LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022420\

Data File : BF119034.D

Aca On : 24 Feb 2020 21:30 Instrument :

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

3?22'6 : L1635-01 DUNR-TS001-01

ALS Vial : 9 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 4.981 489 492 501 rvB 37068 53467 1.17% 0.146%
2 5.381 556 560 576 rBY 3280639 3526616 77 .36% 9.644%
3 6.398 728 733 736 rBY 3306674 3325653 72.95% 9.094%
4 6.751 790 793 802 rBVY 1005592 851542 18.68% 2.329%
5 6.910 816 820 823 rBVY 3579506 3190728 69.99% 8.725%
6 7.316 884 889 892 rBVY 2415351 2314007 50.76% 6.328%
7 8.034 1007 1011 1019 rBV 1250633 1093741 23.99% 2.991%
8 9.110 1189 1194 1197 rBV 4914874 4558625 100.00% 12.466%
9 9.228 1207 1214 1218 rBV 467821 456262 10.01% 1.248%
10 9.504 1257 1261 1265 rBV 324693 297911 6.54% 0.815%
11 9.704 1288 1295 1304 rBV6 22168 63476 1.39% 0.174%

12 9.786 1304 1309 1312 rBV 1434562 1265588 27.76% 3.461%
13 10.575 1438 1443 1446 rBV 3260538 2871970 63.00% 7.854%
14 11.269 1557 1561 1564 rBV 1340137 1199866 26.32% 3.281%
15 11.492 1594 1599 1609 rBV2 64585 90224 1.98% 0.247%

16 11.798 1647 1651 1665 rBV 385378 400290 8.78% 1.095%
17 12.516 1768 1773 1780 rVB3 68945 94263 2.07% 0.258%
18 12.580 1780 1784 1793 rBV 105173 126810 2.78% 0.347%
19 12.851 1825 1830 1833 rBV 4376771 3991666 87.56% 10.916%
20 13.063 1863 1866 1868 rBV 42215 50303 1.10% 0.138%

21 13.427 1922 1928 1930 rBV3 37858 48562 1.07% 0.133%
22 13.745 1978 1982 1990 rBV 541406 622899 13.66% 1.703%
23 13.904 2005 2009 2016 rVB 973460 912667 20.02% 2.496%
24 14.069 2033 2037 2044 rBvV 92627 100558 2.21% 0.275%
25 14.380 2085 2090 2102 rBV 554354 721024 15.82% 1.972%

26 14.668 2137 2139 2148 rVB2 81408 103860 2.28% 0.284%
27 14.739 2148 2151 2154 rVB 101675 96332 2.11% 0.263%
28 14.986 2189 2193 2196 rBV 142949 180288 3.95% 0.493%
29 15.016 2196 2198 2204 rVB2 86078 109216 2.40% 0.299%
30 15.333 2246 2252 2259 rBV 741145 999353 21.92% 2.733%

31 15.539 2283 2287 2292 rVB 48424 61599 1.35% 0.168%
32 15.757 2320 2324 2328 rBV2 75902 106910 2.35% 0.292%
33 15.810 2328 2333 2341 rBV2 101484 192845 4.23% 0.527%
34 16.504 2447 2451 2456 rVB3 42694 71281 1.56% 0.195%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Method
Title

35 16.880 2509 2515 2525 rBV9 60740 150362 3.30% 0.411%

36 17.068 2542 2547 2554 rVB 63157 117626 2.58% 0.322%
37 17.268 2575 2581 2586 rBVS8 90737 214954 4.72% 0.588%
38 17.339 2587 2593 2605 rVB2 226304 526055 11.54% 1.439%
39 17.468 2609 2615 2627 rVB6 65705 166613 3.65% 0.456%
40 17.580 2627 2634 2645 rBV6 111095 336283 7.38% 0.920%

41 17.698 2647 2654 2667 rBV2 133315 437104 9.59% 1.195%
42 18.021 2703 2709 2722 rBVS8 92370 338236 7.42% 0.925%
43 18.233 2741 2745 2756 rVB9 52911 130350 2.86% 0.356%

Sum of corrected areas: 36567985
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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: BF119034.D

4000000
6.91

5.38 6.40
3000000
7.32

2000000

1000000 6.75

s A L 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: BF119034.D

12.85
4000000

10.57
3000000

2000000

9.79
8.03 11.27

1000000

9.23 9.50 11.80
L o7 L 149 | 12828 || 13,06

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: BF119034.D

4000000
3000000
2000000

1000000 ' 15.33
13.75 14.38

13.43 14.07 144774 163 155413981 1650  16.847.077-571 475870 18.0215 23
A

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 : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6

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

9.23 7.21 ng 456262 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HONO2 000621-42-1 50
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 38
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 37

Abundance Scan 1214 (9.228 mm) BF119034.D (-1207) (-) m/z 109.10 100.00%
43 109
151
5000
57 0 900 9.0 940 9.60
123 137 169 8.80 9.00 9.20 9.40 9.60
0...,....'||.'.'.".|'|.'|.|'..",I'.|.'.I?.7|.'l.m{'.l'...'.'l..!.,..'..,....,...., m/7z 43.00 85.98Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 169
151
5000 RS SR A S
8.80 9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 65.80%
s 20 | A . a2y 12215 ' 102 ou
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
880 9.00 920 940 9.60
5000 151 m/z 84.95 19.55%
93 122
32 79 134
G R R L S WL B B SR W WA
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #24779: Metacetamol e EREARNDEmmE AT
109 8.80 9.00 9.20 9.40 9.60
m/z 41.05 19.02%
5000 151
43
ol 15 27 “ 54 65 M 91 | 122135 |
m/z--> 20 40 60 8 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.80 6.67 ng 400290 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 25
Abundance Scan 1651 (11.798 min): BF119034.D (-1647) (-) m/z 73.00 100.00%
73
60
43
5000 129 L
7 213 SRS L S S—
01115 | 1377185 oo | 5py 256 11.40 11.60 11.80 12.00 12.20
Obrrr e m/z 60.00 69.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 AR UL SO BN B
11. 40 11. 60 11. 80 12. 00 12 20
213 m/z 43.05 59.40%
; || L 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.'40 11.|60 11.|80 12.'00 12.'20
5000 29 m/z 55.05 54 _.73%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 L
Abundance #95851: Pentadecanoic acid B B s e o
3 60 73 11.40 11.60 11.80 12.00 12.20
m/z 40.95 53.25%
5000 129
29
199
‘ | ‘ 143 157171 185 242 \
OIEI'ISII‘IIIII‘IHMI S AREEES R
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 : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 20
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.11 ng 126810 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Oxalic acid, isobutyl undecyl ester 300 C17H3204 1000309-37-6 18
Abundance Scan 1784 (12.580 min): BF119034.D (-1780) (-) m/z 73.00 100.00%
7B
43 57
129
5000
143157171 284 12.20 12.40 12.60 12.80
0 m/z 60.00 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129
12.20 12.40 12.60 12.80
m/z 43.05 68.66%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 12:20 12,40 12.60 12.80
5000 m/z 57.05 65.75%
129
29 185 228

87
101115 | 143157171 199,54

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

Abundance #39469: n-Decanoic acid A B b

60 12.20 12.40 12.60 12.80
m/z 55.00 59.27%

5000 4l
129
f e
1011 143 172

ol 5 O [ cccbluditidunad

m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 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 : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 13.65 ng 622899 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 92
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1983 (13.751 min): BF119034.D (-1978) (-) m/z 83.05 100.00%

97

5000

L

139 13.40 13.60 13.80 14.00
153168182196 280
o 210224238252 m/z 57.05 97.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
56
4 | 99 g3
_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—rr

5000
S 13.40 13.60 13.80 14.00
m/z 97.05 90.55%

2
J 4 125139154168182196 204 252
RARRRRRIERRS IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83

125

o

97 13.40 13.60 13.80 14.00
5000 m/z 69.10 84.31%
29 111
125
o 139153168182196210224 252 280
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55 gg 83 97 13.40 13.60 13.80 14.00
m/z 43.05 79.07%
4
5000
125
o2 i 139154168182106210224238 266
TR A e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 1360 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 Tetratetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.20 ng 100558 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2037 (14.069 min): BF119034.D (-2033) (-) m/z 57.00 100.00%
57
5000
97
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
141 509039 13.80 14.00 14.20 14.40
oMy 2O e TW/z 71.05  89.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000
13.80 14.00 14.20 14.40
97 m/z 43.05 62.18%
0 , 141 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660
Abundance
43
13.80 14.00 14.20 14.40
5000 a5 m/z 85.05 59.97%
0 125 182 217
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105886: Octadecane B B B
57 13.80 14.00 14.20 14.40
m/z 55.00 35.83%
5000
99
ol26] || ]|} 14 183 994254
m/z--> 55 160 150 200 250 300 350 400 4%0 560 séo 660 13. 80 14.00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 15.80 ng 721024 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 1-Docosene 308 C22H44 001599-67-3 92
Abundance Scan 2090 (14.380 min): BF119034.D (-2085) (-) m/z 83.05 100.00%
57 88
5000 1
139 14.00 14.20 14.40 14.60
167
ol LI b g u080 195 224 252 282 508 39T Tnso7TB7.10  92.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 19
5000 BB
125 14.00 14.20 14.40 14.60
m/z 97.05 90.97%
o 29 4 1153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
14.00 14.20 14.40 14.60
5000 11 m/z 69.00 83.89%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol R e A e
83 14.00 14.20 14.40 14.60
m/z 55.00 75.42%
- | AJM/\__L
29
0 e J 1l Llﬁ9h1§7 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.61 ng 180288 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2194 (14.992 min): BF119034.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
LN UL DAL A B
141 169 197 295 14.60 14.80 15.00 15.20 15.40
I “‘l-ﬂ'..'.-,:.~.-.2,‘L~3?.2?1.3?21...,....,... m/z 71.05 95.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR AR BRI DR BN
Mmmmmmmmmm
113 m/z 85.10 71.55%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 85 m/z 43.00 57.87%
0 29 13 141 169 197 225 267 295 365 393
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #141426: Heneicosane B B E e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 25.16%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 2&'30 3(')0 3%0 4c')0 14 60 14. 80 15. oo 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 Fumaric acid, 4-cyanophenyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.19 ng 109216 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 4-cvanophenvl dode... 385 C23H31NO4 1000344-82-0 50
2 Methanone. dicvclohexvl- 194 C13H220 000119-60-8 43
3 n-Nonadecanol-1 284 C19H400 001454-84-8 43
4 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 38
5 Cyclohexanecarboxylic acid, pent... 294 C13H11F502 1000354-64-8 35
Abundance Scan 2199 (15.021 min): BF119034.D (-2196) (-) m/z 97.05 100.00%
o7
69
5000 43
" 14:80 15.00 15.20 15.40
o} m/z 83.10 82 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #205176: Fumaric acid, 4-cyanopheny| dodecy! ester
97
267
5000 43 LR SR BRI SULRU I
14.80 15.00 15.20 15.40
19 218 m/z 69.10 66.19%
o I.L.“?g,n...l.% N P £
m/z--> 50 100 150 200 250 300 350
Abundance
83
" 14:80 15.00 15.20 15.40
5000 55 m/z 111.10 45 _42%
111
o 139 165 194
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 s B R
55 83 14.80 15.00 15.20 15.40
m/z 43.00 36.14%
5000 111
29
0 \h L } | }139 168 196 238 266
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF022020-M Tue Feb 25 15:08:55 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.14 ng 106910 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2325 (15.763 min): BF119034.D (-2320) (-) m/z 57.05 100.00%
57
85
5000
113141 AR A A
| |7y 183 211 239 g3 355 15.40 15.60 15.80 16.00
by B e e | m/z 71.05 88.01%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L UL B R
mmmmmmmm
m/z 85.05 70.43%
L 1] ] 1141 169 197 225 253 282
m/z--> 55 100 150 260 2%0 300 3éo
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 52.94Y%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #202663: 2-methylhexacosane R AR EEEEE T
57 15.40 15.60 15.80 16.00
m/z 55.00 25.99Y%
85
5000
o 29& ’ | ” L 141 169 197 225 253 281 309 337 365
m/z--> 55 100 1%0 260 250 300 3éo ' 15%0 1560 1580 1600 '

8270-BF022020-M Tue Feb 25 15:08:55 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 unknownl15.81 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.86 ng 192845 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 50
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 45
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 41
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 38
5 Octacosanol 410 C28H580 000557-61-9 38
Abundance Scan 2333 (15.810 min): BF119034.D (-2328) (-) m/z 83.00 100.00%
57
5000
19525 206 2 e 1570 1560 1580 1600 160

0..n,.l' m/z 97.05 83.39%

m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57

5000 R R AR
H 195 mmmmmmmmmm

m/z 69.10 80.93%

o 2 ¢1?3‘181 209 236 264 292 320 350 378
i T T e T T
m/z--> 50 100 15 200 250 300 350 400
Abundance
S g7
R ma B R
15.40 15.60 15.80 16.00 16.20
5000 m/z 57.05 67.92%
125
29 153
0 182 210 238 266 311 412
— T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosy pentafluoropropionate A REa e e
57 15.40 15.60 15.80 16.00 16.20
97 m/z 55.05 48.74%
5000
125
m/z--> 50 100 150 200 250 300 350 400 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF022020-M Tue Feb 25 15:08:56 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 2- Chloropropionic acid, pe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.88 3.01 ng 150362 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 83
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 83
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 83
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 83
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 83
Abundance Scan 2515 (16.880 min): BF119034.D (-2509) (-) m/z 57.00 100.00%
5000
255 I B e RRESm e a
281 341 412 16.60 16.80 17.00 17.20
ol | S N — m/z 97.00 96.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57 83
5000 111 A AR R SR B
16.60 16.80 17.00 17.20
29 m/z 83.10 91.84%
| 140 182 210 o5
OlllllllII II‘!Ill""l"" IIIIII""I""III
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
16,60 16.80 17.00 17.20
5000 1 m/z 69.05 88.99%
o 29 140 169 207 250 297
mz-> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L IR e e
57 16.60 16.80 17.00 17.20
83 m/z 55.05 88.62%
5000 111
29
oL | l»‘ |[f13e 182210 o5 356
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF022020-M Tue Feb 25 15:08:56 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 : 4-((2-Methylphenyl)diazen... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.07 2.35 ng 117626 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 : 4-((2-MethviphenvldiazenvI)-1... 216 C10H12N6 1000332-58-9 90
2 4_.6-Dimethoxv-1-naphthaldehvde 216 C13H1203 065565-33-5 53
3 1-Naphthalenecarboxaldehvde. 4.8... 216 C13H1203 069833-11-0 53
4 7H-Furol3.2-alll1lbenzopvran-7-on... 216 C12H804 000484-20-8 52
5 4H-Thiazolo[5,4-b]Jindole, 4-ethy... 216 C12H12N2S 1000304-94-1 49
Abundance Scan 2547 (17.068 min): BF119034.D (-2542) (-) m/z 216.20 100.00%
216
5000 201
131 L o B A
41 55 &9 91105 145160, ,187 239 267 16.80 17.00 17.20 17.40
0...,....,“...'l.l.".'.'."i'..'..',“."I" il .,"'l" ..||. i '.l.':.l.‘..' bt m/z 201.10 37.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73719: : 4-((2-Methylphenyl)diazenyl)-1H-pyrazole-3,5-diamin
216
42 125
5000
16.80 17.00 17.20 17.40
m/z 217.15 19.96%
157170 1875gq
ol.15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
16.80 17.00 17.20 17.40
5000 - m/z 131.00 19.61%

173
145
51 75 gg 10211513077 .9 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74199: 1-Naphthalenecarboxaldehyde, 4,8-dimethoxy- R EEEEE RS
216 16.80 17.00 17.20 17.40
m/z 187.10 12.06%
5000 115
185 201
7 41 97 75 3102 | 130143 168 m
o.”,”.qhm.m.w,uu4.”M“N”ﬂm..”..Ju....‘”.w.”.“.“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.80 17.00 17.20 17.40

8270-BF022020-M Tue Feb 25 15:08:57 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 _gamma.-Sitosterol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.27 4_.30 ng 214954 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 93
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 38
4 N-Nitrosotomatidine 444 C27H44N203 004847-05-6 27
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
Abundance Scan 2581 (17.268 min): BF119034.D (-2575) (-) m/z 43.05 100.00%
43 g, 105
145 213
303 329
5000 185 2 381 414
181 354 17.00 17.20 17.40 17.60
0 m/z 105.00 85.70%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43

5000 T T T
17.00 17.20 17.40 17.60

m/z 107.10 83.72%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
B S
17.00 17.20 17.40 17.60
5000 81 105 m/z 81.00 79.11%
145
18 213 329 o
. 173 234255276 303 354 381
N meaw s e L L e T e s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . R EEEEE RS
43 17.00 17.20 17.40 17.60

m/z 57.00 78 .24%

5000

I T T
17.00 17.20 17.40 17.60

8270-BF022020-M Tue Feb 25 15:08:57 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.34 10.53 ng 526055 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1HY-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 51
2 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 38
3 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 38
4 (-)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 30
5 Estra-1,3,5(10)-trien-17-one, 3-... 300 C19H2403 000362-08-3 25
Abundance Scan 2593 (17.339 min): BF119034.D (-2587) (-) m/z 133.05 100.00%
204
5000
409 17.00 17.20 17.40 17.60
o m/z 204.15 98.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145026: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
43 285
69
5000 215
01 243 17.00 17.20 17.40 17.60
15 163 o m/z 285.20 83.90%
0 l"l"l""'ll""l""l"'
m/z--> 50 100 150 200 250 300 350 400
Abundance
285
17.00 17.20 17.40 17.60
5000 m/z 300.20 74 .49%
120 »o1 299 257
84
39 63 151,45
L L [ L (L L L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #220492: D-Friedoolean-14-en-3-one R mam e
133 204 301 17.00 17.20 17.40 17.60
107 m/z 205.20 62.18%
69
5000 409
161 243 273 ‘
0! m.hll.‘.‘..‘....,?6.8..|l..
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF022020-M Tue Feb 25 15:08:58 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 9,11-Dimethyltetracyclo[7.3... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.47 3.33 ng 166613 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 50
2 1H-Pvrrolol3.4-clauinoline-1.3.4... 218 C11H10N203 181021-85-2 38
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 35
4 3-Amino-5-piperonvl-1.2.4-triazole 218 C10H10N402 014730-92-8 30
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 30
Abundance Scan 2615 (17.468 min): BF119034.D (-2609) (-) m/z 218.20 100.00%
218
203
5000
269 287
24125 802 17.20 17.40 17.60 17.80

(o} m/z 203.15 63.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #75985: 9,11-Dimethyltetracyclo[7.3.1.0(2.7).1(7.11)]tetra...
203

5000
17.20 17.40 17.60 17.80

m/z 204.10 40.24%

0!

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
218
119 17.20 17.40 17.60 17.80
5000 m/z 109.05 34.48%
77 147 203
44 91
63 105 | 133| 162 189

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline R EEEEE RS
8 17.20 17.40 17.60 17.80

m/z 135.05 31.78%

5000

T T T
17.20 17.40 17.60 17.80

8270-BF022020-M Tue Feb 25 15:08:58 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.58 6.73 ng 336283 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 60
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 50
3 Guaila-3.9-diene 204 C15H24 000489-83-8 49
4 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 43
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 41

Abundance Scan 2634 (17.580 min): BF119034.D (-2627) (-) m/z 204.15 100.00%

4

5000

-

17.20 17.40 17.60 17.80
o’ m/z 135.10 61.85%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-TetramethyIbicyclo[6.3.0]undeca-2,4-diene
204
108

5000

133 161 1720 1740 17.60 17.80
Al 49 \ m/z 133.05 50.82%

o} ,‘,,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance

161 204

41
.
17.20 17.40 17.60 17.80
5000 9 107 135 m/z 107.00 42.94%
O T T L o o = SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene R B e
105 135 161 204 17.20 17.40 17.60 17.80
m/z 69.00 42.89%
41
5000
81
oL ,m.ﬂtwi.\xu.h e
m/z--> 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 18 _beta.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.70 8.75 ng 437104 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 91
2 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 80
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 72
4 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 64
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 64
Abundance Scan 2654 (17.698 min): BF119034.D (-2647) (-) m/z 218.15 100.00%
218
5000
69 9B 4135 189
43 161 257 17.40 17.60 17.80 18.00
ol ki .“L,'“U.l.i:"; i bl 30285 827355 46 m/z 203.15 62.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000 R DA SO BN U
17.40 17.60 17.80 18.00
43 69 95 g5 189 m/z 95.05 19.31%
oL Ll hgid s 8% ||| 257286311337 365 393 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
17.40 17.60 17.80 18.00
5000 m/z 189.10 18.96%
3 1071355, -0
o 41 161 243 279304 337 365 393 498
m/z--> 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... R e e  EEmEmmmm
218 17.40 17.60 17.80 18.00
m/z 219.10 16.96%

41 91 133

5000 175
67

0 e

m/z--> 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 19 Hop-22(29)-en-3.beta.-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.02 6.77 ng 338236 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 86
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 64
3 4.8-Methanoazulen-9-o0l. decahvdr... 222 C15H260 004586-22-5 52
4 Guaia-9.11-diene 204 C15H24 1000374-19-8 47
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 42
Abundance Scan 2709 (18.021 min): BF119034.D (-2703) (-) m/z 109.05 100.00%
189

5000

257 315 426 RS UL SRR SRR IR
“ 281 | N 17.80 18.00 18.20 18.40
(0} e m/z 189.10 98.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol

9

5000 LA B L L L L L L LB
17.80 18.00 18.20 18.40
m/z 95.10 97 .86%
344 378 411
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 95
s e RRmaS R S
67 123 17.80 18.00 18.20 18.40
5000 m/z 107 .05 91.57%
147 218
175
o By Vo L
m/z--> 50 100 150 200 250 300 350 400
Abundance #79471: 4,8-Methanoazulen-9-ol, decahydro-2,2,4,8-tetramet... RS EmmEs o L
109 135 189 17.80 18.00 18.20 18.40
43 m/z 81.05 88.84%
5000 69
222
163 [ \ J
ol .“;MLM.,&.M.,....,....,....,... 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 : BF119034.D

Aca On : 24 Feb 2020 21:30

Operator : CG/JU

Sample : L1635-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 Androst-4-en-3-one, 17-hydr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.23 2.61 ng 130350 Perylene-d12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 80
2 Testosterone 288 C19H2802 000058-22-0 42
3 2-Amino-4-methvl-3-pvridinol 124 C6H8N20 020348-18-9 38
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 38
5 Acetamide, 2-[2-(6-methylfuran-2... 289 C15H15N03S 1000259-79-3 38

Abundance

Scan 2744 (18.227 min): BF119034.D (-2741) (-)
4

5000

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

m/z 124.05 100.00%

18.00 18.20 18.40 18.60

400

Abundance

#134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...

m/z 229.15 55.51%

18.00 18.20 18.40 18.60

m/z 43.05 38.89%

18.00 18.20 18.40 18.60

m/z 69.10 35.81%

18.00 18.20 18.40 18.60

5000
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124 288
5000 n 246
91
41 67 203
O i e A e o T A o e B o L L e o e ML A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #10338: 2-Amino-4-methyl-3-pyridinol
124
5000 95
52
27 ‘
O.HWNMAM.W..M.,....,.... SR
m/z--> 50 100 150 200 250 300 350 400

m/z 230.10 34 .64%

18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF119034.D

Acq On : 24 Feb 2020 21:30 Instrument :
Operator : CG/JU BNA_F

Sample - L1635-01 ClientSampleld :
Misc : DUNR-TS001-01
ALS Vial : 9 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]
2,4,7,9-Tetrameth. .. 9.23 7.2 ng 456262 3 9.79 1265590 20.0
n-Hexadecanoic acid 11.80 6.7 ng 400290 4 11.27 1199870 20.0
Octadecanoic acid 12.58 2.1 ng 126810 4 11.27 1199870 20.0
5-Octadecene, (E)- 13.75 13.7 ng 622899 5 13.90 912667 20.0
Tetratetracontane 14_07 2.2 ng 100558 5 13.90 912667 20.0
1-Heptacosanol 14.38 15.8 ng 721024 5 13.90 912667 20.0
Triacontane 14.99 3.6 ng 180288 6 15.33 999353 20.0
Fumaric acid, 4-c... 15.02 2.2 ng 109216 6 15.33 999353 20.0
Eicosane 15.76 2.1 ng 106910 6 15.33 999353 20.0
unknown15.81 15.81 3.9 ng 192845 6 15.33 999353 20.0
2- Chloropropioni... 16.88 3.0 ng 150362 6 15.33 999353 20.0
: 4-((2-Methylphe... 17.07 2.4 ng 117626 6 15.33 999353 20.0
-.gamma.-Sitosterol 17.27 4.3 ng 214954 6 15.33 999353 20.0
9(1H)-Phenanthren... 17.34 10.5 ng 526055 6 15.33 999353 20.0
9,11-Dimethyltetr... 17.47 3.3 ng 166613 6 15.33 999353 20.0
1,2,4,8-Tetrameth... 17.58 6.7 ng 336283 6 15.33 999353 20.0
-beta.-Amyrin 17.70 8.8 ng 437104 6 15.33 999353 20.0
Hop-22(29)-en-3.b... 18.02 6.8 ng 338236 6 15.33 999353 20.0
Androst-4-en-3-on... 18.23 2.6 ng 130350 6 15.33 999353 20.0
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