143
o 101115129 157171135199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester R RN RS Sy e
74 11.40 11.60 11.80 12.00
87 m/z 41.00 21.32%
43
5000
9
. e 186
mz-> 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\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 3.80 ng 345241 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1758 (12.427 min): BF112944.D (-1755) (-) m/z 74.00 100.00%
74
5000 43
| ﬁ 97 us 199 255 1220 12.40 12,60 12.80
0 ...,....,....,..|l.|,-1...4-,'..1.1.?..l..,|....,.1.7.1.,.-...',....2.2.7.. e, Tm/z 87.00  72.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74
A
5000 43 LN SRR IUMLLE UM B
12.20 12.40 12.60 12.80
143 298 m/z 43.00 36.88%
m/z--> 20 45 éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
74
1220 12.40 12.60 12.80
5000 m/z 54.95 26.04%
43
143
o 1 i 101146 171 19914 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 12.20 12.40 12.60 12.80
m/z 41.00 23.20%
5000 43
oA ‘ P9 s 1\3158 185200 227242 210
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 2éo 300 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 13.26 ng 1290820 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 93
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 43
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
Abundance Scan 1796 (12.651 min): BF112944.D (-1792) (-) m/z 56.00 100.00%
56
5000
| | 129 il 5 e 1200 1560
3 157 185 213 . . . .
Obrrrprrroilers | l.'l..z“.?i‘?..'.. e L ess 312 e T00 53, 71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.40 12.60 12.80 13.00
m/z 43.00 39.75%
o \‘ I ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
' 12.40 12.60 12.80 13.00
5000 m/z 40.95 37.03%
29 & 129 239 2
97113 157 185 213 og3 312
A R R R L LA A LA A LARAS AR AL LARR) LSRRI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester T T
57 12.40 12.60 12.80 13.00
m/z 55.00 29.83%
5000 4 -
257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.35 8.49 ng 826396 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Butyl myristate 284 C18H3602 000110-36-1 80
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 46
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 2-Decene, 9-methyl-, (2)- 154 C11H22 074630-24-3 32

Abundance Scan 1915 (13.351 min): BF112944.D (-1912) (-) m/z 56.00 100.00%
56
5000
M ! 129 285
T —
97 185 oa1 267 13.00 13.20 13.40 13.60
3
I Il -uu.*,l i or, 2 30 Th/z 56.95  59.13%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.00 42.81%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.00 36.09%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester R e e R
57 13.00 13.20 13.40 13.60
m/z 55.00 32.50%
5000
29 267285
83 129 |
ob— ‘. \I r \JI\ hm I\“JI “hl‘l‘-’H-. “. " :|I'5.7 : ]:E\;? |2|13| sz\u : “. AL I3]'-O' .3‘:0'
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 7 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.30 ng 177467 Perylene-di12 15.26
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 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2134 (14.639 min): BF112944.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
141 14.40 14.60 14.80 15.00
ol—— '] 'l A M9 o 225 283 m/z 71.00 67.87%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B B B B
mmmmmmmm
m/z 43.00 56.03%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
o " 14.40 14.60 14.80 15.00
5000 m/z 85.00 49 .29%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #105886: Octadecane T T T T T T
57 14.40 14.60 14.80 15.00
m/z 54.95 20.70%
5000 85
29 113
I e L B o T
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.41 ng 186189 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 2146 (14.710 min): BF112944.D (-2142) (-) m/z 68.95 100.00%
69
5000
41 o
137 14.40 14.60 14.80 15.00
ol ol 319,268 203231 s 7786 05 54, 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
14.40 14.60 14.80 15.00
o5 m/z 41.00 24 . 73%
137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 1460 14.80 1500
5000 m/z 95.00 15.06%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B L B B e
69 14.40 14.60 14.80 15.00
m/z 67.95 11.36%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 9 Heneicosane Concentration Rank 8

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

14.96 2.54 ng 195889 Perylene-di12 15.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 87

5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2189 (14.963 min): BF112944.D (-2184) (-) m/z 57.00 100.00%
57
85
5000
141 183 221 267 14.60 14.80 15.00 15.20
I dllﬂ1,n~..,....,....,....,....,... m/z 71.00  68.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L
14.60 14.80 15.00 15.20
m/z 43.00 59.38%
29 113 141
0 \‘ | ‘ “\ h h‘ H‘ \ \ \169 197 225 253 296
e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o = s LA et
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 57 .34%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
o e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane B e
57 14.60 14.80 15.00 15.20
m/z 55.00 22.13%
5000 85
29
LT M3 141 160 107 225 253 295 303 367
e T e e e e T e I B
m/z--> 50 100 150 200 250 300 350 400 1460 14.80 15.00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.57 ng 198431 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2318 (15.721 min): BF112944.D (-2312) (-) m/z 57.00 100.00%
5
5000
2 15.40 15.60 15.80 16.00
141 . . . .
o 183 282 m/z 70.95 68.29%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 UL PR SRR B
15.40 15.60 15.80 16.00
99 m/z 42.95 54 .56%
ol28L 1 dd 141 183 225 267 300 351 422
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 85.00 50.24%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane R A BEREESSSTEe S
57 15.40 15.60 15.80 16.00
m/z 55.00 22.10%
5000
99
0l_26, | | 141 183 225 267 309 365
e A A e e e e e R e A ma
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 11 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.06 ng 159143 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2396 (16.180 min): BF112944.D (-2391) (-) m/z 57.00 100.00%
. M
141 16016 15,80 16,00 16.20 1640
0! m/z 71.00 70.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AR DARRE R
15. 80 16. 00 16 20 16. 40
m/z 85.00 56.95%
29
ol LI h\ | 4t 169 107 225 258 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15,80 16.00 16.20 16140
5000 85 m/z 43.00 56.87%
0 29 13 141 169 197 225 267 295 365 393
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #219831: Triacontane b A REaEE RS
57 15.80 16.00 16.20 16.40
m/z 55.00 22.28%
- T W
113 141
oL2) i J | 777 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030819\
Data File : BF112944.D

Acq On : 8 Mar 2019 15:11

Operator : JU/SJ

Sample : K1783-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 74.0 ng 4194240 1 6.73 1134170 20.0
Hexadecanoic acid... 11.65 4.0 ng 364945 4 11.24 1816660 20.0
Methyl stearate 12.43 3.8 ng 345241 4 11.24 1816660 20.0
Hexadecanoic acid... 12.65 13.3 ng 1290820 5 13.86 1946330 20.0
Octadecanoic acid... 13.35 8.5 ng 826396 5 13.86 1946330 20.0
Hexacosane 14.64 2.3 ng 177467 6 15.26 1544660 20.0
Squalene 14.71 2.4 ng 186189 6 15.26 1544660 20.0
Heneicosane 14.96 2.5 ng 195889 6 15.26 1544660 20.0
Triacontane 15.72 2.6 ng 198431 6 15.26 1544660 20.0
Eicosane 16.18 2.1 ng 159143 6 15.26 1544660 20.0
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