LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 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-BF022020.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 5.387 557 561 573 rBY 3165618 3070461 74.96% 8.080%
2 6.404 729 734 745 rBVY 2836385 3088815 75.40% 8.128%
3 6.757 791 794 802 rBVY 1298389 1108900 27.07% 2.918%
4 6.916 817 821 824 rBVY 3314815 2841100 69.36% 7.477%
5 7.322 885 890 893 rBVY 2248229 2016792 49.23% 5.307%
6 8.039 1008 1012 1016 rBV 1694230 1392437 33.99% 3.664%
7 9.116 1190 1195 1198 rBVY 4903594 4096377 100.00% 10.780%
8 9.504 1258 1261 1267 rBV 369475 322719 7.88% 0.849%
9 9.710 1291 1296 1303 rVB2 38055 64374 1.57% 0.169%
10 9.792 1306 1310 1313 rBV 1879406 1558298 38.04% 4.101%

11 10.575 1439 1443 1447 rBV 2368476 2301814 56.19% 6.057%
12 11.275 1558 1562 1565 rBV 1538004 1363111 33.28% 3.587%

13 11.333 1570 1572 1578 rVB4 65869 60038 1.47% 0.158%
14 11.498 1595 1600 1607 rBV3 30017 55645 1.36% 0.146%
15 11.804 1648 1652 1664 rBV 425306 463041 11.30% 1.219%
16 11.969 1677 1680 1686 rVB3 37993 54972 1.34% 0.145%
17 12.522 1770 1774 1781 rVB7 42426 71709 1.75% 0.189%
18 12.586 1781 1785 1793 rBV2 97698 136452 3.33% 0.359%
19 12.733 1808 1810 1813 rBV 53487 59277 1.45% 0.156%
20 12.857 1826 1831 1834 rBV 3500892 3273874 79.92% 8.615%
21 13.092 1869 1871 1877 rVB3 54469 58126 1.42% 0.153%
22 13.286 1901 1904 1906 rBVZ2 54512 55739 1.36% 0.147%
23 13.310 1906 1908 1914 rVvv4 65325 107528 2.62% 0.283%
24 13.357 1914 1916 1921 rVB 55022 59562 1.45% 0.157%
25 13.433 1926 1929 1931 rVB 66415 63540 1.55% 0.167%

26 13.751 1980 1983 1990 rBV2 599287 724962 17.70% 1.908%
27 13.904 2005 2009 2013 rBV 1176466 1149841 28.07% 3.026%
28 14.074 2035 2038 2041 rBV 134771 123550 3.02% 0.325%
29 14.380 2086 2090 2100 rBV2 540310 669981 16.36% 1.763%
30 14.674 2137 2140 2144 rVB 153163 142939 3.49% 0.376%

31 14.745 2149 2152 2156 rVB 92465 94221 2.30% 0.248%
32 14.810 2160 2163 2170 rBV 134563 169241 4._.13% 0.445%
33 14.998 2191 2195 2199 rBV 927078 994568 24.28% 2.617%
34 15.333 2247 2252 2261 rVB 940777 1289391 31.48% 3.393%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 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-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.545 2284 2288 2293 rBV 233052 302857 7.39% 0.797%

36 15.662 2306 2308 2316 rVB3 87060 132565 3.24% 0.349%
37 15.768 2321 2326 2330 rBV 409609 578802 14.13% 1.523%
38 15.815 2330 2334 2343 rVB2 199718 383332 9.36% 1.009%
39 16.021 2367 2369 2379 rVB2 199324 307769 7.51% 0.810%
40 16.521 2448 2454 2460 rVB2 174066 319612 7.80% 0.841%

41 16.892 2511 2517 2526 rBV3 133981 369307 9.02% 0.972%
42 17.274 2576 2582 2594 rBV7 435758 1397229 34.11% 3.677%
43 17.709 2651 2656 2665 rBVY 115693 298637 7.29% 0.786%
44 18.033 2706 2711 2714 rBV6 110851 234527 5.73% 0.617%
45 18.251 2741 2748 2758 rVB2 210241 571823 13.96% 1.505%

Sum of corrected areas: 37999855
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\

BF118980.D

21 Feb 2020 1:31

CG/JuU

L1596-01

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF118980.D

5.39 6.92

6.40

7.32

6.76

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118980.D

12.86

10.57

9.79

8.04 11.27

11.80

9.50
4}{ 1.381.50 i11.97

9.7

13.0913Z

0
Time-->

T
13.00

12.50

11.00 11.50 12.00

I 1
9.50 10.00 10.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF118980.D

13.90

15.00 15.33

17.27

16.52  16.89 17.71 18.0318.25
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.80 6.79 ng 463041 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 38
Abundance Scan 1651 (11.798 min): BF118980.D (-1648) (-) m/z 73.00 100.00%
73
60
43
5000 129 L
7 213 U AR I A
LA” 011> | 143187171185 00717, 256 11140 11.60 11.80 12.00 12.20
m/z 59.95 75.87%
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 A SR O SR

11.40 11,60 11.80 12.00 12.20
m/z 43.10 66.05%

213
143 157171 185 199

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

5

60 73

43 R e e e s
11.40 11.60 11.80 12.00 12.20

5000 - 129 m/z 55.00 61.30%

87 115 171

101 143 157 185 214

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

%

Abundance #50053: Undecanoic acid e e
60 73 11.40 11.60 11.80 12.00 12.20

m/z 41.05 58.88%

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.59 2.00 ng 136452 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1786 (12.592 min): BF118980.D (-1781) (-) m/z 73.00 100.00%

5000

12.20 12.40 12.60 12.80 13.00
—r m/z 43.05 68.69%

T
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

12!20 12.I40 12!60 12.I8O 13.I00
m/z 59.95  66.44%

5000

m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 54 _.97%
97 199
157 242
15 180 | 223
A I L a L L e L e B e T
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A BaE T e
43 12.20 12.40 12.60 12.80 13.00
m/z 55.00 49 .53%
73
5000 o84
129
97
185
213 241
O e~ R B
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80 13.00

8270-BF022020-M Fri Feb 21 13:18:35 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 12.61 ng 724962 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 76
Abundance Scan 1983 (13.751 min): BF118980.D (-1980) (-) m/z 83.10 100.00%
57
e T d‘L¥
DN NS U B
3 139 168 13.40 13.60 13.80 14.00
o \ a0 190 222 262 260302 8% | /o 7B7.10  92.37%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57 83
5000 ARSI R
11 1340 13.60 13.80 14.00
m/z 69.10 88.74%
L | .lig,- 107 1% 222 266 2 o0
m/z--> 50 200 250 300 350
Abundance
57
83 DN NS U B
13.40 13.60 13.80 14.00
5000 m/z 97.05 88.33%
29 111
139 167 106 204 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 T T T T
55 83 13.40 13.60 13.80 14.00
m/z 55.05 79.41%
B | wLM
29
L AU J%P 188 195 238 266
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-methyloctacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.15 ng 123550 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2037 (14.068 min): BF118980.D (-2035) (-) m/z 57.10 100.00%

85
5000

g

13.80 14.00 14.20 14.40
m/z 71.10 80.05%

140 172 196 226247 269 299

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

:

5000 85
13.80 14.00 14.20 14.40

m/z 43.05 62 .39%

113
2?j 1L 14 169 197 225 267 205 365 393
e I L e e R A e e e S R
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R R e e RRRE
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 59.42%
29
M3 141 160 107 205 253 205 323 367
e T e o o I L I e B e e L o e S B A i e
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2—methy|hexacosane S N B e L L B
57 13.80 14.00 14.20 14.40
m/z 55.05 23.93%
85
5000
113
2 | ’ LI L) Mt 169 197 225 255 281 300 337 365
e e e e e R S e R R
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hexadecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.38 11.65 ng 669981 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Pentadecane 212 C15H32 000629-62-9 94
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 1-Heptadecene 238 C17H34 006765-39-5 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2090 (14.380 min): BF118980.D (-2086) (-) m/z 57.10 100.00%
57
85
5000
1 14.00 14.20 1440 1460
141 169 : : : :
_— l Lult 109101210 230261280302 326 350 397 | g1 05 84 50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 A BN UGS R
14. oo 14. 20 14. 40 14. 60
225 m/z 43.05 61.74%
29 I I113 141 169
S A O A A - S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 14.40 1460
s000| 2 a5 m/z 85.05 60.69%
113 141 169 212
m/z--> B 'goll "160" ' 150" "266 ' "250" ' 500" ' 550 B 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester RREEEEEE RS TR
43 14.00 14.20 14.40 14.60
m/z 83.05 37.65%
71
5000
o ._/\J\__L\/\\
L ‘“1 |2 168 197 o3:1 261
m/z--> 50 160 1%0 200 250 360 350 400 1400 1420 1440 1460 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.22 ng 142939 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracontane 563 C40H82 004181-95-7 90
Abundance Scan 2139 (14.668 min): BF118980.D (-2137) (-) m/z 57.05 100.00%
57
85
5000 \
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
113
140 169 207 257 14.40 14.60 14.80 15.00
—_— | 't ] ﬂ -1 Apeari oy F0 T2 IABB 0 “m/z 71.10 93.26%
m/z--> 50 150 200 250 300 350
Abundance #175558: Tetracosane
57

. s

14.40 14.60 14.80 15.00
m/z 85.10 67.26%

113
3 ||| J | 11f1J169 197 225 253 281 309 338
S 1 WP A s
mz--> 50 100 150 200 250 300 350
Abundance
57

14.40 14.60 14.80 15.00

5000

5000 o m/z 43.10 66.49%
29
113 141 169 197 225 253 281 309 337 365 394
R - i R SN
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T e
57 1440 1460 14.80 15.00

m/z 99.10 24 .86%

85
5000
29 113
RS J | 141 169 197 225 253 296
N N0 P R L R - E—

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\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.81 2.63 ng 169241 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 99
2 Octadecanal 268 C18H360 000638-66-4 95
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83

Abundance Scan 2163 (14.810 min): BF118980.D (-2160) (-) m/z 82.00 100.00%

57 &

-

5000
211 m/z 57.00 88.33%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

-

5000
14.40 14.60 14.80 15.00 15.20

m/z 43.00 67 .04%

m/z--> 50 100 150 200 250 300 350
Abundance
43 82
R AR
14.40 14.60 14.80 15.00 15.20
5000 m/z 96.05 63.76%
109
137 166 194 222 250
e et A e e
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal A EEE TS
43 8 14.40 14.60 14.80 15.00 15.20
m/z 83.10 63.60%
5000
109
137
B e B
m/z--> 50 100 150 200 250 300 350 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\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 9 1-lodo-2-methylundecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.00 15.43 ng 994568 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2195 (14.998 min): BF118980.D (-2191) (-) m/z 57.05 100.00%
57
85
5000
I | d113 41160 197 225 253273295 337 365 408 | o140 15:00 15.20 1590
Ol b g i LD e SR m/z 71.10 89.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #140553: 1-lodo-2-methylundecane
57
5000 =y oo
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
85 14.60 14.80 15.00 15.20 15.40
29 } m/z 85.05 67.67%
Addme, 18 o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 15.20 15.40
5000 85 m/z 43.05 57.67%
37 13 141 169 197 239 267 294 323 352
m/z--> éo 160 1éo 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane e B RE e BE e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.05 23.57%
2?” ‘ j | ulﬁ3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> éo 160 1éo 260 2éo 360 3éo 460 14b0 1480 1§oo 1550 1540

8270-BF022020-M Fri Feb 21 13:18:38 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.70 ng 302857 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 17-Octadecenal 266 C18H340 056554-86-0 89
5 Pentadecanal- 226 C15H300 002765-11-9 87
Abundance Scan 2287 (15.539 min): BF118980.D (-2284) (-) m/z 82.10 100.00%
57 82
>0 \/w_j\‘—ﬂ/\\/\
L DA B B SRR
58 180200 224244 279 305 390 /7 57.00 91 80%
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
g5 |82
5000 TN BN BN U
109 15.20 15.40 15.60 15.80
29 m/z 96.05 73.21%
1237 166 194 222 250
m/z--> 50 100 150 200 250 300 350 '
Abundance
43 82
15.20 15.40 15.60 15.80
5000 m/z 43.10 68.82%
110
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal R o AR RaEa
43 15.20 15.40 15.60 15.80
m/z 83.10 67.89%
82
18 m ‘ | ,137 166 194 222 250
m/z--> 50 100 150 200 2éo 300 350 ' 15.20 15.40 15.60 15.80

8270-BF022020-M Fri Feb 21 13:18:38 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 _gamma.-Tocopherol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.06 ng 132565 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.agamma.-Tocopherol 416 C28H4802 007616-22-0 93
2 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003 1000105-71-9 59
3 4H-1.3.2-Dioxaborin. 6-ethenvl-2... 208 C12H21B02 074630-05-0 43
4 Guanosine. 27 .3"-0-(1-methvlethy... 323 C13H17N505 000362-76-5 43
5 2(1H)-Pyridinone, 1-cyclohexyl-3... 233 C15H23NO 082754-44-7 35
Abundance Scan 2308 (15.662 min): BF118980.D (-2306) (-) m/z 151.10 100.00%
181
5000 416 \M-~Aw~v//\/\wﬁfvxdvﬁMM_
191 e e =
43 15.40 15.60 15.80 16.00
79 121 233957281 341
S et T l Bl 2 I 8 | "m/z 416.40 36.26%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218066: .gamma.-Tocopherol
151
5000

416 15.40 15.60 15.80 16.00
m/z 150.00 25.99%

43 191
S 69 107 | 213 255 288 330 373
B e R B e e e e B w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
151
R e
15.40 15.60 15.80 16.00
5000 m/z 191.10 21.57%
193 416
57
81 122 233 275 331 458
B e L e e B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67666: 4H-1,3,2-Dioxaborin, 6-ethenyl-2-ethyl-4-methyl-4-... B EERR Bam e L
151 15.40 15.60 15.80 16.00
m/z 152.10 20.38%
5000
43
| |67, 95L1%3 193
|
T T — e R
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 8.98 ng 578802 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2326 (15.768 min): BF118980.D (-2321) (-) m/z 57.10 100.00%
57
85
5000
B DA SRR BRI UL
141 169 197 15.40 15.60 15.80 16.00
—_— || LAZC0307, 230267 204 337 365 416 nsn 71,05 90.19%
m/z--> 50 o 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L DA DA BN BUN B
mmmmmmmm
m/z 85.10 69.59%
29
I J / J1$1I169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.10 53.61%
29 13 141 169 197 225 267 295 365 393
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane A B o
57 15.40 15.60 15.80 16.00
m/z 99.10 22.64%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15'40 15. 60 15. 80 16. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.82 5.95 ng 383332 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 55
2 n-Tetracosanol-1 354 C24H500 000506-51-4 55
3 Octacosanol 410 C28H580 000557-61-9 55
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 50
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 49
Abundance Scan 2335 (15.821 min): BF118980.D (-2330) (-) m/z 83.10 100.00%
5000 55 11
i : 187 207 1560 15.80 16.00 16.20
137 231 266 : : : :
ob LA L 80208 SRS A 797,05 80.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57
5000 LRI SRS BN UL B
15,60 15.80 16.00 16.20
m/z 69.10 68.69%
29 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
1560 15.80 16.00 16.20
5000 11 m/z 55.00 46.02%
29
139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol RS EmmEs o L
57 15.60 15.80 16.00 16.20
97 m/z 57.05  45.96%
5000
L 125
z?l ‘ ‘ | i L 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20

8270-BF022020-M Fri Feb 21 13:18:40 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Vitamin E Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.77 ng 307769 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 97
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 96
3 (+H)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 91
4 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 83
5 4-Amino-3-methoxypyrazolo[3,4-d]... 165 C6H7N50 111375-22-5 52
Abundance Scan 2369 (16.021 min): BF118980.D (-2367) (-) m/z 165.10 100.00%
165
5000
430
TTTTTTTTT T T T T T T T T T T
43 205 15.80 16.00 16.20 16.40
71 121
oA S RBCAR N 1234256 292316 374397 | | “nyz 164.10  32.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222346: Vitamin E
165
430
5000
15.80 16.00 16.20 16.40
m/z 430.40 29.47%
43 121 205
| 71 95 *1143 | 232 260 288 316 344 372
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
15.80 16.00 16.20 16.40
5000 m/z 166.10 11.09%
43 430
18 | 69 91173136 205
113 246 288 316 344
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!- T
165 15.80 16.00 16.20 16.40
430 m/z 43.10 10.67%
43 205
| 4,71 105 137 | 231 260 288 316 344 372
m/z--> 50 100 15 200 250 300 350 400 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 11

Peak Number 15 Tetradecanal
R.T. EstConc Area
16.52 4.96 ng

Hit# of 5 Tentative ID

Relative to ISTD R.T.

1 Oxirane. hexadecvl-
2 Octadecanal

3 Tetradecanal

4 1.19-Eicosadiene

5 1,16-Hexadecanediol

268 C18H360
268 C18H360
212 C14H280
278 C20H38

258 C16H3402

007390-81-0 91
000638-66-4 91
000124-25-4 90
014811-95-1 87
007735-42-4 72

Abundance Scan 2454 (16.521 min): BF118980.D (-2448) (-) m/z 82.10 100.00%
57 &
5000
J 166 108220241 272295 327 355 390 418 16.20 16.40 16.60 16.80
Al m/z 57.10 90.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl-
55 |82
5000 LA L L L L L B LB L |
109 16.20 16.40 16.60 16.80
29 m/z 96.10 70.90%
h h137‘166 194 222 250
; s T R
m/z--> 50 150 200 250 300 350 400
Abundance
43 82
R A e SR
16.20 16.40 16.60 16.80
5000 m/z 83.05 67.43%
109
137 166 194 222 250
e T e O
m/z--> 50 100 150 200 250 300 350 400
Abundance #71299: Tetradecanal R o o o
57 16.20 16.40 16.60 16.80
82 m/z 43.00 63.73%
5000] 29
110
138 168
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

8270-BF022020-M Fri Feb 21 13:18:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 16 Fumaric acid, 2-methylallyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.89 5.73 ng 369307 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Octadecene 252 C18H36 000112-88-9 93
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Fumaric acid. 2-methvlallvl octa... 422 C26H4604 1000330-55-7 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2517 (16.892 min): BF118980.D (-2511) (-) m/z 83.05 100.00%
57 83
5000
213 255 281 309 16,60 16.80 17.00 17.20
m/z 97.10 86.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 7
5000 LI IS B SUMLLE SR
125 16.60 16.80 17.00 17.20
m/z 57.05 84 .13%
2011 l 133,181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 AN R SR B
16.60 16.80 17.00 17.20
5000 m/z 55.05 69.68%
29 111
139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)- AR EEREE L
55 16.60 16.80 17.00 17.20
m/z 43.05 69.66%
83
5000
29 111
L d g J ;139 167 196 23 252 280
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 _gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.27 21.67 ng 1397230 Perylene-di12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 96
4 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 20
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 18
Abundance Scan 2581 (17.268 min): BF118980.D (-2576) (-) m/z 43.05 100.00%

43
107
81 145
5000
17.00 17.20 17.40 17.60
I i m/z 107.10 79.32%

mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

%

5000

17.00 17.20 17.40 17.60
m/z 145.05  72.82%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
R L e
17.00 17.20 17.40 17.60
5000 81 105 m/z 105.05 72.43%
18 145 o1s 414
173 255 329
234”976 393 ™ 354 381
B B e e B LA o B S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- AR EEEEE RS
a1 107 394 17.00 17.20 17.40 17.60

283 m/z 81.00 66 .86%

5000

3

T T T
m/z--> 0 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 _beta.-Amyrin Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.71 4.63 ng 298637 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 86
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 76
3 .beta.-Amvrin trimethvilsilvl ether 498 C33H580Si 001721-67-1 72
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 58
5 Dihydrocoumarin, 4,4,5,7,8-penta... 218 C14H1802 039170-97-3 53
Abundance Scan 2656 (17.709 min): BF118980.D (-2651) (-) m/z 218.20 100.00%
218
5000
057 17.40 17.60 17.80 18.00
251 327 365 A% m/z 203.15  62.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000 LR DU BUMLR UL UL
17.40 17.60 17.80 18.00
5 69 95 189 m/z 189.10 20.48%
Al M. n ,1‘211 || 257286311337 365303 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
4 91 133 17.40 17.60 17.80 18.00
5000 175 m/z 69.10 19.19%
67
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether e A RERREEEES
218 17.40 17.60 17.80 18.00
m/z 219.20 17.63%
5000
“ H\HfO7l3§161LH | 243 279304 337365393 498
m/z--> 150 200 250 300 350 400 450 500 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.03 3.64 ng 234527 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 74
2 Glaucic acid 234 C15H2202 087745-30-0 25
3 1-(4-MethoxvphenvIl)-1-cvclohexan... 234 C14H1803 007469-83-2 22
4 1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 18
5 Cyclohexanol, 2-methylene-3-(1-m... 154 C10H180 054244-87-0 14

Abundance Scan 2711 (18.033 min): BF118980.D (-2706) (-) m/z 93.00 100.00%
93 121 189
67
5000 147 P18
41
315 LN L L L L L L L L L
248272 356 383 411 17.80 18.00 18.20 18.40
m/z 121.10 96.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
95
55
e RARREEE RS
5000 135 162 17.80 18.00 18.20 18.40
m/z 189.10 92.95%
il e o o
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
121 SN A
15 234 17.80 18.00 18.20 18.40
m/z 135.10 89.99%
5000 55
147
— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #88997: 1-(4-Methoxyphenyl)-1-cyclohexanecarboxylic acid L e e
121 189 17.80 18.00 18.20 18.40
m/z 95.10 87.21%
5000
a1 234
41
}anwﬂ.w¥f.ﬂﬁ.h:..‘,....,....,....,....,.... S
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118980.D

Aca On : 21 Feb 2020 1:31

Operator : CG/JU

Sample : L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Stigmast-4-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.25 8.87 ng 571823 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 60
2 Hexanethioic acid. (2-hexanethio... 288 C14H28N2S2 1000193-53-9 38
3 Cvclobutall.2:3.41dicvclooctene-... 248 C16H2402 069926-83-6 38
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 35
5 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 25

Abundance Scan 2748 (18.251 min): BF118980.D (-2741) (-) m/z 124.00 100.00%

4

5000

-

18.00 18.20 18.40 18.60
m/z 229.15  47.90%

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

5000 LB L L B e
18. OO 18 20 18. 40 18 60

m/z 43.10 37 .06%

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

124

18.00 18 20 18. 40 18.60

5000 157 m/z 147.10 26.88%

101
44 255 92gg
81
179199221
e LA o e o LA o oy o s R
m/z--> 50 100 150 200 250 300 350 400

Abundance #100850: Cyclobuta[1,2:3,4]dicyclooctene-1,7(2H,6bH)-dione... L e e o

124 18,00 18.20 18.40 18.60
m/z 55.00 24 .86%
41
5000 67
95
149 187 55 248
m/z--> 50 100 150 200 250 300 350 400 18,00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022020\
Data File : BF118980.D

Acq On : 21 Feb 2020 1:31

Operator : CG/JU

Sample - L1596-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Hexadecanoic acid 11.80 6.8 ng 463041 4 11.27 1363110 20.0
Octadecanoic acid 12.59 2.0 ng 136452 4 11.27 1363110 20.0
1-Heneicosyl formate 13.75 12.6 ng 724962 5 13.90 1149840 20.0
2-methyloctacosane 14_.07 2.1 ng 123550 5 13.90 1149840 20.0
Hexadecane, 1l-iodo- 14.38 11.7 ng 669981 5 13.90 1149840 20.0
Tetracosane 14.67 2.2 ng 142939 6 15.33 1289390 20.0
Oxirane, hexadecyl- 14.81 2.6 ng 169241 6 15.33 1289390 20.0
1-1odo-2-methylun... 15.00 15.4 ng 994568 6 15.33 1289390 20.0
Oxirane, heptadecyl- 15.54 4.7 ng 302857 6 15.33 1289390 20.0
-gamma.-Tocopherol 15.66 2.1 ng 132565 6 15.33 1289390 20.0
Heneicosane 15.77 9.0 ng 578802 6 15.33 1289390 20.0
1-Heptacosanol 15.82 6.0 ng 383332 6 15.33 1289390 20.0
Vitamin E 16.02 4.8 ng 307769 6 15.33 1289390 20.0
Tetradecanal 16.52 5.0 ng 319612 6 15.33 1289390 20.0
Fumaric acid, 2-m... 16.89 5.7 ng 369307 6 15.33 1289390 20.0
-gamma.-Sitosterol 17.27 21.7 ng 1397230 6 15.33 1289390 20.0
-beta.-Amyrin 17.71 4.6 ng 298637 6 15.33 1289390 20.0
Hop-22(29)-en-3.b... 18.03 3.6 ng 234527 6 15.33 1289390 20.0
Stigmast-4-en-3-one 18.25 8.9 ng 571823 6 15.33 1289390 20.0
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