LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 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-BF120619 .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 5.063 502 506 516 rVB 318654 390064 13.79% 1.548%
2 5.475 572 576 600 rBY 2331079 2163400 76.51% 8.584%
3 6.134 685 688 691 rBV 55173 42555 1.50% 0.169%
4 6.493 744 749 758 rBVY 2216055 2283717 80.77% 9.061%
5 6.557 758 760 768 rVB 42042 36852 1.30% 0.146%
6 6.628 768 772 775 rBVY 2962097 2454113 86.79% 9.737%
7 6.857 807 811 820 rBV 741939 591434 20.92% 2.347%
8 7.016 834 838 841 rBVY 2207367 1896628 67.08% 7.525%
9 7.422 903 907 919 rBVY 1536269 1418229 50.16% 5.627%
10 8.145 1026 1030 1045 rBV 795073 753045 26.63% 2.988%

11 9.222 1209 1213 1216 rBV 3335124 2642755 93.46% 10.486%
12 9.557 1267 1270 1273 rBV 45857 33666 1.19% 0.134%
13 9.616 1277 1280 1290 rBV 103519 116110 4_.11% 0.461%
14 9.904 1326 1329 1340 rVB 1052263 922009 32.61% 3.658%
15 10.698 1460 1464 1474 rBV 2040969 1934076 68.40% 7.674%

16 11.398 1579 1583 1586 rBV 1073579 929096 32.86% 3.686%
17 11.922 1667 1672 1680 rBV2 263386 287696 10.17% 1.142%

18 12.016 1685 1688 1699 rVB 31375 47595 1.68% 0.189%
19 12.616 1787 1790 1800 rBV 249343 241614 8.54% 0.959%
20 12.710 1803 1806 1812 rBV2 43407 54531 1.93% 0.216%

21 12.851 1824 1830 1833 rBV 142434 169341 5.99% 0.672%
22 12.986 1849 1853 1856 rBV 3182350 2827598 100.00% 11.219%
23 13.557 1945 1950 1952 rBV2 29676 32013 1.13% 0.127%
24 13.880 2002 2005 2018 rVB 344208 459354 16.25% 1.823%
25 14.051 2030 2034 2042 rBV 806709 808899 28.61% 3.209%

26 14.204 2056 2060 2066 rBV 50267 59856 2.12% 0.237%
27 14.510 2108 2112 2124 rBV2 68019 109849 3.88% 0.436%
28 14.816 2160 2164 2171 rBV 71284 76998 2.72% 0.306%
29 14.892 2173 2177 2182 rVB 55800 56603 2.00% 0.225%
30 15.104 2209 2213 2216 rBV2 23360 32509 1.15% 0.129%

31 15.163 2219 2223 2227 rVB 93373 110226 3.90% 0.437%
32 15.539 2282 2287 2298 rBV2 551209 787481 27 .85% 3.125%
33 15.992 2359 2364 2369 rBV 76788 113600 4.02% 0.451%
34 16.051 2369 2374 2383 rBv4 59271 144709 5.12% 0.574%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.504 2447 2451 2455 rBV3 27421 47864 1.69% 0.190%
36 17.109 2550 2554 2561 rVB5 19685 36479 1.29% 0.145%
37 17.633 2637 2643 2650 rBV7 16903 43207 1.53% 0.171%
38 18.656 2812 2817 2828 rVB9 18118 47501 1.68% 0.188%

Sum of corrected areas: 25203272
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118295.D
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2500000

47 6.49 7.02
2000000
7.42
1500000

1000000
6.86

500000 5.06

L Y 1 G

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118295.D
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Abundance TIC: BF118295.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

5.06 13.19 ng 390064 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 505 (5.057 min): BF118295.D (-502) (-) m/z 42.95 100.00%
43
59
5000
101
51| 83 4.80 5.00 5.20 5.40
rrrprrerprrer e el e m/z 59.00 61.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U S AR R I
4.80 5.00 5.20 5.40
59 m/z 101.10 23.95%
101
, 51,| 67 83 g1 °
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.10 14.48%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R L A ma
43 4.80 5.00 5.20 5.40
m/z 41.10 9.63%
5000
101
15 58
28 69 84 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 82.99 ng 2454110 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF118295.D (-768) (-) m/z 132.00 100.00%
5000 o8 L
40 %6 620 640 6.60 6.80 7.00
54 : : : :
[ | Weus .+ m/z 68.10 36.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A I R IR
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32 .55%
"% !||'I'!'JI""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.37%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180 I L
Abundance #52379: Tranylcypromine-propiony! RS S s e s S s R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.57%
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\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.92 6.19 ng 287696 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1672 (11.922 min): BF118295.D (-1667) (-) m/z 73.00 100.00%

43 607
5000 129

213
| l{ 43107171185 o 11.60 11.80 12.00 12.20
..W.H.H.h T m/z 43.05 79.48%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60783
5000 129 LA L L L L L L LB |

11.60 11.80 12.00 12.20

m/z 60.00 79.24%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 O maae e o ARAREE
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 65.04%
29 185 228
‘ | ﬁ7 }01115 143157171 ‘ 199
el Al L TS L 290208 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R T I
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 63.86%
5000 129
29
199
143 157171 185 242
15 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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

Trifluoroacetoxy hexadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.88 11.36 ng 459354 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2005 (13.880 min): BF118295.D (-2002) (-) m/z 57.05 100.00%
g7 83
41
5000
139 13.60 13.80 14.00 14.20
107 189 209 234 m/z 43.05 89.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
a 97 \ "
5000 RN A UGN RO B
Bmmmmmmm
125 m/z 83.05 86.28%
154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
56
13.60 13.80 14.00 14.20
5000 m/z 55.10 83.10%
29
Lo 167 196 224 252 280 308
m/z--> %&&mmmmmmmmmmmmm
Abundance #155046: 1-Heneicosanol A i e B e A
55 83 Bmmmmmmm
m/z 97.05 79.94Y%
5000
29
Ll 139 167 106 200238 266 204
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 6 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .51 2.72 ng 109849 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2112 (14.510 min): BF118295.D (-2108) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80
m/z 71.05  75.12%

141 169 197 239

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 LI L L L |
14.20 14.40 14.60 14.80
29 m/z 43.05 59.05%
113 141
Il ‘ 1 ﬂ ﬂ L 169 197 225 253 281 309 337 365 394
et T T T T
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
R R RS s
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 55.20%
29 113
;. i |1 77,141 169 197 225 253 295 323 367
—— et
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 14.20 14.40 14.60 14.80
m/z 41.00 32.60%
5000 85
113 239
3g l L4714 169 197 917 267 294 323 352
e e e e e T R RmE
m/z--> 50 100 150 200 250 300 350 400 14 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.80 ng 110226 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2223 (15.163 min): BF118295.D (-2219) (-) m/z 57.10 100.00%
57
5000 85
113 141 14,80 15.00 15.20 15.40
183
...-.|,.].J.‘, Lo, e A m/z 71.10 69.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 PN SUNI SN B
14.80 15.00 15.20 15.40
m/z 43.10 63.41%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 1540
5000 85 m/z 85.05 50.72%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .36%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1§40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.89 ng 113600 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2364 (15.992 min): BF118295.D (-2359) (-) m/z 57.05 100.00%
57
85
5000
141 169 207 15.60 15.80 16.00 16.20 16.40
et m/z 71.10 77 .97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LN UL SRR SR B
15.60 15.80 16.00 16.20 16.40
m/z 43.05 66.68%
7, . 1| | 11?1,169 197 225 253 292
m/z--> 55 160 1%0 200 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 59.61%
113
} |l | 7,141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202661: Heptacosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 26.27%
5000 85
29 113
J |7y, 141 169 197 225 253 281 309 337 380
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 4(')0 ! 15 60 15. 80 16 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121919\
Data File : BF118295.D

Aca On : 19 Dec 2019 22:40

Operator :© JU

Sample : K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.05 3.68 ng 144709 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 64
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 58
3 Triacontvl acetate 480 C32H6402 041755-58-2 58
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 58
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 58
Abundance Scan 2374 (16.051 min): BF118295.D (-2369) (-) m/z 83.05 100.00%
57
5000
157 U SRR SRR SO B
l | 192 281 15.80 16.00 16.20 16.40
_— ”Wf.h.u....,m!hh..”,....,”..,..” m/z 97.00 88.59%
m/z—-> 0 50 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
ile]

5000 LA L L L L L LB
b 15.80 16.00 16.20 16.40
125 m/z 57.05 85.62%
15, l 1193181 209 250 278 306 334 364392 437
I A 280 2 O S O e

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97 B B o o NI
15.80 16.00 16.20 16.40
5000 m/z 69.05 71.91%
29 125
|, | L\l 154 182210238 283 384
e e L L L e e L M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate I a  BREEEEES B
43 15.80 16.00 16.20 16.40
97 m/z 43.05 66.80%
69
5000
125
15, 4 L1 Ll 153 181209 250 278306 334 362 392420 462
L B L B i i o o e e e e L B o S
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121919\
Data File : BF118295.D

Acq On : 19 Dec 2019 22:40

Operator : JU

Sample - K6325-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 5.06 13.2 ng 390064 1 6.86 591434 20.0
unknown6.63 6.63 83.0 ng 2454110 1 6.86 591434 20.0
n-Hexadecanoic acid 11.92 6.2 ng 287696 4 11.40 929096 20.0
Trifluoroacetoxy ... 13.88 11.4 ng 459354 5 14.05 808899 20.0
Octacosane 14 .51 2.7 ng 109849 5 14.05 808899 20.0
Heneicosane 15.16 2.8 ng 110226 6 15.54 787481 20.0
Eicosane 15.99 2.9 ng 113600 6 15.54 787481 20.0
Octacosyl acetate 16.05 3.7 ng 144709 6 15.54 787481 20.0
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