LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc : 917-J-WS-081424

ALS Vvial : 15 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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47258.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.569 278 286 292 rBvV2 95759 150411 1.05% 0.254%
2 5.016 356 362 375 rBV 1972881 2885063 20.14% 4.870%
3 6.575 621 627 638 rBV 1250280 1945907 13.58%  3.284%
4 7.363 754 761 768 rBV 768864 1159912 8.10% 1.958%
5 8.510 945 956 971 rBV 2439858 3947059 27.55% 6.662%

6 10.116 1223 1229 1237 rBV 919549 1540507 10.75% 2
7 10.880 1351 1359 1368 rBV 93793 190624 1.33% ©
8 11.839 1516 1522 1535 rBV 64951 203764 1.42% ©.344%
9 12.633 1649 1657 1664 rBV 5940069 8932116 62.34% 15.
10 13.898 1861 1872 1887 rBV3 57394 194704 1.36% ©

11 14.021 1887 1893 1903 rVV 1451103 2120253 14.80% 3
12 14.263 1928 1934 1935 rBvV2 321293 445998 3.11% ©
13 14.280 1935 1937 1946 rVB 360724 407380 2.84% 0.688%
14 15.533 2143 2150 2162 rBV 5542860 8016210 55.95% 13.
15 16.233 2264 2269 2278 rBV2 100865 197290 1.38% ©

16 16.786 2358 2363 2372 rBV 1834663 2623032 18.31%
17 16.868 2372 2377 2381 rBV2 250252 305365 2.13%
18 17.727 2517 2523 2531 rBV 1087526 1721296 12.01%
19 18.903 2720 2723 2735 rVB3 148142 303462 2.12%
20 19.027 2739 2744 2756 rBV 505413 844472 5.89%

RPOoONO P
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21 19.456 2811 2817 2822 rBV 11756271 14326950 100.00% 24.182%
22 19.797 2872 2875 2879 rBV 152999 175481 1.22% 0.296%
23 20.762 3036 3039 3047 rBV2 172282 260106 1.82% 0.439%
24 21.027 3079 3084 3090 rBV 2516748 3215714 22.45% 5.428%
25 23.727 3536 3543 3558 rVB 1315311 3134127 21.88% 5.290%

Sum of corrected areas: 59247203
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc : 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047258.D\data.ms

le+07

8000000

6000000 12.63:

4000000

6 016 8.510
2000000 : 6.575
' 7.363 10.116

4,569 | B 10.880 11.839

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047258.D\data.ms

19.456

1le+07
8000000
6000000 15.533

4000000
21.027

2000000 14.021 16.786

17.727
269 16,868 18857 || 19.797 20.762
13.898%2 16.233 16 : :

O L e e B A L e B e B L e e L O L

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047258.D\data.ms

1le+07
8000000
6000000
4000000

2000000 23.727

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.569 2.59 ng 150411 1,4-Dichlorobenzene-d4 7.363

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 37
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
5 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 25

Abundance Scan 286 (4.569 min): BM047258.D\data.ms (-278) (-) m/z 43.10 100.00%

43.1
5000
101.1 e
| ‘ 4.20 4.40 4.60 4.80
(
ol v 1880 2804 n/7 s9.10  58.36%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L A L B B I
4.20 4.40 4.60 4.80
101.0 m/z 101.10 21.13%
O\\”\H\h‘m\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance  #117729: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0
R R mmaE S
4.20 4.40 4.60 4.80
5000 117.0 m/z 58.85  13.34%
29.0
o b L g
m/iz--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime e e
43.0 4.20 4.40 4.60 4.80
m/z 41.10 9.37%
5000
101.0
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc : 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.880 2.47 ng 190624  Naphthalene-d8 10.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 53
Abundance Scan 1359 (10.880 min): BM047258.D\data.ms (-1351) (- | m/z 94.05 100.00%
94.0
5000 Jt
152.0 — e
39.0 5.0 ‘ ‘119 0 10.50 11.00
Otk SR L wiz 77.10 28.97%
miz--> 20 40 60 80 100 120 140 160
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000 e L
10.50 11.00
152.0 m/z 152.00  19.80%
450 65.0 ‘
O\\\‘\\\\‘\‘\‘\\“\H\\\“‘\\\\‘\!]\-:\Lg‘\o\\\‘\\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
4 oAl
10.50 11.00
5000 m/z 78.00 16.43%
152.0
27. 66.0 ‘
121.0
0 ‘H_‘?“MH“_”H“_H‘w‘!H_m_m‘m
miz--> 100 120 140 160
Abundance #19881: Ethanol, 2-phenoxy- T 7
94.0 10.50 11.00
m/z 108.05 15.17%
5000
138.0
51.0
o‘H_Hm“u““”_”‘?wH“‘_MHWH_M‘W
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Cyclopropanecarboxylic acid... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.65 ng 203764  Naphthalene-d8 10.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 50
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
3 2-Propenoic acid, 2-methyl-, 1,2... 198 C10H1404 000097-90-5 38
4 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
5 Cyclopentanecarboxylic acid, iso... 156 C9H1602 106083-73-2 33
Abundance Scan 1522 (11.839 min): BM047258.D\data.ms (-1516) (- | m/z 69.05 100.00%
69.0
5000 “_\JL
41.0
103.1 - T
‘ ‘ ‘ ‘ 1276 154.0 11.50 12.00
Ol rerrtlh ey iy by 1 1279 1840 20700 o 41 05 27.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0
5000 — —
41.0 11.50 12.00
m/z 39.10 21.66%
0 Iy ‘M ‘ I \\95'0 154.0
\\\‘\\\\\\\\‘\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
— —
11.50 12.00
5000 m/z 103.10 17.38%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73193: 2-Propenoic acid, 2-methyl-, 1,2-ethanediyl este
69.0 11.50 12.00
m/z 43.05 16.48%
41.0
5000
ol290 Ji. . 910 1130 1370 1700
L At o e e R P e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknownl4.263 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.263 4.21 ng 445998  Acenaphthene-d10 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 22
2 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
3 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 14
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 10
5 17-Pentatriacontene 491 C35H70 006971-40-0 10

Abundance Scan 1934 (14.263 min): BM047258.D\data.ms (-1928) (- | m/z 43.05 100.00%

43.0
5000 o7 137.1
— —
H‘ m ‘ L 197.2 14.00 14.50
o“wuumﬁwwmqwHMmﬂwmum‘uﬁﬁﬁu‘MH‘WHH‘HHM‘H_ m/z 57.05 57.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #204360: Hexadecane, 1-bromo-
57.0

135.0

-

5000 — S
14.00 14.50
m/z 97.18 50.71%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168308: Tetradecane, 1-bromo-
57.0
T T
135.0 14.00 14.50
5000 ITI/Z 101.05 50.13%
27,0 97.0
0 ‘ “\ H‘\ h‘\ Al ‘\‘ WLl “1650 197.0 233.0 276.C
et e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl este Py et
97.0 14.00 14.50
m/z 137.05 43.30%
55.0
5000
R R O 1 _—e —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 unknownl4.280 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.280 3.84 ng 407380  Acenaphthene-d10 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, cyclohexylmethyl ... 298 C17H3004 1000390-62-6 14
2 Succinic acid, isobutyl 2-methyl... 270 C15H2604 1000329-81-7 14
3 Succinic acid, cyclohexylmethyl ... 284 C16H2804 1000370-91-3 12
4 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 10
5 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 10

Abundance Scan 1937 (14.280 min): BM047258.D\data.ms (-1935) (- | m/z 43.10 100.00%

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178668: Succinic acid, cyclohexylmethyl 3-pentyl ester

43.1
97.1 137.1
5000
— s
197.2 14.00 14.50
| 67.1 -
O bl m/z 57.10  62.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #196911: Succinic acid, cyclohexylmethyl 3,3-dimethylbu
97.0
5000 e =S
14.00 14.50
55.0 m/z 137.05 60.34%
197.0
obed byl 1280 242.0 283
’\\\\‘f\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #160728: Succinic acid, isobutyl 2-methylcyclohexyl este
101.0
P e
57.0 14.00 14.50
5000 m/z 97.10 59.64%
‘ 157.0
2ro |, |l | 1970

N T
14.00 14.50

97.0
m/z 101.10 52.77%
5000
55.0
197.0
0260, | . 20 PO N
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\

Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS Vvial : 15 Sample Multiplier:

Quant Method
Quant Title

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

1

L
P

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 8

Peak Number 6 Neophytadiene

R.T. EstConc Area Relative to ISTD R.T.
16.868 2.33 ng 305365 Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 81
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C1@H18 000473-55-2 60
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 55
4 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 43
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 41

Abundance Scan 2377 (16.868 min): BM047258.D\data.ms (-2372) (+ | m/z 68.05 100.00%
68.0
5000 123.1
== P
‘ || 1661 2210 2810 3a0 o 1799
0 oA 205 ger D 2810 SALO sz e9.10  75.54%
miz--> 50 100 150 200 250 300 350
Abundance #171299: Neophytadiene
68.
123.0
5000 . Bk
16.50 17.00
m/z 95.05 73.52%
J 2L e o
miz--> 50 100 150 200 250 300 350
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55.0 95.0
e A o)
16.50 17.00
5000 m/z 43.16  70.83%
Jsd bl g Jaso
P T e et
m/z--> 50 100 150 200 250 300 350
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha. P ——
55.0 16.50 17.00
95.0
m/z 57.10 69.28%
5000
SARRRECY.
W e — ——
m/z--> 5 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.727 13.12 ng 1721300  Phenanthrene-d10 16.786
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 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2523 (17.727 min): BM047258.D\data.ms (-2517) (- m/z 73.10 100.00%

3.1
5000
129.0
213.2

~

=
‘ 1711 ‘ 256.1 17.50 18.00
0 L b J“n Ll b 350 1 ce.es  78.29%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L Tl
17.50 18.00
171.0 213.0 256.0 m/z 43.10 75.44%
0! » \\h“‘\ ;‘H‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “\‘ - “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
T —
17.50 18.00
5000 m/z 57.10 62.48%
129.0
29. 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ — ‘\‘ I T
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid = — T
73.0 17.50 18.00

m/z 55.10 60.46%

5000
9.
H‘\\ \‘u‘\h“ wh‘\\ ‘\‘ ‘\ I ‘ | L

T T
m/z--> 50 100 150 200 250 300 350 17.50 18.00

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 cis-Vaccenic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.903 2.31 ng 303462  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
2 9-Octadecenoic acid 282 C18H3402 002027-47-6 96
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
4 6-Octadecenoic acid 282 C18H3402 1000336-66-8 92
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91

Abundance Scan 2723 (18.903 min): BM047258.D\data.ms (-2720) (- | m/z 55.10 100.00%
55.1

5000

%

207.0 264.3 356, 19.00
: m/z 69.180  83.49%

ol L‘H‘ML

100 150 200 250 300 350

m/z-->
Abundance

#176209: cis-Vaccenic acid

-

5000
0 19.00
m/z 41.10 70.36%

37.0 264.0

o “\\\\me (018002220200

m/z--> 150 2000 250 300 350
Abundance #176210 9-Octadecenoic acid

\

150 200 250 300 350

#176223: 9-Octadecenoic acid, (E)-
.0 19.00

m/z 43.05 54.65%

m/z-->
Abundance

:

5000

38.0 180.0 222.0

50
55
15.9
50
55.0
19.00
5000 264.0 m/z 83.10 67.52%
38.0 180.0 222.0
0! mHMHh Hu \‘\ A, M e “‘ “\‘ -
50
55

-

m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\

Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc 917-J-WS-081424
ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .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 9 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.027 5.25 ng 844472  Chrysene-di12 21.027
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 2744 (19.027 min): BM047258.D\data.ms (-2739) (- m/z 73.10 100.00%
73.1
2000 i JL
185.1 241 2
T \
‘ 284.3 19.00
ol38 AL [ S B m ‘ ‘ — 350 m/z 43.10  90.56%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 19.00
m/z 60.00 78.21%
29. 185.0 541 o 284.0
0! ‘“‘“‘H‘“‘\\‘\‘\‘\\‘\\“\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
T \
19.00
5000 129.0 m/Z 57.10 75.63%
‘ 199.0 2420
" W gl il L1 I
S P'F N N A
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ——
73.0 19.00
m/z 55.10 70.79%
5000
129.0
185.0 228.0
0 . ““ HM‘ h” ML m ‘ \‘m‘\ “\‘ \‘ ; “\‘ LA e e o . ‘ .
m/z--> 50 100 150 200 250 300 350 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47258.D

Acqg On : 19 Aug 2024 18:49

Operator : RC/JU

Sample : P3619-01

Misc : 917-J-WS-081424

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
2-Pentanone, 4-... 4.569 2.6 ng 150411 1  7.363 1159910 20.0
1-Phenoxypropan... 10.880 2.5 ng 190624 2 10.116 1540510 20.0
Cyclopropanecar... 11.839 2.6 ng 203764 2 10.116 1540510 20.0
unknownl4.263 14.263 4.2 ng 445998 3 14.021 2120250 20.0
unknownl14.280 14.280 3.8 ng 407380 3 14.021 2120250 20.0
Neophytadiene 16.868 2.3 ng 305365 4 16.786 2623030 20.0
n-Hexadecanoic ... 17.727 13.1 ng 1721300 4 16.786 2623030 20.0
cis-Vaccenic acid 18.903 2.3 ng 303462 4 16.786 2623030 20.0
Octadecanoic acid  19.027 5.3 ng 844472 5 21.027 3215710 20.0
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