LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 480 484 492 rBV 393657 543904 8.46% 0.874%
2 5.151 516 521 533 rBV 56118 95499 1.49% 0.153%
3 5.346 548 554 557 rBVY 4766795 5205550 80.98% 8.365%
4 6.369 722 728 731 rBV 4616241 5502248 85.59% 8.842%
5 6.498 745 750 753 rBY 4936624 5296837 82.40% 8.512%
6 6.728 785 789 793 rBVY 1449424 1146459 17.83% 1.842%
7 6.887 811 816 819 rBVY 4289958 4008548 62.36% 6.441%
8 7.292 879 885 888 rBY 3205601 3528726 54.89% 5.670%
9 7.381 895 900 904 rBV2 68650 93208 1.45% 0.150%
10 8.010 1002 1007 1010 rBV 1916845 1553503 24.17% 2.496%

11 9.092 1185 1191 1194 rBV 5991490 5883200 91.52% 9.454%
12 9.169 1201 1204 1208 rBV2 129479 118012 1.84% 0.190%
13 9.486 1253 1258 1260 rBV 528324 437111 6.80% 0.702%
14 9.698 1291 1294 1297 rBV 290013 208771 3.25% 0.335%
15 9.763 1301 1305 1308 rVV 1637016 1759539 27.37% 2.827%

16 9.804 1308 1312 1315 rVB 6502639 6428237 100.00% 10.330%
17 10.022 1345 1349 1352 rVB2 62884 66471 1.03% 0.107%
18 10.175 1371 1375 1377 rBV 148699 152332 2.37% 0.245%
19 10.198 1377 1379 1382 rVB 326955 229523 3.57% 0.369%
20 10.416 1411 1416 1419 rBV 76764 98920 1.54% 0.159%

21 10.557 1433 1440 1443 rBV 3315481 3666723 57.04% 5.892%
22 10.669 1456 1459 1468 rVB2 293535 320363 4.98% 0.515%
23 11.116 1533 1535 1538 rBV 197731 160855 2.50% 0.258%
24 11.145 1538 1540 1546 rVB2 62898 65464 1.02% 0.105%
25 11.245 1553 1557 1561 rBV 1867362 1570575 24.43% 2.524%

26 11.304 1563 1567 1570 rVB2 57255 66635 1.04% 0.107%
27 11.545 1605 1608 1610 rBV 162440 127021 1.98% 0.204%
28 11.645 1622 1625 1628 rBV 175784 132949 2.07% 0.214%
29 11.951 1673 1677 1680 rVB2 153167 129661 2.02% 0.208%

30 12.292 1732 1735 1738 rBV 105030 80970 1.26% 0.130%
31 12.351 1739 1745 1747 rBV2 286823 333175 5.18% 0.535%
32 12.439 1757 1760 1764 rVB 69940 68143 1.06% 0.109%
33 12.710 1803 1806 1809 rVB 86748 96600 1.50% 0.155%

34 12.839 1822 1828 1831 rBV 5125284 5585408 86.89% 8.975%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.039 1859 1862 1865 rBV 112175 108399 1.69% 0.174%

36 13.316 1906 1909 1911 rBV 97814 76625 1.19% 0.123%
37 13.727 1976 1979 1988 rBV 872894 825975 12.85% 1.327%
38 13.880 2000 2005 2008 rBV 1289847 1312446 20.42% 2.109%
39 14.051 2031 2034 2040 rBV 82410 83114 1.29% 0.134%
40 14.357 2083 2086 2094 rBV 258270 290284 4._.52% 0.466%

41 14.515 2110 2113 2116 rVB 86187 77936 1.21% 0.125%
42 14.657 2132 2137 2143 rBVY 113333 142015 2.21% 0.228%
43 14.727 2146 2149 2154 rVB 239782 224594 3.49% 0.361%
44 14.980 2188 2192 2201 rBVY 490118 634670 9.87% 1.020%
45 15.298 2241 2246 2250 rBVY 823581 952026 14.81% 1.530%

46 15.339 2250 2253 2258 rVB 118223 132829 2.07% 0.213%
47 15.751 2318 2323 2328 rBVY 490870 727952 11.32% 1.170%
48 15.798 2328 2331 2336 rVB 178698 245639 3.82% 0.395%
49 16.227 2401 2404 2411 rVB2 70343 115160 1.79% 0.185%
50 16.504 2446 2451 2460 rBV2 170419 303437 4.72% 0.488%

51 16.792 2496 2500 2504 rBV 64505 102573 1.60% 0.165%
52 16.862 2504 2512 2521 rVB5 375664 914699 14.23% 1.470%
53 17.221 2568 2573 2585 rVB9 67826 199714 3.11% 0.321%

Sum of corrected areas: 62231227
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF011018\

BF101978.D

10 Jan 2018 14:02

SJ/Ju

J1042-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101978.D

6.50

5.35 6.37

6.89

7.29

6.73

4.93

5.15 ||

0
Time-->

5.00

Abundance

6000000

5000000

4000000

3000000

8.01

2000000

1000000

TIC: BF101978.D

12.84

10.56

11.25

9.49

9.17 S 1) 100%%12910446%7 244 12.71| 13.04 13.32

@klmnmwlwsli

Ol—

Time--> 8.00

13.00 13. 50

12.00 12.50

10. OO 10. 50 11.00

8.50

9.50

Lo

9.00 11. 50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

o

3.73
l\ l1405 143?452%\673 [\

TIC: BF101978.D

13.88

14.98

15.75
-80 mmlﬁomg 17.22

Time-->

14 00

18.00 18.50

19.00

14.50

15. OO 15. 50 16. OO 16. 50 17. OO 17. 50
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 7

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

4.93 9.49 ng 543904 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 7
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 483 (4.928 min): BF101978.D (-480) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SN NARR RARRR AR AR
| 83.1 | 460 4.80 5.00 5.20
R S e L A S m/z 59.10 53.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 75 ko 5o 5k
0
150 a0 1010 m/z 101.00 16.98%
‘ 11 ‘. L ‘\ Il 83'0 Il
G S R R R UL RS IR LS IS SRS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
4.60 480 500 520
5000 m/z 58.00 14 .60%
58.0
150 579 72.0 100.0
G s R UL R IS RS IR LS IS SRS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6108: 5-Oxohexanenitrile A e
43.0 460 4.80 5.00 5.20
m/z 41.10 7.71%
5000
ol 150 20 || 580 880 30 960 1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 92.40 ng 5296840 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF101978.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 €0 o J 550 6% 4k0 6B
o} T e e S m/z 68.10 41 _.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 o ek ek
410 70 m/z 134.00 33.04%
P I [ ST O |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 27 .02%
104.0
0 270 510 00 g5,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N A EREE e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.49%
74.0
5000 ggo 1160
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R A L e R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 18

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

9.70 2.37 ng 208771 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 80
5 Pentadecane 212 C15H32 000629-62-9 70

Abundance Scan 1294 (9.698 min): BF101978.D (-1291) (-) m/z 57.10 100.00%
5%.1
5000 850
39 ‘ 1131 9.40 9.60 9.80 10.00
0...,....',:..| el 0 141 1691 2123 0 Tn/z 43.05  74.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000
85.0 9.40 9.60 9.80 10.00
20.0 : m/z 71.10 55.58%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
9.40 9.60 9.80 10.00
5000 85.0 m/z 41.05 34.92%
29.0
0 113.0 1410 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T
57.0 9.40 9.60 9.80 10.00
m/z 85.05 34.76%
5000
85.0
29.0
0 \‘ ‘\ H Il \‘ 1 1130 . 141 0 1840
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.20 2.61 ng 229523 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 80
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64
Abundance Scan 1379 (10.198 min): BF101978.D (-1377) (-) 57.10 100.00%

57.1
e 50 \\yaAJWJVLJJ

9 80 10.00 10.20 10.40 10.60
1131 1552
q””pthhﬂuium“”.””.ﬂ???.”3?9?.”.””.“.””.“q”. m/z 43.10 73.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59882: Tetradecane \’swd
57.0

5000 85.0 B I EEEE R EE e
980 10 00 10. 20 10. 40 10 60

i

o

i

29.0 m/z 71.05 52.74%
113 0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
9.80 10.00 10.20 10.40 10.60
m/z 85.05 38.25%
5000 85.0
29.0

113.0 141.0 168.0 212.0

=
3

O T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ N L O B i
710| 1120 9.80 10.00 10.20 10.40 10.60
m/z 41.10 30.24%
B ML@\&J

139.0

0 M\ 191.0216.0 245.0 312.0 342.0
T --u--n--u--u--u---u--u--u--u--u--u--n-|-n LB s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 980 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.05 ng 160855 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1536 (11.122 min): BF101978.D (-1533) (-) m/z 57.10 100.00%

57.1

5000

J

192.0 10.80 11.00 11.20 11.40

1131 4411 163.1

(o} m/z 43.05 68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L L LB L |
85.0 10.80 11.00 11.20 11.40
29.0 m/z 71.10 64 .33%
”.“.”,”.w.”.“.”,”.W.H.P.”,”...”...”,”.w.”.“
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0 J
L BB RmnE e
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 39.64%
29.0
0 113.0 141.0 169.0 198.0
B R L o LA R i R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J
Abundance #83051: Dodecane, 2-methyl-6-propyl- A LR ERa
57.0 10.80 11.00 11.20 11.40
m/z 41.05 30.98%
5000 85.0
140.0 J
o 370 | (1130 T 182.0 505 0 226.0
B AR B e S R e e AARR A REEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.35 4.24 ng 333175 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
4 13-Methvltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 90
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 86
Abundance Scan 1745 (12.351 min): BF101978.D (-1739) (-) m/z 55.00 100.00%
54.0

5000
1802 2222  264.2 12.00 12.20 12.40 12.60
0 m/z 41.10 64 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55.0

5000 LA L L L L L L L L B B
12.00 12.20 12.40 12.60
m/z 69.05 54 _04%
) 180.0 2220 2640 Lo,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
S = S
12.00 12.20 12.40 12.60
5000 m/z 74.10 52.48%
83.0
111.0
29.0 1380  180.0 2220 2640 ...

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 43.00 49.73%

5000

29.0 264.0

180.0 222.0

296.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF010918.M Thu Jan 11 11:04:33 2018 Page: 9



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octacosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.73 12.59 ng 825975 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1979 (13.727 min): BF101978.D (-1976) (-) m/z 57.10 100.00%
57.1
97.0
5000
26.1 13.40 13.60 13.80 14.00
0 I ARG ger2 222 sero T ARTeET 05, 25%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 ISR N SN BRI UGS
13.40 13.60 13.80 14.00
m/z 55.05 91.42%
27.0| | ”L\d m ”‘JH3?'9‘ 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 55 160 1éo 260 2%0 360 3éo '
Abundance
550 970 e
13.'40 13.|60 13.I80 14.'00 '
5000 m/z 83.05 83.76%
ol19.0 1390 1850 224.0 266.0
m/z--> 55 160 1éo 200 250 360 3éo '
Abundance #166292: Behenic alcohol AR R=Tae A
43.0 83.0 13.40 13.60 13.80 14.00
: m/z 69.10 72 .53%
5000
25.0
0 [ L ‘ b A ; 167.0 210.0 250.0280.0
m/z--> 55 160 150 260 250 360 3éo ' 13h0 13%0 1580 14bo '

8270-BF010918.M Thu Jan 11 11:04:34 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .36 4.42 ng 290284 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2087 (14.363 min): BF101978.D (-2083) (-) m/z 57.10 100.00%
57.1
>0 xdwvj\ﬂ¢-~«Jl_ﬁ~A*~ﬂAvak/
111 14100 1470 1440 1060 "
obrh by, 183128022052 | m/z 43.10 68.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 L DAL BB BRI I B
mmmmmmmm
m/z 71.10 65.71%
o H“ | ]ﬁ 0 160.0 225.0 281.0 337.0 393.0 463.0 5610 615.0
L L L L L L L L B I I BRI B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14.00 14.20 1440 1460
5000 m/z 85.10 43 .55%
0 1130 4690 2250 2950 3670
m/z--> §0 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241174: Tritetracontane BB B e e
57.0 14.00 14.20 14.40 14.60
m/z 55.05 33.91%
- \vpawAm—ﬂNmJ\ANJvﬁuufﬁ\Aq\~
o 10 /169.0 2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 450 5(')0 5&1;0 6(|)O 14. 00 14. 20 14. 40 14 60 '

8270-BF010918.M Thu Jan 11 11:04:35 2018 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Dodecane, 2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.98 ng 142015 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Docosane 310 C22H46 000629-97-0 80
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2138 (14.663 min): BF101978.D (-2132) (-) m/z 57.05 100.00%
57.0
85.0
5000
HU IR BN BUNRR SR
113.1 14.40 14.60 14.80 15.00
141.1 169.3197.2 225.2251.0
okl I' 282.0 m/z 71.10 66.03%
m/z--> 50 100 150 200 250 300
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0
5000 R DA DR T A
14.40 14.60 14.80 15.00
29.0 141.0 m/z 43.10 61.38%
[ Ly e | e
Ouu‘u‘u‘l‘u“l‘u“h:h I\‘ ||||||||||||||||||||
m/z--> 50 100 150 200 250 300
Abundance
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.05 58.49%
29.0
o 113.0141.0169.0197.0 2250  268.0
m/z--> 55 160 150 200 250 360
Abundance #129491: Eicosane B L B B B B
57.0 14.40 14.60 14.80 15.00
m/z 55.00 25.32%
5000 85.0
29.0
o L‘ 1 J‘ | A130141.0169.0 197.0 225.0 253,0 282.0
m/z--> 55 160 150 260 250 360 ' 1420 1460 1480 1550

8270-BF010918.M Thu Jan 11 11:04:35 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.72 ng 224594 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
4 Propanoic acid. 2.2-dimethvl-. T... 306 C20H3402 1000164-38-8 59
5 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 58
Abundance Scan 2149 (14.727 min): BF101978.D (-2146) (-) m/z 69.10 100.00%
69.1
5000
R R R e
7. 14.40 14.60 14.80 15.00
oL 340, 4 4 1Y ]1' .‘. | 17502062 247.22829 Sl | “nsz 81.10 53.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
5000 LR SR AN BRI UL
14.40 14.60 14.80 15.00
1370 m/z 41.10 28.21%
ol20. o’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
1440 1460 14.:80 15.00
5000 m/z 95.10 16.97%
137.0
ol250 jo7.0 191.0 231.0 2730 3410 410.0 MWNAMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R a R mamEE L
69.0 14.40 14.60 14.80 15.00
m/z 137.10 11.98%
5000
136.0
29.0
oLl 11y 10% PH X 189-9219.0250.0 267.0 3320
m/z--> 50 100 150 200 250 360 350 400 14.40 14.60 14.80 15.00

8270-BF010918.M Thu Jan 11 11:04:36 2018 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 13.33 ng 634670 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2192 (14.980 min): BF101978.D (-2188) (-) m/z 57.05 100.00%
57.0
5000 85.1
NI AR SUNLE R
o ey ,]1 X 114‘1 11602197222522530 2953 3550 nlr;ezo 147810 1f‘80 15'(2321 =Tu
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 UEUNMUVARE B
85.0 14.60 14.80 15.00 15.20
m/z 43.05 59.72%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
14.60 14.80 15.00 1520
5000 85.0 m/z 85.10 44.83%
. 29.0 113.0141.0169.0197.0225.0053.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B B e LA e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 19.98%
o \ J ﬂl ‘141016901970 239056702960  352.0
IR T IIIIIIIII T LN L [rrrryrrrrrTTTTT T TTTT
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF010918.M Thu Jan 11 11:04:37 2018 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.75 15.29 ng 727952 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2323 (15.751 min): BF101978.D (-2318) (-) m/z 57.05 100.00%
57.0
5000
|“|ﬁlﬂﬂlmz 239.3269.1 365.3 ﬁbﬁ&ﬁ%h&nl
ol AL i foRe 290209 eS8 m/z 71.10 64.74%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AR NN B
mmmmmmmm
99.0 m/z 43.10 58.58%
o 27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 46.41%
99.0
27.0 1410 1830 92050  282.0
m/z--> - '55' - 160" ' 150" "260" "250" ' 500" ' ééd L
Abundance #194493: Hexacosane L B O B i e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.18%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1550 1560 1580 1600 '

8270-BF010918.M Thu Jan 11 11:04:37 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.80 5.16 ng 245639 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 81
Abundance Scan 2331 (15.798 min): BF101978.D (-2328) (-) m/z 57.10 100.00%
511 97.1

5000

253.0 15.40 15.60 15.80 16.00 16.20

126.1  1680197.2

0 m/z 97.10 85.76%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000 TT T T[T T I T [T T T T[T T TT[TT

15.40 15.60 15.80 16.00 16.20
m/z 83.10 83.81%

39.0
L \\ | ‘P | 1080 20902380 27803080 34803760

0270
: I R e
m/z--> 50 00 150 200 250 300 350
Abundance
57.0
97.0 IIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00 16.20
5000 m/z 43.05 78.53%
139.0
027-0 181.0 222.0251.0 292.0322.0 362.0392.0
T e T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #115907: Z-5-Nonadecene B B
55,0 15.40 15.60 15.80 16.00 16.20
m/z 55.05 70.85%
5000
{ H 266.0
oL M»x-168°21°°.....,....,....,
m/z--> 50 200 250 300 350 15. 40 15 60 15. 80 16. 00 16 20

8270-BF010918.M Thu Jan 11 11:04:38 2018 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 17 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.50 6.37 ng 303437 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
2 Octadecanal 268 C18H360 000638-66-4 74
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 68
4 1.19-Eicosadiene 278 C20H38 014811-95-1 64
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62

Abundance Scan 2450 (16.498 min): BF101978.D (-2446) (-) m/z 57.10 100.00%

5000
208.0 249.0 283.1 340.9 16.20 16.40 16.60 16.80
o m/z 43.10 71.52%
m/z--> 50 100 150 200 250 300
Abundance #117618: Oxirane, hexadecyl-
82.0
57.0
5000 LIS L L L L L L L L B
10.0 16.20 16.40 16.60 16.80
29.0 ' m/z 82.10 65.09%
: 138.0
0 H‘\\ Hh \}6\6'0\ 211.0 250.0
< O T T e e e S R A o
m/z--> 50 100 150 200 250 300
Abundance
43.0 82.0
R R REEREREES
16.20 16.40 16.60 16.80
5000 m/z 83.05 53.07%
110.0
250.0
138.0 166.0 194.0 222.0
o7 T T T T T
m/z--> 50 100 150 200 250 300
Abundance #109264: 1,16-Hexadecanediol L B s Bt e
55.0 82.0 16.20 16.40 16.60 16.80
m/z 96.10 50.17%
5000
09.0
29,0
L 200 peeoass010s02220
T B L o e e IR A o e e o e I B B S R A
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80

8270-BF010918.M Thu Jan 11 11:04:39 2018 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 18 Triacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.15 ng 102573 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Pentacosane 352 C25H52 000629-99-2 72
4 Octacosane 394 C28H58 000630-02-4 68
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2500 (16.792 min): BF101978.D (-2496) (-) m/z 57.05 100.00%
57.0
5000
99.1 LN DU AR SR I
14119700  222.0 205.2 3550 16.40 16.60 16.80 17.00 17.20
Obrth ol ; m/z 71.10 84 .26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L DU AR BRI B
16. 40 16. 60 16. 80 17. oo 17. 20
99.0 m/z 43.00 75.24%
0260, L || “\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
16,40 16,60 16.80 17.00 17.20
5000 m/z 85.05 60.91%
99.0
0280, | [~ 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane R
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.00 21 .45%
5000
o280 | i 1\ 1410 1830 2250 267.0 309.0 352.0
m/z--> éo 100 1éo 260 250 360 3%0 460 1640 1660 1680 1700 1720

8270-BF010918.M Thu Jan 11 11:04:40 2018 Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 19 Octacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.86 19.22 ng 914699 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Triacontvl acetate 480 C32H6402 041755-58-2 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2512 (16.862 min): BF101978.D (-2504) (-) m/z 57.05 100.00%
57.0
97.1
5000 l
U ISR BN SUNURE B
204.2 16.60 16.80 17.00 17.20
Y- | ‘ . 269.2 3162 m/z 83.05 83.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
4300 97.0
5000 HURR SR BN SUNURE B
16.60 16.80 17.00 17.20
390 m/z 43.10 80.28%
ol MHWJMM‘t |, 1810 250.0 292.0 334.0 392.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0 97.0
16,60 16.80 17.00 17.20
5000 m/z 55.05 80.26%
139.0
0 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 B EERR Bam e L
16.60 16.80 17.00 17.20
m/z 97.10 76.07%
39.0
ol 181.0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011018\
Data File : BF101978.D

Aca On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample : J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 20 unknownl7.22 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.22 4.20 ng 199714 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(1.2.3.4.7.7a-hexahy... 246 C17H260 032388-58-2 25
2 1.3.6.10-Cvclotetradecatetraene.... 272 C20H32 001898-13-1 20
3 Trilostane 329 C20H27N0O3 013647-35-3 15
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 14
5 Thunbergol 290 C20H340 025269-17-4 14
Abundance Scan 2573 (17.221 min): BF101978.D (-2568) (-) m/z 55.00 100.00%
55.0
93.0 133.1
5000 fj\RM\
414.3 LR AU S B B
17.00 17.20 17.40 17.60
ob——- m/z 43.05 95.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99205: Ethanone, 1-(1,2,3,4,7,7a-hexahydro-1,4,4,5-tetram...
43.0
5000 231.0 L S SRR UL
17.00 17. 20 17. 40 17. 60
95.0 133.0 m/z 69.10 65.09%
bt 729 1]
0 —— "l“ \I\HI w\\ I“ul“lmﬂ M‘wl “wl U\ I\‘I \\I |" ‘: |‘| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 93.0
133.0 "' 17.00 17.20 17.40 17.60
5000 2290 272.0 m/z 41.05 57.32%
189.0
OIIIII""I""I""""""""I""III
m/z--> 50 100 150 200 250 300 350 400
Abundance #168535: Trilostane RS EmmEs o L
41.0 17.00 17.20 17.40 17.60
93.0 147.0 m/z 133.05 54 .62%
- w
0 R o B e o
m/z--> 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011018\
Data File : BF101978.D

Acq On : 10 Jan 2018 14:02

Operator : SJ/JU

Sample - J1042-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4 .93 9.5 ng 543904 1 6.73 1146460 20.0
unknown6 .50 6.50 92.4 ng 5296840 1 6.73 1146460 20.0
Hexadecane 9.70 2.4 ng 208771 3 9.76 1759540 20.0
Tetradecane 10.20 2.6 ng 229523 3 9.76 1759540 20.0
Pentadecane 11.12 2.0 ng 160855 4 11.25 1570580 20.0
9-Octadecenoic ac... 12.35 4.2 ng 333175 4 11.25 1570580 20.0
Octacosanol 13.73 12.6 ng 825975 5 13.88 1312450 20.0
Tetratetracontane 14 .36 4.4 ng 290284 5 13.88 1312450 20.0
Dodecane, 2-methyl- 14.66 3.0 ng 142015 6 15.30 952026 20.0
Supraene 14.73 4.7 ng 224594 6 15.30 952026 20.0
Heptacosane 14.98 13.3 ng 634670 6 15.30 952026 20.0
Octacosane 15.75 15.3 ng 727952 6 15.30 952026 20.0
1-Heptacosanol 15.80 5.2 ng 245639 6 15.30 952026 20.0
Oxirane, hexadecyl- 16.50 6.4 ng 303437 6 15.30 952026 20.0
Triacontane 16.79 2.1 ng 102573 6 15.30 952026 20.0
Octacosyl acetate 16.86 19.2 ng 914699 6 15.30 952026 20.0
unknownl7.22 17.22 4.2 ng 199714 6 15.30 952026 20.0
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