LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : 03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc :

ALS vial : 9 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136918.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 494 498 504 rVB 20733 26015 2.32% 0.263%
2 5.422 564 567 585 rBv 1218102 1121410 100.00% 11.320%
3 6.428 734 738 754 rBV 1210748 1095440 97.68% 11.058%
4 6.781 794 798 802 rBV 477808 364008 32.46% 3.674%
5 7.339 889 893 896 rBV 789248 734169 65.47% 7.411%

6 8.057 1011 1015 1018 rBV 624542 484331 43.19% 4.889%
7 8.769 1133 1136 1140 rVB 17494 14375 1.28% ©.145%
8 9.133 1194 1198 1201 rBV 1409449 1073277 95.71% 10.834%
9 9.810 1310 1313 1317 rBV 610388 535200 47.73% 5.402%

9

10 .910 1326 1330 1336 rBVS 9331 13614 1.21% 0.137%
11 10.604 1444 1448 1460 rVB 713217 626870 55.90% 6.328%
12 10.733 1465 1470 1473 rVB2 15210 17336 1.55% 0.175%
13 11.304 1563 1567 1571 rBV 609864 506003 45.12% 5.108%
14 11.569 1607 1612 1615 rBV7 7013 13595 1.21% ©.137%
15 11.839 1654 1658 1670 rBV 242733 248747 22.18% 2.511%
16 12.392 1746 1752 1764 rBV3 53928 142644 12.72%  1.440%
17 12.527 1772 1775 1777 rBV 17846 17249 1.54% ©0.174%
18 12.627 1789 1792 1801 rBV 72696 89769 8.01% 0.906%
19 12.898 1834 1838 1842 rBV 925375 769417 68.61% 7.767%
20 13.127 1873 1877 1880 rBV3 24367 30734 2.74% 0.310%
21 13.474 1931 1936 1938 rBV2 22904 24911 2.22% ©.251%
22 13.810 1989 1993 1995 rBV 91728 85325 7.61% 0.861%
23 13.839 1995 1998 2011 rVB3 44552 103329 9.21% 1.043%
24 13.963 2011 2019 2027 rBV 393139 409984 36.56% 4.138%
25 14.027 2027 2030 2033 rBv4 12290 16210 1.45% ©.164%
26 14.127 2043 2047 2050 rVB 23183 24256 2.16% 0.245%
27 14.433 2095 2099 2103 rBV = 111282 106210 9.47% 1.072%
28 14.486 2103 2108 2112 rBV6 40446 79844  7.12%  0.806%
29 14.739 2146 2151 2154 rVB4 21061 27718 2.47%  0.280%
30 14.892 2174 2177 2180 rVB5 13717 14338 1.28% 0.145%
31 15.080 2206 2209 2214 rVB 60453 69162 6.17% 0.698%
32 15.163 2217 2223 2237 rBV3 72011 210397 18.76%  2.124%
33 15.380 2257 2260 2265 rVB5 12660 15889 1.42% 0.160%
34 15.445 2266 2271 2279 rVB 297991 417762 37.25% 4.217%
35 15.674 2307 2310 2315 rVB4 20036 27341 2.44%  ©.276%
36 15.915 2347 2351 2356 rVB2 42292 57298 5.11% ©.578%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : 03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.039 2365 2372 2386 rBV6 56052 215299 19.20% 2.173%

38 16.980 2526 2532 2538 rVB9 19476 43883 3.91% 0.443%
39 17.051 2540 2544 2550 rVB4 19597 33372 2.98% 0.337%
Sum of corrected areas: 9906731
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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\BF010324\

BF136918.D
: @03 Jan 2024 20:51
: CG\JU
. 05897-17
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

AP0
1200000
1000000
800000
600000
400000
200000

0
Time-->

TIC: BF136918.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 9.83 ng 248747  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Octanoic acid 144 C8H1602 000124-07-2 46

Abundance Scan 1658 (11.839 min): BF136918.D\data.ms (-1654) (- m/z 73.00 100.00%
43.0 73.0

5000

=
N
©
=

213.2 - ey
11.50 12.00

m/z 43.05 95.93%

157.1 1852

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - CTT
11.50 12.00
970 m/z 60.00 89.55%

157 018502130 256.0

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

Abundance #126202: Pentadecanoic acid
43.0 73.0
— Rty
11.50 12.00
5000 ITI/Z 55.10 72.81%
129.0 242.0
‘ ‘ ‘ 171.0 195.0
“MJM‘N”WUfm‘ﬂhﬂwwuu‘u‘W‘A‘M‘H‘H‘W‘H‘ﬂ‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid = T
73.0 11.50 12.00
43.0 m/z 57.05 69.85%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\

BF136918.D

: @3 Jan 2024 20:51
¢ CG\JU
. 05897-17

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 1-Tricosene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.392  s.eang 142644  Phenanthrene-dio 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 co3tae 018835-32-0 90

11

2 1-Hexadecanol
3 1-Tetradecanol
4 T
51

richloroacetic acid, tetradecyl... 358 C16H29C1302

-Octadecene

242 C16H340
214 C14H300

252 C18H36

036653-82-4 83
000112-72-1 83
074339-52-9 81
000112-88-9 81

Abundance Scan 1752 (12.392 min): BF136918.D\data.ms (-1746) (- m/z 43.05 100.00%
430 971
5000
— —
“ “‘ 401 1889 12.00 12.50 ;
T L \“‘} L \“ ‘ \‘\ ‘\‘H “ T T ‘\ ‘ T T 7T T ‘ T T T 7T ‘ T T T m/z 55.05 92.120
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0, 83.0
5000 “ ——
12.00 12.50
25.0 m/z 57.05 87.85%
T T ‘\ ‘\ ‘M\ h\‘ \‘ T h \ “ “‘ \‘\.\ T ‘ LI T ‘ T LI ‘3\2\2.\'
m/z--> 50 100 150 200 250 300
Abundance #126369: 1-Hexadecano
55.0
— —
97.0 12.00 12.50
5000 ITI z 97.10 85.54%
ol LLLLL L 190 ase0
et T T T T e RS
m/z--> 50 100 150 200 250 300
Abundance #92362: 1-Tetradecanol VW%”“”VWA !
83.0 1200 1250
43.0 m/z 41.00 80.89%
5000
‘ ‘ ‘ ‘250 168.0
SR 0N U i - T S B i
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.55 ng 89769  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Xylose 150 C5H1005 000058-86-6 22
Abundance Scan 1792 (12.627 min): BF136918.D\data.ms (-1789) (- m/z 43.00 100.00%
43.0
73.0
5000 129.1
1851 o490 ] e ——
H‘ ‘ ‘ | 284.: 12.50 13.00
S H’ ulf ‘Hm‘hhh‘\MML‘W i ol Ll H\‘\ : \‘ { ‘L‘ m/z 57.05 87.55%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
5000 —r ——
129.0 12.50 13.00
m/z 60.00 85.07%
‘ 1850 5410 284l
— “ \“\ h ‘H H”\ HM\ Ly | - ‘ I ““ — ““
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
12.50 13.00
5000 129.0 m/z 73.00  83.70%
185.0
|
““ w h u‘ uhH \m e ‘\‘\‘ A \‘u S
miz--> 50 100 150 200 250
Abundance #60690: Undecanoic acid e .
60.0 12.50 13.00
m/z 55.05 75.84%
5000 29.0
129.0
oo | ammo
S0 T ) it e .
mlz--> 50 lOO 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.810 4.16 ng 85325  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 (C25H52 000629-99-2 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91

Abundance Scan 1993 (13.810 min): BF136918.D\data.ms (-1989) (- m/z 57.05 100.00%

574.0 '
5000
‘ 1350 14.00
411 2020 : :
- p‘ | “‘u‘“‘ |2 20202482 3524 L as o5 6605
miz--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
13.50 14.00

m/z 71.05 62.42%
| | h‘ | H ] 141 0183.0225.0 281.0 337.0 394.

miz> 0 50 100 150 200 250 300 350

Abundance #246481: Tetracosane
57.0

%—

13.50 14.00
5000 m/z 85.05 45.22%

9.0
| L ‘ | | | 1410183.02250267.0  338.0

m/z--> 0 50 100 150 200 250 300 350

%—

Abundance #194588: Heneicosane
57.0 13.50 14.00
m/z 41.05 23.29%
5000
9.0
15.4 L 1), 141018302250  296.0
N e o B e — —
m/z--> 0 50 100 150 200 250 300 350 13.50 14.00

8270-BF122023.M Thu Jan 04 ©5:57:54 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Octadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.839 5.04 ng 103329  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 87
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 83
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 80
4 Cyclohexadecane 224 C16H32 000295-65-8 62
5 1-Hexadecanol 242 C16H340 036653-82-4 58

Abundance Scan 1998 (13.839 min): BF136918.D\data.ms (-1995) (- m/z 55.05 100.00%

558.0
5000
— —r
153.1 01 1 13.50 14.00
e b m/z 83.10 91.46%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #161351: 1-Octadecano
58.0
5000 — —
13.50 14.00
m/z 97.05 82.63%
Jit09 2200
‘\\\ ‘\TT\“\H\‘\\\\‘\\H‘\H\‘H\\’\\H‘\H\‘H\\‘\\H‘\H\‘H\\‘\\H‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #339001: Octacosyl trifluoroacetate
57.0
— —r
13.50 14.00
5000 ITI/Z 43.10 79.53%
9.0
IS 2220 3sa04370
T T e T
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate P —
57.0 13.50 14.00
m/z 41.05 78.04%
- MAMI\W
9.0
‘ %Bt . 281.0355.0429.0 532.0 678.(

prr A bt e e P e T e e —

‘\ \
m/z--> 0 50 100150200250300350400450500550600650 13.50 14.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF010324\

Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.433 5.18 ng 106210  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90

Abundance Scan 2099 (14.433 min): BF136918.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
" \/J\/\J/\J/\
1450
\19'12252,2731,,3973, n/z 43.10  66.79%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0
5000 T
14.50
m/z 71.10 62.52%
L h\ 1 (1690 2250 281.0 337.0 4220
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
P
14.50
5000 m/z 85.10 49.,73%
169.0
LT 0 2280 z0s0 ast0 st
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287350: Octadecane, 1-iodo- —
57.0 14.50
m/z 41.05 23.66%
5000
13.0 253.0
fTvee 200 o
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Data Path :
Data File :
. 03

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\

BF136918.D
Jan 2024 20:51
: CG\JU
. 05897-17
Sample Multiplier: 1

: 9

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Behenic alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.486 3.89 ng 79844  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
3 Heptacosyl acetate 438 C29H5802 1000351-78-2 83
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 83
5 Dotriacontyl propyl ether 509 C35H720 1000406-28-7 83

Abundance Scan 2108 (14.486 min): BF136918.D\data.ms (-2103) (- m/z 43.05 100.00%
97.1
5000
——
{ 53.1 2182 283.1 14.50
LA L m/z 55.00  81.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
5000 T
14.50
m/z 57.00 76.08%
29.
# 9.0
\\l‘\“\“’\\ ‘f‘ “"1“[“\‘\1\-9\6‘\0\\\‘\2\89\0‘1\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate
57.0
——
14.50
5000 ITI/Z 83.10 74 .24%
11.0
I l‘ J{ \I \H‘h (1670 2240 3080 454
i R A Ammaa e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #321407: Heptacosyl acetate T
43.0 14.50
97.0 m/z 97.10 70.39%
- WMM
A \‘ | ‘ﬁ‘ 22,2090 264.0 3200 378.0 4380
e ‘ it e T e e P
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.080 3.31 ng 69162  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2209 (15.080 min): BF136918.D\data.ms (-2206) (- m/z 57.10 100.00%
57.1
99.1 T
15.00
| “L ‘h‘ L h‘ Ll | P02 2321.2680 4305 59.11%
miz-> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 — :
15.00
m/z 71.05 57.34%
9.0
27.0 h L H\ , 1410 1830 268.0
T T T T ‘ T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
R \
15.00
5000 m/z 85.05 43.59%
99.0
210 h (s J , 1410 183.0 225.0 282.(
L A B B
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane T
57.0 15.00
m/z 41.05 19.59%
5000
99.0
270 h ‘ A u‘ 1410 1830 2260
il ‘ A I e e e e —
mlz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Hentetracontanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.163 10.07 ng 210397 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 68
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 64
3 Triacontan-15-0l 438 C30H620 031849-26-0 64
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
5 Octacosanol 410 C28H580 000557-61-9 64

Abundance Scan 2223 (15.163 min): BF136918.D\data.ms (-2217) (- m/z 43.05 100.00%

43.0
5000 11

15.00 15.50

08.9 2830
_‘uﬂLJMWkaMMﬂmu_um_‘u,u‘w‘uw‘u‘w‘u‘uu“ m/z 57.10 99.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346255: 1-Hentetracontano
57.0
5000 — ——
15.00 15.50

m/z 55.05 89.74%

H‘ h“ﬁso 278.0343.0 432.0 502.0 572.0

‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘\\H’\H\‘\H\‘HH’\H\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate

43.0

15.00 15.50

5000 1.0 m/z 83.05 73.47%
| ‘ M\ 1\ 9‘8102500 378.0
et A i e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321443: Triacontan-15-ol T —
57.0 15.00 15.50

m/z 71.05 64.42%

5000
125.0
241.0
M L. | 3060 4180

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270-BF122023.M Thu Jan 04 ©5:57:59 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Nonadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.915 2.74 ng 57298 Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2351 (15.915 min): BF136918.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
5000 M\J\/\%v
16.00
“;"h”W”\W%49%w%2ﬁa'???}??9?"3373““ m/z 71.16. 64.21%
miz--> 50 100 150 200 250 300 350
Abundance #176395: Nonadecane, 2-methyl-
43.0
5000 T
50 16.00
m/z 43.05 56.45%
239.0
LLLLLT01890 T 5820
\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
16.00
5000 m/z 85.10 46.79%
A H | 141-0183.0225.0267.0300.0 365.0
“““““‘ L e
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane T
57.0 16.00
m/z 55.00 22.62%
o WW\WWW
.0
i h\ (10020 220 -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Hexatriacontyl pentafluorop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.039 10.31 ng 215299  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 53
2 Triallylmethylsilane 166 C1OH18Si 001112-91-0 53
3 Butyl hexacosyl ether 438 C30H620 1000406-41-0 53
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 53
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 53
Abundance Scan 2372 (16.039 min): BF136918.D\data.ms (-2365) (- m/z 43.10 100.00%
43.1
5000 MU\WN
5.2 LAl !
‘ h 207.0 281.0 354.9 16.00
\H"‘\M\\‘“H‘\‘\M\‘IM"\“I\\‘\““l\“\\‘\‘\‘H‘\‘\H\“\\H‘HH‘HH‘HH‘HH‘HH‘H m/z 57.19 88.9900
m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
5000 —— :
16.00
m/z 59.00 70.31%
9.0
N ﬂ 1, .222.0292.0362.0432,0504.0 650.(
HH’HH HH‘HH‘W\H‘HH‘\H\‘\H\‘HH‘HH‘\\H‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400 450 500550600 650
Abundance #41364: Triallylmethylsilane
97.0
16.00
5000 ITI/Z 55.05 67.93%
"‘J,““‘Uu‘““4“1“6“‘5:9_‘wHH‘mWm_‘H‘w_wwww /\»/\MWM
m/z--> 0 50 100150200 250300 350400 450 500 550 600 650
Abundance #321446: Butyl hexacosyl ether T
57.0 16.00
m/z 97.10 67.50%
- MA’M\A/\%W\W
‘“ ﬂ\‘”%??-ozm.ozzso.o 364.0
et e e e e e e e e P
m/z--> 0 50 100150200 250300 350400 450 500 550 600 650 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl6.980 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.980 2.10 ng 43883  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4-Chloro-6-methoxy-[1,3,5]triaz... 250 C11H11CIN40 059881-58-2 35
2 1,11-Diazapentacyclo[9.6.2.0(2,.... 250 C17H18N2 1000436-58-8 35
3 5-[4-Chlorophenyl]-N(4)-methyl-2... 249 C11H12CIN5 1000212-53-8 27
4 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 27
5 1-Chloro-3-nitro-5-phenoxybenzene 249 C12H8CINO3 1000444-79-6 22
Abundance Scan 2532 (16.980 min): BF136918.D\data.ms (-2526) (- m/z 249.20 100.00%
249.2
57.0
5000 071 181.1
. 389..
L b I
17.00
H m/z 57.00 68.77%
miz--> 50 100 150 200 250 300 350
Abundance #135000: (4-Chloro-6-methoxy-[1,3,5]triazin-2-yl)-methyl-
249.0
5000 i?bd
106.0 :
m/z 43.00 65.96%
‘ ‘ 173.0 |
T \"“\“H\M‘\‘\‘ “H\h\ M\““\ \“\ T ‘ \ T \ T T ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300 350
Abundance #136100: 1,11-Diazapentacyclo[9.6.2.0(2,.7)0(8,18).0(15
249.0
——
17.00
5000 ITI/Z 93.00 51.58%
180.0
39.0 ‘ ‘
oy ‘\“Mu‘\‘ Hh g “‘ i \\“\ \H\ \h\ ol
m/z--> 50 100 150 200 250 300 350
Abundance #133941: 5-[4-Chlorophenyl]- N(4) methyl-2,4,6-pyrimidin 7
43.0 49.0 17.00
m/z 181.10 51.23%
5000
123.0
185.0
T T 1 y LY_Y_Y_Y_‘—Y_Y_Y_Y_‘—Y_Y_Y_Y—[
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136918.D

Acqg On : @03 Jan 2024 20:51
Operator : CG\JU

Sample : 05897-17

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
n-Hexadecanoic ... 11.839 9.8 ng 248747 4 11.304 506003 20.0
1-Tricosene 12.392 5.6 ng 142644 4 11.304 506003 20.0
Octadecanoic acid 12.627 3.5 ng 89769 4 11.304 506003 20.0
Octacosane 13.810 4.2 ng 85325 5 13.963 409984 20.0
1-Octadecanol 13.839 5.0 ng 103329 5 13.963 409984 20.0
Triacontane 14.433 5.2 ng 106210 5 13.963 409984 20.0
Behenic alcohol 14.486 3.9 ng 79844 5 13.963 409984 20.0
Nonadecane 15.080 3.3 ng 69162 6 15.445 417762 20.0
1-Hentetracontanol 15.163 10.1 ng 210397 6 15.445 417762 20.0
Nonadecane, 2-m... 15.915 2.7 ng 57298 6 15.445 417762 20.0
Hexatriacontyl ... 16.039 10.3 ng 215299 6 15.445 417762 20.0
unknown16.980 16.980 2.1 ng 43883 6 15.445 417762 20.0
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