LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc :

ALS Vvial : 18 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: BF136892.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 11 16 26 rVvB2 17542 23969 1.31% 0.190%
2 5.028 496 500 507 rVB 30218 37123 2.03% 0.294%
3 5.428 564 568 582 rBV 1490998 1515207 82.90% 11.990%
4 6.428 734 738 741 rBV 1602072 1514897 82.88% 11.987%
5 6.781 794 798 801 rBV 532689 418595 22.90%  3.312%

6 7.345 889 894 897 rBV 1100656 1025924 56.13%  8.118%
7 8.057 1011 1015 1018 rBV 651230 536273 29.34% 4.243%
8 9.133 1193 1198 1201 rBV 2252080 1827828 100.00% 14.463%
9 9

9

.180 1204 1206 1209 rVB 62658 52357 2.86% 0.414%
10 .245 1214 1217 1221 rVB3 49486 43616 2.39% 0.345%
11  9.810 1309 1313 1316 rBV 664992 583343 31.91% 4.616%
12 9.833 1316 1317 1324 rVB3 33182 32719 1.79% 0.259%
13 10.604 1444 1448 1461 rVB 1126007 1036253 56.69%  8.200%
14 10.727 1465 1469 1472 rBV2 22609 32375 1.77%  ©.256%
15 10.763 1472 1475 1479 rVB 30174 23211 1.27% ©.184%

16 11.304 1563 1567 1570 rBV 724219 571445 31.26%

4.
17 11.839 1654 1658 1668 rBV 244350 253749 13.88% 2.008%
18 11.921 1669 1672 1678 rVV4 56572 54564  2.99% 0.432%
19 11.992 1681 1684 1690 rVB3 23663 31653 1.73% 0.250%
20 12.551 1773 1779 1788 rBV6 35316 95497 5.22% 0©.756%
21 12.627 1789 1792 1804 rVB2 58434 79088 4.33% 0.626%
22 12.898 1834 1838 1842 rBV 1572926 1463515 80.07% 11.581%
23 13.804 1989 1992 1995 rBV 24823 21857 1.20% 0.173%
24 13.857 1995 2001 2012 rVV7 24824 83583 4.57% 0.661%
25 13.957 2015 2018 2025 rVB 410877 375476 20.54% 2.971%
26 14.433 2095 2099 2103 rBV 41091 42864 2.35% 0.339%
27 14.739 2145 2151 2156 rVB3 19733 25005 1.37% ©.198%
28 14.815 2159 2164 2170 rBV 89902 98805 5.41% ©.782%
29 14.886 2173 2176 2179 rVB3 25951 24960 1.37% 0.198%
30 15.080 2206 2209 2213 rVB 42348 45582  2.49% 0.361%
31 15.439 2265 2270 2285 rVB 305664 417458 22.84%  3.303%
32 15.674 2306 2310 2315 rVB2 42328 56705 3.10% 0.449%
33 15.915 2347 2351 2356 rVB3 27683 36730 2.01% 0.291%
34 16.468 2443 2445 2453 rVB2 11624 22730 1.24% 0.180%
35 16.733 2486 2490 2499 rVB7 25295 47250  2.59% 0.374%
36 16.986 2527 2533 2540 rVB5 28088 54503 2.98% 0.431%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS Vvial : 18 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 18.580 2796 2804 2814 rBV5 10796 30867 1.69% 0.244%
Sum of corrected areas: 12637576
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Jan 2024 02:09
¢ CG\JU
: 05900-03

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
BF136892.D

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

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF136892.D\data.ms

6.428
5.428

7.345

6.781

2.181 5.028
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF122623.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 8.88 ng 253749  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1658 (11.839 min): BF136892.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 73.0
5000
= s
‘ 11.50 12.00
Y — m/z 73.00  99.35%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - R
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 84.66%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T A
11.50 12.00
5000 129.0 m/z 41.05 77.17%
185.0
|
0%?Rwuwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid el —
43.0 73.0 11.50 12.00
m/z 55.05 74.94%
5000 129.0
199.0
P ) e T 5
0%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ = —
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\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 2 cis-Vaccenic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.551 3.34 ng 95497  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 72
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64
3 Myristoleic acid 226 C14H2602 000544-64-9 58
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 52
5 1-Hexyl-2-nitrocyclohexane 213 C12H23NO2 118252-04-3 52
Abundance Scan 1779 (12.551 min): BF136892.D\data.ms (-1773) (- m/z 55.00 100.00%
55.0
e i MA\MWM\M
1250 |
152.0 264.1 :
207.0
0! I i B m/z 41.85 60.77%
miz-> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0
5000 —— :
or.0 12.50
m/z 43.00 50.99%
37.0 264.0
J150 L JT0 1800 2220 20
m/z--> 50 100 150 200 250
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester
55.0
T
12.50
m/z 69.05 50.68%
5000 87.0
23.0
01‘5‘"0‘\“ H“ “ “ MMM\ \‘\ \\M\Td “h‘“m‘m\h‘h “u . ‘\1‘8?9 : ‘22‘\2.‘0‘ ‘26‘71‘0‘2‘96“
miz--> 50 100 150 200 250
Abundance #106877: Myristoleic acid 7
55.0 12.50
m/z 97.10 46.49%
5000
97.0
37.0 208.0
o Ao L "
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.627 2.77 ng 79088  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1792 (12.627 min): BF136892.D\data.ms (-1789) (- m/z 43.05 100.00%

430 73.0
5000 128.9

1851, — —
A2 en 12.50 13.00
0 m/z 73.05 93.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
Y
5000 A e
129.0 12.50 13.00

185.0 2410 284 :
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0

43.0 — —

12.50 13.00
5000 m/z 55.10 76.62%
129.0
185.0 228.0
oh H‘ e aaa
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid — —

60.0 12.50 13.00

m/z 60.00 75.61%

5000 129.0
97.0 1710 2130 256.0
M H‘H il H ‘\ H‘H\ ‘H‘\ mi ‘ ‘
,“““,“,“

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 Acetic acid n-octadecyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.857 4.45 ng 83583  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 91
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 86
5 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 83

Abundance Scan 2001 (13.857 min): BF136892.D\data.ms (-1995) (- m/z 43.05 100.00%
43.0
97.0
5000
P P
H ‘ _ 20‘6-9 281.0 13.50 14.00
— “““‘,“H Al myz 97.00  77.36%
miz--> 50 100 150 200 250
Abundance #214932: Acetic acid n-octadecyl ester
43.0
97.0
5000 LS —
13.50 14.00
m/z 69.10 71.77%
9.0
O T T “\ ‘\‘ M H H‘ J“‘\‘F\ ‘} ’h T ‘]\-8\]- \0‘ T \‘ T 2\5‘2 \0\ \2\97"
miz--> 50 100 150 200 250
Abundance #161349: 1-Octadecano
43.0, 83.0
P P
13.50 14.00
5000 m/z 83.05 71.42%
25.0
‘ ‘ 252.0
ol Ay _“u Lk Ll 1999 2090 10
m/iz--> 50 100 150 200 250
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es — ——
83.0 13.50 14.00
43.0 m/z 57.05  65.65%
5000
25.0
oL ‘\MM H‘\“H “‘ \“‘\“\M\H\ § kil ‘H\ B ——— - —
miz--> 50 100 15 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 5-Ethyl-5-methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.433 2.28 ng 42864  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
3 Docosane, 1l-decyl- 451 C32H66 055401-55-3 74
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 72
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
Abundance Scan 2099 (14.433 min): BF136892.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
e waﬂMJmeﬂvamwﬁdwk
9.0 e
‘ | )|, 1412 20022531 307. 14.50
ol M‘“Huwmu,um_m_m,mm‘ m/z 43.05 64.11%
m/z--> 50 100 150 200 250 300 350
Abundance #212294: 5-Ethyl-5-methylnonadecane
57.0
5000 L
113.0 14.50
m/z 71.05 59.84%
I
0\\“‘\\\‘\h‘\‘\\‘\“‘\\\\’m\\\“\\\‘\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
14.50
5000 m/z 85.05 41.86%
o L \\ | 101830 2028103230
e e AR AR E e S e S
m/z--> 50 100 150 200 250 300 350
Abundance #325756: Docosane, 11-decyl- 5
57.0 14.50
m/z 41.05 22.17%
5000
ol “‘\‘ L1y %4?9%83922502670?030350039%
e e e e N
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\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09

Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18

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 Squalene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.815  4.73ng 08865 Perylene-diz 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene a0 CoHse 000111-02-4 91

007683-64-9 91
075581-03-2 78
062951-96-6 76
1000108-92-4 64

upraene 410 C30H50
,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42
,5,9-Undecatriene, 2,6,10-trime... 192 C14H24
arnesol isomer a 222 C15H260

uih wNnPE
ML NOVOn

Abundance Scan 2164 (14.815 min): BF136892.D\data.ms (-2159) (- m/z 69.10 100.00%

69.1
5000
= =
| 191.2 2810 3552 14.50 1500
0 “uﬂﬂ wﬂﬂ&”ﬂw\lwuw“‘““““““““““ m/z 81.10  56.52%
m/fz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 = P
14.50 15.00
m/z 41.85 28.13%
121.0
7.0 1 |41 1[11750 23102730 3410 410

mi/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene

O
o i
o
o

14.50 15.00
5000 m/z 95.05 14.65%
137.0
0270 |1 |, 1010 2730 3410 410
e R e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosa P —
69.0 14.50 15.00
m/z 66.95 12.18%
5000
121.0
1] 1] 16302050 2730 3420
0 “Hu‘mey“J““‘““““““““““““ — —
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\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09

Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 Sample Multiplier: 1

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 Heptadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.080 2.18 ng 45582  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2209 (15.080 min): BF136892.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0
w0 WNMAWMAMMwAWWW\NMWAWW
15.00 |
1691 2210 :
NIV PR ST TR o S
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 st :
15.00
9.0 m/z 43.00  58.28%
01‘514 ‘\‘ “‘ “ “‘ “‘ f“‘ \]“14%“0\ ]\_8\3\()‘ T \2\4? ‘O\ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
15.00
5000 m/z 85.10 57.96%
ol ‘L ”h‘ i \\ | 14}91830225026703090 367.(
il e e
m/z--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo- T
57.0 15.00
m/z 55.05 23.60%
155.0 253.0
0 ! ‘\ LTere B0 .
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\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 Pentadecanal- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.674 2.72 ng 56705  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 87
2 Heptadecanal 254 C17H340 1000376-70-0 87
3 Octadecanal 268 C18H360 000638-66-4 86
4 16-Octadecenal 266 C18H340 056554-87-1 86
5 Hexadecanal 240 C16H320 000629-80-1 80
Abundance Scan 2310 (15.674 min): BF136892.D\data.ms (-2306) (- m/z 57.00 100.00%
571.0
96.0
5000
—— —
ob— ‘MNWJHWH““WMUJ“V‘W“ - m/z 43.85 97.56%
miz--> 50 100 150 200 250 300 350
Abundance #107137: Pentadecanal-
43.0 82.0
5000 — ——
15.50 16.00
m/z 82.18 80.04%
23.0
182.0
0 T \“\ ‘ ‘ [w ““\ T H\ ‘\22\6\.(\)‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #141014: Heptadecana
43.0
82.0 A
I
15.50 16.00
5000 m/z 96.05 64.91%
23.0
ol ALY 10602080 2000
m/z--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal 7 —
43.0 15.50 16.00
m/z 55.05 61.71%
82.0
5000
L e e
(IS RN R N N S S e e
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\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 Heptadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.733 2.26 ng 47250  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 58
2 17-Pentatriacontene 491 C35H70 006971-40-0 49
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 43
4 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 43
5 Octatriacontyl trifluoroacetate 647 C40H77F302 1000351-88-7 38

Abundance Scan 2490 (16.733 min): BF136892.D\data.ms (-2486) (- m/z 43.05 100.00%

43.0
5000

o] L e b M/z 81,95 85.63%

355.1 16.50 17.00
Hﬁf %, 2810
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141014: Heptadecanal
43.0
5000
16.50 17.00

m/z 57.05  83.42%
|

O\\fH\f%f“!\\li\m’l\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #336401: 17-Pentatriacontene
57.0

— —
16.50 17.00
5000 ITI/Z 83.05 55.68%
125.0
o) W I b 23002920348.04060 4900
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate T —
57.0 16.50 17.00

m/z 97.05 53.05%

5000
125.0
“‘ 322.0

0 /] }‘ | ‘161 02360 518.(
mwmwm P T e T T —

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50 17.00

|

8270-BF122023.M Wed Jan 03 12:00:19 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS vial : 18 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 16-Hentriacontanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.986 2.61 ng 54503  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 50
2 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 49
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
4 Isobutyl hexadecyl ether 298 C20H420 1000406-32-8 35
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 27
Abundance Scan 2533 (16.986 min): BF136892.D\data.ms (-2527) (- 43.05 100.00%
43.0 239.2
5000
7.0
—
Wb |
ow“Hu”w}“”‘““ ““‘MH L m/z 239.20 97.69%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #325749: 16-Hentriacontanone
239.0
5000 710 T

17.00
m/z 71.05 87.73%

0 “ h ‘m " %l\m\ I\ . T \ 9\9 T \‘ ‘\\ l\ \‘ T ‘3\2\3\.(\)‘ :\3\7\9.\0‘ T \4\5‘07(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176390: Nonadecane, 4-methyl-
43.0
17.00
5000 ITI/Z 57.10 72.12%
239.0
oL “‘HJ‘_MWmu‘um_m_m‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #277469: Carbonic acid, eicosyl vinyl ester —
57.0 17.00
m/z 57.95 58.27%
5000
‘ *10 /\
obidkbbili 1000 220 wmo oy b [lwfl
m/z--> 50 100 150 200 250 300 350 400 450 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136892.D

Acqg On : 03 Jan 2024 02:09
Operator : CG\JU

Sample : 05900-03

Misc

ALS Vvial : 18 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 8.9 ng 253749 4 11.304 571445 20.0
cis-Vaccenic acid 12.551 3.3 ng 95497 4 11.304 571445 20.90
Octadecanoic acid 12.627 2.8 ng 79088 4 11.304 571445 20.0
Acetic acid n-o... 13.857 4.5 ng 83583 5 13.957 375476 20.0
5-Ethyl-5-methy... 14.433 2.3 ng 42864 5 13.957 375476 20.0
Squalene 14.815 4.7 ng 98805 6 15.439 417458 20.0
Heptadecane 15.080 2.2 ng 45582 6 15.439 417458 20.0
Pentadecanal- 15.674 2.7 ng 56705 6 15.439 417458 20.0
Heptadecanal 16.733 2.3 ng 47250 6 15.439 417458 20.0
16-Hentriaconta... 16.986 2.6 ng 54503 6 15.439 417458 20.0
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