LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc :

ALS Vvial : 25 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41206.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 363 371 386 rBV 1839838 2622724 49.61% 6.164%
2 6.975 635 644 659 rBV 1705806 2762880 52.26% 6.493%
3 7.798 777 784 791 rBV 566097 866765 16.39% 2.037%
4 8.975 976 984 1001 rBV 1027954 1723996 32.61% 4.052%
5 10.604 1250 1261 1276 rBV 713761 1184045 22.40% 2.783%
6 13.080 1675 1682 1695 rBV 2709597 3756640 71.05% 8.829%
7 13.321 1718 1723 1731 rVB 107029 152289 2.88% 0.358%
8 13.768 1793 1799 1805 rVB 130572 183828 3.48% 0.432%
9 13.927 1820 1826 1839 rVB 134642 203557 3.85% 0.478%
10 14.410 1902 1908 1912 rBV 713091 937254 17.73% 2.203%
11 14.463 1912 1917 1923 rVV 1087542 1520780 28.76% 3.574%
12 14.515 1923 1926 1941 rVB7 23588 57445 1.09% 0.135%
13 14.704 1948 1958 1967 rBv4 30381 66225 1.25% 0.156%
14 15.704 2123 2128 2133 rBV 53435 78846  1.49% 0.185%
15 15.857 2147 2154 2163 rBV 573584 778454 14.72% 1.829%
16 15.962 2165 2172 2181 rVB 2312644 3247257 61.42% 7.632%
17 16.315 2227 2232 2240 rBV7 41165 91466 1.73% 0.215%
18 16.633 2281 2286 2291 rBV7 29203 62846 1.19% 0.148%
19 17.121 2364 2369 2377 rBVS5 30411 63694 1.20% 0.150%

4,

20 17.221 2377 2386 2397 rBV 1294017 1924656 36.40%

21 18.003 2514 2519 2525 rBV2 84165 148776 2.81%
22 18.062 2525 2529 2535 rVW 295802 477873 9.04%
23 18.121 2535 2539 2565 rVB 984598 1651691 31.24%
24 18.421 2585 2590 2596 rBV7 36233 70056 1.33%

OO WEROo®
00
00
N
R

25 19.109 2703 2707 2711 rBV = 114294 151124  2.86% 355%
26 19.239 2726 2729 2731 rBV 75205 90217 1.71% 0.212%
27 19.286 2734 2737 2739 rBV2 71568 78871 1.49% ©.185%
28 19.403 2753 2757 2769 rBV = 227171 357436 6.76% ©.840%
29 19.521 2773 2777 2780 rBV 71416 92117 1.74% 0.216%
30 19.856 2829 2834 2841 rBV 4571862 5286993 100.00% 12.425%

31 20.503 2940 2944 2956 rVB7 125215 267969 5
32 20.656 2968 2970 2974 rBV2 55703 57146 1
33 20.703 2974 2978 2980 rBv4 92714 147094  2.78%
34 20.827 2995 2999 3018 rVB2 615215 1200796 2
35 21.133 3047 3051 3059 rVB 481559 704036 3

RPNVNOOO®
w
N
o)
R

36 21.421 3095 3100 3105 rBV 1683398 2094483 39.62% 4.922%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS Vvial : 25 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.756 3324 3327 3332 rVB2 239402 313025 5.92% 0.736%
38 23.050 3373 3377 3383 rVB 520607 746844 14.13%  1.755%
39 23.115 3385 3388 3398 rVB 312355 565185 10.69%  1.328%
40 23.785 3497 3502 3514 rVB 1089518 2065108 39.06% 4.853%
41 24.362 3595 3600 3609 rVB 749154 1533962 29.01% 3.605%
42 26.432 3946 3952 3965 rVB4 738556 2164127 40.93% 5.086%

Sum of corrected areas: 42550576
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM041206.D\data.ms
4000000
3000000
2000000 5.369 6.975
1000000 8.975
7798 10.604
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM041206.D\data.ms
19.856
4000000
3000000 13.080
15.962
2000000
17.221
14.463
1000000
14.410 15.857
| e
0 13.321 1318827 14 l545704 15.704/| 16.3186.633 17.121 ~
LA B ey B B e B B B e B . e e s e B
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM041206.D\data.ms
4000000
3000000
21.421
2000000
23.785
24.362 26.432
23.050
M . A
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 (1R,2S,6S,7S5,8S)-8-Isopropy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.321 2.00 ng 152289  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 98
2 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 98
3 Bicyclosesquiphellandrene 204 C15H24 054324-03-7 94
4 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 91
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 87

Abundance Scan 1723 (13.321 min): BM041206.D\data.ms (-1718) (- m/z 161.10 100.00%
161.1

91.0

5000
41.0 119.0 /\/\

67.0 T L B
‘ ;L 204.1 13.00 13.50
M\\\ $

M\\\\w\\\”\\\w”\\ﬂ\\ m/Z 90.95 62.32%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80421: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy
161.0

5000 = e
105.0 13.00 13.50

m/z 104.95 58.57%

79.0
41.0 ‘ H 133.0 204.0
Al

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe
1

61.0
‘ T T ‘ A\
41.0 91.0 13.00 13.50
5000 ITI/Z 81.05 38.93%
119.0
65.0 ‘ 204.0
\\“\““\M“\‘\“M\"\\H‘HH‘!\\
m/z--> 20 40 60 80 100 120 140 160 180 200 /\_AwAv,NWWJJK
Abundance #80235: Bicyclosesquiphellandrene R B e e
161.0 13.00 13.50
m/z 79.00 37.16%
5000
105.0
204.0
41.0 81.0 133.0
‘H‘WM‘H“HJW‘www‘ﬂlmw‘_‘wf‘w“u‘w“‘ ) ==
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Caryophyllene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.768 2.42 ng 183828  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 98
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 91
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 91
5 Caryophyllene-(I1) 204 C15H24 1000158-18-5 50

Abundance Scan 1799 (13.768 min): BM041206.D\data.ms (-1793) (- m/z 92.95 100.00%

41.0 g9 93.0
133.0
5000 A J\/
161.1

o S
h M ‘ 1891 13.50 14.00
willl ‘ |

‘H“H“‘H‘MM“‘M‘?%¥9 m/z 41.80  96.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80125: Caryophyllene
41.0
69.0 93.0
133.0

5000 = M
13.50 14.00

m/z 91.00  89.40%

‘ 0 1800

“H‘"M‘Hu‘}\“‘\}\” H“H‘h;"HH‘HH‘HH‘HH‘H

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

Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth
93.0

133.0 e e
13.50 14.00
so00] 410 090 m/z 68.95 85.77%
161.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80289: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-n ey T
69.0 93.0 13.50 14.00

m/z 79.00 81.72%

41.0 133.0
5000
161.0
|
‘ l |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 (+)-epi-Bicyclosesquiphella... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.410 12.33 ng 937254  Acenaphthene-di1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 98
2 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 94
3 (S,1Z,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 93
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 93
5 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 93

Abundance Scan 1908 (14.410 min): BM041206.D\data.ms (-1902) (- | m/z 161.05 100.00%
161.1

91.0

5000, .14 119.0

-

67.0

| ‘ | | 204.1 14.50
el LT s st.ee 73.23%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #80421: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy
161.0

—

5000 105.0 T

m/z 105.00  71.26%

204.0

41‘0 790‘ H1330
L1 \H 1l

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

-

mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #80314: (S,1Z,6Z)-8-Isopropyl-1-methyl-5-methylenecycl
161.0

Abundance #80245: (+)-epi-Bicyclosesquiphellandrene
161.0
14.50
5000 m/z 79.00 43.91%
105.0
81.0 204.0
410 - [1330 |
Ly ‘ ‘
Cp

14.50
91.0 m/z 80.95 42.69%
41.0
5000 119.0
67.0
204.0
‘HN‘“m,‘um_m!” e
miz--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 unknownl5.857 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.857 8.09 ng 778454  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Hydroxy-L-proline, N-(n-... 231 C1@H17NO5 1000476-02-8 27
2 Carbamic acid, N-(2-butyl)-N-pro... 281 C11H23NO2 1000491-05-7 22
3 11-Methyl-2,7-diazatricyclo[6.4.... 172 C11H12N2 059007-79-3 22
4 D-Norleucine, N-propoxycarbonyl-... 427 C25H49NO4 1000338-43-5 22
5 2-Aminocaprylic acid, N-methoxyc... 301 C16H31NO4 1000325-43-6 14
Abundance Scan 2154 (15.857 min): BM041206.D\data.ms (-2147) (- | m/z 172.00 100.00%
172.0
101.0
5000
144.0
63.0
15. 50 16 00
39.0
1‘\1“”,‘\‘\”“” | 2089 .7 le1.e0  71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112186: trans-4-Hydroxy-L-proline, N-(n-propyloxycarbga
172.0
5000 86.0
43.0 15. 50 16 00
m/z 86.95 60.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76734: Carbamic acid, N-(2-butyl)-N-propyl-, propy! este
172.0
15. 50 16 00
5000 m/z 85.95 37.91%
86.0 130.0
430
SSNPR SE  SOS  N SN R-L -  —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47347: 11-Methyl-2,7-diazatricyclo[6.4.0.0(2,6)]dodeca-
172.0 15. 50 16 00
m/z 144.00  31.15%
5000
144.0
39.0 77.0
104.0
S EEaamsEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41

Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (E)-Hexadec-9-enoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.062 4.97 ng 477873  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (E)-Hexadec-9-enoic acid
2 cis-7-Hexadecenoic acid
3 Palmitoleic acid

4 Hexadecenoic acid, Z-11-
5 cis-Vaccenic acid

254 C16H3002
254 C16H3002
254 C16H3002
254 C16H3002
282 C18H3402

010030-73-6 98
002416-19-5 94
000373-49-9 94
002416-20-8 93
000506-17-2 91

Abundance Scan 2529 (18.062 min): BM041206.D\data.ms (-2525) (- | m/z 55.00 100.00%
53.0
5000
7.0
RN \
18.00
2361
— ‘M“ “HH‘ 33 %“1‘9‘2‘1‘ 289 3410 sz 41.00  57.34%
m/z--> 50 100 150 200 250 300 350
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 N i
7.0 18.00
m/z 69.00 55.88%
0
T \“\ \ ‘ ‘!‘ ‘Hm‘ﬂm‘ H‘ ‘\]-\9\2‘0\ \23\‘6\?\ LI ‘ L ‘ T
mi/z--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid
55.0
RN \
18.00
5000 ITI/Z 83.00 35.68%
7.0
37.0
150 L INALLITY 202300
m/z--> 50 100 150 200 250 300 350
Abundance #140797: Palmitoleic acid = I
53.0 18.00
m/z 97.00 30.43%
5000 7.0
| }370 1020 2360
— Y i e
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.121 17.16 ng 1651690  Phenanthrene-d10 17.221
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2539 (18.121 min): BM041206.D\data.ms (-2535) (- | m/z 73.00 100.00%

73.0
5000
1200
213.1 e
| 1711 256.1 1800 1850
36 i L L T34 ep00 84.33%
50

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 U UL
18.00 18.50
1710 213.0 256.0 m/z 43.00 78.39%
L ﬂh”\ “H‘\ u ‘ ‘ ‘ | “ I ‘\
L \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
0

I
miz-> 5 100 150 200 250 300

Abundance #109281: Tetradecanoic acid
.0

73
=T T
18.00 18.50
5000 m/z 41.00 63.53%
129.0
29. 185.0 228.0
“ HW uh” M‘\ I - ‘\ | ‘\
T I I s e B
50

m/z--> 100 150 200 250 300
Abundance #92070: Tridecanoic acid =T ——
73.0 18.00 18.50
m/z 55.00 62.44%

-

%

N

N

5000
129.0

171.0 149

m/z--> 50 100 150 200 250 300 18.00 18.50

N

29.
| ‘\‘ H\
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
BM041206.D

: 01 Aug 2023 02:41

: MA/JU

. 03741-10

. 25

hod
le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.403 3.41 ng 357436  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2757 (19.403 min): BM041206.D\data.ms (-2753) (- | m/z 73.00 100.00%
73.0
5000
129.0 \J\\‘,/\
185.1 2411 —r
‘ ‘ 284.1 19.50
bl bt L 3269 43 00 86.88%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 19.50
m/z 59.95 81.22%
29.0 185.0 549 284.0
\‘\H‘ ‘“M‘m\“\\‘\‘\‘\\\\“\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.00 71.79%
129.0 242.0
‘ ‘ 199.0
““M‘H‘\ H‘H h” H ‘ \‘ ‘\‘\“ \\\“\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50
m/z 55.00 65.15%
5000 284.0
3.0 129.0
TV
1 T o . -
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Avocadynofuran Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.503 2.56 ng 267969  Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Avocadynofuran 246 C17H260 024708-33-6 50
2 Allyl(chloromethyl)dimethylsilane 148 C6H13C1Si 033558-75-7 47
3 2-Penta-2,4-dienyl-cyclohexaneca... 208 C13H2002 1000194-96-2 42
4 1-(2-Furanylmethyl)-5-oxo0-3-pyrr... 281 C13H19NO4Si 1000476-44-9 42
5 2-Decylfuran 208 C14H240 083469-85-6 30

Abundance Scan 2944 (20.503 min): BM041206.D\data.ms (-2940) (- m/z 81.00 100.00%
81.0

5000

—

T
20.50
m/z 79.00 69.09%

339.1 402.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #131020: Avocadynofuran
81.0
5000 —
20.50
m/z 55.00 66.96%
35.0
29“\-\““\““\ “ \‘““““‘\]Mi \‘M‘\ h] \H \]-\8\9-‘0\ \2\4\?.\()\ T ‘ L ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #26637: Allyl(chloromethyl)dimethylsilane
79.0
T 1
20.50
5000 m/Z 93.00 58.88%
| “”“““W,HH_HWm_m_m_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #85134: 2-Penta-2,4-dienyl-cyclohexanecarboxylic acid, e |
81.0 20.50
m/z 41.00 53.97%
148.0
5000
% 208.0
7. ‘ ‘ ‘
Wb L L -
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 3-Heptyne, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.827 11.47 ng 1200800 Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 52
2 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 033422-32-1 50
3 Mequinol 124 C7H802 000150-76-5 49
4 1H-Pyrazole, 4-ethyl-3,5-dimethyl- 124 C7H12N2 007554-67-8 49
5 1,2-Diazaspiro[4.4]nonen-3-carbo... 252 C14H24N202 1010164-25-9 49
Abundance Scan 2999 (20.827 min): BM041206.D\data.ms (-2995) (- | m/z 109.10 100.00%
109.1
5000 204.1 WJL
41.0 i —
l ‘ I ‘ ‘ | 20.50 21.00
ol ik Mu“\‘;“ L2290 | 2810 3441 4290 .. 8100  62.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #12174: 3-Heptyne, 2,2-dimethyl-
109.0
5000 = e
41.0 20.50 21.00
l m/z 204.10  37.56%
\\L“‘H\“\H}\“l‘ \‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #12244: Cyclopropane, 1,1-dimethyl-2-(2-methyl-1-prope
109.0
= ==
20.50 21.00
5000 m/z 124.05 23.78%
41.0
I S
m/z--> 50 100 150 200 250 300 350 400
Abundance #11898: Mequinol = T
109.0 20.50 21.00
m/z 41.00 22.87%
5000
53.0
A — ——
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.133 6.72 ng 704036  Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91

Abundance Scan 3051 (21.133 min): BM041206.D\data.ms (-3047) (- m/z 57.00 100.00%

57.0
5000 1111

—
2100 2150

207.0
.y ‘J‘M‘u‘w‘mHp”““2?‘159“3“"?‘-9”"’33;‘1”‘4‘7‘5"-‘ m/z 83.1 97.36%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.(
7.0

5000 T
21.00 21.50
m/z 43.00 92.97%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene
43.0 97.0

21f00 21f50
5000 m/z 55.08  92.26%
L 1\‘15302100 - < B
m/z--> 5‘0 1(50 l.':‘_>0 260 2..'%0 360 35‘0 460 45‘0
Abundance #273800: 1-Hexacosene e P
57.0 21.00 21.50

m/z 69.00 86.65%

5000 111.0 m
[ ‘ L1 ‘ 1670 23802020 3640

T T
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41

Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Octadecanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.756 3.03 ng 313025 Perylene-d12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 98
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 97
3 Henicosanal 310 C21H420 051227-32-8 95
4 1,19-Eicosadiene 278 C20H38 014811-95-1 95

5 Eicosanal- 296 C20H400 002400-66-0 93

Abundance Scan 3327 (22.756 min): BM041206.D\data.ms (-3324) (- | m/z 57.05 100.00%

57.0
5000
— —
0 281.0 22.50 23.00
0.9 355.0 : .
AL Nﬂh P00k 2220 43204890 L 43 6 89.94%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158568: Octadecana
43.0
5000 I S——
22.50 23.00
109.0 m/z 82.00  86.10%
250.0
\\‘\ H\HJllglli\h\l‘}fl\‘\}\‘4‘9\‘\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
— —
22.50 23.00

5000 m/z 55.00 68.74%

6. ,Jlﬁ ©1940 2640 M»JL/N\«
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #212262: Henicosanal ! . .

82.0 22.50 23.00
m/z 96.00 65.47%
20 AWﬂ/\/\NJv\A/\N

292.0
F 236.0
SRR N L T Ot D N — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.050 7.23 ng 746844  Perylene-di2 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3377 (23.050 min): BM041206.D\data.ms (-3373) (- | m/z 57.05 100.00%

57.0
5000
23.00 |
169.1 252.0 :
0 W‘_mﬁm bt 3373 4041 508 m/z 71.5  75.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0
5000 =
23.00
m/z 43.00 63.75%
1ﬂ 3.0169.0
\\J\l\“\11\‘1‘\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
T \
23.00
5000 ITI/Z 85.10 55.62%

\‘ ‘ Jﬁ | 169.0225.0 295.0 367.0

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

Abundance #298427: Octacosane
57.0 23.00

m/z 55.05  24.23%

%

5000

%

| ‘ 11301690 225.0281.0337.0394.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.115 5.47 ng 565185  Perylene-d12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Tetracosene 336 C24H48 010192-32-2 95
3 Cyclotetracosane 336 (C24H48 000297-03-0 93
4 1-Tricosene 322 C23H46 018835-32-0 93
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3388 (23.115 min): BM041206.D\data.ms (-3385) (- | m/z 57.05 100.00%
57.0
15.1 — —r=
208.0 23.00 23.50
283.
SRS c‘\ M}‘ btgp gl 2950 3730 44505030 1/, 43.00  94.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 i —
23.00 23.50
H 125.0 m/z 83.00 93.81%
‘\\J\M \\\\‘\‘1\‘\1}‘\‘!“I]\-g\z\.‘o\\\\2‘6\6\.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene
43.0
—— —
23.00 23.50
5000 111.0 m/z 55.00 86.75%
L ‘ 168.0 336.0 M}\W
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane — —T—
83.0 23.00 23.50
m/z 69.00 85.07%
5000 336.0 AJ\J\AW
153.0
ol om0 zmo | e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 14 Eicosane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.362 14.86 ng 1533960 Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3600 (24.362 min): BM041206.D\data.ms (-3595) (- | m/z 57.05 100.00%
57.0
- JL
= e
J } ”1 7.1 1971 24.00 24.50
o A A LT, 971 267.0 337.3 415047515350 ./ 71,1 75.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 = s
24.00 24.50
20 281.0 m/z 43.00 59.32%
‘\\\ ’\‘\‘\‘}\J‘\ﬂ\‘]\ll“]\-%s?’\.‘q\\“\‘\\\‘\‘\\\\‘\.\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
— ——
24.00 24.50
5000 m/z 85.05 54.85%
169.0
L T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T T
57.0 24.00 24.50
m/z 55.00 23.48%
\J || 110 197.0 267.0 3670
R R e e R e AR RS AR R — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.432  20.96 ng 2164130  Perylene-d12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 59
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 58
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C1l5H24 004630-07-3 52
4 (S,E)-8,12,15,15-Tetramethyl-4-m... 272 C20H32 386223-19-4 51
5 Farnesyl bromide 284 C15H25Br 006874-67-5 49
Abundance Scan 3952 (26.432 min): BM041206.D\data.ms (-3946) (- | m/z 204.10 100.00%
204.1
1
69.0 35.0
5000
301.1
— =
26.50
393.3
0 41505351 ' 4/7 135.00  61.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0
5000 T
26.50
w ” m/z 69.00  54.37%
J”\JJ”}J 1‘\11“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80299: 1,4- Dlmethyl -8-isopropylidenetricyclo[5.3.0.0(4,1
204.
——
26.50
5000 ITI/Z 121.00 51.72%
95.0
’Jm““h‘l' -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di T
204.0 26.50
41.0 m/z 133.00  50.44%
5000 107.0
J‘H .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41206.D

Acqg On : 01 Aug 2023 02:41
Operator : MA/JU

Sample : 03741-10

Misc

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
(1R, 2S,6S,75,8S... 13.321 2.0 ng 152289 3 14.463 1520780 20.0
Caryophyllene 13.768 2.4 ng 183828 3 14.463 1520780 20.0
(+)-epi-Bicyclo... 14.410 12.3 ng 937254 3 14.463 1520780 20.0
unknown15.857 15.857 8.1 ng 778454 4 17.221 1924660 20.0
(E)-Hexadec-9-e... 18.062 5.0 ng 477873 4 17.221 1924660 20.0
n-Hexadecanoic ... 18.121 17.2 ng 1651690 4 17.221 1924660 20.0
Octadecanoic acid 19.403 3.4 ng 357436 5 21.421 2094480 20.0
Avocadynofuran 20.503 2.6 ng 267969 5 21.421 2094480 20.0
3-Heptyne, 2,2-... 20.827 11.5 ng 1200800 5 21.421 2094480 20.0
Trichloroacetic... 21.133 6.7 ng 704036 5 21.421 2094480 20.0
Octadecanal 22.756 3.0 ng 313025 6 23.785 2065110 20.0
2-Bromo dodecane 23.050 7.2 ng 746844 6 23.785 2065110 20.0
1-Heneicosanol 23.115 5.5 ng 565185 6 23.785 2065110 20.0
Eicosane, 9-octyl- 24.362 14.9 ng 1533960 6 23.785 2065110 20.0
1,1,4a-Trimethy... 26.432 21.0 ng 2164130 6 23.785 2065110 20.0
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