LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.257 535 539 554 rBY 3379680 3307089 74.73% 9.374%
2 6.310 713 718 740 rVB 3124092 3470554 78.43% 9.837%
3 6.492 746 749 758 rVB 44684 46430 1.05% 0.132%
4 6.645 772 775 779 rBV 752097 678929 15.34% 1.924%
5 6.804 798 802 805 rBVY 3254547 2829561 63.94% 8.021%
6 7.222 868 873 875 rBVY 2345799 2300281 51.98% 6.520%
7 7.934 990 994 997 rBV 1172820 885236 20.00% 2.509%
8 8.039 1009 1012 1023 rBV 353529 344320 7.78% 0.976%
9 9.016 1174 1178 1181 rBV 4433535 4146110 93.69% 11.752%
10 9.416 1242 1246 1249 rBV 234761 200744 4 .54% 0.569%

11 9.692 1289 1293 1296 rBV 1170562 980442 22.16% 2.779%
12 10.486 1423 1428 1431 rBV 2830024 2612665 59.04% 7.406%
13 11.175 1541 1545 1548 rBV 1275787 1050819 23.75% 2.979%
14 11.727 1634 1639 1647 rBV 1335820 1375321 31.08% 3.898%
15 12.510 1768 1772 1785 rBV 892540 951692 21.51% 2.698%

16 12.616 1785 1790 1793 rVB 49441 61393 1.39% 0.174%
17 12.774 1811 1817 1820 rBV 4292012 4425187 100.00% 12.543%
18 13.351 1906 1915 1918 rBV3 41104 63782 1.44% 0.181%
19 13.627 1958 1962 1966 rBV2 35008 46872 1.06% 0.133%

20 13.674 1966 1970 1980 rVvVv 583762 741483 16.76% 2.102%

21 13.816 1989 1994 1997 rBV2 1334121 1288682 29.12% 3.653%
22 13.998 2021 2025 2032 rBV 125776 137651 3.11% 0.390%
23 14.304 2072 2077 2084 rBV 234337 307972 6.96% 0.873%
24 14.474 2100 2106 2111 rBV3 34133 67257 1.52% 0.191%
25 14.598 2123 2127 2130 rBV 315508 303196 6.85% 0.859%

26 14.910 2176 2180 2184 rBV 358976 385902 8.72% 1.094%
27 15.221 2228 2233 2236 rBV 926933 1031007 23.30% 2.922%
28 15.257 2236 2239 2247 rVB 335614 409160 9.25% 1.160%
29 15.657 2302 2307 2312 rBV 244272 338821 7.66% 0.960%
30 15.710 2312 2316 2323 rBV3 86936 166607 3.76% 0.472%

31 16.115 2380 2385 2389 rBV 124181 219568 4._.96% 0.622%
32 16.657 2471 2477 2485 rBV3 45936 104170 2.35% 0.295%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

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 - 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-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35278903
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\

BF120249.D

30 Apr 2020 19:45

MA/SJ

L2452-03

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000
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TIC: BF120249.D
12.77

10.49
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9.69
12.51

9.42
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0
Time-->
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11.50

12.00
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T
10.00 10.50
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4000000

3000000

2000000

1000000

TIC: BF120249.D

13.82
15.22
13.67

3.A§ 14.00
A
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1
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14.00 16.00 16.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Mequinol Concentration Rank 5

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

8.04 7.78 ng 344320 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Meauinol 124 C7H802 000150-76-5 95
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 94
3 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 91
4 2-Acetvl-5-methvifuran 124 C7H802 001193-79-9 87
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 78

Abundance Scan 1012 (8.039 min): BF120249.D (-1009) (-) m/z 109.00 100.00%
109 124
81
5000
53
39 65 _, o5 - 780 8.00 820 8.40
e prrrprrepe e A 386 Tn/z 124.00  85.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10407: Mequinol
109 124
81
5000 R R L R
7.80 8.00 8.20 8.40
53 m/z 81.00 55.26%
15 2|7 :.39 i o> 74 9.5 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109 124
81 780 8.00 820 8.40
5000 m/z 53.00 34 .45%

65 74

15 95
mmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10586: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- A m e A ma
109 7.80 8.00 820 8.40
m/z 39.00 12.16%
79
5000 43 124
53
..“%?.“.?T“...“...“...“??q...q..”?%.”}qgnl.”.,.u.,.”.,.. s e M S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.73 26.18 ng 1375320 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1639 (11.727 min): BF120249.D (-1634) (-) m/z 60.00 100.00%
43 6D 73
5000
129
97 213 LN DL LI B I
*ﬂ' 115 143157171185 0“7 00 25 1120 11%0 1f80 12.00
e m/z 73.00 95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 T ---L‘ﬁﬁ-- T
nmnmnmnm
213 m/z 43.05 92 .86%
L, 143157171185 199
m/z--> "éb“ 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11'40 11. 60 11. 80 12.'00 '
5000 129 m/z 57.00 82.76%
29 87 115 171
185 214
s U WM R LT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid I R EERERE
3 60 73 nmnmnmnm

m/z 55.00 78 .13%

5000 129
29
199
‘ I ‘ 143 157171 185 242
15 ‘ ‘ H il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.51 14.77 ng 951692 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1772 (12.510 min): BF120249.D (-1768) (-) m/z 43.00 100.00%

48 57 7

5000

12.20 12.40 12.60 12.80
m/z 57.05  91.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43 73

-

12!20 12.I4O 12!60 12!80
m/z 60.00 91.59%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R ERaR R
12.20 12.40 12.60 12.80
5000 129 m/z 73.00 91.03%
B7 199
27 115 242
157 180 213557
mmm_mﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R B e
43 80 12.20 12.40 12.60 12.80
m/z 55.00 80.19%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 11.51 ng 741483 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1969 (13.668 min): BF120249.D (-1966) (-) m/z 57.00 100.00%
g7
83
5000
111
139 230 13.40 13.60 13.80 14.00
Ayt e 20220 m/z 55.00 95.68%
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000
13.40 13.60 13.80 14.00
29 125 m/z 43.10 90.00%
1] 154 182 210 238 ogs 384
m/z--> 50 100 150 200 250 300 350
Abundance
57
97
13.40 13.60 13.80 14.00
5000 m/z 83.05 70.25%
125
29
77 154 177196 224 269 370
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57 13.40 13.60 13.80 14.00
97 m/z 97.05 59.90%
5000
- 125
L1, | | J 154 182 224 252 297 3pg348
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.14 ng 137651 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2025 (13.998 min): BF120249.D (-2021) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 13.60 13.80 14.00 14.20 14.40
3 ,1 b 260 207 2267 m/z 43.05 61.47%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.60 13.80 14.00 14.20 14.40
m/z 71.10 49 .54%
ZF. j ﬂ 43 (141,169 197 225 253 295 323 367
m/z--> 50 100 1éo 260 2%0 360 3éo
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 40.71%
85
29
113 141 169 197 225 253 282
m/z--> 55 160 150 260 250 300 3éo
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 23.72%
5000
85
H ““\ | J1113 139 168 197 231249

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.30 4.78 ng 307972 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2076 (14.298 min): BF120249.D (-2072) (-) m/z 57.00 100.00%
57
5000 g5
113 141 14.00 14.20 14.40 14.60
..J,....l..'..‘,'.1‘?9.?9,7...2‘.‘0,..2?:? 2T "z 43.05  61.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 A BN B SRR
85 14.00 14.20 14.40 14.60
29 m/z 71.00 48 .21%
| I g8 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 36.62%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 460
Abundance #185533: Pentacosane
57 14.00 14.20 14.40 14.60
m/z 55.00 22.27%
5000 85
113
29| |y 4 J W 189159211 239 267 295 323 352
m/z--> 50 100 150 200 250 3(')0 3&1;0 400 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 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-BF040820.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

Peak Number 8 Heptacosane Concentration Rank 8

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

14.60 5.88 ng 303196 Perylene-di12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosane 394 C28H58 000630-02-4 91

2 Heptacosane 380 C27H56 000593-49-7 91

3 Hexatriacontane 507 C36H74 000630-06-8 91

4 Hexacosane 366 C26H54 000630-01-3 91

5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2127 (14.598 min): BF120249.D (-2123) (-) m/z 57.00 100.00%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.20 14.40 14.60 14.80 15.00

113
141169197 239 283
miz--> 0 50 100 150 200 250 300 350 400 450 500

m/z 43.10 55.48%

Abundance #209566: Octacosane

5000 T S
14.20 14.40 14.60 14.80 15.00

m/z 71.10 52 .45%

113141169197 205 253 281 300 337365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance
57

14.20 14.40 14.60 14.80 15.00

5000 85 m/z 85.05 39.40%

29 113
141169197 225253 281309337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

14.20 14.40 14.60 14.80 15.00

m/z 55.00 20.92%

5000

113141169197 225253 281300337 379 421449477 506

T T T T T
14.20 14.40 14.60 14.80 15.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .91 7.49 ng 385902 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2180 (14.910 min): BF120249.D (-2176) (-) m/z 57.00 100.00%
57
5000 85 l \
113 Mmmmmmmm
141
AL a6 1e7 030 267 300 T asas 55 200
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L
57
5000 85 L B SO B DU
Mmmmmmmm
- m/z 71.10 49.78%
| | M8 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
14.60 14.80 15.00 15.20
5000 m/z 85.05 38.31%
85
29
113 141 169 197 226
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #185533: Pentacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .06%
5000 85
113
20444 ﬂ L 169180211 239 267 295 323 352
m/z--> 55 100 1%0 200 250 360 3%0 ' 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.57 ng 338821 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2308 (15.662 min): BF120249.D (-2302) (-) m/z 57.00 100.00%
57
113 141 mmmmmmmm
S LT 09 208 238 266 m/z 43.05 52.98%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 L R B S U
mmmmmmmm
29 m/z 71.05 48.48%
113
| | i .]1 , 141 169 197 225 253 281 309 338
m/z--> §o 100 1%0 260 250 300 3%0
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 39.65%
29 113 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 300 3%0
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00
m/z 55.00 23.27%
85
5000
29 113
NEER J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 15'40 15. 60 15. 80 16|00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Tetracosanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.23 ng 166607 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2316 (15.710 min): BF120249.D (-2312) (-) m/z 57.05 100.00%
57 97
5000
125

Wl%ﬂ7 281 mmmmmmmm

3 BT T ol N e e m/z 43.05 92.97%

1))
=7

T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
111

5000 T T
15.40 15.60 15.80 16.00

m/z 55.00 89.78%

29 139
L k1§7 195 222 250 280 308 336
ok o IR A
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 s o ——
15.40 15.60 15.80 16.00
5000 11 m/z 69.00 80.35%
29
139 163182 210 237255 356
L o T o T L AN
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol B B
55 15.40 15.60 15.80 16.00
m/z 97.10 80.02%
5000
29
L ‘ \ 1‘1?9 167 196 238 266 294

m/z--> 50 200 250 300 350 15. 40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.26 ng 219568 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2386 (16.121 min): BF120249.D (-2380) (-) m/z 57.05 100.00%
g7 n
5000 85
113 141 169 15.80 16.00 16.20 16.40
3 ,I.-! AT L N8 19T 225 293 281 0 ny7 43.10  55.67%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 U LR BN BN B
85 15.80 16.00 16.20 16.40
29 m/z 71.00 55.14%
| l | | | 118 141 160 197 205 253 282
m/z--> éo 160 1éo 200 2éo 300 3éo
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 41.68%
113
29 141 16919 211 239 267 205 323 352
m/z--> éo 160 1éo 260 2%0 300 3éo
Abundance #124147: 2-Bromotetradecane
57 15.80 16.00 16.20 16.40
m/z 55.00 20.77%
85
5000
29
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120249.D

Aca On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample : L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.02 ng 104170 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 74
2 Heptadecane 240 C17H36 000629-78-7 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 58
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 58

Abundance Scan 2478 (16.662 min): BF120249.D (-2471) (-) m/z 57.00 100.00%

g7

5000

183 207 5, 283 16.40 16.60 16.80 17.00
m/z 43.00 66.20%

113 141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 TT T[T T T T[T T rrrrrrr1
16.40 16.60 16.80 17.00
29 m/z 71.05 56.68%
1 | 113 141 169 107 225 253 281 309 338
e et b e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R N REE
16.40 16.60 16.80 17.00
5000 g5 m/z 84.95 46 .88%
29

113 141 169 196 240

mmwﬂwwrwﬁwﬁrrﬁwwmﬁmﬁrrﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane e
57 16.40 16.60 16.80 17.00

m/z 41.10 29.25%

5000 85

29

113 141 169 212

b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 40 16 60 16. 80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
Data File : BF120249.D

Acq On : 30 Apr 2020 19:45

Operator : MA/SJ

Sample - L2452-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
Mequinol 8.04 7.8 ng 344320 2 7.93 885236 20.0
n-Hexadecanoic acid 11.73 26.2 ng 1375320 4 11.17 1050820 20.0
Octadecanoic acid 12.51 14.8 ng 951692 5 13.82 1288680 20.0
Pentafluoropropio... 13.67 11.5 ng 741483 5 13.82 1288680 20.0
Hexacosane 14.00 2.1 ng 137651 5 13.82 1288680 20.0
Octacosane 14.30 4.8 ng 307972 5 13.82 1288680 20.0
Heptacosane 14.60 5.9 ng 303196 6 15.22 1031010 20.0
Hexadecane 14 .91 7.5 ng 385902 6 15.22 1031010 20.0
Tetracosane 15.66 6.6 ng 338821 6 15.22 1031010 20.0
n-Tetracosanol-1 15.71 3.2 ng 166607 6 15.22 1031010 20.0
Eicosane 16.12 4.3 ng 219568 6 15.22 1031010 20.0
Heptadecane 16.66 2.0 ng 104170 6 15.22 1031010 20.0
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