LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample : K4356-13

Misc :

ALS Vial : 6 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-BF073019.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 5.434 566 569 599 rBV 847277 1271846 87.90% 7.123%
2 6.451 739 742 762 rBVY 1058428 1379068 95.31% 7.723%
3 6.587 762 765 786 rVB 1456418 1446874 100.00% 8.103%
4 6.816 802 804 815 rBV 389780 391995 27.09% 2.195%
5 6.969 827 830 848 rBV 975634 1007625 69.64% 5.643%
6 7.381 897 900 931 rBV 701004 872827 60.33% 4 .888%
7 8.098 1019 1022 1047 rBV 437957 502853 34.75% 2.816%
8 9.169 1200 1204 1216 rBV 1501155 1308321 90.42% 7.327%
9 9.569 1268 1272 1284 rBV 236240 254595 17 .60% 1.426%
10 9.851 1316 1320 1331 rVB 648983 607628 42.00% 3.403%

11 10.639 1451 1454 1470 rBV 900554 966493 66.80% 5.413%
12 10.769 1473 1476 1486 rVB 29236 46882 3.24% 0.263%
13 11.339 1569 1573 1590 rBV 621828 649115 44.86% 3.635%
14 11.857 1658 1661 1672 rBV2 91096 127443 8.81% 0.714%

15 12.410 1752 1755 1761 rVB 32527 29009 2.00% 0.162%
16 12.592 1783 1786 1789 rVB 16738 14759 1.02% 0.083%
17 12.639 1791 1794 1801 rBV2 41732 63074 4_36% 0.353%
18 12.910 1837 1840 1853 rVvB 1398707 1347117 93.11% 7.544%
19 13.116 1872 1875 1876 rBV 31041 27756 1.92% 0.155%
20 13.139 1876 1879 1884 rVB 67555 66460 4_.59% 0.372%
21 13.474 1932 1936 1943 rBV2 18719 21584 1.49% 0.121%
22 13.598 1954 1957 1960 rVB2 22654 20505 1.42% 0.115%
23 13.798 1988 1991 1999 rBV 389078 525677 36.33% 2.944%
24 13.939 2009 2015 2018 rBv4 10897 16623 1.15% 0.093%
25 13.980 2018 2022 2034 rBV 625290 726203 50.19% 4._.067%
26 14.121 2042 2046 2053 rBV 70011 93017 6.43% 0.521%
27 14.245 2064 2067 2071 rBV 43717 37701 2.61% 0.211%
28 14.433 2094 2099 2109 rBvV 559042 818460 56.57% 4._.584%
29 14.504 2109 2111 2115 rVB 33363 33021 2.28% 0.185%
30 14.721 2145 2148 2151 rBV 189884 189144 13.07% 1.059%
31 14.798 2158 2161 2166 rVB 99277 94246 6.51% 0.528%
32 14.868 2169 2173 2177 rVB 35561 40617 2.81% 0.227%

33 15.051 2199 2204 2207 rBV 281580 331765 22.93% 1.858%
34 15.080 2207 2209 2225 rVB2 126879 242158 16.74% 1.356%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample : K4356-13

Misc :

ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.433 2262 2269 2286 rVB2 517894 1070248 73.97% 5.994%

36 15.615 2297 2300 2303 rBV3 11426 15911 1.10% 0.089%
37 15.839 2333 2338 2344 rBV 216101 314276 21.72% 1.760%
38 15.898 2344 2348 2355 rVVv7 24269 49315 3.41% 0.276%
39 16.327 2415 2421 2429 rBV 110074 200330 13.85% 1.122%
40 16.898 2512 2518 2523 rBvV2 34400 66450 4 _.59% 0.372%
41 17.404 2599 2604 2608 rBV6 20476 45560 3.15% 0.255%
42 17.474 2610 2616 2628 rVvVv6 76597 193008 13.34% 1.081%
43 17.727 2652 2659 2665 rBvV8 34680 95957 6.63% 0.537%
44 17.939 2688 2695 2704 rVB5 58846 142849 9.87% 0.800%
45 18.180 2730 2736 2746 rVB9 30449 89747 6.20% 0.503%
Sum of corrected areas: 17856112
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF081519\

BF116287.D

15 Aug 2019 19:22

HP/JU

K4356-13

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.59 73.82 ng 1446870 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 766 (6.593 min): BF116287.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.0

00 540 o | T oo 5k 7
SRS N 3 | m/z 68.00 37.57%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 134.00 33.59%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A R R
74.0 6.20 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 24.95%
S NV { SRR A 1)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14.72%
117.0
5000
39.0 91.0
e T
,.‘...‘,‘..“:‘.,“l‘...‘“,..‘:.,“a‘..l‘,.:“.,....,....,....
m/z--> 20 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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.93 ng 127443 Phenanthrene-d10 11.34
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 18
Abundance Scan 1662 (11.863 min): BF116287.D (-1658) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
97.0 213.1
H 157.0 1850 2561 11.60 11.80 12.00 12.20
SRR | N m/z 43.00 75.50%

]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 L e O  HLEL A e
11. 60 11. 80 12. OO 12 20

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 67.97%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
e
43.0 11.60 11.80 12.00 12.20
m/z 57.00 64 .53%
5000 1290
185.0 228.0
| 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.00 60.46%
5000 129.0
150&
,,
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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 14.48 ng 525677 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
Abundance Scan 1991 (13.798 min): BF116287.D (-1988) (-) m/z 57.00 100.00%
51.0 197.0
5000 \ A
30. o 13.40 13.60 13.80 14.00 14.20
S | l I 5 82 e8e . m/z 83.00 93.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo g
5000 —“T‘i"?rﬁ‘r‘v-ﬁ—rv—v—v—v—rv—v—v—v-rv—r
13.40 13.60 13.80 14.00 14.20
m/z 43.00 92.82%
39.0
wq.w | h,_mwzmo%m
m/z--> 50 100 1%0 260 2éo 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
e N A
97.0 VAATNDAUUN SN B
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 90.02%
169.0
260 | | il | | 3380 ", 2100 2550 406.0
m/z--> §o 100 1%0 260 2%0 360 3%0 460
Abundance #166292: Behenic alcohol L L N B B
430 830 13.40 13.60 13.80 14.00 14.20
: m/z 69.00 86.98Y%
5000
25.0
| koL J\ | 167.0 210.0 280.0
--‘--‘--‘---------------------------- ’%‘l‘%—r"v—_v—v—v'—rv—v—v—v—rv—v—v—v-rv—r
m/z--> §o 160 1%0 260 250 300 3%0 460 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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.56 ng 93017 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2046 (14.121 min): BF116287.D (-2042) (-) m/z 57.00 100.00%
57.0
5000
13.0 13.80 14.00 14.20 14.40
206.9
....,...]l,.".-'.:,‘.-...-,l....,??.l.o....,....,....,....,....,....,.. m/z 71.00 78.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000

13.80 14.00 14.20 14.40
m/z 43.00 73.14%

13.0
| 169.0 2250 3090 3650 437.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
13.80 14.00 14.20 14.40
5000 m/z 84.95 56.24%
1? 169.0 22502810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0 13.80 14.00 14.20 14.40
m/z 55.00 32.12%
5000
13.0
‘ || ,169.0 2250 2310 365.0
llllllllllllll llll TTTT TTTT ||||||||| LELILELEN LLELELEN BLLLEL BLELEL R B _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
m/z--> 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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.43 22.54 ng 818460 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2098 (14.427 min): BF116287.D (-2094) (-) m/z 57.00 100.00%

54.0
5000 97.0

] \271 169.1 14120 14,40 14,60 14.80
A AL de01 211 220 8973 o TsT00" 79 65%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0

5000 N i e e
14 20 14. 40 14 60 14. 80

m/z 71.05 64 .33%

2710 39.0 1870 2380 2830 3340
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0

97.0 14. 20 14.40 14.60 14.80
5000 m/z 55.00 56.54%
270) | J } 129019002020 20 2830
s T L A e e e e B o
m/z--> 50 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0 97.0 14. 20 14.40 14.60 14.80

m/z 83.00 54 .23%

5000
19.0 | | ‘ ‘ J J IB?'O“ 182.0 224.0 266.0
R | s T

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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 11

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

14.72 3.53 ng 189144 Perylene-di12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2148 (14.721 min): BF116287.D (-2145) (-) m/z 57.00 100.00%
57.0
5000
%0 14.40 14.60 14.80 15.00
141.1 197.1 : . : :
o..!,.-i..‘l.d,.ﬂ.ﬂ.a ] — m/z 71.05  76.40%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000
14.40 14.60 14.80 15.00
‘ 99.0 m/z 43.00 61.41%
141.0
zmol | | 4| [ 140 gm0 22s0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R R aE T s
14.40 14.60 14.80 15.00
5000 m/z 85.05 52.93%
99.0
27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
o s e B e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21.27%
5000
99.0
CL Ll 1410 1830 2250 267.0 300.0  367.0
— T T T T T e T R L R EEme s
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\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 6.20 ng 331765 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 2204 (15.051 min): BF116287.D (-2199) (-) m/z 57.00 100.00%
57.0
85.0
5000

141 1 14.80 15.00 15.20 15.40
— .l, . lll L ae1or1 25202830 m/z 71.05 72.34%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
14.80 15.00 15.20 15.40
m/z 43.00 60.04%
29.0 13.0
LAy ] ‘14}01690197022502530 296.0
ey ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
T T T
85.0 14.80 15.00 15.20 15.40
5000 m/z 85.05 53.25%
29.0 j | J‘Jf 141016901970225025302820
e - LA B e e o e o B e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B R B
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .32%
5000 85.0
29.0 1
o i _ ‘Jﬂ.\ 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
e { — T T T T R R EREE RS S
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.53 ng 242158 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 87
2 1-Heneicosanol 312 C21H440 015594-90-8 64
3 Cvclododecane 168 C12H24 000294-62-2 62
4 Octacosanol 410 C28H580 000557-61-9 58
5 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 58
Abundance Scan 2209 (15.080 min): BF116287.D (-2207) (-) m/z 83.00 100.00%
83.0
43.Q
5000
#o 14180 15,00 150 1540
168.0 213.0 281.0 460.3 : : :
b L e e m/z 97.00 86.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
83.0
43.0
5000 R DAL SN S B
14.80 15.00 15.20 15.40
25.0 m/z 69.00 85.39Y%
LA ], ses0  zsm0
m/z--> 50 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #155046: 1-Heneicosanol
580 ¢
14.|80 15.'00 15.'20 15.'40
5000 m/z 55.00 73.05%
19.0 | | }3?9 182.0 224.0 266.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0
Abundance #36737: Cyclododecane e R m EaE
55.0 14.80 15.00 15.20 15.40
m/z 57.00 59.84Y%
5000 670
|| 00
||||‘||||‘||‘|||‘||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.87 ng 314276 Perylene-d12 15.44
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2338 (15.839 min): BF116287.D (-2333) (-) m/z 57.00 100.00%
51.0 q
5000
290 '~ 15.60 15.80 16.00 16.20
1411 . . . .
...J,.“.“ L 831 251 2671 | m/z 71.00 78.06%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
51.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.00 57.74%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
'~ 15.60 15.80 16.00 16.20
5000 m/z 85.10 57 .29%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R e e e e e R
57.0 15.60 15.80 16.00 16.20
m/z 55.00 22.81%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.74 ng 200330 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2421 (16.327 min): BF116287.D (-2415) (-) m/z 57.00 100.00%
510
5000 /
o 1600 1600 16,40 1660
41.0 . ) ) )
b 1] 11 A oL 2670 860 0 "m/z 71.00 74.82%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
16.00 16.20 16.40 16.60
99.0 m/z 43.00 56.50%
| d | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane
57.0
I I

16.00 16.20 16.40 16.60

5000 m/z 85.05 55.10%
99.0
25/0 |y, 1410 1830 2250 281.0 337.0 394.0
LA e e e e L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane I e B B
57.0 16.00 16.20 16.40 16.60
m/z 55.00 20.69%
5000
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
LI S B B L L LI B L L By B B B B L L B L B B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17 .47 3.61 ng 193008 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1HY-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 53
2 Aciphvllene 204 C15H24 087745-31-1 41
3 1H-Cvclopnroplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 38
4 Himachala-2.4-diene 204 C15H24 060909-27-5 38
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 35

Abundance Scan 2615 (17.468 min): BF116287.D ( 2610) (-) m/z 132.95 100.00%

: 204.

5000

17.20 17.40 17.60 17.80
m/z 204.10  97.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
285.0
5000 Illllllllllllllllllllm
217.0 17.20 17.40 17.60 17.80
41.0 2430 m/z 205.10 70.72%
| 690 1150 1630180, 0 ”
LT 0 0 W X oM R S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64263: Aciphyllene
95.0
e e
1470 189.0 17.20 17.40 17.60 17.80
0
5000 m/z 285.10 68.27%
119.0
430 ‘ |
III|IIII|IIII|IIII|III T J''-'_'-I—'-'_'-'-I—'_'-'-'-I—|"-'_|-|—|"_'-'-I—'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... R B L
161.0 204.0 17.20 17.40 17.60 17.80

m/z 55.00 64 .19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116287.D

Aca On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Naphthalene, decahydro-4a-m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.94 2.67 ng 142849 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 56
2 Azulene., 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 43
3 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 075023-40-4 41
4 _.alpha.-Bulnesene 204 C15H24 1000374-19-9 38
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 38
Abundance Scan 2695 (17.939 min): BF116287.D (-2688) (-) m/z 205.10 100.00%
109.0 205.1

55.0 81.0
5000

313.2
17.60 17.80 18.00 18.20

m/z 109.00 83.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64524: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
41.0 93.0

5000

17!60 17.I80 18.IOO 18.I20
m/z 95.00 81.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

17.60 17.80 18.00 18.20
m/z 107.00  74.55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64438: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methyletheny... e A RaEaE
68.0 93.0 17.60 17.80 18.00 18.20

m/z 123.00 67.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081519\
Data File : BF116287.D

Acq On : 15 Aug 2019 19:22

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .59 6.59 73.8 ng 1446870 1 6.82 391995 20.0
n-Hexadecanoic acid 11.86 3.9 ng 127443 4 11.34 649115 20.0
1-Heneicosanol 13.80 14.5 ng 525677 5 13.98 726203 20.0
Hentriacontane 14.12 2.6 ng 93017 5 13.98 726203 20.0
Heptadecyl triflu... 14.43 22.5 ng 818460 5 13.98 726203 20.0
Eicosane 14.72 3.5 ng 189144 6 15.44 1070250 20.0
Heptadecane, 9-oc... 15.05 6.2 ng 331765 6 15.44 1070250 20.0
n-Nonadecanol-1 15.08 4.5 ng 242158 6 15.44 1070250 20.0
2-methyloctacosane 15.84 5.9 ng 314276 6 15.44 1070250 20.0
Triacontane 16.33 3.7 ng 200330 6 15.44 1070250 20.0
9(1H)-Phenanthren... 17.47 3.6 ng 193008 6 15.44 1070250 20.0
Naphthalene, deca... 17.94 2.7 ng 142849 6 15.44 1070250 20.0
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