LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122099.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.351 551 555 575 rBV 1737721 2068006 29.95% 4.681%
2 6.375 725 729 755 rVB 2033537 2096468 30.36% 4.745%
3 6.722 785 788 797 rVB 651530 565184 8.19% 1.279%
4 7.292 881 885 899 rBV 1504961 1444923 20.93% 3.271%
5 8.010 1003 1007 1019 rBV 746220 750764 10.87% 1.699%

.081 1184 1189 1192 rBV 2535509 2318429 33.58%
.198 1205 1209 1219 rVB 173624 195418 2.83%
.481 1253 1257 1264 rBV 249193 219153 3.17%
.757 1300 1304 1309 rBV 948634 852265 12.34%
10 10.551 1436 1439 1456 rVB 1188908 1124398 16.29%

NEFRPOOWUV
I
O
(o))
R

11 11.245 1553 1557 1560 rBV 979603 857998 12.43%
12 11.786 1638 1649 1656 rBV 947868 1824491 26.42%
13 11.975 1666 1681 1682 rBV 662743 1924405 27.87%
14 12.316 1735 1739 1749 rBV7 38259 90765
15 12.463 1761 1764 1767 rBV 148221 190889 2.76%

[y
w
[
R
OO DM BMR
w
(%2}
o)
X

16 12.569 1775 1782 1794 rVV 1103920 2017104 29.21%
17 12.692 1801 1803 1807 rVB 97066 88320 1.28%
18 12.833 1822 1827 1830 rVB 2435756 2153410 31.19%

kO D
00
N
N
S

19 13.027 1853 1860 1873 rVB4 148970 473049 6.85% 071%
20 13.469 1918 1935 1936 rBV 2559962 6904485 100.00% 15.628%
21 13.751 1980 1983 1991 rVB2 169707 266572 3.86% ©.603%
22 13.857 1998 2001 2004 rBV 145929 161399 2.34% 0.365%
23 13.892 2004 2007 2010 rVB 664408 603385 8.74%  1.366%
24 14.016 2016 2028 2035 rBv4 491383 1516228 21.96%  3.432%
25 14.268 2058 2071 2080 rBV 2634718 6612930 95.78% 14.968%
26 14.345 2081 2084 2088 rVB 90856 95336 1.38% 0.216%
27 14.639 2129 2134 2140 rVB 200677 310038 4.49% 0.702%
28 14.710 2141 2146 2155 rVB2 135268 243135 3.52% ©.550%
29 14.886 2167 2176 2185 rBV 1327602 2630602 38.10% 5.954%
30 14.957 2185 2188 2194 rVB2 146038 191097 2.77% 0.433%
31 15.327 2247 2251 2260 rVB2 751305 1426504 20.66%  3.229%
32 15.580 2285 2294 2311 rVB2 331380 957720 13.87% 2.168%
33 15.721 2314 2318 2324 rVB 82486 117971 1.71% 0.267%
34 15.968 2353 2360 2368 rBV3 88661 213138 3.09% 0.482%
35 16.192 2394 2398 2405 rVB 52010 93990 1.36% ©0.213%

36 16.386 2424 2431 2440 rVB 141627 358854 5.20% 0.812%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc

ALS vial : 5 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.345 2588 2594 2607 rVB3 63471 221355 3.21% ©.501%

Sum of corrected areas: 44180178
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\

BF122099.D

: 23 Oct 2020 15:16
Ju/CG
L4486-02

: 5 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF122099.D\data.ms

6.375

5.351

7.292

6.722

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF122099.D\data.ms

9.081 12.833

10.551

9.757 11.245

8.010

0

Time-->
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2500000

2000000

1500000

1000000

500000

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.198 4.59 ng 195418  Acenaphthene-die 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CY9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 Acetaminophen 151 C8H9NO2 000103-90-2 47
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
Abundance Scan 1209 (9.198 min): BF122099.D\data.ms (-1205) (-) m/z 43.00 100.00%
3.0
109.1
5000
151.1
R T R
‘ 85.0 8.80 9.00 9.20 9.40 9.60
OFrrrre “y:uwh‘u i u‘u‘m‘k el e m/z 109.10  62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 I B LU B
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 37.25%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
R R o R BR
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.82%
I L N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol e e AR
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 13.11%
5000 151.0
43.0
80.0
3 AN AR MUY AR DO— SN 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.786 42.53 ng 1824490  Phenanthrene-d10 11.245
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 1649 (11.786 min): BF122099.D\data.ms (-1638) (1 m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 1 1
H H‘ 157.1185.1 ‘ 256.1 11.50 12.00
0 Ww“‘:‘mh M m”m‘m etk Ll L1 w2 a3.es 96.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 CoTT R
11.50 12.00
151018502130 256.0 m/z 60.00 87.94%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
P -
43.0 11.50 12.00
5000 129.0 m/Z 57.05 76.59%
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 73.47%
5000 129.0
199.0
s ) e T
o%ﬁgk“JﬂNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ s —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.975 44.86 ng 1924410 Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1681 (11.975 min): BF122099.D\data.ms (-1666) (1 m/z 57.10 100.00%
57.1

5000 AJ///WA\\
——
‘ | | 1692 2252 12,00
owmw‘ww‘m _Ge2 2983 m/z 71.16  65.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 R
12.00
m/z 43.10 61.91%
0 “ uh\ \hm h‘ \\ L 1\690 225.0 295.0 367.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
——
12.00
5000 ITI/Z 85.10 47.76%
oL LLLLIAR0 1090 2250 2ao samo
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T
57.0 12.00
m/z 55.05 21.92%
5000
LT 1690 2250 2610 saro 422
A e e e e e e T ——
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl2.31 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.316 2.12 ng 90765  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, undecyl- 224 C16H32 006785-23-5 43
2 Cyclopentane, decyl- 210 C15H30 001795-21-7 43
3 12-Bromo-1-dodecanol 264 C12H25Bro 003344-77-2 38
4 Octadecanal 268 C18H360 000638-66-4 30
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 18

Abundance Scan 1739 (12.316 min): BF122099.D\data.ms (-1735) (- m/z 55.05 100.00%
55.0

83.1
137.1
5000
257.1 T L
\‘ ‘\H\ I 1o 305 o
0 ! mwmwH_MZH?EMW_ m/z 43.65 95.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #81259: Cyclopentane, undecyl-
41.0 69.0
5000 97.0 r Tl
12.00 12.50
224.0 m/z 69.00  82.38%
LALAL [T st _os0
O \H‘HH“\H“\ \\‘\\H‘HH‘H\\‘}\H“\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #69587: Cyclopentane, decyl-
41.0 69.0
— —
12.00 12.50
5000 97.0 m/z 41.10 76.87%
125.0
210.
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #113579: 12-Bromo-1-dodecanol — T
69.0 12.00 12.50
97.0 m/z 83.10 75.38%
41.0
5000
148.0
ool 4 L L L || [e0 2200070 L\ )
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.569 47.02 ng 2017100  Phenanthrene-die 11.245
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1782 (12.569 min): BF122099.D\data.ms (-1775) (- m/z 43.10 100.00%

43.1
5000 129.1
3.1
185.2 ~r ‘
‘ 24?' 2 284.3 12.50
ob—A, ‘“‘“umM\um‘uw‘_m_” m/z 73.80  91.22%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 7 ‘
12.50
185.0 241.0 284.0 m/z 60.00 84.00%
O\\\“ H““hh“\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
R [
12.50
5000 129.0 m/z 57.10 82.35%
29.0
‘ 199.0 242 0
L ‘uw\ nhH\ ‘\u‘\ i ‘ L] ‘ ‘
oL L Wm_m_m_w
m/z--> 50 100 150 200 250 300 350 JL%_/\
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —
43.0 12.50
m/z 55.05 73.65%
5000 284.0
3.0 129.0
‘ 1850 2410
NI PP 0 P w1 S
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF101220.M Mon Oct 26 13:48:36 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.027 15.68 ng 473049 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 76
2 Heneicosane 296 C21H44 000629-94-7 74
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 74
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 72
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72

Abundance Scan 1860 (13.027 min): BF122099.D\data.ms (-1853) (- m/z 57.10 100.00%

57.1
5000
216.1 /L 1 \

L \ 141 | ae11 393. 1399
0 “‘Jp W“whﬂw “w‘www‘ﬂ‘““‘H“““““‘ 43.10  71.55%
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
1300
m/z 71.10 62.20%
ol h il H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
/L\ T ‘ T ‘
13.00
5000 ITI/Z 85.10 43.35%
9.0
B L i e e B e S
m/z--> 0 50 100 150 200 250 300 350
Abundance #117646: Octadecane, 2-methyl- A — ‘
57.0 13.00
m/z 55.05 22.34%
5000
225.0
il e .
m/z--> 0 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.469 228.86 ng 6904490 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 1935 (13.469 min): BF122099.D\data.ms (-1918) (- m/z 57.10 100.00%
57.1

5000
1350
7.1 :
o‘HH_mﬁ‘w“197“2“2‘97“3“3?’7‘4‘H‘HHw‘_m_wm m/z 71.10 67.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 N
13.50
m/z 43.10 61.51%
ol ||1270107.00670 3650
‘\HY‘\!F!1HT‘HH’HH‘\H\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—
13.50
5000 ITI/Z 85.10 48.89%
0 N 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane =
57.0 13.50
m/z 55.10 23.59%
5000

|| 1721970 2810 3040

L

O A A g F T o E5 5 e ST —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10
R.T. EstConc Area Relative to ISTD R.T.
13.751 8.84 ng 266572 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 n-Heptadecanol-1 256 C17H360 001454-85-9 87
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
5 1-Nonadecene 266 C19H38 018435-45-5 81

Abundance Scan 1983 (13.751 min): BF122099.D\data.ms (-1980) (- m/z 83.05 100.00%

83.0
43.1
5000
149.0 230.1 - N
5# 19%P 13.50 14.00
] R T R m/z 55.10  94.75%
miz--> 50 100 150 200 250
Abundance #155046: 1-Heneicosano
53.0
97.0
5000 —r ~—
13.50 14.00
m/z 57.10  83.46%
39.0
0 :\ngdw‘ ‘\“ ‘H\ ‘\‘ \‘ \‘H“ ‘H‘ \‘R ‘H “”\ ‘%8\2.\0‘ \22\4\0\ ‘2\66\0\ ™
m/z--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1
83.0
43.0 T ‘ T T ‘ T
13.50 14.00
5000 ITI/Z 69.10 83.37%
25.0
LLEL L aeso e
O T i R
m/z--> 50 100 150 200 250
Abundance #107662: n-Heptadecanol-1 —— AR
55.0 13.50 14.00
97.0 m/z 97.10 83.10%
- M
39.0
o AL LI poe o000 L
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclododecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.015 50.26 ng 1516230 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 84
2 1-Octadecanethiol 286 C18H38S 002885-00-9 59
3 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 50
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 46
Abundance Scan 2028 (14.016 min): BF122099.D\data.ms (-2016) (- m/z 57.10 100.00%
57.1
285.3
5000
111 1682 SaN ‘
L \‘ ball) 27811 ) 452. o
0t MR B eM e e m/z 43.10 89.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36738: Cyclododecane
55.0
5000 - :
14.00
11.0 m/z 55.10 67.86%
| \M Wi
O\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133070: 1-Octadecanethiol
43.0
7.0
T \
14.00
5000 m/z 285.30 59.90%
0
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #159663: 2- Chloropropionic acid, pentadecyl ester —— ‘
57.0 14.00
m/z 83.10 53.32%
5000 11.0
WAL, 220, esso
ol L wmuu"ww"‘,uww_ww_ <
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2
R.T. EstConc Area Relative to ISTD R.T.

14.269 219.19 ng 6612930 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Octacosane 394 (C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2071 (14.268 min): BF122099.D\data.ms (-2058) (- m/z 57.10 100.00%

57.1
5000
,AJ\A

‘ ‘ 1692 2752 l4 00 l4 50
0 “‘w‘whu“‘WJ‘\u“‘ 2 2813 8374 3935 n/7 71.10  67.34%
mlz--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 S -
14.00 14.50
m/z 43.10 59.46%
OL\4..\q\ \“‘\U‘\‘H‘\“‘ \“‘\“\ ““\?\‘0\“2\2\5)\\0‘\\2\9\‘?9\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
= =
14.00 14.50
5000 m/z 85.10  49.47%
196.0
o LI ass0 a0 2m0
miz--> 50 100 150 200 250 300 350 400
Abundance #141431.: Eicosane, 10-methyl- = —
57.0 14.00 14.50
m/z 55.10 22.98%
5000
S DU UE S S e 2 T Y S /A 0 ) S
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tricosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.345 3.16 ng 95336 Chrysene-d12 13.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Docosane 310 C22H46 000629-97-0 87
3 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 86
4 Octacosane 394 (C28H58 000630-02-4 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2084 (14.345 min): BF122099.D\data.ms (-2081) (- m/z 57.10 100.00%

57.1
5000
,vAf¥J
H 99.1 16922020 2581 14.00 14.50
ol bbbl “ JABSO0 L N 824 w7 43,10 69.19%
m/z--> 0 100 150 200 250 300
Abundance #164578: Tricosane
57.0
5000 — —
14.00 14.50
99.0 o 324 m/z 71.10 65.16%
| | \ | [ 183.0 2250 267.0 |
04 ‘\““‘\ il \“‘\h’ i }‘ “\ ‘\ \‘\“ 4 “\‘\ LA B B
m/z--> 50 100 150 200 250 300
Abundance #153223: Docosane
57.0
— N
1400 14.50
99.0
‘ ‘ ‘ ‘ ‘ 141.0 1830 239.0 310.0
m/z--> 50 100 150 200 250 300
Abundance #202667: Hexadecane, 8-hexyl-8-pentyl- —
57.0 1400 14.50
m/z 41.05 21.81%
5000
99.0 281.0
Lyl 240 1m0 250 | | ] |
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.639 4.35 ng 310038 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2134 (14.639 min): BF122099.D\data.ms (-2129) (- m/z 57.10 100.00%
57.1
o ,~/\A¥4J\A/‘g
1450 1500
- u““”“ L H | 4018222522670 L 4310 66.36%
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — M=
14.50 15.00
m/z 71.10 60.22%
oL ‘L‘ il M | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
———
14.50 15.00
5000 m/z 85.10 47 .59%
9.0
oisa L L1l 100 200
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane — =
57.0 14.50 15.00
m/z 55.10 21.68%
5000
0 LH % \%41918302250 282.0
e e e e S T S S e e — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl4.71 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.710 3.41 ng 243135 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 49
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
3 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 38
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 38
5 Squalene 410 C30H50 000111-02-4 35

Abundance Scan 2146 (14.710 min): BF122099.D\data.ms (-2141) (- m/z 69.10 100.00%

69.1
5000
1450  15.00
121.1 . .
ol il M“ “H“‘“‘“‘”Mu Sl 2ee2a o s7.10 67.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
i ,J\AJL
5000 — e
14.50 15.00
m/z 81.00 51.03%
137.0
N ZA N S |, 1910 273.0 3410  410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
P e
14.50 15.00
5000 ITI/Z 43.10 37.38%
137.0
027'4 H‘ L0
miz--> 50 100 150 200 250 300 350 400
Abundance #16907: 2,6-Octadiene, 2,7-dimethyl- — T
69.0 14.50 15.00
m/z 41.10 35.86%
5000
R7.
N =t
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.886 36.88 ng 2630600 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2176 (14.886 min): BF122099.D\data.ms (-2167) (- m/z 57.10 100.00%
57.1

5000 J@
3.1 14‘56 ‘15‘00‘
0 ‘m‘u h “ 4400722252 3003 3684 /7 7110 65.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 4 =
14.50 15.00
m/z 43.10 59.67%
0 \‘ \‘ i Ih\ \ h n | \ \ " 1225 0 281.0 337.0 394.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
— —T
14.50 15.00
5000 m/z 85.10 48.81%
0 H\‘ H h ul 4 wlf’?? 2230 260
m/z--> 0 100 150 200 250 300 350 400
Abundance #219831: Triacontane T =
57.0 14.50 15.00
m/z 55.05 23.33%
0 | | Ih\ hl n‘ | \6\9 p 2.25 0 281.0 337.0 4212'(
R B L LA B e e I — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 Tetracosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.957 2.68 ng 191097 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2188 (14.957 min): BF122099.D\data.ms (-2185) (- m/z 57.05 100.00%
57.0

o //L
9.0 L
15.00
411 1971 2
om“ LA, h‘ JAAED 197123012830 0 7110 65.80%
mlz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 1
15.00
m/z 43.10 65.45%
9.0
ol ‘L‘ J | 1410183.02250267.0  338.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
—
15.00
5000 m/z 85.10 45 .54%
ol L \ | % ‘1‘410183022502670 323.0 380.
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane N
57.0 15.00
m/z 41.05 21.96%
) JJL/L
ld‘\ “‘301410 212.0
omu_uwmmWm_m‘m‘_m,‘m ——
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF101220.M Mon Oct 26 13:48:44 2020 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.580 13.43 ng 957720 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2294 (15.580 min): BF122099.D\data.ms (-2285) (- m/z 57.05 100.00%
57.0

-

5000
1550 |
7.1 :
o‘H‘J‘Iu‘«uﬂ‘l‘fwm;?u‘2‘?‘4'&”wHH‘HHw‘_m_wm m/z 71.10  65.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 —— :
15.50
m/z 43.10 60.16%
ol L |1 }£7.9197.0 281.0  394.0
‘\H\‘\H\‘H\f‘H\\’HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
T \
15.50
5000 m/z 85.10 46.81%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

-

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane — T I
57.0 15.50
m/z 55.10  21.51%
5000

3

17019702670 3850
(R D T D E NN Ao 2T M —

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample L4486-02

Misc

ALS vial : 5 Sample Multiplier:

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.
TIC Integration Parameters: LSCINT.

Library Se

_F\Data\BF102320\

1

L
P

arch Compound Report

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 unknownl5.96

Conce

Relative to IS

R.T. EstConc Area
15.968 2.99 ng 213138
Hit# of 5 Tentative ID

Perylene-di2

ntration Rank 17
L) R.T.
15.327
CASH# Qual

1 5-Methyl-5,8-dihydro-1,4-naphtho...

2 2-Fluoro-5-phenylpyrimidine

3 Pyrimido[1,6-a]indole, 1,2,3,4-t...
4 N-(Isopropyl)-1-phenylcyclohexyl...
5 Propionic acid, 3-[5-(4-fluoroph...

Abundance Scan 2360 (15.968 min): BF122099.

174 C11H1002
174 C1OH7FN2
216 C13H16N20
217 C15H23N
233 C13H12FNO2

D\data.ms (-2353) (-

086759-40-2 41
062850-13-9 35
038349-09-6 32
002201-48-1 27
1000310-82-0 27

m/z 174.10 100.00%

174.1
5000 43.1
91.0 410.
A
22112691 16.00
0 bl m/z 161.05  40.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #41010: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0
131.0
5000 T
16.00
77.0 m/z 43.10 40.02%
O\\\‘H\H\H\"H\‘“\‘\‘\h’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #40968: 2-Fluoro-5-phenylpyrimidine
174.0
—
16.00
5000 ITI/Z 187.10 28.99%
102.0
51.0
miz--> 50 100 150 200 250 300 350 400
Abundance #74246: Pyrimido[1,6-aJindole, 1,2,3,4-tetrahydro-7-meth AM - ‘ I ‘W !
174.0 16.00
m/z 159.05 27.44%
216.0
5000
131.0
S N ¥ O SR ' A
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.386 5.03 ng 358854 Perylene-di2 15.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
4 Docosane 310 C22H46 000629-97-0 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2431 (16.386 min): BF122099.D\data.ms (-2424) (- m/z 57.10 100.00%
57.1

9.0 P e
16.00 16.50
ol ;‘u Al LL 801831225 2800 m/z 71.10  65.80%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 — —
16.00 16.50
m/z 43.05 56.93%
oLy i H | 141-9183.0225.0267.0309.0 365.0
\\\‘\\\‘\\\T‘\\\\‘f\ ‘\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
P e
16.00 16.50
5000 ITI/Z 85.10 50.42%
9.0
0 | J 14| 141:01830225.0267.0  338.0
e
miz--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- — ——
43.0 16.00 16.50
m/z 55.10 23.01%
5000
oL L1 112701690 2250 29503370
— A P o
m/z--> 5 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102320\
Data File : BF122099.D

Acqg On : 23 Oct 2020 15:16
Operator : JU/CG

Sample : L4486-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : 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-Tetrame... 9.198 4.6 ng 195418 3 9.757 852265 20.0
n-Hexadecanoic ... 11.786 42.5 ng 1824490 4 11.245 857998 20.0
Hexacosane 11.975 44.9 ng 1924410 4 11.245 857998 20.0
unknownl12.31 12.316 2.1 ng 90765 4 11.245 857998 20.0
Octadecanoic acid 12.569 47.0 ng 2017100 4 11.245 857998 20.0
Octadecane, 2-m... 13.027 15.7 ng 473049 5 13.892 603385 20.0
2-methyloctacosane 13.469 228.9 ng 6904490 5 13.892 603385 20.0
1-Heneicosanol 13.751 8.8 ng 266572 5 13.892 603385 20.0
Cyclododecane 14.015 50.3 ng 1516230 5 13.892 603385 20.0
Heneicosane 14.269 219.2 ng 6612930 5 13.892 603385 20.0
Tricosane 14.345 3.2 ng 95336 5 13.892 603385 20.0
Eicosane 14.639 4.3 ng 310038 6 15.327 1426500 20.0
unknownl14.71 14.710 3.4 ng 243135 6 15.327 1426500 20.0
Octacosane 14.886 36.9 ng 2630600 6 15.327 1426500 20.0
Tetracosane 14.957 2.7 ng 191097 6 15.327 1426500 20.0
Tetratetracontane 15.580 13.4 ng 957720 6 15.327 1426500 20.0
unknown15.96 15.968 3.0 ng 213138 6 15.327 1426500 20.0
Heneicosane, 11... 16.386 5.0 ng 358854 6 15.327 1426500 20.0
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