LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.381 556 560 580 rBY 2000130 2208135 89.06% 12.362%
2 6.398 729 733 752 rBVY 2032822 2278004 91.88% 12.753%
3 6.598 764 767 781 rBV 59064 98395 3.97% 0.551%
4 6.757 790 794 802 rBV 768837 654218 26.39% 3.663%
5 7.322 886 890 902 rBVY 1596039 1564532 63.10% 8.759%
6 8.039 1008 1012 1018 rBV 913860 815590 32.90% 4 _.566%
7 8.922 1159 1162 1164 rBvV2 63996 59432 2.40% 0.333%
8 9.028 1176 1180 1183 rBvV2 90377 136658 5.51% 0.765%
9 9.116 1191 1195 1198 rBvY 2838128 2479304 100.00% 13.880%
10 9.157 1199 1202 1203 rVvv3 60346 60470 2.44% 0.339%

11 9.428 1246 1248 1252 rVB3 162711 137654 5.55% 0.771%
12 9.510 1258 1262 1267 rBV 447446 745727 30.08% 4_.175%
13 9.704 1293 1295 1298 rVB2 451793 404729 16.32% 2.266%
14 9.798 1308 1311 1313 rVB 891673 817125 32.96% 4_575%
15 12.874 1831 1834 1841 rVB 1893330 1899093 76.60% 10.632%

16 13.780 1985 1988 1995 rVB 368029 521591 21.04% 2.920%
17 13.927 2010 2013 2015 rVB 636797 575466 23.21% 3.222%

18 14.998 2193 2195 2200 rVB 73974 79134 3.19% 0.443%
19 15.057 2201 2205 2216 rVB2 144631 291958 11.78% 1.635%
20 15.233 2233 2235 2242 rVB 52233 73284 2.96% 0.410%
21 15.298 2243 2246 2251 rVV 61359 76926 3.10% 0.431%

22 15.357 2252 2256 2266 rVB 603342 755024 30.45% 4.227%
23 15.780 2324 2328 2333 rVB 85906 123750 4._.99% 0.693%
24 15.851 2335 2340 2352 rVB2 133218 376049 15.17% 2.105%
25 16.815 2501 2504 2511 rVB 86325 157333 6.35% 0.881%

26 17.333 2586 2592 2605 rVBS8 71947 213194 8.60% 1.194%
27 18.262 2743 2750 2760 rVB4 92930 259341 10.46% 1.452%

Sum of corrected areas: 17862116
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
BF121907.D
9 Oct 2020 15:40
JU/CG
L4317-03

8 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

6.60 3.01 ng 98395 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 72
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 37
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 36

Abundance Scan 767 (6.598 min): BF121907.D (-764) (-) m/z 45.00 100.00%
45
5000
59 A
72 NSRS SRS R
| || 103 6.20 6.40 6.60 6.80 7.00
| O S m/z 59.00 34.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 RIS S LA
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.10 21.04%
oL 10 ol || 89 104 116 135
mz-> 10 20 3 4o % 60 70 80 00 100 110 120 130 140 150
Abundance
45
620 6.40 6.60 6.80 7.00
5000 m/z 73.10 14._.40%
59 72
31 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- s ./,\. A
45 6.20 6.40 6.60 6.80 7.00

m/z 43.00 13.83%

5000 59

73
L w

£
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIII IIIIIIIIIIII

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 unknown9.03 Concentration Rank 9

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

9.03 3.34 ng 136658 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 41
2 2-(2-Hvdroxvcvclooctv)-furan 194 C12H1802 115754-90-0 38
3 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 38
4 di-t-Butvlacetvlene 138 C10H18 017530-24-4 38
5 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 27

Abundance Scan 1180 (9.028 min): BF121907.D (-1176) (-) m/z 81.10 100.00%
5000 -v,,NJ_I~A/$ﬂ“}Vv”/“/AJRmV
8.60 8.80 9.00 9.20 9.40
o} m/z 55.00 71.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5965: Methyl ethyl cyclopentene
il
5000 67 % I R SRR LA R
110 8.60 8.80 9.00 9.20 9.40
39 53 ‘ m/z 95.10 64 .41%
o || .||| ‘.I!'..|'||..|.|I|.."..|....|....|....|....|.
m/z--> 20 80 100 120 140 160 180 200
Abundance
g1 95
8.60 8.80 9.00 9.20 9.40
5000 m/z 109.10 63.30%
a1 67 110 166 194
55 123 177
G S S L S U L B WL UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5992: 1-Ethyl-5-methylcyclopentene B BEE B
8 8.60 8.80 9.00 9.20 9.40
m/z 41.10 58.81%
95
5000 67
110
0|:|I-4|.||||| \‘H |||||||||||||||||||||||||||||||||||| B BEEEE B T
m/z--> 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown9.43 Concentration Rank 8

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

9.43 3.37 ng 137654 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethenvlhexahvdro-4.7a-dimethyvl... 194 C12H1802 086003-24-9 43
2 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 42
3 Phenanthrene. tetradecahvdro- 192 C14H24 005743-97-5 38
4 Hexahydroindole 123 C8H13N 018159-32-5 38
5 Cyclohexene, l1l-methyl-3-vinyloxy- 138 C9H140 100144-30-7 35

Abundance Scan 1248 (9.428 min): BF121907.D (-1246) (-) m/z 95.10 100.00%

5000

\

9.00 9.20 9.40 9.60 9.80
m/z 67.10 75.17%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56308: 4-Ethenylhexahydro-4,7a-dimethyl-2(3H)-benzofurano...

43

\

93 108

5000 [TTrr[rrrr[rrrr[prrrrprrrs
9.00 9.20 9.40 9.60 9.80
123135 . 166 179 m/z 41.10 71.40%
194
01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 79
R o e  ma
54 93 9.00 9.20 9.40 9.60 9.80
5000 a1 m/z 79.10 66.71%
27 107 121
136
oY RS SRS/
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54695: Phenanthrene, tetradecahydro- AN B Ea s B e
4 7 135 192 9.00 9.20 9.40 9.60 9.80
81 9% m/z 81.10  66.44%
5000 s
121
150
Ob .;t.u: “h “ ”H M‘ A .ﬂ..fﬁ% T S —
m/z--> 20 40 6 140 160 180 200 9. OO 9. 20 9. 40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 unknown9.70 Concentration Rank 3

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

9.70 9.91 ng 404729 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 46
2 1-Anthracenamine 193 C14H11N 000610-49-1 38
3 Cvclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-96-0 35
4 9-Vinvlcarbazole 193 C14H1i1N 001484-13-5 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 18

Abundance Scan 1294 (9.698 min): BF121907.D (-1293) (-) m/z 97.10 100.00%
193
5000
206 LSRR R RN U
299 9.40 9.60 9.80 10.00
0 m/z 55.10 93.76%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine
193
5000 L L S RN SURA
165 9. I40 9. 60 9. 80 10'00
97 m/z 41.10 93.36%
. 51 70 85 1 115196139 15 | 176
m/z--> 46 eb éo 160 150 150 1éo 180 200 220
Abundance
193
'9.40 9.60 9.80 10.00
5000 165 m/z 69.10 89.97%
g2 97 139
0 39 51 63 115126 152 176
m/z--> 46 65 éo 160 150 150 1éo 180 260 250
Abundance #56515: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, cis- R R B
55 97 9.40 9.60 9.80 10.00
m/z 193.20 76.80%
41
5000 83
194
o I \\ I w2 123 138 151_166 179
IIII""I""I""II T rryrrrrrTTTT T T T T T T T T T T TrprrrTyr T T T
m/z--> 40 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.78 18.13 ng 521591 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1988 (13.780 min): BF121907.D (-1985) (-) m/z 55.10 100.00%
55
5000 )\%“N«\NNM\““A\“«“ww~\ﬂywx_
|139 168 202 ZTO 253 281 306 329348 376 13.40 13,60 1380 1400
okt | bl fppi” o S5 | 220 201 SO0 34990 2 m/z 43.10 94.68%
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43
5000 AR SRR B SO R
13.40 13.60 13.80 14.00
m/z 83.10 91.56%
o [ l 1139 168 196 224 252
m/z--> 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 57.10 87.47%
29
. 139 167 106 233 266 204 JLWMM“““KW\JKhmhuadk\W“M
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol A B b
83 13.40 13.60 13.80 14.00
m/z 97.10 85.00%
5000 e VVN&AWM”\“W~JkM\xM\\-\Vuv
29
ok Il M L ‘139“167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Heptadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.00 2.10 ng 79134 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Docosane 310 C22H46 000629-97-0 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 2195 (14.998 min): BF121907.D (-2193) (-) m/z 57.10 100.00%
g7
5000 85
109127 169 256 308 14.60 14.80 15.00 15.20 15.40
ol AL E AL ;e 88 Tm/z 71.10  64.99%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57
85
5000 LRI AL SRS SN B
14.60 14.80 15.00 15.20 15.40
29 m/z 43.10 63.30%
m/z--> 55 160 150 200 250 360
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 50.18%
29
o 113 141 169 197 205 268
m/z--> 55 160 1éo 200 250 360
Abundance #175557: Tetracosane o S S o eI
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 27 .79%
5000 85
29 113
o | L Ly 77,141 169 197 225 253 281 309 338
m/z--> 55 160 150 200 250 300 ' 14%0 1!80 1§oo 1550 15.40

8270-BF091020.M Mon Oct
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 13-Tetradecen-1-ol acetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.06 7.73 ng 291958 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 n-Tetracosanol- 354 C24H500 000506-51-4 90

Abundance Scan 2206 (15.063 min): BF121907.D (-2201) (-) m/z 57.10 100.00%
57 83
5000
l |J 1138162186 230252 977 311 14.80 15.00 15.20 15.40
ol I pipii | M/Z 43.10 94.89%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43
83
5000 TT T[T T T T[T T rrrrrrr1
111 14.80 15.00 15.20 15.40
m/z 55.10 92 .75%
o J.J | 139167 194 224 254
e L L e
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57
83 R N REE
14.80 15.00 15.20 15.40
5000 m/z 83.10 88.91%
111 252
169
oLZ 139 7% 196 224 297 448
e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol e B o e
57 14.80 15.00 15.20 15.40
97 m/z 97.10 87.03%
5000
125
29
oL l /193 181 209 236 264 292 322 364 392
T e
miz--> 50 100 150 200 250 300 350 400 450 1480 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 5-Butyl-5-ethylheptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.78 3.28 ng 123750 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 90
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
Abundance Scan 2328 (15.780 min): BF121907.D (-2324) (-) m/z 57.10 100.00%
g7
85

15.40 15.60 15.80 16.00
141 168190 225 266 341
ol b 'I....,~.~..A.-,...2145.-...,....~,.. m/z 71.10 63.06%

I

m/z--> 50 100 150 200 250 300 350
Abundance #164585: 5-Butyl-5-ethylheptadecane
57
5000 85 [TTrr[rrrr[rrrryrrrr|m
15.40 15.60 15.80 16.00
113 155 m/z 43.10 59.01%
267
L L SEVECEE. TN Mk M-
m/z--> 50 150 200 250 300 350
Abundance
43
R o R o R
71 15.40 15.60 15.80 16.00
5000 m/z 85.05 48 .75%
224
99
o 127 155 183 253 295 323 364
— T T T T T T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane A B o
5[7 15.40 15.60 15.80 16.00
m/z 55.10 19.68%
5000 85
29
oL I | M8 141 169 197 205 253 296
T o L e e e AL S B e S o o IR e o e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF091020.M Mon Oct 12 12:52:04 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 Octacosyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.85 9.96 ng 376049 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 50
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 50
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 50
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 49
5 1H,5H-Pyrrolo[1",2":3,4]imidazo[... 166 C10H18N2 054966-11-9 49
Abundance Scan 2340 (15.851 min): BF121907.D (-2335) (-) m/z 83.10 100.00%
43
5000
25157 RN BN SUNRAA
297 15.60 15.80 16.00 16.20
233
o hhdd bl L 202 e | M7z 57.10  73.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57
97
5000 L SR BRI SUBURE SR
15.60 15.80 16.00 16.20
m/z 97.10 68.03%
o7 ff?}?g 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 " 15,60 15.80 16.00 16.20
5000 m/z 43.10 57 .58%
139
0 27 168 208 250 306335 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238204: Tricosy! heptafluorobutyrate T
57 15.60 15.80 16.00 16.20
m/z 69.10 57 .24%
97
5000
RE l P39169 208238 203322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20

8270-BF091020.

M Mon Oct 12 12:52:05 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.82 4_.17 ng 157333 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Docosane 310 C22H46 000629-97-0 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2505 (16.821 min): BF121907.D (-2501) (-) m/z 57.10 100.00%

5000 NJA‘W

16.60 16.80 17.00 17.20

155 207 241 283 326

0 m/z 71.10 70.41%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA B L L L L L L LB

16.60 16.80 17.00 17.20
m/z 85.10 54.97%

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

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R S N EaEmE s
16.60 16.80 17.00 17.20
5000 m/z 43.10 51.25%

99
26 141 183 225 267 310

Eirs

e M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane RS EmmEs o L
57 16.60 16.80 17.00 17.20
m/z 55.10 23.03%
5000

99
260 || || 141 183 225 268

e M S LR aas R a ma s S

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

8270-BF091020.M Mon Oct 12 12:52:07 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 unknownl7.33 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.33 5.65 ng 213194 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 30
2 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 30
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
4 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 10
5 Diethylmalonic acid, pentyl 2,4,... 342 C20H3804 1000369-47-7 9
Abundance Scan 2591 (17.327 min): BF121907.D (-2586) (-) m/z 43.10 100.00%
43
5000
145
303 329 414 T ————————
355 381 17.00 17.20 17.40 17.60
ok m/z 55.00 76.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 U SRR B BN B
81 368 17.00 17.20 17.40 17.60
107 45 329 m/z 57.10 48 .84%
L 173193213 247 275 301 a7 4
m/z--> ' 55' 100 150 200 250 300 350 400
Abundance
43
206 17.00 17.20 17.40 17.60
5000 m/z 41.00 43.11%
8l 195 147
0 128 | 173193213234255 288 354
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #228559: .beta.-Sitosterol acetate R R mEEE
43 17.00 17.20 17.40 17.60
m/z 107 .05 42 .44%
396
5000
81 105 145
213
ol } H M\hHllm%ZﬁLm m173193 23425?| 288 314 L S
m/z--> o mo mo %o 300 350 400 17.00 17.20 17.40 17.60

8270-BF091020.M Mon Oct 12 12:52:08 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121907.D

Aca On : 9 Oct 2020 15:40

Operator : JU/CG

Sample : L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 Androst-4-en-3-one, 17-hydr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.26 6.87 ng 259341 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 93
2 Mvristic acid vinvl ester 254 C16H3002 005809-91-6 38
3 Hexadecane 226 C16H34 000544-76-3 25
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 25
5 Heptadecane 240 C17H36 000629-78-7 25
Abundance Scan 2750 (18.262 min): BF121907.D (-2743) (-) m/z 57.10 100.00%
57
1 \A‘VWI\]LM
5000 85
229
147 rrryrrrryrrrprrryrTrTi
187 59 289 370 412 18.00 18.20 18.40 18.60
ol U N R m/z 43.05 93.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 U U BN BUNRN B
288 18.00 18.20 18.40 18.60
oL | 147 046 m/z 124.05  70.25%
203
o 74
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
211 18.00 18.20 18.40 18.60
5000 m/z 71.05 63.63%
85
29
109
. 137 163 191 M‘/M
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane L  RRRRs Bam s
57 18.00 18.20 18.40 18.60
m/z 55.10 50.80%
e & W
29
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\BF100920\
Data File : BF121907.D

Acq On : 9 Oct 2020 15:40

Operator : JU/CG

Sample - L4317-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-(2-eth... 6.60 3.0 ng 98395 1 6.76 654218 20.0
unknown9.03 9.03 3.3 ng 136658 3 9.80 817125 20.0
unknown9 .43 9.43 3.4 ng 137654 3 9.80 817125 20.0
unknown9.70 9.70 9.9 ng 404729 3 9.80 817125 20.0
E-15-Heptadecenal 13.78 18.1 ng 521591 5 13.93 575466 20.0
Heptadecane 15.00 2.1 ng 79134 6 15.36 755024 20.0
13-Tetradecen-1-o0... 15.06 7.7 ng 291958 6 15.36 755024 20.0
5-Butyl-5-ethylhe... 15.78 3.3 ng 123750 6 15.36 755024 20.0
Octacosyl heptafl... 15.85 10.0 ng 376049 6 15.36 755024 20.0
Tetratetracontane 16.82 4.2 ng 157333 6 15.36 755024 20.0
unknownl17 .33 17.33 5.7 ng 213194 6 15.36 755024 20.0
Androst-4-en-3-on... 18.26 6.9 ng 259341 6 15.36 755024 20.0
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