LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\

Data File : BF119042.D

Aca On = 25 Feb 2020 1:25 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L1635-10 DUNR-TS007-01

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-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 4.981 489 492 499 rVB 33148 47907 1.04% 0.128%
2 5.387 557 561 583 rBY 3316118 3305924 71.76% 8.851%
3 6.398 728 733 736 rBVY 3132285 3214008 69.76% 8.605%
4 6.751 789 793 802 rBVY 1212912 1025136 22.25% 2.745%
5 6.910 815 820 823 rBVY 3354448 3013917 65.42% 8.069%
6 7.316 884 889 892 rBVY 2242174 2216591 48.11% 5.934%
7 8.034 1006 1011 1017 rBV 1543392 1365603 29.64% 3.656%
8 9.110 1188 1194 1197 rBV 4752745 4606909 100.00% 12.334%
9 9.504 1257 1261 1265 rBV 287498 260108 5.65% 0.696%
10 9.704 1286 1295 1303 rBV3 33216 91166 1.98% 0.244%

11 9.786 1304 1309 1313 rBV 1904014 1665095 36.14% 4.458%
12 10.575 1438 1443 1453 rBV 3261202 3039548 65.98% 8.138%
13 11.269 1557 1561 1565 rBV 1900899 1627120 35.32% 4 _.356%
14 11.798 1648 1651 1664 rVB 484402 517069 11.22% 1.384%
15 11.963 1675 1679 1692 rVB5 57455 147086 3.19% 0.394%

16 12.051 1692 1694 1705 rVB7 42210 76989 1.67% 0.206%
17 12.210 1717 1721 1725 rVB 157042 136534 2.96% 0.366%
18 12.522 1762 1774 1777 rBV 363735 416347 9.04% 1.115%
19 12.580 1780 1784 1792 rBV2 148102 172005 3.73% 0.461%
20 12.851 1825 1830 1834 rBV 4377392 4220771 91.62% 11.300%

21 13.063 1862 1866 1868 rBV 54396 62104 1.35% 0.166%
22 13.698 1969 1974 1979 rBV 195082 240953 5.23% 0.645%
23 13.745 1979 1982 1989 rVB 671499 722459 15.68% 1.934%
24 13.904 2005 2009 2016 rVB 1251769 1147712 24.91% 3.073%
25 14.069 2034 2037 2044 rBvV 79005 101996 2.21% 0.273%

26 14.380 2086 2090 2101 rBV 677614 759534 16.49% 2.033%
27 14.669 2137 2139 2148 rVB3 61809 94722 2.06% 0.254%
28 14.739 2148 2151 2155 rVB 61261 60503 1.31% 0.162%
29 14.810 2159 2163 2175 rVB10 56132 116591 2.53% 0.312%
30 14.992 2190 2194 2196 rBV 148250 188087 4.08% 0.504%

31 15.016 2196 2198 2202 rVB2 88209 106079 2.30% 0.284%
32 15.333 2246 2252 2258 rBV 815718 1108279 24.06% 2.967%
33 15.539 2283 2287 2293 rVB2 51825 70693 1.53% 0.189%
34 15.757 2320 2324 2328 rBV2 72968 102848 2.23% 0.275%
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LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\

Data Path :

Data File : BF119042.D

Aca On - 25 Feb 2020 1:25
Operator : CG/JU

Sample - L1635-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation
Intearator:

Parameters: rteint.p
RTE

Smoothing : ON
Sampling :© 1
Start Thrs: 0.2

Filtering: 5

Min Area: 3 % of largest Peak

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

35 15.810 2328 2333 2341 rVB 98680 170978 3.71% 0.458%
36 16.504 2448 2451 2459 rVB7 41026 66762 1.45% 0.179%
37 16.874 2510 2514 2523 rVBS8 61774 133649 2.90% 0.358%
38 17.262 2575 2580 2587 rBV7 77393 183204 3.98% 0.490%
39 17.339 2588 2593 2599 rVB9 53583 105548 2.29% 0.283%
40 17.580 2629 2634 2640 rBV10 34432 80759 1.75% 0.216%
41 17.698 2648 2654 2661 rBv4 70414 194245 4.22% 0.520%
42 18.027 2703 2710 2723 rVB4 72375 252399 5.48% 0.676%
43 18.239 2740 2746 2753 rVB7 49246 115415 2.51% 0.309%

Sum of corrected areas: 37351352
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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

Abundance TIC: BF119042.D
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5.39 6.91
6.40

3000000

7.32
2000000

6.75
1000000

. T L

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: BF119042.D
9|11 12.85

4000000

10.57
3000000

2000000 9.79 11.27
8.03

1000000

11.80

12.52
Y I ez P || w0

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: BF119042.D

4000000
3000000
2000000

1000000

16.50 16.87 1712684 17.68.70  18.0318.24
0 I A e e B L e e e L e e e e L

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4

R.T. EstConc Area Relative to ISTD R.T.
11.80 6.36 ng 517069 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1651 (11.798 min): BF119042.D (-1648) (-) m/z 73.00 100.00%
73
60
43
5000 129
97 213 L R AARaaEEs
05| g 71 1ss, oo 227, 256 11.40 11.60 11.80 12.00 12.20
0 m/z 60.00 72 .85%
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 LA ENL L L L L LB LY L
11. 40 11. 60 11. 80 12. 00 12 20
m/z 43.05 60.76%
213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R e RS ARREEREE
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 41.00 55.01%
29 87 185 228
100115 1435171
o 157 199513
e e e T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B B e B e e
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 53.97%
5000
29
129
T7 115 ‘ 71 214
S N 0 O - i A e e
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\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.52 5.12 ng 416347 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 4.4 -Diisopnropvibiphenvl 238 C18H22 018970-30-4 60
3 Anthracene. 1.4-dimethoxv- 238 C16H1402 013076-29-4 58
4 4.4"-Diacetvl biphenvl 238 C16H1402 000787-69-9 43
5 9,10-Anthracenedione, l-amino- 223 C14H9NO2 000082-45-1 43
Abundance Scan 1774 (12.522 min): BF119042.D (-1762) (-) m/z 223.10 100.00%
223
238
5000 181

at
LI I B e I I

210 12.20 12.40 12.60 12.80

153

41 55 69 89 1047116128 141

0 m/z 238.20 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 LA L L L L L L LB L |
12.20 12.40 12.60 12.80
153 m/z 181.10 44 _50%
55 g9 81 104 ;54137
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223
238 N N e S ERaEE
12.20 12.40 12.60 12.80
5000 m/z 165.10 29.87%
104 6
ol 27 43 63 77 89 119 139152165 181 195207
T T T T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92440: Anthracene, 1,4-dimethoxy-
223 238 12.20 12.40 12.60 12.80
m/z 195.10 29.41%
5000 150 195
180 208
126 163
0 29 50 63 75 87 99 111\ ‘\ 138 [ J1 | 1 ‘
o I B i I e o o e B R o B MR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12.40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.11 ng 172005 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 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1784 (12.580 min): BF119042.D (-1780) (-) m/z 73.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 43.00 79.08%

s M

12!20 12.I40 12!60 12.I80
m/z 60.00  75.86%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance
43 783
12.20 12.40 12.60 12.80
5000 129 m/z 55.00 66 .44%
o7 199 242
157
180
oLl Ll g b L N L
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester o R am B
43 12.20 12.40 12.60 12.80
m/z 57.05 61.97%
73
5000 284
129
97
185 213 241
o...w.uﬂ.-i,u-.‘..157.x.t.,....x,fz:ﬁ?..,3.11...,.372.
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 Dehydroabietic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.20 ng 240953 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 95
2 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203 1000267-71-7 90
3 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 64

4 Ethvl 4-hvdroxy-7-trifluoromethv... 285 C13H10F3NO3 000391-02-6 58
5 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 53

Abundance Scan 1974 (13.698 min): BF119042.D (-1969) (-) m/z 239.15 100.00%
239
285
5000
197
141
e B
43 o e 115 | 155, 225 | e 3(|)° 13.40 13.60 13.80 14.00
ol bl Mo S5 m/z 285.20 67.15%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144997: Dehydroabietic acid
285
239
5000
300 13.40 13.60 13.80 14.00
m/z 197.10 36.12%
04
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
239
43 13.40 13.60 13.80 14.00
5000 285 m/z 141.10 22.70%
01 83107,., 254
) 65 115 ., 156 300
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285 13.40 13.60 13.80 14.00
239 m/z 240.10 19.71%
5000
197 300
141
M v A S O S R W
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13,60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 12.59 ng 722459 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1983 (13.751 min): BF119042.D (-1979) (-) m/z 83.05 100.00%
57
5000
3 168 13.40 13.60 13.80 14.00
N 1% 228 252 280 m/z 97.05 89.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
13.40 13.60 13.80 14.00
29 m/z 69.05 87 .18%
o A | 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 57.05 85.12%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83 13.40 13.60 13.80 14.00
m/z 55.10 76 .03%
5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF022020-M Tue Feb 25 15:10:55 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.38 13.24 ng 759534 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2090 (14.380 min): BF119042.D (-2086) (-) m/z 83.05 100.00%
57 88
5000 1

14.00 14.20 14.40 14.60

139
] L 167 196 2338 281 308 355 397

U W W 0 U e P S M m/z 97.05 92.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 9
5000

125 14.00 14.20 14.40 14.60
m/z 57.05 91.90%

o 29 i ;1?3‘181 209 236 264 292 320 350 378
_— . | e e e A
miz--> 50 100 150 200 250 300 350 400
Abundance
55 83
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—rh

14.00 14.20 14.40 14.60

5000 111 m/z 69.05 88.17%
29
o 139 168 106 238 266
T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202424: Nonadecy! trifluoroacetate T T T T
57 9 14. OO 14. 20 14. 40 14. 60

m/z 55.05 79 .73%

5000
125
29 153 266 311
N i, 182 210 238 342362

ol ph AL S e G Y . o e S aama e

m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.10 ng 116591 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Tetradecanal 212 C14H280 000124-25-4 80
3 Heptadecanal 254 C17H340 1000376-70-0 74
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
5 Cyclododecanol 184 C12H240 001724-39-6 64
Abundance Scan 2163 (14.810 min): BF119042.D (-2159) (-) m/z 82.00 100.00%

]

5000
109
189
5 138185471 199207 229 pag 255 iy | |14:40 14.60 14.80 15.00 15.20
0! m/z 57.00 74 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117606: Octadecanal
4
5000 [Trr T[T r[rrrrprrrrprT
14.40 14.60 14.80 15.00 15.20
m/z 55.00 65.31%
0 2 137 166 194 222 250268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
82 R e N RRREE R
14.40 14.60 14.80 15.00 15.20
5000{ 29 m/z 83.05 60.79%

110
138 168 194217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105849: Heptadecanal

3

14.40 14.60 14.80 15.00 15.20
m/z 96.05 60.66%

5000

109

]

o 137154 180 208 236954
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

T T T T T
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\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.39 ng 188087 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2194 (14.992 min): BF119042.D (-2190) (-) m/z 57.05 100.00%
57
85
5000
1“3 141 14,60 14.80 15.00 15.20 15.40
169 211 239 : : : : :
I L, A L Wi s G-I« S m/z 71.05 93.18%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 LN IR SRR A B
29 14.60 14.80 15.00 15.20 15.40
m/z 85.05 73.55%
oL L Ly H%, 191,169 107 225 o5y 22

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

Abundance
57
T
g5 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.05 62.00%
29
o 13 141 169 197 225 253 338
I e e T I e T R o e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R EEEREREEEE R
57 14.60 14.80 15.00 15.20 15.40
m/z 99.10 25.49%
5000 85
29 113
ol L. j by 77, 1A 169 197 225 253 295 323 367
e s e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 Heneicosyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.81 3.09 ng 170978 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosvl heptafluorobutvrate
2 Docosvl pentafluoropropionate
3 Tricosvl trifluoroacetate

4 Heptadecvl heptafluorobutvrate
5 Octacosanol

508 C25H43F702
472 C25H45F502
436 C25H47F302
452 C21H35F702
410 C28H580

1000351-83-8 70
1000351-80-9 62
1000351-75-1 62
959085-66-6 58
000557-61-9 58

Abundance Scan 2333 (15.810 min): BF119042.D (-2328) (-) m/z 83.05 100.00%
57
5000
111
| ] l l 1?7 182207 239 557 2? 15.40 15.60 15.80 16.00 16.20
OIS P B e L N — m/z 97.05 74.37%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosyl heptafluorobutyrate
57
97
5000 TT T T [T T I T [T T T T [ TTTT[TT
1540 15.60 15.80 16.00 16.20
- 125 m/z 69.00 59.21%
oL 14 J 1 \ 1?9196222 266294 339 490
A b i e e A
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57
e
97 15.40 15.60 15.80 16.00 16.20
5000 m/z 57.05 57.36%
125
o 29 153181 224250 280308 353 454
e e L SR
miz--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate T
57 15.40 15.60 15.80 16.00 16.20
m/z 55.10 48 .83%
97
5000
125
29 | 153 36
ol 1722181 210238264 294 322 7 418
e B R S e
miz--> 50 100 150 200 250 300 350 400 450 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 Trifluoroacetoxy hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.87 2.41 ng 133649 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 72
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 60
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 60
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 53
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 53
Abundance Scan 2513 (16.868 min): BF119042.D (-2510) (-) m/z 69.10 100.00%
5000
16,60 16.80 17.00 17.20
o} m/z 83.10 99 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LR B SUMRL LR B
16.60 16.80 17.00 17.20
29 125 m/z 97.00 84 .63%
o | | 154 196 224 269 30
m/z--> 50 100 150 260 250 300 350 400
Abundance
57
o1 A AR UM SRR B
16.60 16.80 17.00 17.20
5000 m/z 55.05 80.86%
125
29
o 77 153 182902224 252 297 398
m/z--> 50 100 150 200 250 300 350 400
Abundance #209361: Eicosyl! trifluoroacetate R EEEEE RS
ST 16.60 16.80 17.00 17.20
! m/z 57.00 70.22%
5000
125
oL L ( |4 ‘L |123.182 210 252 280 325 356376
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\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 _beta.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.26 3.31 ng 183204 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46
4 17-(1.5-Dimethvlhexy1)-10.13-dim... 414 C29H500 1000210-86-9 25
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 22
Abundance Scan 2580 (17.262 min): BF119042.D (-2575) (-) m/z 107.05 100.00%
43 g 107 145
213 203
255 329
5000 187 381 414
2B 2y5 LR SN BN SUNIR
‘ 17.00 17.20 17.40 17.60
ob— m/z 43.05 90.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 | 17.00 17.20 17.40 17.60
107
81 145 o3 w08 414 m/z 145.10 87.05%
. 73 5 32552 5 329 354 381
m/z--> 55 100 150 200 250 300 350 400
Abundance
43
| 17.00 17.20 17.40 17.60
5000 81 4107 m/z 105.00 81.19%
145 414
. 213 303 59 a1
o 103 | 233 | 275 354
miz-> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R N REE
43 17.00 17.20 17.40 17.60
m/z 81.10 80.37%
5000 268
81 107
‘ 145 329 414
L LI H\H\m s 27 25 | | o S
m/z--> 50 mo 50 mo %o 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 _beta.-Amyrin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.70 3.51 ng 194245 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 95
2 (1S.6R.99)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 87
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 81
4 Olean-12-ene 410 C30H50 000471-68-1 80
5 _beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 72
Abundance Scan 2654 (17.698 min): BF119042.D (-2648) (-) m/z 218.20 100.00%
218
5000
257 281 3 426 17.40 17.60 17.80 18.00
0 £ m/z 203.15 66.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218
5000 MVﬁ\l'"'l""l""l""
17.40 17.60 17.80 18.00
5 69 95 o 189 m/z 69.00 19.24%
ol b bl g a7 L L L 257 286 311 337 365 303 420
m/z--> 50 100 150 200 250 300 350 400
Abundance
108 218
136 162 17.40 17.60 17.80 18.00
5000 m/z 219.15 18.61%
41
79 189
L U U WL W L L U
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...
218 17.40 17.60 17.80 18.00
m/z 189.05 15.07%
41 91 133
5000 175
67
0 Myﬂ“yul""l'"'I""I""I"" R DA SO B SO
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 unknownl18.03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.03 4_.55 ng 252399 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Amvrin 426 C30H500 000638-95-9 46
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 41
3 Propenone. 1-(2-furvl)-3-(5-meth... 218 C11H10N203 186957-33-5 35
4 Bicvclol3.3.0loctan-3-one. 6-exo... 216 C9H13BroO 1000149-28-6 25
5 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 25
Abundance Scan 2710 (18.027 min): BF119042.D (-2703) (-) m/z 189.10 100.00%
218
5000
355 R SR SULRILN UL RS
2I‘|W| 27|3 315 4T6 17.80 18.00 18.20 18.40
o A e L L Tm/z 95.05  92.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221182: .alpha.-Amyrin
218
5000 AU DR IR R
17.80 18.00 18.20 18.40
55 o5 122 189 m/z 81.05 87.21%
147 426
ol 29 6 257 286309 339 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
95 U DAL UL BRI BN
55 17.80 18.00 18.20 18.40
5000 135 m/z 135.05 80.53%
162
218 297 344 378 411
O I S o S R S S oL e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #75385: Propenone, 1-(2-furyl)-3-(5-methyl-3-isoxazolylamino) R e EEEms e
189 17.80 18.00 18.20 18.40
o m/z 107.00 69.93%
5000 218
e 135
OIILI.JhljlljlkIulkl‘ylhltl?llmll .‘... T R EEEE B e
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\BF022420\
Data File : BF119042.D

Aca On : 25 Feb 2020 1:25

Operator : CG/JU

Sample : L1635-10

Misc :

ALS Vial : 17 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 15 6-Hydroxy-5-[4-thiomorpholi... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.24 2.08 ng 115415 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Hvdroxv-5-T4-thiomorpholinvll-... 229 C8H11N303S 1000212-11-4 53
2 Testosterone 288 C19H2802 000058-22-0 46
3 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 46
4 3-Chloropropionic acid. 2.6-dime... 256 C14H21Cl02 1000299-21-8 25
5 Benzeneacetic acid, .alpha.-meth... 271 C17H21NO2 000500-55-0 25

Abundance Scan 2746 (18.239 min): BF119042.D (-2740) (-) m/z 124.05 100.00%
4
5000 229
289
251 || 327 370 41|2 18.00 18.20 18.40 18.60
o AL L Tm/z 229.15  51.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #85357: 6-Hydroxy-5-[4-thiomorpholinyl]-2,4-1H,3H-pyrimidi...
wm 73 156
128
5000
101 182 18.00 18.20 18.40 18.60
m/z 55.00 46 .93%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288 " 18.00 18,20 18.40 18.60
5000 m/z 57.00 40.57%
147 246
. 91 203
41
o 18 174 ' 205 | 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, l7—hydroxy—, (lOaIpha,l?be TTT T T T T T [T T T T[T T T T [TTT
124 18.00 18.20 18.40 18.60
m/z 43.05 38.79%
5000
288
91
147 s 246
0 @&“% ﬁ”'v'l'w"l""l T T HRIRA UL SR BRI SR
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\BF022420\
Data File : BF119042.D

Acq On : 25 Feb 2020 1:25

Operator : CG/JU

Sample - L1635-10

Misc :

ALS Vial : 17 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 6.4 ng 517069 4 11.27 1627120 20.0
10,18-Bisnorabiet... 12.52 5.1 ng 416347 4 11.27 1627120 20.0
Octadecanoic acid 12.58 2.1 ng 172005 4 11.27 1627120 20.0
Dehydroabietic acid 13.70 4.2 ng 240953 5 13.90 1147710 20.0
5-Eicosene, (E)- 13.75 12.6 ng 722459 5 13.90 1147710 20.0
1-Heptacosanol 14.38 13.2 ng 759534 5 13.90 1147710 20.0
Octadecanal 14.81 2.1 ng 116591 6 15.33 1108280 20.0
Eicosane 14.99 3.4 ng 188087 6 15.33 1108280 20.0
Heneicosyl heptaf... 15.81 3.1 ng 170978 6 15.33 1108280 20.0
Trifluoroacetoxy ... 16.87 2.4 ng 133649 6 15.33 1108280 20.0
-beta.-Sitosterol 17.26 3.3 ng 183204 6 15.33 1108280 20.0
-beta.-Amyrin 17.70 3.5 ng 194245 6 15.33 1108280 20.0
unknown18.03 18.03 4.5 ng 252399 6 15.33 1108280 20.0
6-Hydroxy-5-[4-th... 18.24 2.1 ng 115415 6 15.33 1108280 20.0
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