LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 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-BF012519.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 5.046 500 503 515 rVB 68286 106281 3.65% 0.424%
2 5.457 569 573 595 rBVY 2131672 2250280 77 .19% 8.971%
3 6.475 742 746 763 rBVY 2254133 2416720 82.90% 9.635%
4 6.598 763 767 780 rVB 2821155 2563151 87.92% 10.219%
5 6.822 801 805 814 rBV 520809 492127 16.88% 1.962%
6 6.975 827 831 845 rBVY 2133303 1941432 66.59% 7.740%
7 7.387 897 901 926 rBVY 1513379 1544464 52.98% 6.157%
8 8.104 1019 1023 1041 rBV 607925 637503 21.87% 2.542%
9 9.175 1201 1205 1217 rBvV 3018893 2854873 97.93% 11.382%
10 9.575 1269 1273 1283 rBVY 111780 116865 4_.01% 0.466%

11 9.857 1317 1321 1332 rBV 842299 761692 26.13% 3.037%
12 10.651 1452 1456 1471 rBV 1946545 2037369 69.89% 8.122%
13 11.345 1571 1574 1578 rBV 796129 808998 27.75% 3.225%
14 11.869 1659 1663 1675 rBv2 258180 322245 11.05% 1.285%

15 12.569 1778 1782 1787 rBV 89216 87188 2.99% 0.348%
16 12.645 1792 1795 1802 rBV3 51790 71618 2.46% 0.286%
17 12.798 1815 1821 1828 rVB2 70042 98818 3.39% 0.394%
18 12.927 1838 1843 1846 rBV 3219585 2915311 100.00% 11.623%
19 13.139 1875 1879 1884 rBV2 36601 46559 1.60% 0.186%
20 13.486 1933 1938 1940 rBVZ2 48539 49737 1.71% 0.198%

21 13.810 1989 1993 2009 rBV 342407 490131 16.81% 1.954%
22 13.992 2020 2024 2036 rBV 655344 742879 25.48% 2.962%
23 14.127 2044 2047 2050 rBV 106445 80990 2.78% 0.323%
24 14.433 2095 2099 2101 rBV 146413 144053 4.94% 0.574%
25 14.733 2146 2150 2153 rVB 152324 140722 4.83% 0.561%

26 14.804 2158 2162 2166 rBV 65148 67017 2.30% 0.267%
27 15.063 2200 2206 2211 rBV2 161569 202097 6.93% 0.806%
28 15.433 2262 2269 2271 rBV2 106680 146145 5.01% 0.583%
29 15.468 2271 2275 2283 rVB 426017 566366 19.43% 2.258%
30 15.857 2337 2341 2347 rVB2 97634 137613 4.72% 0.549%

31 15.933 2349 2354 2368 rVB9 28925 93462 3.21% 0.373%
32 16.351 2420 2425 2428 rBV2 41985 68969 2.37% 0.275%
33 16.927 2518 2523 2528 rBvV4 22362 39604 1.36% 0.158%
34 17.204 2564 2570 2576 rBV9 20037 40008 1.37% 0.160%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25083287
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8

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

5.05 4.32 ng 106281 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 504 (5.051 min): BF112627.D (-500) (-) m/z 42.95 100.00%
43
59
5000
101 SOV . Y, G
53, | 83 4.80 5.00 520 5.40
SMEEEEMEERRBREI 1 1 NSSIL VT SRR cMERU M m/z 59.10 59.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U N RS A
4.80 5.00 520 5.40
59 m/z 101.00 24.88%
21 37| 53 || 67 77 83 o1 }Ol
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4083: Morpholine, 4-methyl-
43
480 5.00 520 5.40
5000 m/z 58.00 14 .53%
101
71
"'l'ﬁ?'|"'?Fl""F'l'é?"ﬁs'|""i""|"§6'|'"'ﬁ""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e T L My o
43 4.80 5.00 5.20 5.40
m/z 41.00 9.67%
5000 101
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.l..,.?“?.,;...,. SN E—
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.60 Concentration Rank 1

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

6.60 104.17 ng 2563150 1,4-Dichlorobenzene-d4 6.82
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 767 (6.598 min): BF112627.D (-763) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . . . .
Jrev lasus o "m/z 68.10  40.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LI R R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.94%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.94%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propiony! RS s e S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.22%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 7.97 ng 322245 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1663 (11.869 min): BF112627.D (-1659) (-) m/z 73.00 100.00%
73
43 60
5000 129 ﬂ\\_‘
157 171 185 213 DA A SRR U
Ll 143 199 256 11.60 11.80 12.00 12.20
W—I 11 m/z 43.10 81.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129
~ 11'60 1180 12,00 12,20
m/z 60.00 81.49%

213
,Ju 143 157171 185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43

11.60 11.80 12.00 12.20
5000 129 m/z 41.05 76 .46%

143 157 214

|
REEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20

23 m/z 57.05 66.65%

5000 129

185 228
| 143157171 ‘ 199213

m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

T( Jr01115
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 13.20 ng 490131 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 1993 (13.810 min): BF112627.D (-1989) (-) m/z 57.10 100.00%
57
83
5000
111
139 226 13.40 13.60 13.80 14.00 14.20
,-.'.J.I,Jl.l-.e,nl‘?“gf. s m/z 43.10 88.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LRI DAL DAL SUNL B
13.40 13.60 13.80 14.00 14.20
m/z 55.10 78.08%
29 139 169 10 238 o,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 83.05 70.70%
29
Il ‘ | | 139167 106 238 266 204
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57 13.40 13.60 13.80 14.00 14.20
97 m/z 69.10 65.23%
5000
125
29
TrriyprrrrrrrrrrCyprrrryrrrrrrrryrrrrrr T r T orT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.18 ng 80990 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2047 (14.127 min): BF112627.D (-2044) (-) m/z 57.05 100.00%
57
5000
99 13.80 14.00 14.20 14.40
141 . . . .
MM e s pe | w/z 71.10° 72.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

5000
13.80 14.00 14.20 14.40

m/z 43.10 69.89%

296

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
517
U NN A BN
13.80 14.00 14.20 14.40
5000 m/z 85.10 52.08%

99
26 ] |, 4 183 225 281 337 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 13.80 14.00 14.20 14.40

m/z 41.10 28.70%

5000

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

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.97 ng 140722 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2149 (14.727 min): BF112627.D (-2146) (-) m/z 57.05 100.00%
g7
85
5000
113 141 149 14.40 14.60 14.80 15.00
b b B T0208 228 ae  Tm/z 71.10  71.25%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 R DA AR SRR IS
14.40 14.60 14.80 15.00
m/z 43.10 63.88%
3 13 141 169 197 239 367 594 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
1440 14.60 14.80 1500
5000 85 m/z 85.05 53.53%
2?& I 1| Jlj3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane T T T T T
57 14.40 14.60 14.80 15.00
m/z 41.10 27 .99%
5000 85
2901 | | /M3 141 169 107 225 253 281 310
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.37 ng 67017 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 90
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 Succinic acid, di(3-methylbut-3-... 254 C14H2204 1000353-45-6 53
Abundance Scan 2161 (14.798 min): BF112627.D (-2158) (-) m/z 69.10 100.00%
69
41
167 203 256 14.40 14.60 14.80 15.00 15.20
. 281 m/z 81.10 48.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 AR UL B I I
14.40 14.60 14.80 15.00 15.20
al . m/z 41.05 29.19%
L ik d 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 14.60 14.80 15.00 15.20
5000 m/z 68.10 13.77%
41
95 137
w317 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69 14.40 14.60 14.80 15.00 15.20
m/z 137.10 13.22%
41
5000
1|t \\ ‘ h ;'-1% l 161 205 248
m/z--> 50 100 150 200 251;0 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 12 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 7.14 ng 202097 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octacosane 394 C28H58 000630-02-4 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2206 (15.063 min): BF112627.D (-2200) (-) m/z 57.10 100.00%
57
85
5000
113 252 AN BN UM A
141 159 14.80 15.00 15.20 15.40
..-.-,.J.'.'.l|, Las P, 21 ) 282 m/z 71.05  76.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane

5000

14.80 15.00 15.20 15.40
m/z 43.10 70.12%

113 141 169 197 295 254

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
T
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 55.85%
29 113
11l ﬂ (141 169 197 225 253 281 309 337 365 304
...,.. L= R o2 208 261 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A BEEESE R e S
57 14.80 15.00 15.20 15.40
m/z 41.10 27.37%
5000 85
113
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
e I i et e L L A
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.86 4.86 ng 137613 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2342 (15.862 min): BF112627.D (-2337) (-) m/z 57.10 100.00%

g7

5000

15.60 15.80 16.00 16.20
m/z 71.10 72.90%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 TT T[T T T T[T T rrrrrrr1
15. 60 15. 80 16. 00 16. 20
‘ m/z 43.05 56.67%
29 141
LA e g s g 22
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R N REE
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 54 .60%
29 113
LU A a7, 18 000 107 225 253 296
e I e e B e e e e L B B e LA o B e o o
m/z--> 50 100 150 200 250 300 350
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethyloutyl)- T e
43 15.60 15.80 16.00 16.20
m/z 41.10 27 .54%
71
5000

99
| J‘ | 127 155 183 519959251 2681 310 337 364

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20

8270-BF012519.M Wed Feb 20 15:56:51 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 14 1-Heptacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.30 ng 93462 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 83
2 n-Tetracosanol-1 354 C24H500 000506-51-4 80
3 l17-Pentatriacontene 491 C35H70 006971-40-0 72
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 64
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 64
Abundance Scan 2353 (15.927 min): BF112627.D (-2349) (-) m/z 83.05 100.00%
57
5000
15.60 15.80 16.00 16.20
R B m/z 97.10 93.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
87 |97
5000 R UM RN UL UL
105 15.60 15.80 16.00 16.20
m/z 57.00 91.47%
29 l 1153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #186968: n-Tetracosanol-1
87 83
15.60 15.80 16.00 16,20
5000 111 m/z 55.00 89.27%
29
1l 1?9167195222250 280 308 336
m/z--> 55 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene R AEmEEEE L
43 15.60 15.80 16.00 16.20
m/z 69.10 83.69%
5000 83
MJ 111
l 139167196224 267292 321 462 490
m/z--> 50 100 1éo 200 250 300 350 400 450 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112627.D

Aca On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 15 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.35 2.44 ng 68969 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2425 (16.351 min): BF112627.D (-2420) (-) m/z 57.10 100.00%

5000

!

183 209 265 16.00 16.20 16.40 16.60
m/z 43.10 78.42%

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane

? .

5000 85 L L TT T T[T T T T[T TTT T
16 00 16. 20 16. 40 16.60
29 m/z 71.10 70.77%
iy “113 141 169 197 225 253 281 309 337 380
e { I A e o e e e e I L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T T

16.00 16.20 16.40 16.60

85

5000 m/z 85.10 66.75%
29 113
UL |, M0,199 197 225 253 296
v T e . e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane AL et Tt
57 16.00 16.20 16.40 16.60
m/z 41.10 31.02%
5000 85
2 13 141
| ﬂ 169 197 225 253 281 309 337 365 394
———r . S T A e Sy e
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112627.D

Acq On : 19 Feb 2019 18:08

Operator : JU/SJ

Sample : K1515-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 5.05 4.3 ng 106281 1 6.82 492127 20.0
unknown6 .60 6.60 104.2 ng 2563150 1 6.82 492127 20.0
n-Hexadecanoic acid 11.87 8.0 ng 322245 4 11.35 808998 20.0
Heptadecyl heptaf... 13.81 13.2 ng 490131 5 14.00 742879 20.0
Heneicosane 14.13 2.2 ng 80990 5 14.00 742879 20.0
Heptadecane, 9-oc... 14.73 5.0 ng 140722 6 15.47 566366 20.0
Squalene 14.80 2.4 ng 67017 6 15.47 566366 20.0
Octadecane 15.06 7.1 ng 202097 6 15.47 566366 20.0
Eicosane 15.86 4.9 ng 137613 6 15.47 566366 20.0
1-Heptacosanol 15.93 3.3 ng 93462 6 15.47 566366 20.0
Heptacosane 16.35 2.4 ng 68969 6 15.47 566366 20.0
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