LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 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-BF091020.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 4.981 489 492 506 rvB 29659 42642 1.49% 0.156%
2 5.387 557 561 581 rBVY 2542992 2465765 86.26% 9.026%
3 6.404 730 734 753 rBVY 2350373 2560738 89.59% 9.374%
4 6.598 765 767 781 rBV 82231 122508 4._.29% 0.448%
5 6.763 791 795 799 rBV 901209 717673 25.11% 2.627%
6 7.328 886 891 894 rBVY 1865270 1672688 58.52% 6.123%
7 8.045 1009 1013 1029 rBV 981557 908821 31.79% 3.327%
8 9.122 1191 1196 1199 rBV 3183079 2858413 100.00% 10.463%
9 9.516 1259 1263 1270 rBV 458201 416832 14.58% 1.526%
10 9.798 1307 1311 1323 rVB 1065199 937580 32.80% 3.432%

11 10.586 1441 1445 1461 rBV 1417787 1390984 48.66% 5.092%
12 11.280 1559 1563 1566 rBV 888004 793910 27.77% 2.906%

13 11.310 1566 1568 1570 rvv2 106223 91676 3.21% 0.336%
14 11.333 1570 1572 1576 rVB 38674 36793 1.29% 0.135%
15 12.492 1767 1769 1773 rVB 49705 40229 1.41% 0.147%
16 12.721 1805 1808 1814 rVB2 43831 47379 1.66% 0.173%
17 12.868 1828 1833 1836 rBV 2357017 2235980 78.22% 8.185%
18 13.098 1869 1872 1880 rBV3 35794 56286 1.97% 0.206%

19 13.780 1983 1988 2003 rBV 261533 523363 18.31% 1.916%
20 13.921 2004 2012 2015 rBV 787791 776442 27.16% 2.842%

21 14.386 2088 2091 2094 rVB 91107 72468 2.54% 0.265%
22 14.427 2094 2098 2104 rBV3 69729 130601 4._.57% 0.478%
23 14.686 2139 2142 2146 rVB 36461 38644 1.35% 0.141%
24 14.751 2151 2153 2157 rVB 29817 30511 1.07% 0.112%

25 14.827 2162 2166 2170 rBV 216046 226419 7.92% 0.829%

26 14.945 2183 2186 2193 rBV 44566 78643 2.75% 0.288%
27 15.009 2193 2197 2201 rVB 310246 316502 11.07% 1.159%
28 15.062 2201 2206 2218 rBV2 215083 539990 18.89% 1.977%
29 15.298 2243 2246 2250 rBV2 32762 42320 1.48% 0.155%
30 15.362 2252 2257 2263 rVV 634618 825290 28.87% 3.021%

31 15.568 2287 2292 2299 rBV 181997 251630 8.80% 0.921%
32 15.792 2325 2330 2335 rVB 391105 568234 19.88% 2.080%
33 15.874 2339 2344 2353 rBV3 115436 381907 13.36% 1.398%
34 16.021 2365 2369 2371 rBV3 32092 47566 1.66% 0.174%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 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\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.268 2408 2411 2416 rVB3 33040 46448 1.62% 0.170%

36 16.551 2452 2459 2468 rBV 382398 717235 25.09% 2.625%
37 16.827 2494 2506 2516 rBV 193233 583704 20.42% 2.137%
38 16.956 2521 2528 2533 rVV7 134991 440811 15.42% 1.614%
39 17.021 2534 2539 2543 rVV3 280961 650872 22.77% 2.383%
40 17.068 2543 2547 2557 rVB 407325 823267 28.80% 3.014%

41 17.168 2559 2564 2569 rBV4 41985 78404 2.74% 0.287%
42 17.333 2585 2592 2608 rBV3 252113 740018 25.89% 2.709%
43 17.621 2637 2641 2648 rBV10 35399 73248 2.56% 0.268%

44 17.786 2666 2669 2677 rVB7 62687 132134 4.62% 0.484%
45 17.898 2683 2688 2699 rVB2 138653 374504 13.10% 1.371%
46 18.286 2746 2754 2769 rVB4 146186 410296 14.35% 1.502%

Sum of corrected areas: 27318368
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF121856.D
3000000

5.39
2500000 6.40

2000000 733
1500000

1000000 6.76

500000

6.60
o 4.98 .6
T B S o Ee e L Tl i e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF121856.D

3000000

2500000 12.87
2000000

1500000 10.59

8.05

1000000 11.28

500000 9.52

ﬁ % 12491272 1310

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF121856.D

3000000

2500000

2000000

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 16

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

6.60 3.41 ng 122508 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 36

Abundance Scan 767 (6.598 min): BF121856.D (-765) (-) m/z 45.00 100.00%
45
5000 5o
b e%b"éﬁb"ééa"ééb"%bb'
103 : : : : :
.w””“.”“”thw”mL””JMw?ﬂw”.wm”“”w.”w”““.”“” m/z 59.00  36.68%
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 USRS SR SRR
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.00 21.77%
"I'“%$'“LL'”'IJL'I'”'I'“'Ih”'l'”g?"'ﬁ%Q?'P%%gl”"I%ﬁﬁl'”'l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
620 640 6.60 6.80 7.00
5000 59 72 m/z 43.00 16.18%
31
15 89 103 116
Wmﬁwwmwwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- RERREEEEE e L
45 6.20 6.40 6.60 6.80 7.00

m/z 73.00 13.00%

5000

59
72 89

31
15 ‘ | 108 119 148

e e e e e e e e R L BA R mes e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.78 13.48 ng 523363 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1988 (13.780 min): BF121856.D (-1983) (-) m/z 55.10 100.00%
[
5000 111 vkmvﬂh,,“,waP\&r«AJ&»f\-~
LN RIS AN SUNILE R
1,1;, b 23 A 8 m/z 57.10 99.79%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R AR LN U R
13 40 13. 60 13. 80 14.00
29 m/z 43.10 99.59Y%
| 1139 167 106 238 266 204
m/z--> 50 100 1%0 260 2éo 360 3%0
Abundance
57 83
1340 13.60 13.80 14.00
5000 111 m/z 83.10 92.33%
29
139 168 191210 238 266 295
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol o o e
57 7 13.40 13.60 13.80 14.00
m/z 69.10 83.23%
5000
125
21 | i L 51531181 209 236 264 292 320 350 378
m/z--> 5'0 1(')0 150 200 250 3(')0 3&1;0 13 40 13. 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

C:\DATABASENNIST11.L

LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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

Peak Number

3 Heptadecyl heptafluorobutyrate Concentration Rank 17
Area Relative to ISTD R.T.
130601 Chrysene-d12 13.92

R.T. EstConc
14 .43 3.36 ng
Hit# of 5

Tentative ID

MW  MolForm

1 Heptadecvl heptafFluorobutvrate

2 Trifluoroacetic acid.
3 Pentafluoropropionic acid.
4 Heptafluorobutvric acid.

5 n-Tetracosanol-

pentadecvl. ..
penta...
n-tetra. ..

452 C21H35F702
324 C17H31F302
374 C18H31F502
410 C18H29F702
354 C24H500

959085-66-6 94
959010-23-2 94
959092-08-1 94
007365-36-8 94
000506-51-4 94

Abundance Scan 2098 (14.427 min): BF121856.D (-2094) (-) m/z 55.00 100.00%
56
5000
139159 185 219237 267 14.20 14.40 14.60 14.80
TSNS T m/z 57.10 97.04%
m/z--> 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L L LB
11 14.20 14.40 14.60 14.80
- m/z 43.10 92.88%
238
| } 139 ‘169 191210 | 265283
. by T T
m/z--> 50 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 11 m/z 83.10 90.29%
29
140 182 210 937255 306
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e e e
14.20 14.40 14.60 14.80
83 m/z 69.10 82.61%
5000 111
29
\‘h139 163182 210 537255 356
T T R o EEEEEEE
m/z--> 50 1 150 200 250 300 350 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.83 5.49 ng 226419 Perylene-d12 15.36
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 Tetradecanal 212 C14H280 000124-25-4 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81

Abundance Scan 2166 (14.827 min): BF121856.D (-2162) (-) m/z 57.05 100.00%

5000

109 R e e Rt
14.60 14.80 15.00 15.20
N 166 197 222041 282 m/z 43.10 88.73%

m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
56 2
5000 LA L L L L L L L LB
109 14.60 14.80 15.00 15.20
29 m/z 82.05 82.62%
‘l i (166 104 222 250268
7
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
M AR REE
14.60 14.80 15.00 15.20
5000 m/z 55.05 68.92%
110
8 | lga 138 166 104p1p 236 264282
e L s H R e e
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal R mEEEE RS S
4 82 14.60 14.80 15.00 15.20
m/z 96.05 57 .03%
5000
109
| \ 37 7 166 104 222 2§0268
— : T A Eman e T A RS
m/z--> 50 50 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.01 7.67 ng 316502 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2197 (15.009 min): BF121856.D (-2193) (-) m/z 57.10 100.00%
57
5000 85 \ N
LR SR BASUIR SUNIUN B
113 14.60 14.80 15.00 15.20 15.40
141
oL ,I A e a7 a9 267 77 71.10  64.520%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 UL SRR DU U B
85 14,60 14.80 15.00 15.20 15.40
m/z 43.10 60.65%
2901 | | ;118 141 169 107 225 253 281 323 351 380
L L UL L UL UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance
57
14:60 14.80 15.00 15.20 15.40
5000 P m/z 85.10 46.18%
29
113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 20.18%
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 14,60 14.80 15.00 15.20 15.40

8270-BF091020-M Wed Oct 07 12:50:51 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Heptafluorobutyric acid, pe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.06 13.09 ng 539990 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2206 (15.062 min): BF121856.D (-2201) (-) m/z 57.10 100.00%
57 83
5000 111 |
Bgm 252 14,80 15.00 15.20 15.40
‘,H 15 w2 dPny Tl o8t | m/z 43.05 92.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LN SR BN SUULL IR
14,80 15.00 15.20 15.40
29 m/z 55.10 89.69%
139
Il ‘ | L 73,167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
14:80 15.00 1520 15.40
5000 11 m/z 83.10 85.66%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B EERR Bam e L
57 14.80 15.00 15.20 15.40
83 m/z 97.10 79 .55%
5000 111
29 169
A .LJ.g{.h}?Q'.. o 2%9 2 306 R
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.57 6.10 ng 251630 Perylene-d12 15.36
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 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
5 Hexadecanal 240 C16H320 000629-80-1 68
Abundance Scan 2292 (15.568 min): BF121856.D (-2287) (-) m/z 57.10 100.00%

5000

.

15.20 15.40 15.60 15.80

138
166
l Aok o700 294219239 281 390 301 Tns7 43.10  82.15%

150 200 250 300 350

m/z-->
Abundance #117616: Oxirane, hexadecyl-

5000 rrrrrT TTTT TTTT LELELELE B
109 15.20 15.40 15.60 15.80
m/z 82.05 77.01%

é

h1%7‘166 194 222 250

m/z--> 150 200 250 300 350
Abundance
43 82
T
15.20 15.40 15.60 15.80
5000 m/z 55.05 62.74%
110
138 166 194913236 26499,
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal A BT o e
43 82 15.20 15.40 15.60 15.80

m/z 96.05 55.06%

5000

137 166 194 222 250

N . 1 !
T 1 T T T IIIIIIJIIIIIIIIIIIIIIIIII L IIIIIIIIIIIIIIIIIII

T T T
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

[y
o
©
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 13.77 ng 568234 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2330 (15.792 min): BF121856.D (-2325) (-) m/z 57.05 100.00%
57
5000 85 l
113 15,40 15.60 15.80 16.00 16.20
141
ol L L b7 148 109 107 225 266 205 m/z 71.10 66.12%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 T T T T T T T T T [T
mmmmmmmmmm
m/z 43.10 59.20%
29 | Ll ]]1}31 141 169 107 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance
57
o 15,40 15,60 15.80 16.00 16.20
5000 m/z 85.10 49 _.67%
29 113
141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #175557: Tetracosane R SR R S S
57 15.40 15.60 15.80 16.00 16.20
m/z 55.00 21.56%
5000 85
29 113
| I I s ‘169 197 225 253 281 309 338
m/z--> % @ m M 250 300 @ mmmmmmmmmm

8270-BF091020-M Wed Oct 07 12:50:57 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 9.26 ng 381907 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94

Abundance Scan 2343 (15.868 min): BF121856.D (-2339) (-) m/z 57.05 100.00%

g7

43 83 o7

5000

.

125 L R e e e B
m/z 43.10 75.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
41 56

69 g3

:

15!60 15.I80 16.I00 16!20
m/z 55.05 74.07%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

-

43 57 83 97

15.60 15.80 16.00 16.20
5000 11 m/z 83.10 70.28%

29
125

139 266
153
15 167181196210224238

w—mmmmmwnm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115907: Z-5-Nonadecene AR EEEEE RS
41 5P g9 83 97 15.60 15.80 16.00 16.20

m/z 97.10 66.62%

5000
125 266
139154168182196210224238252

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,60 15.80 16.00 16.20

8270-BF091020-M Wed Oct 07 12:50:58 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.55 17.38 ng 717235 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Octadecanal 268 C18H360 000638-66-4 72
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
Abundance Scan 2459 (16.551 min): BF121856.D (-2452) (-) m/z 57.10 100.00%
7
82
5000
L e 1620 1640 16,60 16.80
o | i3 ysot60001220 250 29230 a8 R T ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecy!-
43 8
5000 SRR SV BN AN B
16.20 16.40 16.60 16.80
110 m/z 82.05 75.64%
138 166 104 236 264
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 |82
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
16.20 16.40 16.60 16.80
5000 m/z 55.05 56.54%
29 109

137 166 194 222 250

EIE

m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene I e e R
55 16.20 16.40 16.60 16.80
82 m/z 96.05 54 .64%
5000
29 109
] J H u137 166 194 222 250 278
el T R e
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16. 60 16.80

8270-BF091020-M Wed Oct 07 12:50:59 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Decane, 3,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.83 14.15 ng 583704 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2507 (16.833 min): BF121856.D (-2494) (-) m/z 57.10 100.00%

5000

-

99 LI L L L L L LB

16.60 16.80 17.00 17.20
41 181213 255289 367400
m/z 71.05 64._.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38349: Decane, 3,8-dimethyl-
517
5000 LINLIL LI LI L LI L L LI LI
16. 60 16. 80 17. 00 17. 20
m/z 43.05 62.08%
9 141

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

g

16.60 16.80 17.00 17.20
5000 m/z 85.10 46 .69%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane e e A A e
517 16.60 16.80 17.00 17.20

m/z 55.00 22 .58%

5

5000

3

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. 00 17. 20

8270-BF091020-M Wed Oct 07 12:51:00 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Stigmasterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.96 10.68 ng 440811 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 93
2 22-Stiamasten-3-one 412 C29H480 004736-95-2 58
3 Cholesta-22.24-dien-5-0l. 4.4-di... 412 C29H480 1000128-66-1 50
4 10-Chlorodecanol. dimethvlpentaf... 416 C18H26CIF50Si 1000368-75-4 37
5 Ergosta-5,22-dien-3-o0l, 24-methy... 412 C29H480 053755-22-9 27
Abundance Scan 2529 (16.962 min): BF121856.D (-2521) (-) m/z 55.10 100.00%

5000

?

16.60 16.80 17.00 17.20
m/z 83.05 92.37%

m/z--> 50 100 150 200 250 300 350 400
Abundance #216702: Stigmasterol

83

3

5000 105 133 L L
159 16.60 16.80 17.00 17.20

m/z 57.10 69.13%

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

i

81 16.60 16.80 17.00 17.20
5000 m/z 43.10 68.16%
123
163 271
203 231 300 360 412
— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #216714: Cholesta-22,24-dien-5-ol, 4,4-dimethyl- R AR EEEEE T
56 16.60 16.80 17.00 17.20

m/z 69.10 63 .84%

5000

?

16 60 16. 80 17. OO 17. 20

8270-BF091020-M Wed Oct 07 12:51:01 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 _beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.02 15.77 ng 650872 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 87
2 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 83
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 76
4 _.alpha.-Amvrin. trimethvisilvl e... 498 C33H580Si 1000374-76-6 68
5 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 64
Abundance Scan 2539 (17.021 min): BF121856.D (-2534) (-) m/z 218.20 100.00%

5000

|

16.80 17.00 17.20 17.40
m/z 203.15 60.03%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000

16.80 17.00 17.20 17.40
m/z 189.15  23.79%

43 89 95 135 . 189
Uh Ly i 28 | L | 257 286311337 365 393 426
b L e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
16.80 17.00 17.20 17.40
5000 m/z 219.15 19.11%
3 107135, 0, 190
41 161 243 279304 337 365393 498
SN MUY Wi Y S M L A S 2 SR
miz--> 50 100 150 200 250 300 350 400 450 500

Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218 16.80 17.00 17.20 17.40
m/z 95.10 18.57%

41 91 133

5000 175
67

I T I T
m/z--> 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40

8270-BF091020-M Wed Oct 07 12:51:03 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Thiophene, 2-ethynyl-5-[(tr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.07 19.95 ng 823267 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvnvl-5-I(trimeth... 204 C11H12SSi 182323-29-1 50
2 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 46
3 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 38
4 2-lIsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 38
5 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 35
Abundance Scan 2547 (17.068 min): BF121856.D (-2543) (-) m/z 189.20 100.00%
189

5000

EE

16.80 17.00 17.20 17.40
m/z 177.20  66.95%

257 285

m/z--> 50 100 150 200 250 300 350 400 ’
Abundance #63899: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]-
189
5000 LA LR LB B TT T T

16.80 17.00 17.20 17.40
m/z 204.20  61.75%

43 g7 95 135159

FRTTH N L
||||||||||||||||| LI L L B L N L L L LB L |

m/z--> 50 100 150 200 250 300 350 400
Abundance
189
B ALER RamEs e S S
133 16.80 17.00 17.20 17.40
)
5000{ . o1 m/z 95.10 44 .47%
161
l W\M
L L B o B A L o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... AR EEEEE RS
189 16.80 17.00 17.20 17.40
161 m/z 175.10 33.99%
5000 105
133
m/z--> 15 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40

8270-BF091020-M Wed Oct 07 12:51:04 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.33 17.93 ng 740018 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 62
2 _beta.-Sitosterol 414 C29H500 000083-46-5 59
3 5(1HY-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 49
4 4H-Benzldelanthracene. 5.6-dihvdro- 218 C17H14 004389-09-7 38
5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 218 C13H18N20 046479-70-3 35
Abundance Scan 2592 (17.333 min): BF121856.D (-2585) (-) m/z 218.20 100.00%
218
43
5000
25 303329 g a4 | 1700 1720 1740 1760
m/z 43.05 56.75%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41 91 133
5000 175 LR PR UL IS RN
o7 17.00 17.20 17.40 17.60
m/z 55.05 49.78%
v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—|
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 81 105 m/z 95.05 44 .43%
18 145 i 214
329
[ 234255276 303 % 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... e EREmEmEE T
218 17.00 17.20 17.40 17.60
m/z 107 .05 40.81%
176
5000 41 91 133 \’/\/J\\JﬁﬂJ/\ku“\¢VAV\,/\
65
IlllllllllllullIL\I.HJIIII T R ERRREEEREET
mz-> 0 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF091020-M Wed Oct 07 12:51:05 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.79 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.20 ng 132134 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.22-Stiamastadiene-3-one 410 C29H460 020817-72-5 38
2 Bicvclol4.1.01heptane-7-carbohvd... 298 C18H22N202 1000260-62-4 25
3 4.22-Cholestadien-3-one 382 C27H420 055688-43-2 14
4 Phosphorodithioic acid. 0.0-diet... 270 C8H1504PS2 016270-87-4 9
5 n-Propyl ll-octadecenoate 324 C21H4002 1000336-71-7 9
Abundance Scan 2670 (17.792 min): BF121856.D (-2666) (-) m/z 55.10 100.00%
56
81
271
5000
298 367 410 e
| ] | l 17.40 17.60 17.80 18.00 18.20
AL /L R ) E— m/z 81.00 76.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215910: 4,22-Stigmastadiene-3-one

5000 T T T T T
17.40 17.60 17.80 18.00 18.20

m/z 97.10 65.85%

m/z--> 50 100 150 200 250 300 350 400
Abundance
55 95 123
A B RN mEE s
17.40 17.60 17.80 18.00 18.20
5000 m/z 43.10 59.65%
298
160
73 203 229 255
e U L L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #203704: 4,22-Cholestadien-3-one BT
55 17.40 17.60 17.80 18.00 18.20

m/z 271.15 55.18%

5000

\
T

17.40 17.60 17.80 18.00 18.20

8270-BF091020-M Wed Oct 07 12:51:06 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.90 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.90 9.08 ng 374504 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 62
3 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 43
4 7-Azabicvclol4.1.01heptane. 1-me... 111 C7H13N 025022-25-7 43
5 Heptadecanal 254 C17H340 1000376-70-0 43
Abundance Scan 2688 (17.898 min): BF121856.D (-2683) (-) m/z 57.10 100.00%
43
5000
e s
180194519223 239 17.60 17.80 18.00 18.20
S 203 m/z 82.05 74.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
43 8P
96
5000 29 L DN BURURA BRI BN
17.60 17.80 18.00 18.20
110 m/z 43.10 74.07%
il 152166180194208222236250264 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
L SN BURURA BRI BN
43 o7 17.60 17.80 18.00 18.20
5000 m/z 96.10 54 _.44%
110
29 124138
15 152166180194 211 236250 268
mﬁmﬁw@mﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56501: Benzocyclodecene, tetradecahydro- A BEmaE B
96 17.60 17.80 18.00 18.20
o 82 m/z 83.10 51.88%
- | /M/\_NJ\‘
2 1 0124138152166180194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100620\
Data File : BF121856.D

Aca On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Testosterone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.29 9.94 ng 410296 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 84
2 Stiamast-4-en-3-one 412 C29H480 001058-61-3 81
3 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 25
4 AN-(2-Phenvlethvl)cvtosine 215 C12H13N30 109018-23-7 25
5 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 22

Abundance Scan 2755 (18.292 min): BF121856.D (-2746) (-) m/z 124.10 100.00%

43 124

5000

18.00 18.20 18.40 18.60
m/z 43.05  86.56%

m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone

124
288

18.IOO 18!20 18.I40 18!60
m/z 57.10  79.72%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance
124
e  RRRES BEm
43 18.00 18.20 18.40 18.60
5000 m/z 55.05 49 _.42%
229 412
69 95 149
289 370
175 201 269 | 314
L B L e o T L e LA B an e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- e  RRRES BEm

18.00 18.20 18.40 18.60
m/z 229.20  46.48%

5000

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\BF100620\
Data File : BF121856.D

Acq On : 6 Oct 2020 17:00

Operator : JU/CG

Sample : L4272-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
Ethanol, 2-(2-eth... 6.60 3.4 ng 122508 1 6.76 717673 20.0
1-Heneicosanol 13.78 13.5 ng 523363 5 13.92 776442 20.0
Heptadecyl heptaf... 14.43 3.4 ng 130601 5 13.92 776442 20.0
Oxirane, hexadecyl- 14.83 5.5 ng 226419 6 15.36 825290 20.0
Heptacosane 15.01 7.7 ng 316502 6 15.36 825290 20.0
Heptafluorobutyri... 15.06 13.1 ng 539990 6 15.36 825290 20.0
Octadecanal 15.57 6.1 ng 251630 6 15.36 825290 20.0
Hexacosane 15.79 13.8 ng 568234 6 15.36 825290 20.0
Cyclopentadecane 15.87 9.3 ng 381907 6 15.36 825290 20.0
Oxirane, heptadecyl- 16.55 17.4 ng 717235 6 15.36 825290 20.0
Decane, 3,8-dimet... 16.83 14.2 ng 583704 6 15.36 825290 20.0
Stigmasterol 16.96 10.7 ng 440811 6 15.36 825290 20.0
-beta.-Amyrin 17.02 15.8 ng 650872 6 15.36 825290 20.0
Thiophene, 2-ethy... 17.07 19.9 ng 823267 6 15.36 825290 20.0
2(1H)Naphthalenon... 17.33 17.9 ng 740018 6 15.36 825290 20.0
unknownl7.79 17.79 3.2 ng 132134 6 15.36 825290 20.0
unknownl17.90 17.90 9.1 ng 374504 6 15.36 825290 20.0
Testosterone 18.29 9.9 ng 410296 6 15.36 825290 20.0
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