LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137501.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 21 25 40 rVB 43203 82196 2.08% 0.204%
2 5.104 510 513 522 rBV 38038 53565 1.36% 0.133%
3 5.504 577 581 601 rBV 3529606 3486044 88.41% 8.651%
4 6.492 745 749 768 rBV 3561862 3627132 91.99% 9.001%
5 6.698 781 784 796 rVB 25427 48514 1.23% 0.120%

6 6.857 807 811 821 rBV 1058307 1010220 25.62%
7 7.410 902 905 0918 rBV 2238659 2163197 54.86%
8 8.128 1024 1027 1032 rBV 1621250 1283506 32.55%
9 8.451 1078 1082 1090 rBV 97967 133210 3.38%

9.210 1207 1211 1214 rBV 3982451 3712010 94.14%

Lo wuN
=
o]
ul
R

11 9.886 1320 1326 1338 rBV 1832516 1553660 39.40%
12 9.992 1339 1344 1354 rBV 1360475 1946020 49.35%
13 10.680 1457 1461 1476 rBV 1854569 1790938 45.42%
14 10.798 1478 1481 1485 rW 51036 65470 1.66%
15 10.839 1485 1488 1494 rVB2 51291 68936 1.75%

OO0 h~hw
IN
B
B
E

16 11.380 1576 1580 1588 rBV 1690985 1428508 36.23%
17 11.786 1645 1649 1652 rBV 115843 139530 3.54%
18 11.927 1665 1673 1695 rVB 2370187 3943131 100.00%
19 12.580 1781 1784 1788 rBV 196356 192185 4.87%
20 12.651 1788 1796 1799 rBV7 125397 367409 9.32%

OO0 VoW
N
(o]
Ul
R

21 12.722 1803 1808 1821 rVV 2573245 3905902 99.06%
22 12.810 1821 1823 1829 rVB2 116047 152403 3.87%
23 12.886 1834 1836 1842 rVB2 105753 112242 2.85%
24 12.986 1849 1853 1856 rBV 3858834 3468600 87.97%

O 00OV
N
N
o]
B

25 13.221 1890 1893 1900 rVB 155820 162242 4.11% 403%
26 13.427 1925 1928 1931 rBV 53432 74340 1.89% 0.184%
27 13.474 1931 1936 1942 rVB3 68464 133781 3.39% ©.332%
28 13.569 1947 1952 1955 rVVv2 301685 373080 9.46% 0.926%
29 13.592 1955 1956 1962 rVB3 63675 47318 1.20% 0.117%
30 13.904 2005 2009 2019 rBV 478260 604501 15.33% 1.500%

31 13.992 2020 2024 2028 rBV2 72385 94890  2.41%
32 14.039 2029 2032 2038 rBV 959369 948433 24.05%
33 14.221 2059 2063 2067 rBV 466690 432980 10.98%
34 14.474 2103 2106 2111 rVB 103089 120245 3.05%
35 14.533 2112 2116 2120 rVB 414732 402751 10.21%

OO RrR NGO
[
N
N
3R

36 14.857 2167 2171 2178 rVB 292639 310393 7.87% 0.770%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.939 2181 2185 2192 rVB3 188242 286831 7.27% 0.712%
38 15.221 2229 2233 2241 rVB 171962 218202 5.53% 0.541%
39 15.468 2271 2275 2283 rBV2 97638 165836 4.21% 0.412%
40 15.568 2287 2292 2299 rVWV 679513 932702 23.65% 2.314%
41 15.639 2300 2304 2312 rVB 101344 153477 3.89% 0.381%

42 16.074 2374 2378 2382 rBV2 62842 101805 2.58% 0.253%

Sum of corrected areas: 40298335
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Mar 2024 15:30
¢ CG\JU
. P1672-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030524\
BF137501.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

APUISEESSo

3500000
3000000
2500000
2000000
1500000
1000000

500000

0

TIC: BF137501.D\data.ms

5.504 6.492

7.410

6.857

2.234 5.104 6.698

Time--

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

>
Abundance
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

TIC: BF137501.D\data.ms
9.210 12.986

12.722

11.927

9.886 10.680
8.128
9.992

¢ : 13.221
8.4/31 L 007889 ) (LJ\

0
Time-->

. =T T — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

APUISESSo

3500000
3000000
2500000
2000000
1500000
1000000

500000

0

TIC: BF137501.D\data.ms

14.039

15.568
13.904| 14.221

14533 148539 15 221,

14.4?(4 - 22145 468,639  16.074

13.569
BA234692
L\

Time-->

T ‘ T ‘ ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 unknown9.992 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.992  25.05 ng 1946020  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
2 1-Hexadecanol 242 C16H340 036653-82-4 14
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 12
4 17-Pentatriacontene 491 C35H70 006971-40-0 10
5 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10
Abundance Scan 1344 (9.992 min): BF137501.D\data.ms (-1339) (-) m/z 43.05 100.00%
43.0
5000 101.1
137.2
70.0
10 00
197.2
Y S——. H‘ W‘Mwum H“‘&?‘?"Ewww m/z 57.85 55.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
5000 1
15.0 710 10910 10.00
m/z 101.10 41.98%
‘ 144.0
O\\\\‘\H\\‘}\\\“\\“\‘\‘\\\\‘\\}\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126374: 1-Hexadecano
43.0
69.0 A
10.00
5000 97.0 m/z 97.05 41.60%
0 H “h \‘\ “ \. \1540 19602240
e e H“H‘w“u‘u“_‘u“u‘““w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester — =
43.0 10.00
m/z 59.05 41.24%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.927 55.21 ng 3943130  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 1673 (11.927 min): BF137501.D\data.ms (-1665) (- m/z 73.10 100.00%

43.1 731
5000
129.1

213.2
‘ H‘ ‘ 171.1 256.3 12.00
ob— ;“,H‘ 110 O m/z 43.16  93.98%

m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

5000 L —
129.0 12.00
213.0 m/z 60.00 90.81%
H ‘ 171.0 ‘
SIS I 1 0 O P N
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
—
43.0 12.00
5000 m/z 57.10 75.60%
129.0
185.0 228.0
o) “‘ | \\’u‘u‘ ‘um \\‘H‘L ;ML‘ O “\‘ b
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00

m/z 41.10 68.43%

5000
129.0 242.0
Wy L
I ‘\ \"H‘u 1l ‘HM“ uh\“ il ‘19\4‘10;‘\‘ ‘ L

miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Methyl stearate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.580 2.69 ng 192185  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1784 (12.580 min): BF137501.D\data.ms (-1781) (- m/z 74.05 100.00%
74.0
N “J\L
T [
‘ H 11114‘3'1 1002 2553 Lo 12.50
ol— N i u‘MﬂT L TR S IR T TR “w b m/z 87.10  73.96%
miz--> 50 100 150 200 250 300
Abundance #197276: Methyl stearate
74.0
5000 = :
12.50
43.0 143.0 298.( 9
‘ . 1990 255.0 . ITI/Z 43.10 42.71%
o4 “\ \L“ ‘\‘u\‘ ﬂTl‘\l\‘O“; “‘ ‘ TR “ S “\‘ ‘\‘ — \‘
miz--> 50 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R [
12.50
5000 m/z 55.10 29.07%
143.0 255.0
199.0 298.(
e |
0L— “\H‘ M‘\ “W‘ H“ \‘\\‘m‘{u‘\‘\‘ A ‘\“ i ‘\ — ‘\‘ T \‘
miz--> 50 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester — :
74.0 12.50
m/z 41.10 23.42%
5000
43.0
143.0 284.0
e T seso PO
L T e " —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Oleic Acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.651 5.14 ng 367409  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 (C18H3402 000112-80-1 58
2 Palmitoleic acid 254 C16H3002 000373-49-9 49
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 49
4 Undec-10-ynoic acid, dodecyl ester 350 C23H4202 1010406-16-5 49
5 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 47

Abundance Scan 1796 (12.651 min): BF137501.D\data.ms (-1788) (- m/z 55.10 100.00%

5!:
5000
1

T
12.50 13.00
0- m/z 57.10 96.68%

miz-> 50 100 150 200 250
Abundance #176206: Oleic Acid
55.0

5000
12.50 13.00
m/z 43.10 88.25%

129.0
. ‘\ | hu\h (i ., 1850 2220 2640
m/z--> 100 150 200 250
Abundance #140796: Palmitoleic acid

55.0

T
12.50 13.00
5000 m/z 41.10 87.52%

97.0
236.0
]-‘5 ‘O\“ ‘u‘ “Hw H‘HH\ y \\‘mH\‘ u‘ ey ‘19‘\%‘0‘ : \‘ T
m/z--> 50 100 150 200 250

Abundance #140810: (E)-Hexadec-9-enoic acid T —
55.0 12.50 13.00

m/z 73.05 75.81%

5000
97.0
Ll \‘\ M\\ Mm H\Hm g3 u\ o 1920 2360 |

m/z--> 50 100 150 200 250 12.50 13.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.722 82.37 ng 3905900 Chrysene-d12 14.039
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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1808 (12.722 min): BF137501.D\data.ms (-1803) (- m/z 73.05 100.00%

43.1 73.0
5000 1291

185.2 241.2 N
284.% 12.50 13.00

Ob—— U“ ‘wwuw oty J‘k \\H‘\H Ban L m/z 43.10 99.83%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 T

284.C g
1850 5410 m/z 60.00  87.92%

ob— “‘ ‘i \‘ ‘ ‘ ‘M " H w“‘ ‘ L, ‘L . ‘\‘ “ - \‘ “\ ‘ —— L ,
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0

—
12.50 13.00

T T
12.50 13.00
5000 129.0 m/z 57.10 84.56%
L
oL— L‘ ‘; \‘ ‘H‘M UM “H‘Hw‘ Hhu\ M\‘ ul “‘ ‘l‘eﬂ‘o“ ‘ . ‘i N “\ B
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00

m/z 55.10 71.60%

5000 129.0
97.0 1710 2130 256.0
‘M ‘H‘H U‘ | “H“‘\‘ Hhu\ ;‘H‘\‘ ul | | ‘ ‘ ‘ | ‘ L ‘

ol— ! APPSR L A SN K =\ —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 6 Dodecanamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.810 3.21 ng 152403  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 64
2 Hexadecanamide 255 C16H33NO 000629-54-9 58
3 Tetradecanamide 227 C14H29NO 000638-58-4 47
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 43
5 Octadecanamide 283 C18H37NO 000124-26-5 40
Abundance Scan 1823 (12.810 min): BF137501.D\data.ms (-1821) (- m/z 59.05 100.00%
59.0
257.1 =0 1300
H‘ “ | 9711201 1ms2 ;2T 1250 13.00
O bbbl b b 223l L m/z 56.18  59.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74753: Dodecanamide
59.0
5000 = —
12.50 13.00
28.0 m/z 72.08  37.29%
0 ‘\ || 901280 17001900
\H‘HH‘HH \\H‘HH‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #142058: Hexadecanamide
59.0
“ —
12.50 13.00
5000 m/z 57.10 34.53%
0230 | | 9801280 1700 2120 2559
el S b e T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #108044: Tetradecanamide T 7
59.0 12.50 13.00
m/z 41.10 25.79%
5000
29. oH I 97.0 1280 1840 22‘70
R | Y S —— = —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 7 1-Pentadecanol acetate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.886 2.37 ng 112242  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanol acetate 270 C17H3402 000629-58-3 91
2 1-Tetradecyl acetate 256 C16H3202 000638-59-5 90
3 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 83
4 Heptadecyl acetate 298 C19H3802 000822-20-8 80
5 Tridecyl acetate 242 C15H3002 1000351-76-9 74
Abundance Scan 1836 (12.886 min): BF137501.D\data.ms (-1834) (- m/z 43.10 100.00%
43.1
83.1
5000
— —
M H‘ ‘ 1630, 2002 284; 1250 13.00
0l w‘:‘ AR Y e e m/z 83.10 65.06%
miz--> 100 150 200 250
Abundance #161167.1-Pentadecano|ace&ue
43.0
83.0
5000 = -
12.50 13.00
m/z 55.10 54.85%
oL ‘\“ \“ M\ \H‘ ‘\ }\ h y = }8‘\2‘0‘ —— 2550 —
miz--> 50 100 150 200 250
Abundance #143513: 1-Tetradecyl acetate
43.0
— —
12.50 13.00
5000 83.0 m/z 97.10  49.86%
25.0 168.0
oL ‘\“ \H\ \ ‘\\‘h‘ — ‘1‘98‘9 ‘ 2410
miz--> 50 100 150 200 250
Abundance #179098: 1-Hexadecanol, acetate T —
43.0 12.50 13.00
m/z 61.10 43.21%
83.0
5000
50
ol L LT 16601980 2600
e e R R = ==
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.222 3.42 ng 162242  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Eicosane 282 C20H42 000112-95-8 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 1893 (13.221 min): BF137501.D\data.ms (-1890) (- m/z 57.10 100.00%

57.1
5000

9.1 I
1300 1350
141.1
ol dli) 141118522252 210 0 16 6s.20%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — E=
13.00 13.50

m/z 43.10 60.82%

J‘ gl F1410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

o

— .
13.00 13.50
5000 m/z 85.10 46.83%
9.0
0 I ‘H\ L H‘ 1 ]\'4'10 183.0 268.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — T
57.0 13.00 13.50

m/z 41.05 24.16%

5000 &MVNWJkWN\Jk
M J mﬁ\d14101830 239.0 296.0

ol Pl o e S e T s =
miz--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 9-Octadecenamide, (Z)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.474 2.82 ng 133781  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 58
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 7-Nonenamide 155 C9H17NO 090949-53-4 50
5 Tetradecanamide 227 C14H29NO 000638-58-4 43

Abundance Scan 1936 (13.474 min): BF137501.D\data.ms (-1931) (. m/z 58.95 100.00%

-

5000
‘ 50 13.50
1 .
oL— ‘H \‘ ‘ il H“HH\ \h‘HH n\h\ ‘\M b m‘\ - \‘184 1 ‘22‘3“1‘ ‘26‘2 ‘3‘ m/Z 72.10 62.6700
m/z--> 100 150 200 250
Abundance #174775:94Ddadecenanﬂde,(2}
59.0
5000 —
13.50
29.0 m/z 55.00 43 .64%
oL “‘ U" H‘ \M\‘ W\ \‘\\EL‘ ‘8‘(‘) L ‘18‘4"0‘ . ‘2‘38‘? . 2‘8“1‘0
m/z--> 100 150 200 250
Abundance #46324: Heptanamide, 4-ethyl-5-methyl-
59.0
—
13.50
5000 m/z 67.05 25.65%
114.0
29.0 ‘
omﬂ\\M‘wmw\‘l‘?l-sm
m/z--> 100 150 200 250
Abundance #177477: Octadecanamide —

59.0 13.50
m/z 44.00  23.86%

5000

290 H\ I “‘970“1280 1850 2400 284«

miz--> 100 150 200 250 13.50

y

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.569 7.87 ng 373080 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 1952 (13.569 min): BF137501.D\data.ms (-1947) (- m/z 57.10 100.00%
57.1
9.0 T I
13.50
1412
- \L ““ i “ 12451832 24012841 nyz 7110 70.73%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— :
13.50
m/z 43.10 61.53%
ol ‘ gy ‘\ ; }410183022502670 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
13.50
5000 m/z 85.10 44.02%
‘ 9.0
41.0
o501 IL 101302250 2080
m/z--> 0 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T
57.0 13.50
m/z 55.10 21.64%
- JL/M
‘ 9‘0 155.0197.0
ol e
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF022924.M Wed Mar 06 10:39:23 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 12.75 ng 604501  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2009 (13.904 min): BF137501.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1
- M
14.00
7.2 :
omu_jJ‘P‘hﬁhwl?fr%?fﬁﬂ‘H_m‘wwH_m_mw m/z 71.10  65.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 T
14.00
m/z 43.10 62.34%
o ‘ J J f270197.0267.0337.0  463.0 561.0
HH‘HH‘HH‘HH‘W\H‘HW\‘\\H‘\HF‘\TH}H\T‘HH}HH‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
——
14.00
5000 m/z 85.10 45 .58%
o L0 197.02670 3670
e A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206617: Sulfurous acid, butyl dodecyl ester —
57.0 14.00
m/z 55.05 26.88%
- m
Uiy o0
(O o N L R R R N AR RS ARA 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.221 9.13 ng 432980  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72

Abundance Scan 2063 (14.221 min): BF137501.D\data.ms (-2059) (- m/z 57.10 100.00%

57.1
5000
|

—
13.1 14.00 14.50

0 ‘u««muﬁhﬂ~«»%§9%“?39§‘?9?3‘““H““‘ m/z 71.10  65.73%

m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0

5000 = sass
14.00 14.50

m/z 43.10 62.54%

0 113180 169.0 2250 2810 380.0
L T TT ‘ T ‘ T ‘ L ‘ L ‘ LI ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane

57.0

—
14.00 14.50

5000 m/z 85.10 46.31%
0 | \ | \‘h h‘ “‘ | \6\9 9 | 225 0 281.0 337.0 422 \
e A P T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane — ——
57.0 14.00 14.50

m/z 55.10  20.94%

- M

0 \‘ uh\ \hm I u i \ \ 'y \2250 281.0 337.0 394.0
L B B L L B B By [ ™

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\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 13 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.474 2.54 ng 120245  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2106 (14.474 min): BF137501.D\data.ms (-2103) (-} ' m/z 57.10 100.00%
57.1
14.50
1412  207.1 :
0l ““ ! J“M‘L Lty S 284 m/z 71.10  68.25%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T
14.50
m/z 43.10 57.35%
0 1Ll “\ L H‘ 1 ]\'4101830 268.0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
——
14.50
5000 m/z 85.10 56.25%
ey \‘ 141018300250 2820
oL A L
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 14.50
m/z 55.10 22.85%
- A‘LM
ol \ “\\ H | 1410183.0225.0267.0300.0_ 3650
e “““‘ A T —
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF022924.M Wed Mar 06 10:39:30 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030524\

BF137501.D
: 05 Mar 2024 15:30
: CG\JU
: P1672-05
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 14 Octacosane, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.533 8.49 ng 402751  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2116 (14.533 min): BF137501.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1
- m
1450 |
41.2 :
ol ““ L ““ (14121832 2392 2050 m/z 71.10  65.37%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 e :
14.50
m/z 43.10 57.77%
oLy i H | 141-0183.0225.0267.0309.0 365.0
\\\‘\\\‘\\\T‘\\\\‘!\ \\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
1T \
14.50
5000 m/z 85.10 45.11%
oLl L \ | % ‘1410183022502670 323.0 380.0
A T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 14.50
m/z 55.05 22.57%
- L\M
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e ——
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF022924.M Wed Mar 06 10:39:31 2024 17
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 15 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.857 6.66 ng 310393  Perylene-d12 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 86
Abundance Scan 2171 (14.857 min): BF137501.D\data.ms (-2167) (-} ' m/z 57.10 100.00%
57.1
14‘5(; ‘15‘00‘
141 1 : :
0l ‘L‘ A “ L 19r2 2881 8093 myz 71.10  66.56%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — .
14.50 15.00
m/z 43.10 60.40%
oL bl ¥ 141018302250 2950 3520
\\\\‘ \\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
14.50 15.00
5000 m/z 85.10 47 .40%
ol ‘L ”h‘ i \\ | 14} 9 183.0 225.0 267.0 309.0 _367.(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T T
57.0 14.50 15.00
m/z 55.10 22.02%
41.0
RERRNE| h\ |#10m302250 260 T T
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF022924.M Wed Mar 06 10:39:32 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 16 Farnesol isomer a Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.939 6.15 ng 286831 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 55
2 Supraene 410 C30H50 007683-64-9 43
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 38
4 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 35
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 35
Abundance Scan 2185 (14.939 min): BF137501.D\data.ms (-2181) (- m/z 69.10 100.00%
69.1
—
‘ ‘ 15.00
ol e“‘\ whol \ 1‘8‘3‘2‘ 2392 0Ll s m/z 57.16 53.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0
5000 T
15.00
m/z 81.05 48.65%
O\\\““T‘H“M“].H\‘\m\‘“‘\‘\\Tg\l‘o\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—
15.00
5000 ITI/Z 71.10 38.78%
137.0
0270 il y | 1910 2730 3410 410
A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —
57.0 15.00
m/z 43.10 33.57%
5000
113.0155.0
ol Wbl e i
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 17 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.221 4.68 ng 218202  Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2233 (15.221 min): BF137501.D\data.ms (-2229) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

- H 1 H‘ m‘u‘ﬁ 21831 2832 m/z 71.10  69.23%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
15.00 15.50

m/z 43.10 60.35%

| ‘ g F ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

—
15.00 15.50

o

5000 m/z 85.10 47.01%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
T R L A e e e e A
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 —
57.0 15.00 15.50

m/z 55.05 18.69%

- MM\/

41.0
o150 | | M 1018302250 2060 o

m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 18 Dodecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.468 3.56 ng 165836  Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2275 (15.468 min): BF137501.D\data.ms (-2271) (- m/z 57.10 100.00%
57.1
99.1 L
15.50
LIy 1952 2132 264 ;
Ol el m/z 71.10 60.73%
miz-> 50 100 150 200 250
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 1
15.50
99.0 1410 m/z 43.10 58.37%
27.0‘ ‘
T | \H\ \‘M Ll 184.0
O T T 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 #261137: Hexadecane, 1-iodo-
57.0
——
15.50
5000 m/z 85.10 47 .37%
27.0 99"0 155.0 225.0
) kG
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane —
57.0 15.50
m/z 55.05 22.48%
- M
99.0
. 270 | | ° 1610 1830 250 2080
I A e o N A e B e TR —
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 19 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.639 3.29 ng 153477  Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 90
3 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 90
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 83
Abundance Scan 2304 (15.639 min): BF137501.D\data.ms (-2300) (- m/z 57.10 100.00%
57.1
99.1 T
15.50 16.00
412 1833 |
ol ! L “ LA 1833 2521 8400 L. 7110 73.51%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —r ——
15.50 16.00
99.0 m/z 43.10 58.44%
OL\S\Q‘\ \ ‘“\ ‘“‘ H‘ “‘ \“‘ \“\ %9\ ]\_8\3\()‘ T \2\4?.‘0\ LI ‘ L
miz--> 100 150 200 250 300
Abundance #320326: Docosane, 1-iodo-
57.0
—— —
15.50 16.00
5000 m/z 85.10 55.41%
99.0
ol i ) L1900 0 00
miz--> 50 100 150 200 250 300
Abundance #306637: Eicosane, 1-iodo- —— —
57.0 15.50 16.00
m/z 55.10 26.35%
- MM/\/\
99.0
ool 0w
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 20 Hexatriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.074 2.18 ng 101805 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2378 (16.074 min): BF137501.D\data.ms (-2374) (- m/z 57.10 100.00%
57.1
5000 M
16.00 |
169.0 281.1 '
0 mu“p h H‘“‘ ““‘2‘29?_‘”_“‘_”‘_H m/z 71.10  82.04%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — :
16.00
m/z 85.10 52.73%
N VLT 1890 2250 210 3650
\\\\‘\\Y\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
N
16.00
5000 m/z 43.10 41.54%
ol L‘ | 1177 3090 2250 2810 300
e L e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #314331: Triacontane 7 ‘
57.0 16.00
m/z 55.10 24.71%
5000
0 ! 1 Ih\ hl n‘ | \6\99 2.250 281.0 337.0 42|2(
I e e AL A B R TR ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30524\
Data File : BF137501.D

Acqg On : 05 Mar 2024 15:30
Operator : CG\JU

Sample : P1672-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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|
unknown9.992 9.992 25.1 ng 1946020 3  9.886 1553660 20.0
n-Hexadecanoic ... 11.927 55.2 ng 3943130 4 11.380 1428510 20.0
Methyl stearate 12.580 2.7 ng 192185 4 11.380 1428510 20.0
Oleic Acid 12.651 5.1 ng 367409 4 11.380 1428510 20.0
Octadecanoic acid 12.722 82.4 ng 3905900 5 14.039 948433 20.0
Dodecanamide 12.810 3.2 ng 152403 5 14.039 948433 20.0
1-Pentadecanol ... 12.886 2.4 ng 112242 5 14.039 948433 20.0
Heptacosane 13.222 3.4 ng 162242 5 14.039 948433 20.0
9-Octadecenamid... 13.474 2.8 ng 133781 5 14.039 948433 20.0
Heneicosane 13.569 7.9 ng 373080 5 14.039 948433 20.0
Tetratetracontane 13.904 12.8 ng 604501 5 14.039 948433 20.0
Triacontane 14.221 9.1 ng 432980 5 14.039 948433 20.0
Nonadecane 14.474 2.5 ng 120245 5 14.039 948433 20.0
Octacosane, 2-m... 14.533 8.5 ng 402751 5 14.039 948433 20.0
Pentacosane 14.857 6.7 ng 310393 6 15.568 932702 20.0
Farnesol isomer a  14.939 6.2 ng 286831 6 15.568 932702 20.0
Octacosane 15.221 4.7 ng 218202 6 15.568 932702 20.0
Dodecane, 2-met... 15.468 3.6 ng 165836 6 15.568 932702 20.0
Heptadecane 15.639 3.3 ng 153477 6 15.568 932702 20.0
Hexatriacontane 16.074 2.2 ng 101805 6 15.568 932702 20.0
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