LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\

Data File : BF120957.D

Aca On - 21 Jul 2020 16:46 Instrument :
Operator : JU/CG BNA_F

Sample  : L3354-01 Gl
Misc i BACK-YARD
ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.422 563 567 571 rBVY 1880752 1792367 45.26% 5.866%
2 6.439 735 740 743 rBV 2109117 1982740 50.07% 6.489%
3 6.645 772 775 789 rVB 31893 45017 1.14% 0.147%
4 6.816 800 804 807 rBY 1072665 976519 24.66% 3.196%
5 7.375 894 899 902 rBVY 1405408 1234083 31.16% 4_.039%
6 7.839 975 978 982 rVB 241037 218677 5.52% 0.716%
7 8.098 1017 1022 1025 rBV 1460653 1304299 32.94% 4.269%
8 8.716 1122 1127 1131 rBvY 2887355 2810302 70.97% 9.197%
9 9.175 1200 1205 1208 rBV 2914569 2777204 70.13% 9.089%
10 9.269 1218 1221 1223 rBV 133201 104105 2.63% 0.341%

11 9.563 1268 1271 1284 rBV 449837 412570 10.42% 1.350%
12 9.851 1315 1320 1330 rBV 1715055 1565906 39.54% 5.125%
13 10.639 1449 1454 1464 rBV 2132097 2285820 57.72% 7.481%
14 11.210 1549 1551 1561 rVB4 33519 55186 1.39% 0.181%
15 11.333 1568 1572 1575 rBV 1944214 1648445 41.63% 5.395%

16 11.868 1659 1663 1666 rBV2 51254 52178 1.32% 0.171%
17 12.210 1716 1721 1728 rBV2 49183 56591 1.43% 0.185%
18 12.310 1732 1738 1741 rBV 259926 231473 5.85% 0.758%
19 12.368 1745 1748 1751 rVB 46970 39799 1.01% 0.130%
20 12.539 1773 1777 1779 rBV 46294 40808 1.03% 0.134%
21 12.563 1779 1781 1784 rVB 62337 55589 1.40% 0.182%
22 12.768 1810 1816 1819 rBV 52618 79311 2.00% 0.260%
23 12.921 1837 1842 1845 rBV 3975547 3959961 100.00% 12.960%
24 13.151 1876 1881 1884 rBV 72347 84108 2.12% 0.275%
25 13.445 1927 1931 1935 rBV 102469 92728 2.34% 0.303%

26 13.533 1943 1946 1950 rBV 167189 137036 3.46% 0.448%
27 13.768 1982 1986 1991 rVB 99102 98326 2.48% 0.322%
28 13.827 1992 1996 2004 rBV 595315 813897 20.55% 2.664%
29 13.968 2015 2020 2023 rBV 1726396 1514024 38.23% 4 _955%
30 14.445 2096 2101 2102 rBV2 101438 108754 2.75% 0.356%

31 14.468 2102 2105 2114 rVB2 119470 192177 4._.85% 0.629%
32 14.615 2126 2130 2136 rVB 117058 120893 3.05% 0.396%
33 14.745 2149 2152 2155 rVB 53049 50001 1.26% 0.164%
34 14.892 2173 2177 2182 rVB 161130 161969 4._.09% 0.530%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\

Data File : BF120957.D

Aca On - 21 Jul 2020 16:46 Instrument :
Operator : JU/CG BNA_F

Sample  : L3354-01 Gl
Misc i BACK-YARD
ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.080 2204 2209 2212 rBV 276204 299747 7.57% 0.981%

36 15.121 2212 2216 2229 rVB2 210087 380001 9.60% 1.244%
37 15.415 2261 2266 2270 rBV 1007589 1182154 29.85% 3.869%
38 15.451 2270 2272 2280 rVB 54976 70617 1.78% 0.231%
39 15.651 2302 2306 2314 rVB2 45157 63273 1.60% 0.207%
40 15.880 2340 2345 2351 rBV 303151 424716 10.73% 1.390%

41 15.956 2352 2358 2368 rBV2 80867 221802 5.60% 0.726%
42 16.374 2425 2429 2433 rBV2 26202 40784 1.03% 0.133%
43 16.656 2471 2477 2483 rBV4 41264 77271 1.95% 0.253%
44 16.951 2522 2527 2537 rVB2 57182 118176 2.98% 0.387%
45 17.074 2539 2548 2554 rBVS 48483 152775 3.86% 0.500%

46 17.186 2563 2567 2576 rVB5 43719 90417 2.28% 0.296%

47 17.445 2604 2611 2622 rBV6 72122 198047 5.00% 0.648%

48 17.909 2683 2690 2697 rBvV10 26312 65657 1.66% 0.215%

49 18.427 2771 2778 2790 rVB10 19636 67759 1.71% 0.222%
Sum of corrected areas: 30556059
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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: BF120957.D

3500000
3000000
2500000
6.44
2000000 5.42
1500000 7.37
6.82

1000000

500000

oA L

T
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: BF120957.D

3500000
3000000 8.72 9.17
2500000
10.64

2000000 11.33
1500000 8.10
1000000

500000 9.56
7.84 02 12.31
| 2’ L 11.21| 1187 12212 3125612.77|| 13.15

A

N
LI

oA A A e N i

T T
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: BF120957.D

3500000

3000000

2500000

2000000

13.97

1500000
1000000

500000

0 16.37 16.66 16.93.07.19 17.44 17.91 18.43
g T T T T i B e e e e e e
16.50 17.00 17.50

T
18.00 18.50

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 (+)-2-Bornanone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
784 3.3ng 218677  Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 CI0H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 97

000464-48-2 96
006752-80-3 58

3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160
4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160

5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 46
Abundance Scan 978 (7.839 min): BF120957.D (-975) (-) m/z 95.10 100.00%
95
81
41
5000
55 69 108
1 760 7.80 8.00 8.20
137 : : : :
o 1o m/z 81.10 65.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25105: (+)-2-Bornanone
95
81
5000 41 108 |||||||||||||||||A’|\|||||
55 69 152 7.60 7.80 8.00 8.20
‘ m/z 41.05 51.56%
: |
PN T O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 95
81 7.60 7.80 8.00 8.20
m/z 69.00 36.53%
5000 e 69 108
152
27
o 121 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- VNP | S —
95 7.60 7.80 8.00 8.20
81 m/z 108.10 36.14%
41
5000 55 69 108
152
il |
0..“%?q..ﬁh.”.}ﬂ. “ ...hi.”kw”..KL.q..”l.”.}%%.“}ﬁz.”.,”... R RAREEEs s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Safrole Concentration Rank 1

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

8.72 43.09 ng 2810300 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 97
3 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 96
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 95
5 1,4-Dioxo-1,2,3,4-tetrahydrophth... 162 C8H6N202 001445-69-8 41

Abundance Scan 1128 (8.722 min): BF120957.D (-1122) (-) m/z 162.10 100.00%
5000 104 131
77
51 ‘ —
91 | 8.40 8.60 8.80 9.00
0 ..,....,....,....,....l|:-...,'|' . .:-!I',....~,'....,!.'..,..?},9....,!-.:.,.1..4.7,...., | m/z 104.10 47.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31927: Safrole
162
104 131
5000 77 LAAEAN SRR SRS AR
51 8.40 8.60 8.80 9.00
m/z 131.00 45 .02%
39 91
15 27 “ \‘\ H\ | H | ‘ 119 mh 147 “
m/z--> 16 ﬁo 35 45 éo eb 70 éo 95 100 110 150 150 150 1éo 1é0 170
Abundance
162
'840 860 8.80 9.00
5000 m/z 103.00 37.43%
104 131
77
51
o 27 39 63 9 115 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 B
Abundance #32012: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)- L L L L L B
162 8.40 8.60 8.80 9.00
104 m/z 77.00 34.91%
131
77
5000 51
63
0 ”I'”'I”"P"'P"W" ‘M H‘ J l"""Hl?“'"""|'1'4'5'|""|""" L UL L L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.81 ng 231473 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 56
2 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 35
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
4 Sulfurous acid. di(2-ethvlhexvl)... 306 C16H3403S 1000309-19-1 32
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
Abundance Scan 1738 (12.310 min): BF120957.D (-1732) (-) m/z 57.05 100.00%
g7
o T NV Jw
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
169 12.00 12.20 12.40 12.60
0 125 139 153 191_206 m/z 113.10 49.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
12.00 12.20 12.40 12.60
97 113 m/z 97.05 45 _.39%
69 83
o bl 126137 153 168
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 55.05 25.94%
M 97
69
ol 15 29 81 113 127 153 169 193 211
rrrryrrrryrrrryrrrryrTr T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- LI L e LB L B L
57 71 12.00 12.20 12.40 12.60
43 m/z 83.05 20.59%
5000 27 113
83
ol 18 A O L P
m/z--> 25 45 eb 85 160 150 150 1&0 1§o 260 ' 12!00 12fzo 12!40 12!60

8270-BF071620.-M Wed Jul 22 08:25:05 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.83 10.75 ng 813897 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 1996 (13.827 min): BF120957.D (-1992) (-) m/z 57.05 100.00%

57 83
5000 111

13.60 13.80 14.00 14.20

]139_167 196 224243 280

o b p e e e || M/zZ  83.10  88.31%
m/z--> 50 10 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000
13.60 13.80 14.00 14.20
29 m/z 43.05 88.23%
0 \“ 11} \ “ H \H\ | \ \ h y 167 196 238 266 294
L T —r— LA e e o o s o
m/z--> 50 00 250 300 350 400
Abundance
57
83 R R EEE N e
13.60 13.80 14.00 14.20
5000 m/z 55.05 85.73%
111
29
e L e oo e e e e e A ey o ML
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester S EEREE R
57 13.60 13.80 14.00 14.20
83 m/z 97.05 76.61%
5000 111
29 ‘ 169
210
0 J I‘ ‘ A | kl I h13‘9 . ‘ | | 255 I 406
llllllllllllllllllllllllllllllllll —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Cyclopentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.54 ng 192177 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Cvclohexadecane 224 C16H32 000295-65-8 90
3 Cvclopentadecane 210 C15H30 000295-48-7 86
4 1-Heneicosanol 312 C21H440 015594-90-8 83
5 n-Pentadecanol 228 C15H320 000629-76-5 72
Abundance Scan 2105 (14.468 min): BF120957.D (-2102) (-) m/z 97.05 100.00%
69 | 9
43
5000
e 207 14120 1440 1460 1480
140 167 265 : : :
o 239 2282 m/z 83.05 99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
5000 LRI B BULILIL B B
14.20 14.40 14.60 14.80
m/z 69.00 84 .49Y%
29 139 oo
o...“uhqh.ﬂ‘. 182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
14.20 14.40 14.60 14.80
5000 m/z 55.05 77.92%
29 111

o 126 153 181196 224

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

Abundance #69584: Cyclopentadecane R EEEEE RS
14.20 14.40 14.60 14.80

m/z 43.10 52 .85%

5000

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.74 ng 161969 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 99
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 Oleyl alcohol, methyl ether 282 C19H380 1000352-68-0 83

Abundance Scan 2177 (14.892 min): BF120957.D (-2173) (-) m/z 57.05 100.00%

43 97

82

5000

124139 14.60 14.80 15.00 15.20

m/z 43.05 85.23%

0 152166 191 208 265 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43 57 2

I I I
14.60 14.80 15.00 15.20
0,
110124138 rpy 250 m/z 82.05 73.48%
152166180194208 236

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 R TR DR SN DA
57 14.60 14.80 15.00 15.20
5000] 29 m/z 55.00 57.42%

110
24138
0 152166180194208222236250 268

WWTWWW#WW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- AN B B
2 14.60 14.80 15.00 15.20

9 m/z 83.05 57 .30%

5000
110

152166180194208222236250264 282
R N BREmsm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Nonadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.08 5.07 ng 299747 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2209 (15.080 min): BF120957.D (-2204) (-) m/z 57.05 100.00%
57
85
5000
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
J |113 141 160 211 23 21 14.80 15.00 15.20 15.40
Y — l;lu,.. Sl e m/z 71.05  72.32%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.05 60.53%
0 \‘ Al ‘\ H H u‘ 3 141 169 197 225 268
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.05 54 _46Y%
29
0 13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.79%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540

8270-BF071620.-M Wed Jul 22 08:25:14 2020

Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
BF120957.D

21 Jul 2020 16:46

JU/CG

L3354-01

13 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M

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 Behenic alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.12 6.43 ng 380001 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Octacosanol 410 C28H580 000557-61-9 93

Abundance Scan 2216 (15.121 min): BF120957.D (-2212) (-) m/z 57.10 100.00%
57
5000 ﬂ ﬁ
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
139 167 195 14.80 15.00 15.20 15.40
(/I 282 m/z 83.05 97.65%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l U AR B R R
mmmmmmmm
- m/z 97.05 94 .99Y%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0
Abundance
57 97
14.80 15.00 15.20 15.40
5000 m/z 43.05 89.65%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #155046: 1-Heneicosanol LR EEa s B
55 14.80 15.00 15.20 15.40
m/z 55.00 86.39Y%
5000
29
o LAl gt n 167 196 238 266 294
m/z--> 5'0 ' ' 200 25'30 3(')0 3&1;0 14. 80 15. 00 15. 20 15'40 '

8270-BF071620.-M Wed Jul 22 08:25:15 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.88 7.19 ng 424716 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2345 (15.880 min): BF120957.D (-2340) (-) m/z 57.05 100.00%
57
85
5000
J | ] |113 141 169 197 225 253 283 241 15.60 15.80 16.00 16.20
ol b b W a7 199 107 225 258 283 s nyzz 71.05  72.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.60 15.80 16.00 16.20
m/z 43.05 60.67%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 g5 m/z 85.05 54 _47%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 23.17%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1560 1580 1&50 1&20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.75 ng 221802 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 94
3 Octacosvl acetate 452 C30H6002 018206-97-8 94
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2359 (15.962 min): BF120957.D (-2352) (-) m/z 57.05 100.00%
57 83
5000 111
139 15.60 15.80 16.00 16.20
166 221 265
o 0 341 m/z 83.05  92.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 AR PR UL BN B
125 15.60 15.80 16.00 16.20
m/z 97.10 80.37%
oL 2 \‘ \‘ e 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 LN PRI SN B
15.60 15.80 16.00 16.20
5000 m/z 43.05 74 .94%
125
0 29 153 182 210 252280 325 426
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate AR Emme e e e e
43 97 15.60 15.80 16.00 16.20
m/z 69.05 73.40%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> §0 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Docosyl pentafluoropropionate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.07 2.58 ng 152775 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
2 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 90
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
4 Tetracosvl pentafluoropropionate 500 C27H49F502 1000351-81-3 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2547 (17.068 min): BF120957.D (-2539) (-) m/z 57.00 100.00%
5000
| 16.80 17.00 17.20 17.40
Ot , m/z 97.05 90.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosyl pentafluoropropionate
57
5000 L L BULELLE BRI B
mmﬂmnmﬂm
125 m/z 83.00 90.76%
0 2?\ M“h Mj‘}53181 224250280308 353 454
m/z--> éo 2%0 300 3%0 460 4%0 560
Abundance
57
o7 16.80 17.00 17.20 17.40
5000 m/z 43.00 81.70%
125
o 29 153181 222250278306 336364 409 510
m/z--> §0 160 1%0 260 250 360 3%0 460 4%0 560
Abundance #209361: Eicosyl! trifluoroacetate AR EEEEE RS
57 9 16.80 17.00 17.20 17.40
! m/z 55.00 78.20%
5000
125
. 29 153182510 252280 325 376
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4%0 560 16. 80 17. oo 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120957.D

Aca On = 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 4,6,6-Trimethyl-2-(3-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.44 3.3 ng 198047  Perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 4.6.6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 55

000986-19-6 46
055649-42-8 17

2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500
3 1-Naphthalenepropanol. .alpha.-e... 292 C19H3202
4 Acetic acid. 3-hvdroxy-6-isoprop... 278 C17H2603

1000185-44-8 16

5 1H-Cyclopenta[a]phenanthrene-16-... 398 C24H34N203 1000337-25-3 16
Abundance Scan 2610 (17.439 min): BF120957.D (-2604) (-) m/z 43.05 100.00%
43
g1 107
5000 ler 23
17.20 17.40 17.60 17.80
Ob—— m/z 41.00 66.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75936: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41 107
7
5000 133 218 R o B B
161 17.20 17.40 17.60 17.80
m/z 57.00 66.00%
L) e
o e e B A S
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
T T
17.20 17.40 17.60 17.80
5000 m/z 55.00 61.98%
81 368
107
145 329 414
173193213 247 275 301
O e T T T T T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138107: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-8... R EEAEEEEm s
81 17.20 17.40 17.60 17.80
m/z 106.95 60.48%
121
5000
161
; HHM
—— — T
m/z--> 50 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
Data File : BF120957.D

Acq On 21 Jul 2020 16:46

Operator : JU/CG

Sample - L3354-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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-Bornanone 7.84 3.4 ng 218677 2 8.10 1304300 20.0
Safrole 8.72 43.1 ng 2810300 2 8.10 1304300 20.0
2,4,4,6,6,8,8-Hep... 12.31 2.8 ng 231473 4 11.33 1648450 20.0
1-Heneicosanol 13.83 10.8 ng 813897 5 13.97 1514020 20.0
Cyclopentadecane 14 .47 2.5 ng 192177 5 13.97 1514020 20.0
Octadecanal 14.89 2.7 ng 161969 6 15.42 1182150 20.0
Nonadecane 15.08 5.1 ng 299747 6 15.42 1182150 20.0
Behenic alcohol 15.12 6.4 ng 380001 6 15.42 1182150 20.0
Heneicosane 15.88 7.2 ng 424716 6 15.42 1182150 20.0
1-Heptacosanol 15.96 3.8 ng 221802 6 15.42 1182150 20.0
Docosyl pentafluo... 17.07 2.6 ng 152775 6 15.42 1182150 20.0
4,6,6-Trimethyl-2_.. 17.44 3.4 ng 198047 6 15.42 1182150 20.0
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