LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125864.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 15 rVB 1452824 2021545 37.85% 5.456%
2 5.069 504 507 514 rVB 62423 82693 1.55% 0.223%
3 5.457 568 573 576 rBV 3867146 4260556 79.78% 11.500%
4 6.463 738 744 747 rBV 3652378 4324916 80.98% 11.673%
5 6.833 803 807 810 rBV 1309279 989845 18.53% 2.672%
6 7.392 897 902 905 rBV 2659670 2867125 53.69% 7.739%
7 8.016 1004 1008 1020 rBV 727080 623750 11.68% 1.684%
8 8.110 1020 1024 1028 rBV 1405271 1338580 25.06% 3.613%
9 9.192 1202 1208 1211 rBV 5104488 5340475 100.00% 14.414%

9

.527 1261 1265 1267 rBV 79229 65420 1.22%

o
=
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B

11 9.863 1315 1322 1326 rBV 1586772 1405851 26.32%
12 10.651 1451 1456 1459 rBV 2970255 2693041 50.43%
13 11.345 1570 1574 1577 rBV 1373151 1180352 22.10%
14 11.368 1577 1578 1581 rVV 135728 81105 1.52%
15 11.874 1661 1664 1670 rVB 287883 255367 4.78%

OO0 WNW
=
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B

16 12.557 1777 1780 1783 rBV 199649 167256 3.13%
17 12.657 1794 1797 1803 rBV2 154084 176834  3.31%
18 12.786 1815 1819 1821 rVB 146761 147375 2.76%
19 12.933 1839 1844 1847 rBV 4636104 4328337 81.05% 11.
20 13.686 1969 1972 1976 rBV 160370 148732 2.78%

ORPOOO0
w
O
(o]
R

21 13.833 1992 1997 1999 rBV3 269892 383511 7.18%
22 13.980 2017 2022 2025 rBV 1298089 1205166 22.57%
23 14.468 2100 2105 2115 rBV5 177035 394898 7.39%
24 14.898 2175 2178 2184 rVB 121958 121664  2.28%
3

OO0 R WER
[
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B

25 15.009 2194 2197 2205 rBV 94837 179526 .36% 485%
26 15.092 2208 2211 2213 rBV 127341 125299 2.35% 0.338%
27 15.121 2213 2216 2223 rVV2 205293 315462 5.91% 0.851%
28 15.303 2245 2247 2254 rVB 74215 95089 1.78% 0.257%
29 15.368 2255 2258 2261 rVV 77721 81734 1.53% 0.221%
30 15.433 2265 2269 2273 rW 895382 1101189 20.62% 2.972%
31 15.462 2273 2274 2280 rVB2 107777 116022 2.17% 0.313%
32 15.668 2306 2309 2312 rVB5S 52656 64759 1.21% 0.175%
33 15.898 2344 2348 2353 rBV 149544 208464 3.90% 0.563%
34 15.962 2355 2359 2367 rVW7 71568 157749 2.95% 0.426%
Sum of corrected areas: 37049687
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\

BF125864.D

: 15 Oct 2021 15:54
Ju/CG

. M4240-01

: 8 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BF125864.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  40.85 ng 2021550 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 10 (2.146 min): BF125864.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.0

87.1 \H‘\\\\‘\\\\‘\\\\‘\\\\‘\\

9.0 ‘ 2.202.302.402.502.60
bl 220 U m/z 43.05  32.73%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 TTT T T T T [T T T T[T T T T[T TT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  25.47%
29.0
N ‘\“\ g?-o if
O\‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 ST
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 24.85%
27.0
0Ll 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ERRE e RamanaE S
73.0 2.202.302.402.502.60
m/z 71.10 11.07%
5000 43.0
58.0
Obrprrthbirrrepter e N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54

Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
s.e16  9.32ng 623750 Naphthalene-ds 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

Abundance Scan 1008 (8.016 min): BF125864.D\data.ms (-1004) (-)

054446-78-5 78
004439-24-1 64
018912-80-6 50
000143-22-6 45

m/z 57.05 100.00%

57.0
5000
75.1 I L S —
39 ‘ | 1011 40 7.60 7.80 8.00 8.20 8.40
Ob ety gl S sz 45,10 87.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 DL B RN B W
29.0 7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.10 32.19%
‘ 1000 1320
0 \\‘\“ \‘H\ T ‘H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R R R
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.10 20.51%
29.0 75.0
100.0
0 Ll L0 1320 seeo
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R RRRRA R SR RSRRRN
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 14.95%
5000
29.0 75.0
N A Y.
R R B o e
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.874 4.33 ng 255367  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1664 (11.874 min): BF125864.D\data.ms (-1661) (1 m/z 73.00 100.00%

73.0
43.1
5000 129.0
— B
11.50 12.00
01 m/z 60.00 77 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — =y
213.0 11.50 12.00
‘ 157.0 185.0 m/z 43.10 73.69%
O ’1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 129.0 m/Z 57.05 66.34%
171.0
‘ 214.0
A0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126203: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 55.10 59.75%
5000 129.0
199.0 2420
s e
o_‘m“,‘uwM”Hw‘w‘:“l‘mwH‘W“W‘WHmwww = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.657 3.00 ng 176834  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 1797 (12.657 min): BF125864.D\data.ms (-1794) (- m/z 73.00 100.00%

73.0
5000
- Y
12.50 13.00
oM m/z 43.10  93.46%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 - e
12.50 13.00
185.0 2410284-0 m/z 57.10  82.69%
oL ““ H‘ \‘” um‘ M “‘\‘ “ “‘ " ‘\‘\‘ ‘\ ‘\‘ , e
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
P e
12.50 13.00
5000 129.0 m/z 60.00 78.57%
29.0
199.0 242.0
oL L\‘u‘\ w‘“ il ““‘ ‘ ’ L N
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
3.0 12.50 13.00
m/z 55.05 67.03%
5000 284.0
3.0 129.0
‘ 185.0 2410
S 1 0 N s oo OO A
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cinnamyl cinnamate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.686 2.47 ng 148732 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 2-Propenamide, N-(3-nitrophenyl)... 268 C15H12N203 055000-38-9 53
3 Benzene, (1,2-dicyclopropyl-2-ph... 262 C20H22 110330-90-0 50
4 2-Propenamide, N-(1-methylethyl)... 265 C18H19NO 055044-37-6 49
5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 49
Abundance Scan 1972 (13.686 min): BF125864.D\data.ms (-1969) (-  m/z 131.00 100.00%
131.0
5000
103.
—r— —
51.1 ‘ 1730 219.1 o641 13.50 14.00
0‘H‘q‘ﬂwwum‘ﬂ‘NH$_uMp‘H“‘mp‘HM‘HWMHM‘H‘JH m/z 115.00  35.71%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #153420: Cinnamyl cinnamate
131.0
5000 e s
13.50 14.00
103-7 2100 m/z 116.95  32.96%
51.0 ‘ ' 264.0
S s S T N Y B |
‘HH‘HH‘H\\‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #157870: 2-Propenamide, N-(3-nitrophenyl)-3-phenyl-

S

131.0
Py =
13.50 14.00
5000 ITI/Z 103.00 28.57%
103.0
268.C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #151075: Benzene, (1,2-dicyclopropyl-2-phenylethyl)- e S MR
131.0 13.50 14.00
m/z 77.05 18.52%
5000
91.0
39.0
o s b aese zwo o W
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 G5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.833 6.36 ng 383511 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 1997 (13.833 min): BF125864.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
5.1 — —
“ \ 2301 13.50 14.00
Ob e M b m/z 43.05 79.58%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)-
553.0
5000 — ——
13.50 14.00
m/z 83.05 75.82%
5.0
oL LLUITT: 1960 280.0
HH‘HH’HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 97.05 73.37%
5.0 252.0
ol LU L 2T 369.0 648.1
e o L AMARRARRRSATEARAESaaes
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecyl ester — ——
57.0 13.50 14.00
m/z 55.10 72.59%
5000
5.0
My, 2280
0 RN S S n e e R RS R LR “ T
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.468 6.55 ng 394898 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91

Abundance Scan 2105 (14.468 min): BF125864.D\data.ms (-2100) (- m/z 83.10 100.00%

83.1
43.1
5000

182.1 256.1 311.2 14 50
57.05 96.55%

m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0

5000

o

14.50
97.10  85.06%

L5 d\L‘ M‘\# m“182()224()2660
\\\\‘\ \\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0

o

43.0
1450
5000 55.10 83.08%
25.0
o UL 000 om0
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene

57.0 97.0 1450

69.10  79.56%

5000 MM%WM/MWWAMWMMJNKAM
H \H\ b h

0 L “%810 2380 292.0 364
HH“H‘ LA UL L B LB B

m/z--> 50 100 150 200 250 300 350 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Eicosanal- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.898 2.21 ng 121664 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 95
2 Octadecanal 268 C18H360 000638-66-4 94
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90

Abundance Scan 2178 (14.898 min): BF125864.D\data.ms (-2175) (- m/z 57.10 100.00%

57.1
06.0
5000

— —
14.50 15.00

0 m/z 82.05 91.11%

mlz--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0
43.0

5000 — —
14.50 15.00

m/z 43.10 90.89%

24.0 278.0
oLt \‘\‘\‘ :WJF6602080
m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecana
43.0 82.0

——
14.50 15.00
5000 m/z 55.10 67.49%

24.0 250.0
AL} 1980, |
0 A Al I ‘\\ Hu fo bl I |
m/z--> 50 100 150 200 250 300 350

A B e RN I
Abundance #287971: Hexacosanal “ —
57.0 14.50 15.00

m/z 96.05 61.89%

6.0
5000
i

o‘wwm |1 01800 2500 3os0 LT T T
m/z--> 50 100 150 200 250 300 350 14.50 15.00

207.0 4 1 291.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.28 ng 125299 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Nonadecane 268 C19H40 000629-92-5 91
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87

Abundance Scan 2211 (15.092 min): BF125864.D\data.ms (-2208) (- m/z 57.10 100.00%

57.1
5000
15.00 |
219.1 2681 :
ob— ‘L‘ h Hh A ” L% “‘175‘9 B DR B sz 7110 73.79%
m/z--> 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— ‘
15.00
9.0 m/z 85.10 58.62%
O h “‘\”‘\h“ \“‘\% ““\1;8\3\()‘\22\5\(\)‘\\\29\6‘\0\\\‘\\
m/z--> 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
R \
15.00
5000 ITI/Z 43.10 57.65%
0 \‘ | h H\ s u‘ \\ ‘\4'}9 18302250 2680 M,J\JU\‘J\’
-ty e e
m/z--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl- T
57.0 15.00
m/z 99.05 19.52%
5000
9.0 141.0
REE N I 7 S o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.121 5.73 ng 315462 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 91

Abundance Scan 2216 (15.121 min): BF125864.D\data.ms (-2213) (- m/z 83.05 100.00%

16 . .
5000( 411
25.1 252 1 - o
15.00 15.50
ol LLE L %6‘712?90 A 2981 392 h/; e7.5  95.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138525: 3-Octadecene, (E)-
59.0
5000 e ——
15.00 15.50
11.0 m/z 55.10 80.38%
27.d
ol | H‘ “\ 1154.0196.0 252.0
\\\‘\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
07.0
P o
15.00 15.50
5000 ITI/Z 57.10 78.85%
9.0
ol “w H ||, 182022402660
miz--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol —— —
83.0 15.00 15.50
m/z 69.10 74.56%
41.0
5000
25.0
o LA | j16702100 2000 B
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.898 3.79 ng 208464 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 2348 (15.898 min): BF125864.D\data.ms (-2344) (- m/z 57.10 100.00%

57.1
5000
— —r
‘ 15.50 16.00
ol b ¥ ‘ Gth125302931 8561 . 71.10  71.69%
mlz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — S
15.50 16.00
9.0 m/z 85.10  56.88%
oL b L 141918302250 267.0 3000 3520
\\\\‘ f\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
— —r
15.50 16.00
5000 m/z 43.18  55.58%
9.0 54.0
ol b d by Tl aor02002800
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 15.50 16.00
m/z 55.05 22.77%
41.0
SERRY w [¥0ts02s0 2960
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.962 2.87 ng 157749 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 86
2 1-Octadecene 252 C18H36 000112-88-9 86
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 70
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 70
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 62
Abundance Scan 2359 (15.962 min): BF125864.D\data.ms (-2355) (- m/z 97.10 100.00%
57.0 97.1
231.1
5000
—
oLkl 17 m/z 57.00  96.93%
mlz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 11.0 T
16.00
m/z 83.10 95.39%
oLl \H 114 “L‘ 1°70195.0236.0 292.0334.0 392.0
\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
—
16.00
5000 m/z 55.05 77 .06%
11.0
o UL L gsaoasn0 2220
miz--> 50 100 150 200 250 300 350
Abundance #244234: Cyclodocosane, ethyl- —
57.0 16.00
m/z 43.10 72.28%
5000
11.0
307.0
0 »“ LiLLL ) 158002870 (7 .
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101521\
Data File : BF125864.D

Acqg On : 15 Oct 2021 15:54
Operator : JU/CG

Sample : M4240-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.146 40.9 ng 2021550 1 6.833 989845 20.0
Ethanol, 2-(2-b... 8.016 9.3 ng 623750 2 8.116 1338580 20.0
n-Hexadecanoic ... 11.874 4.3 ng 255367 4 11.345 1180350 20.0
Octadecanoic acid 12.657 3.0 ng 176834 4 11.345 1180350 20.0
Cinnamyl cinnamate 13.686 2.5 ng 148732 5 13.980 1205170 20.0
5-Eicosene, (E)- 13.833 6.4 ng 383511 5 13.980 1205170 20.0
1-Heneicosanol 14.468 6.5 ng 394898 5 13.980 1205170 20.0
Eicosanal- 14.898 2.2 ng 121664 6 15.433 1101190 20.0
Heneicosane 15.092 2.3 ng 125299 6 15.433 1101190 20.0
3-Octadecene, (E)- 15.121 5.7 ng 315462 6 15.433 1101190 20.0
Pentacosane 15.898 3.8 ng 208464 6 15.433 1101190 20.0
Octacosanol 15.962 2.9 ng 157749 6 15.433 1101190 20.0
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