LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 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-BF071620.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 3.839 294 298 303 rVB 40224 52249 1.32% 0.154%
2 5.022 496 499 505 rvB 38485 44576 1.12% 0.131%
3 5.428 562 568 571 rBVY 3096820 3133773 79.03% 9.209%
4 6.445 735 741 744 rBVY 3050970 3175722 80.09% 9.332%
5 6.639 771 774 781 rBV 285802 237540 5.99% 0.698%
6 6.816 800 804 807 rBVY 1283853 1014097 25.57% 2.980%
7 7.375 894 899 902 rBY 2277794 2082187 52.51% 6.119%
8 8.098 1018 1022 1025 rBV 1687246 1328791 33.51% 3.905%
9 9.174 1200 1205 1208 rBV 4370060 3716982 93.74% 10.923%
10 9.292 1223 1225 1235 rVB3 44017 44971 1.13% 0.132%

11 9.569 1268 1272 1275 rBV 678675 595853 15.03% 1.751%
12 9.851 1316 1320 1323 rBV 1957624 1549201 39.07% 4 _553%
13 10.639 1449 1454 1457 rBV 2556532 2471436 62.33% 7.263%
14 11.333 1568 1572 1576 rBV 1906651 1597176 40.28% 4.694%

15 11.392 1579 1582 1585 rVB3 55505 55856 1.41% 0.164%
16 11.868 1659 1663 1671 rBV 318128 334578 8.44% 0.983%
17 12.033 1685 1691 1698 rBv4 51027 75999 1.92% 0.223%
18 12.315 1736 1739 1742 rBV 99685 78836 1.99% 0.232%
19 12.433 1753 1759 1762 rBV6 33670 51266 1.29% 0.151%
20 12.921 1837 1842 1845 rBV 4092449 3965296 100.00% 11.653%
21 13.127 1875 1877 1880 rBV2 47886 49021 1.24% 0.144%
22 13.351 1912 1915 1917 rBV 144990 117656 2.97% 0.346%
23 13.492 1933 1939 1942 rBV5 25815 58079 1.46% 0.171%

24 13.815 1991 1994 2001 rBV 1046601 1070174 26.99% 3.145%
25 13.968 2016 2020 2023 rBV 1451622 1237416 31.21% 3.636%

26 14.145 2047 2050 2055 rBVZ2 42878 52717 1.33% 0.155%
27 14.451 2099 2102 2108 rBV 349006 378433 9.54% 1.112%
28 14.821 2163 2165 2168 rVB 45126 46885 1.18% 0.138%
29 14.892 2174 2177 2183 rBV 85019 88431 2.23% 0.260%

30 15.086 2206 2210 2213 rBV 273470 339824 8.57% 0.999%

31 15.333 2250 2252 2260 rVB2 41395 58037 1.46% 0.171%
32 15.415 2261 2266 2270 rBV 902165 1080934 27.26% 3.177%
33 15.656 2303 2307 2311 rBV2 121391 159885 4._.03% 0.470%
34 15.774 2325 2327 2332 rVB2 60103 77670 1.96% 0.228%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 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-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.886 2342 2346 2350 rBV 131044 186298 4._.70% 0.547%

36 15.933 2350 2354 2363 rVV 277357 480988 12.13% 1.413%
37 16.145 2387 2390 2399 rVB2 117604 200732 5.06% 0.590%
38 16.668 2474 2479 2485 rBV2 106109 194904 4.92% 0.573%
39 17.427 2601 2608 2617 rBV2 375046 896797 22.62% 2.635%
40 17.644 2642 2645 2652 rVB3 91301 175685 4.43% 0.516%

41 17.756 2657 2664 2670 rBv4 188973 469063 11.83% 1.378%
42 17.880 2681 2685 2696 rVB3 71211 164541 4._.15% 0.484%
43 17.986 2699 2703 2713 rVB6 117610 313050 7.89% 0.920%
44 18.215 2737 2742 2744 rBV6 59726 112185 2.83% 0.330%
45 18.433 2773 2779 2793 rVB4 140197 412923 10.41% 1.213%

Sum of corrected areas: 34028713
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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\BF071620\

BF120908.D

17 Jul 2020 2:18

JU/CG

L3308-16

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.64 4.68 ng 237540 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 64
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 23

Abundance Scan 774 (6.639 min): BF120908.D (-771) (-) m/z 45.10 100.00%
45
5000 .
b 640 'éébL'ééb' 7.00
104 : : :
0..,....,....,....,-.|!:.,....I'....,ll.'..,...E??....,.-.-..,....,....,....,....,... m/z 59.00 34.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.40 6.60 6.80 7.00
72 m/z 72.00 20.92%
ol gl 89 104 196 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
640 6.60 6.80 7.00
5000 m/z 73.10 13.97%
59 72
31 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- et ey ,A. R
45 6.40 6.60 6.80 7.00
m/z 43.00 13.35%
5000 59
31
‘ ‘ 73
0 ”I"”I"L““'”“ll”I'““W“"W'H'W'g?'P"'%R%'I'”'I'”'I'”'I'”'I'” URRBEREE SE LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 2 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.87 4.19 ng 334578 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1663 (11.868 min): BF120908.D (-1659) (-) m/z 72.95 100.00%
5000 129
97 213 B e o R o N N
L0 | 143187171185, 90770 256 11/60 11.80 12.00 12.20
0 m/z 43.05 88.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LI SR BRI UL B
11. 60 11. 80 12. oo 12 20
m/z 60.00 82.42%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.05 67.64%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R B
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 65.33%
129
5000 -
143157 214
0 R
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\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 3 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.82 17.30 ng 1070170 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1l-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 1995 (13.821 min): BF120908.D (-1991) (-) m/z 57.05 100.00%

5000

B

13.60 13.80 14.00 14.20

176 153

182

210225 252 280

0 m/z 83.10 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LN L L L L L L L L
13. 60 13 80 14. OO 14. 20
29 m/z 43.10 91.68%
0 La 126 153 182 209224 252 280
 Baasasn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
AR e
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 89.18%
29
o 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R A REEEE
55 13.60 13.80 14.00 14.20

m/z 97.05 89.03%

5000

29
ol 167182 210 238 264280 308
rrrprtrhe T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13 80 14. OO 14. 20

139
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 4 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.45 6.12 ng 378433 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 2102 (14.451 min): BF120908.D (-2099) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
U SN B SO B
139 14.20 14.40 14.60 14.80
Y — g 1 l A7 108 196210240262284 341 397 | hzu 43,10 79.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 LA SULRULE IR UL B
m 14.20 14.40 14.60 14.80
29 m/z 55.10 64 .78%
‘ M \ ‘ 139 182 210
0..“..| ‘I\‘\ ...‘.l.......l....l....
m/z--> 50 150 200 250 300 350 400
Abundance
43 97
69 U UM B SO B
14.20 14.40 14.60 14.80
5000 m/z 83.10 62 .84%
125
oL15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B B e B S
55 83 14.20 14.40 14.60 14.80
m/z 71.05 57.85%
- | ‘J\_MJ\A\\JL
29
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\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 5 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.29 ng 339824 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90
Abundance Scan 2211 (15.092 min): BF120908.D (-2206) (-) m/z 57.05 100.00%
57
85
5000
141 14.80 15.00 15.20 15.40
ol 14 ” *l 109,197 224 262 261 309 356 m/z 71.10 70.19%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR A BRI U B
mmmmmmmm
m/z 43.05 58.78%
29 41
0 h L n‘ | |77 169 197 225 253 282
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
g5 14.80 15.00 15,20 15.40
5000 m/z 85.10 55.71%
29
. 13 141 169 197 240
m/z--> o '50' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #194493: Hexacosane AR S e o e
57 14.80 15.00 15.20 15.40
m/z 55.00 22.65%
- i MJW]\I\\J&WW
29 i 13 14
ol b b T gt 169 w07 205 253 295 33 se7
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\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 6 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.96 ng 159885 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 81
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 78
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74

Abundance Scan 2308 (15.662 min): BF120908.D (-2303) (-) m/z 57.05 100.00%

7 8

5000
3 137158 180 218 251 275 302 4, 365 15.40 15.60 15.80 16.00
(o m/z 43.05 86.68%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
4 82
5000 LN L L L LB L
15.40 15.60 15.80 16.00
109 m/z 82.05 82.34%
0 ‘ \ I H\ 11 166183 208227 250268
- I I T T T T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
R IR R s
15.40 15.60 15.80 16.00
5000 m/z 96.05 70.64%
110
250
138 166 194 222 T y6e
O e I e e e o e L B e e e e B L B L I B
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate L  RRRRs Bam s
55 § 15.40 15.60 15.80 16.00
m/z 83.00 65.69%
5000
110
138
0 Il |1§61 194 222 250 278 3%0 348366
el e AL E e e e e e e e R REREEEEE s R
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 7 Dodecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.89 3.45 ng 186298 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2347 (15.892 min): BF120908.D (-2342) (-) m/z 57.10 100.00%
g7
85
5000

141 169187207 _ 24126181 301 15.60 15.80 16.00 16.20
o....|,.| Illl aaBInll | 21201281300 | 355 m/z 71.05 77.75%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L L LB

15. 60 15. 80 16. OO 16 20

m/z 85.05 60.72%
0 T h | M‘\J | |1 169 197 225 253 282
— e o BB A e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R A e S e
85 15.60 15.80 16.00 16.20
5000 m/z 43.10 58.25%
29 141
113 169
ob—tth o 4
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane I AEEREE TS
57 15.60 15.80 16.00 16.20
m/z 99.05 19.22%
5000 85
29
oL j | i J11}3J 141160 197 225 253 205 323 367
i T R T AR
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\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 8 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.93 8.90 ng 480988 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
2 1-Heptacosanol 396 C27H560 002004-39-9 64
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
4 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 64
5 Octacosyl acetate 452 C30H6002 018206-97-8 64
Abundance Scan 2354 (15.933 min): BF120908.D (-2350) (-) m/z 83.05 100.00%
57 88
e .\/L«JL
111
UL NN SUNRA SRR
231 297 15.60 15.80 16.00 16.20
ol A AL J.k‘??,l. 180 20T 24 %2735 m/z 57.10 83.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43
5000 LR AR B UM B
111 15.60 15.80 16.00 16.20
m/z 97.05 82.06%
oL il H\ 1139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
15.60 15.80 16.00 16,20
5000 m/z 69.10 67.97%
125
o 29 153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosy pentafluoropropionate e EREmEmEE T
57 15.60 15.80 16.00 16.20
97 m/z 43.10 64 .44%
5000
125
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF071620-M Fri Jul 17 07:28:01 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 Vitamin E Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.71 ng 200732 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 90
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 90
3 Isoxaben 332 C18H24N204 082558-50-7 47
4 3-T(5-1sobutvl-2-methyl-furan-3-... 301 C17H19N04 1000295-19-6 46
5 Benzenamine, 3-methoxy-2,4,6-tri... 165 C10H15NO 034874-88-9 40
Abundance Scan 2389 (16.139 min): BF120908.D (-2387) (-) m/z 165.10 100.00%
165
5000
43 205 ae 15,80 16.00 16.20 16.40
121 273 . . . .
ol b B AR ) 27200290316 s, | /% 164.00 30574
m/z--> 50 100 150 200 250 300 350 400
Abundance #222347: Vitamin E
165
5000 43
430 15.80 16.00 16.20 16.40
71 m/z 430.35 18.65%
R L‘d‘497 121143 205 559251275 301 341 368 402 |
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance
165
15,80 16.00 16.20 16.40
5000 m/z 166.05 13.43%
430
43 205
18 69 91 113136 246 288 316 344
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #170711: Isoxaben
165 15.80 16.00 16.20 16.40

m/z 205.05 9.99%

5000

107
15 43 77 ' 135, 222247 304 332

L o =l HRE MMM Lo (AN oo SN S

T I T T
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF071620-M Fri Jul 17 07:28:02 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 10 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.61 ng 194904 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 92
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 86
5 Octadecanal 268 C18H360 000638-66-4 72
Abundance Scan 2479 (16.668 min): BF120908.D (-2474) (-) m/z 57.10 100.00%

7

82

5000

137 167 190207 235,53 276295 340 16.40 16.60 16.80 17.00

0! m/z 82.00 67.27%
m/z--> 50 100 150 200 250 300
Abundance #126193: 1,19-Eicosadiene
5!
5000 82 LA L L L L L L
29 16.40 16.60 16.80 17.00
109 m/z 43.05 65.85%
o “ I ‘n H | 138157 180 208228 250 278
— e e e
m/z--> 50 100 150 200 250 300
Abundance
82
R B E e e
57 16.40 16.60 16.80 17.00
5000 m/z 96.05 57.00%
110
29
138
o 166183 21155g 250268
— e e e e
m/z--> 50 100 150 200 250 300
Abundance #129467: Oxirane, heptadecyl- AR EEEEE RS
3 16.40 16.60 16.80 17.00
m/z 55.00 52.51%
5000
110
138
0 L e oty e 26
m/z--> 50 100 150 200 250 300 16.40 16.60 16.80 17.00

8270-BF071620-M Fri Jul 17 07:28:04 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 11 _gamma.-Sitosterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.43 16.59 ng 896797 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .oamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 45
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 38
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 37

Abundance Scan 2609 (17.433 min): BF120908.D (-2601) (-) m/z 43.10 100.00%

107 145

5000

303329 351 414 R B R R R S

17.20 17.40 17.60 17.80

0 m/z 57.05 60.85%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81107 LA I L L L L LB TTT
145 414 17,20 17.40 17.60 17.80
o B s a4y m/z 55.00  58.22%
o LU NN
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
43

17.20 17.40 17.60 17.80
5000 81 105 m/z 107.05 56.28%

15 145 s .
173 255 303 329
0 2347076 354 381
T e - B S
miz--> 0 50 100 150 200 250 300 350 400

Abundance #169498: Kauren-18-ol, acetate, (4.beta.)- T
43 17. 20 17. 40 17. 60 17. 80

m/z 145.05 55.81%

69
5000 93
123
159 187 257 330
227
HHM\ \‘i “ o ‘\ h 287

O+ luL Lk A A St o

m/z--> 0 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17. 80

8270-BF071620-M Fri Jul 17 07:28:06 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 4,4,9,9-Tetramethyl-4,9-dis... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.64 3.25 ng 175685 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.9.9-Tetramethvl-4_,9-disilatr... 218 C12H18Si2 1000280-67-7 50
2 5H-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 49
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 47
4 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 46
5 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 43
Abundance Scan 2644 (17.639 min): BF120908.D (-2642) (-) m/z 218.15 100.00%
218
5000
252269 303 327 355 17.40 17.60 17.80 18.00
o m/z 203.10 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6...
203
5000 LRI I BULI SN B
17.40 17.60 17.80 18.00
m/z 81.00 39.32%
0 43“66 % 100131 199477 | 20
m/z--> 50 160 150 200 250 300 350
Abundance
203
' 17.40 17.60 17.80 18.00
5000 m/z 55.00 34.91%
41 175
o 58 77 106123 145 220
m/z--> 50 100 150 200 250 300 350
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol R EEEES
218 17.40 17.60 17.80 18.00
m/z 95.00 32.26%
5000 190
69
G T A
mz> 80 a0 1% 2o 2o sl o " 17.40 17.60 17.80 18.00

8270-BF071620-M Fri Jul 17 07:28:07 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 13 1,4-Dimethyl-8-isopropylide... Concentration Rank 4

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

17.76 8.68 ng 469063 Perylene-di12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 50
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 43
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 43
4 I1.2.41Triazolol5.1-bTlauinazolin... 204 C10H12N40 1000337-56-5 38
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 30

Abundance

m/z 204.10 100.00%

Scan 2665 (17.762 min): BF120908.D (-2657) (-)

5000
315 355 411 17.40 17.60 17.80 18.00
0! ,.'...,'....',.".'. m/z 135.05 71.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L L L L L B
17.40 17.60 17.80 18.00
123 m/z 69.05 62.71%
o HM‘H““‘“H T
m/z--> 50 200 250 300 350 400
Abundance
204
ERE e e
108 17.40 17.60 17.80 18.00
0
5000 133 161 m/z 133.00 55.05%
41 79
L0 e LA S s oy s e LA e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R e EEmam
161 204 17.40 17.60 17.80 18.00
41 m/z 121.10 51.22%
5000 9 107 135
m/z--> 50 100 150 200 250 300 350 400 17.40 17. 60 17. 80 18 00

8270-BF071620-M Fri Jul 17 07:28:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 14 9-Phenyl-5H-benzocycloheptene Concentration Rank 15

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

17.88 3.04 ng 164541 Perylene-di12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 81

2 5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 72

3 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 62

4 (1S.6R.995)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 60

5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 58
Abundance Scan 2685 (17.880 min): BF120908.D (-2681) (-) m/z 218.20 100.00%

218
203

5000

93 133
109 189
4 149 175 241 268 286 17.60 17.80 18.00 18.20
0 m/z 203.10 74 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75988: 9-Phenyl-5H-benzocycloheptene
218
5000 202 LA L L L L L LB LB
17.60 17.80 18.00 18.20
108 141 m/z 55.05 22 .30%
2 39 63 89 126 165 188
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
202 s o A ma s
17.60 17.80 18.00 18.20
5000 m/z 93.00 21.03%
108
)3 &7 91 127 152 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75987: Anthracene, 9-(2-propenyl)- N B E e
218 17.60 17.80 18.00 18.20
m/z 133.00 21.03%
203
5000
189

27 44 63 879015 155150165

’ T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BF071620-M Fri Jul 17 07:28:11 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 15 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.79 ng 313050 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 83
2 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 60
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 60
4 1.3-Pentanedione. 2.4.4-trimethy... 218 C14H1802 106596-69-4 22
5 4H-Benz[de]anthracene, 5,6-dihydro- 218 C17H14 004389-09-7 22
Abundance Scan 2704 (17.991 min): BF120908.D (-2699) (-) m/z 218.15 100.00%
218
5000 55 81 133
246 971 299 327 o 424 17.60 17.80 18.00 18.20 18.40
0 ‘ m/z 55.00 40.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5
123
50001 41 67 218 LRI ORI SR SR B
17.60 17.80 18.00 18.20 18.40
147 175 m/z 133.00 39.72%
0! ..'., \l‘h .“.“l e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
17.60 17.80 18.00 18.20 18.40
5000 176 m/z 135.05 38.81%
41 91 133
65
L L L WL L UL S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... LI e e e
218 17.60 17.80 18.00 18.20 18.40
m/z 203.05 38.62%
41 91 133
5000 175
67
0 ‘H% J"I""I""I""I""I"' LRI BRI SR S B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 16 Longifolenaldehyde Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.08 ng 112185 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 50
2 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 38
3 Epialobulol 222 C15H260 1000150-05-1 38
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 38
5 Aciphyllyl alcohol 220 C15H240 087745-29-7 38
Abundance Scan 2743 (18.221 min): BF120908.D (-2737) (-) m/z 109.10 100.00%
g1 109 189 57
43 135
5000
162
59 234 257 297 329 R LIS B o
| - 18.00 18.20 18.40 18.60
0 m/z 121.10 96.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #77531: Longifolenaldehyde

18.IOO 18!20 18.I4O 18.I60
m/z 189.10  93.93%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41 137 207
e ERAaS EE e S
g 109 18.00 18.20 18.40 18.60
5000 189 m/z 81.05 84 .22%
91 161
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79381: Epiglobulol N B B !
43 18.00 18.20 18.40 18.60

m/z 207.00 82.21%

5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF071620-M Fri Jul 17 07:28:14 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071620\
Data File : BF120908.D

Aca On 17 Jul 2020 2:18

Operator : JU/CG

Sample : L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 17 Stigmast-4-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 7.64 ng 412923 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 60
2 Testosterone 288 C19H2802 000058-22-0 46
3 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 35
4 Thiophene-2-sulfonic acid. (3-Fl._... 271 C11H10FNO2S2 1000311-21-1 25
5 4-Bromobutyric acid, 4-methoxyph... 272 C11H13BrO3 1000307-60-9 25
Abundance Scan 2779 (18.433 min): BF120908.D (-2773) (-) m/z 124.00 100.00%
4

5000

18.20 18.40 18.60 18.80
m/z 43.10 51.53%

175 201

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

18.I20 18.I40 18!60 18.I80
m/z 229.10  45.25%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288
18.20 18.40 18.60 18.80
5000 246 m/z 55.00 26.83%
a1 79 147
203
103 174
ol e Il B ey o L
m/z--> 50 100 150 200 250 300 350 400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071620\
Data File : BF120908.D

Acq On 17 Jul 2020 2:18

Operator : JU/CG

Sample - L3308-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
Quant Title : 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]
Ethanol, 2-(2-eth... 6.64 4.7 ng 237540 1 6.82 1014100 20.0
n-Hexadecanoic acid 11.87 4.2 ng 334578 4 11.33 1597180 20.0
5-Eicosene, (E)- 13.82 17.3 ng 1070170 5 13.97 1237420 20.0
Cyclopentadecane 14 .45 6.1 ng 378433 5 13.97 1237420 20.0
Eicosane 15.09 6.3 ng 339824 6 15.42 1080930 20.0
Oxirane, hexadecyl- 15.66 3.0 ng 159885 6 15.42 1080930 20.0
Dodecane, 2-methyl- 15.89 3.5 ng 186298 6 15.42 1080930 20.0
E-15-Heptadecenal 15.93 8.9 ng 480988 6 15.42 1080930 20.0
Vitamin E 16.14 3.7 ng 200732 6 15.42 1080930 20.0
1,19-Eicosadiene 16.67 3.6 ng 194904 6 15.42 1080930 20.0
-.gamma.-Sitosterol 17.43 16.6 ng 896797 6 15.42 1080930 20.0
4,4,9,9-Tetrameth... 17.64 3.3 ng 175685 6 15.42 1080930 20.0
1,4-Dimethyl-8-is... 17.76 8.7 ng 469063 6 15.42 1080930 20.0
9-Phenyl-5H-benzo... 17.88 3.0 ng 164541 6 15.42 1080930 20.0
6-1sopropenyl-4,8_.. 17.99 5.8 ng 313050 6 15.42 1080930 20.0
Longifolenaldehyde 18.22 2.1 ng 112185 6 15.42 1080930 20.0
Stigmast-4-en-3-one 18.43 7.6 ng 412923 6 15.42 1080930 20.0
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