LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc :

ALS vial : 4 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_ G\Methods\8270-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57538.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.391 309 315 321 rBV 15681 24630 1.77% 0.377%
2 5.879 390 398 411 rBB 277566 462137 33.25% 7.073%
3 7.006 585 590 596 rVB 23734 36516 2.63% ©0.559%
4 7.500 667 674 684 rBV 288011 515904 37.11% 7.895%
5 8.358 813 820 827 rBV 64463 109738 7.89% 1.679%

6 9.538 1012 1021 1031 rBV 170241 307231 22.10% 4.702%
7 11.195 1294 1303 1311 rBV 81250 147987 10.65%  2.265%
8 13.592 1704 1711 1720 rBV 479528 729862 52.51% 11.170%
9

14.285 1824 1829 1835 rVB2 73741 99377 7.15% 1.521%
10 14.908 1929 1935 1940 rBV 19951 28016 2.02% 0.429%
11 14.972 1940 1946 1951 rBV 136277 208921 15.03% 3.197%
12 15.947 2105 2112 2117 rVB 58303 87368 6.29% 1.337%
13 16.306 2169 2173 2183 rVB 57103 83803 6.03% 1.283%
14 16.411 2183 2191 2193 rBV2 26551 38746 2.79% 0.593%
15 16.453 2193 2198 2206 rVB 420583 652559 46.94% 9.987%
16 17.710 2406 2412 2422 rVB 183297 280923 20.21% 4.299%
17 18.550 2549 2555 2561 rBV2 31419 60988 4.39% 0.933%
18 19.801 2764 2768 2780 rBV4 29642 60550 4.36% 0.927%
19 20.277 2843 2849 2855 rBV 1082946 1390071 100.00% 21.274%
20 21.411 3037 3042 3048 rVB 113605 161417 11.61% 2.470%
21 21.575 3065 3070 3080 rVB2 44715 77144 5.55% 1.181%
22 22.021 3139 3146 3153 rVB2 200645 348459 25.07% 5.333%
23 22.145 3164 3167 3173 rVB4 10808 16906 1.22% 0.259%
24 22.791 3273 3277 3283 rBV4 20318 31882 2.29% 0.488%
25 23.537 3398 3404 3412 rVB2 32112 65971 4.75% 1.010%
26 24.401 3545 3551 3559 rVB3 36197 77782 5.60% 1.190%
27 25.429 3719 3726 3731 rBV3 23126 54297 3.91% 0.831%
28 25.523 3733 3742 3752 rVB 111457 332274 23.90% 5.085%
29 26.645 3929 3933 3943 rVB7 16149 42804 3.08% 0.655%

Sum of corrected areas: 6534263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057538.D\data.ms

1000000
800000
600000

400000
5.879 7.500

200000 9.538

8.358 11.195
5.391 7.006 ]

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

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057538.D\data.ms

20.277
1000000

800000

600000

13.592
16.453
400000

17.710
200000 14.972

14.285
}\ 14.%8 15j’4ﬂ1§. 1 18.550 %

OV‘YLY_F\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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: BG057538.D\data.ms

1000000
800000
600000
400000

200000 25523

23.537 24.401 25.429 26.645

Y2\
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.391 4.49 ng 24630 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 12
4 2-Propyn-1-0l, acetate 98 C5H602 000627-09-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 315 (5.391 min): BG057538.D\data.ms (-309) (-) m/z 43.15 100.00%

59.1
5000
101.1
‘ 5.00 5.20 5.40 5.60 5.80
oH_m_‘H_M‘HHH_Mu_m‘w_wm_mw m/z 59.15  66.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 BRI B e e
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.05 25.51%
0 31‘.0 0 ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-
43.0 580
R A RAR R
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.15 18.27%
710
83.0
RS T 7 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4583: Morpholine, 4-methyl- R A RAR R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 10.94%
5000
101.0
71.0
15.0
N . T N O O N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 +trans-.beta.-Ocimene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.006 6.66 ng 36516 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-.beta.-Ocimene 136 C1OH1l6 003779-61-1 94
2 .alpha.-Pinene 136 C1OH16 000080-56-8 91
3 .beta.-Ocimene 136 C1OH16 013877-91-3 91
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@Hl6 007785-26-4 91
5 (+)-4-Carene 136 C10H16 029050-33-7 91
Abundance Scan 590 (7.006 min): BG057538.D\data.ms (-585) (-) m/z 93.15 100.00%
93.2
5000
77.2
411 | LA LB B
| | | 12‘1'2136_2 6.60 6.80 7.00 7.20 7.40
e il e I, it~ 'm/z 91.15 55.56%
miz-> 20 40 60 80 100 120 140
Abundance #18059: trans-.beta.-Ocimene
93.0
A
5000 410 | LA LB B
: 770 6.60 6.80 7.00 7.20 7.40
b a 121.0 m/z 92.05 38.29%
136.0
O\\\‘\\\\‘\\\éw ‘ ‘\’\‘H\\\“‘\\\}’\\
m/z--> 100 120 140
Abundance #18021.amhaerene
93.0
e e
6.60 6.80 7.00 7.20 7.40
m/z 79.15 35.77%
5000 390 270
15.0 55.0 121.0136 0
o S R O Y st il
miz--> 20 40 60 80 100 120 140
Abundance #18026: .beta.-Ocimene e e
93.0 6.60 6.80 7.00 7.20 7.40
m/z 77.15 34.68%
5000
41.0 770
‘ ‘ 121.0
136.0
o\o\w\\w\ e
m/z--> 20 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Caryophyllene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.285 9.51 ng 99377  Acenaphthene-d1e 14.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 83
3 .alpha.-Farnesene 204 C15H24 000502-61-4 43
4 (+)-2-Carene, 4-.alpha.-isoprope... 176 C13H20 1000151-26-0 42
5 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 42
Abundance Scan 1829 (14.285 min): BG057538.D\data.ms (-1824) (- | m/z 93.15 100.00%
41.1 93.2
5000
161.3 n T ‘ T T A\ ‘ T ’\\ L
189.3 14.00 14.50
0 m/z 91.15 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
5000 /\\ T T \/\\ T T T [
161.0 14.00 14.50
189.0 m/z 41.15 90.71%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1
41.0
090 930 e T
133.0 14.00 14.50
5000 ITI/Z 79.15 81.42%
161.0
H H ‘ 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80181: .alpha.-Farnesene L R
41.0 93.0 14.00 14.50
69.0 m/z 69.15 77.97%
5000 119.0
| 1610 2040
0Ll ‘cW‘NM‘u‘W“‘W‘n‘Wl“ B e S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.908 2.68 ng 28016  Acenaphthene-die 14.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 96
2 Germacrene D 204 C15H24 023986-74-5 93
3 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 93
4 .beta.-GURJUNENE 204 C15H24 1000425-17-9 70
5 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 70

Abundance Scan 1935 (14.908 min): BG057538.D\data.ms (-1929) (- | m/z 161.15 100.00%
161.2

105.2

5000 1.1 79.2

1333 A : /\A

L I
S| ] | ‘HL‘N‘” H“‘ﬂ“,w“‘w“_“ m/z 105.15  73.98%
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

o

i /U

5000 105.0 1500
m/z 91.15 70.33%
410 790 ‘ H 133.0 204.0
O ‘\\\\““\\\\‘\\\\‘U\\\M\“\H\\‘\“\\\\‘\\\\"\\\\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80118: Germacrene D
161.0 A
oAl
15.00
m/z 79.15 43.21%
5000 810 /
41.0
‘ 133.0 204.0
0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 A m
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octz I A L
161.0 15.00
m/z 81.15 41.67%
41.0 91.0
5000
119.0
65.0 204.0 )\
o} ‘“Jw””‘wk“w*“w‘*‘ ; M e ‘N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

8270-BG0O42723.M Thu May 25 10:49:07 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Caryophyllene oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.947 8.36 ng 87368  Acenaphthene-dile 14.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene oxide 220 C15H240 001139-30-6 58
2 1(2H)-Pentalenone, hexahydro-5-m... 150 C1@H140 120587-85-1 58
3 Dimethyl 1-methylvinylphosphonate 158 C5H1103P ©38281-98-0 53
4 Bicyclo[3.1.0]hexan-3-0l, 4-meth... 154 C10H180 000513-23-5 43
5 3a,6-Methano-3aH-inden-5(4H)-one... 150 C1@H140 016489-26-2 38
Abundance Scan 2112 (15.947 min): BG057538.D\data.ms (-2105) (- | m/z 79.15 100.00%
79.2
41.1
5000
109.2 ﬂ
\M\ T ‘A T T /\\A T
135.2 1771 16.00
0! A m/z 41.15 77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99193: Caryophyllene oxide
41.0
5000 79.0
16.00
107.0 m/z 93.15  76.29%
31.0 161.0 157
O ’ \\U‘H“‘ \M\‘\\“‘N\\}“\‘\\\‘\\2\\2‘0\\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27677: 1(2H)-Pentalenone, hexahydro-5-methyl-4-meth
79.0 ﬂ)
| ¢
150.0 16.00
m/z 91.15 71.94%
50001 399 /
107.0
0 1 Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27905: Dimethyl 1-methylvinylphosphonate e
79.0 16.00
110.0 m/z 43.10  69.03%
149.0
5000 39.0
P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.306 8.02 ng 83803  Acenaphthene-dile 14.972
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
4 N-cyanobenzamide 146 C8H6N20 015150-25-1 50
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 50
Abundance Scan 2173 (16.306 min): BG057538.D\data.ms (-2169) (- | m/z 105.05 100.00%
105.1
77.2 182.1
5000
51'1 ‘ T T ‘ T
152.2 16.00 16.50
02202 UL myz 77.15 74.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 A
5000 — P
16.00 16.50
510 m/z 182.10  70.85%
270 | A 1260 1520
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
“ T
77.0 16.00 16.50
5000 ITI/Z 51.15 24 .46%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester /\‘ . . ’\‘ T
105.0 16.00 16.50
m/z 181.15 12.15%
77.0
5000
51.0
0 290 | A 136.0 164.0
A o LA o — —
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.550 4.34 ng 60988  Phenanthrene-dio 17.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2555 (18.550 min): BG057538.D\data.ms (-2549) (- | m/z 73.00 100.00%

73.0
43.1
5000
129.2 213.3
\

——
dﬂl 0 157-2‘185'2 ‘ 256.3 18.50
0 L L LT iz ee.1e 85.64%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50

m/z 43.15 78.30%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
T \

43.0
5000 129.0
171.0
‘ 214.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid o
43.0 73.0 18.50

m/z 41.15 52.77%

5000 129.0
199.0 2420
T L)
‘ H\ i U‘H ‘\ \‘M‘\ i ‘ ‘ ‘ | —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.801 4.31 ng 60550  Phenanthrene-die 17.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 52
5 Octadecanoic acid 284 C18H3602 000057-11-4 52
Abundance Scan 2768 (19.801 min): BG057538.D\data.ms (-2764) (- | m/z 73.10 100.00%
43.1 73.1
—— —
‘ 19.50 20.00
- m/z 43.15  95.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
430 73.0
5000 129.0 e —
19.50 20.00
1990 2420 m/z 60.15 77.86%
O ’H!!!Bq’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid
73.0
— —
19.50 20.00
so00| 30 129.0 m/z 41.15  72.24%
185.0
228.0
0 ,""“J‘w‘w“"HMH"“‘\‘m‘m""""“"""‘_m,‘!wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T ——
60.0 19.50 20.00
m/z 57.15 67.42%
5000 129.0
97.0 1710 2130 2560
0 W‘M!H“1“‘“MLwh\‘m‘v‘s‘mwwww_H“,WWWW — —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.410 9.26 ng 161417 Chrysene-d12 22.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 47
3 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 47
4 Propanedioic acid, nitrile, hydr... 229 C12H11N302 294878-35-6 46
5 2-Propenamide, N,N-diethyl-3-phe... 203 C13H17NO 003680-04-4 43
Abundance Scan 3042 (21.411 min): BG057538.D\data.ms (-3037) (1 m/z 131.10 100.00%
131.1
5000 ww]\
77.1
‘ 219.1 o
21.50
39. 173.1 ‘ 264.1
ok 3 Ak ‘ “M‘u b b ES 895 /7 115010 43.34%
m/z--> 50 100 150 200 250 300 350
Abundance #153419: Cinnamyl cinnamate
131.0
5000 o
21.50
77.0 219.0 m/Z 103.10 35.06%
NI ‘L || 1730 | 2640
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0
ey
21.50
5000 m/z 117.15 32.77%
77.0
oL A0 | | | 1740 2540
e
m/z--> 50 100 150 200 250 300 350
Abundance #97536: Cinnamoylglycine, methyl ester _—
131.0 21.50
m/z 77.10 28.26%
5000
77.0
218.0
obsid L el
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG@57538.D

Acqg On : 24 May 2023 17:29

Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 10 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.575 4.43 ng 77144  Chrysene-d12 22.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 83
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 83
4 1-Heptacosanol 396 C27H560 002004-39-9 83
5 1-Tetracosene 336 C24H48 010192-32-2 74

Abundance Scan 3070 (21.575 min): BG057538.D\data.ms (-3065) (- ' m/z 57.15 100.00%
200 MN\VJK—\“M
SRR
39.2 .
ob— M “m b J‘_‘8‘1%2‘2‘1‘1‘ 2831 8% .7 43.15  82.56%
m/z--> 50 150 200 250 300 350
Abundance #326113. Heptadecy! heptafluorobutyrate
57.0
97.0
5000 — :
21.50
m/z 83.15 78.77%
169.0 238.0
O T \“\ \““ T “\‘f “‘ \“ \“‘\ ” ‘“\ “\ T ‘ } T \‘\ ’ \2\8\3\.0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0 i |
21.50
5000 m/z 55.15 75.11%
25.0
i “ 1680  238.0
ol Ay
m/z--> 50 100 150 200 250 300 350
Abundance #271371: Bromoacetic acid, hexadecyl ester — ‘
43.0 21.50
3.0 m/z 69.15 74.42%
5000
230
196.0
oL, ‘\“‘ H‘ | H\ L u 2690 R
m/z--> 50 100 150 200 250 300 350 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

B
2
. C
: 0

4

Quant Method
Quant Title

TIC Libra

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052423\

GO57538.D
4 May 2023 17:29
G/JU
2869-11
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 11 Heneicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
23.537 3.79 ng 65971  Chrysene-di12 22.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86

Abundance Scan 3404 (23.537 min): BG057538.D\data.ms (-3398) (- | m/z 57.15 100.00%
57.1
20 m
T \
L smss s
ol b b L m/z 71.15  83.80%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 i ‘
23.50
m/z 43.15 71.99%
O]-\ \d\ ‘ H‘ \h‘\ h“ \H‘ \%%%‘9%8\3\0‘2\2\5\9‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
T \
23.50
5000 m/z 85.15 59.74%
ol ‘ “‘\ H | 141 0183 0225.0267.0309.0 365.0
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- ——
43.0 23.50
m/z 55.10 30.01%
- wM\Nm/\me
ol 1L L) 1170169.0 2250 29503370
— A A e P
m/z--> 5 100 150 200 250 300 350 23.50
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Data Path :
Data File :
: 24 May 2023 17:29
: CG/JU

: 02869-11

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052423\

BGO57538.D

: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 12 Octacosane, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.401 4.68 ng 77782  Perylene-di12 25.523
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
2 2-Methyltetracosane 352 C25H52 001560-78-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3551 (24.401 min): BG057538.D\data.ms (-3545) (- | m/z 57.15 100.00%

57.1
5000
2400 2450
141.3 1972 282.9 : .
0“JM‘MMWN‘M*”“MM‘MW N S . . m/z 71.15  70.60%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — —
24.00 24.50
m/z 43.15 56.85%
ol ) H | 141-0183.0225.0267.0300.0 365.0
\\\‘\\\‘T\\\‘\\\‘\\\\‘ ‘\\\\‘\\\\‘

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

Abundance #262014: 2-Methyltetracosane
— —
24.00 24.50
5000 ITI/Z 85.15 53.65%
41.
ol h‘\ || 10180225 0270990
m/z--> O 100 150 200 250 300 350
Abundance #275537: Hexacosane “ ——
57.0 24.00 24.50
m/z 55.10 22.04%
o WMM$WWWvM/\fﬂN@MMWMN
0 ‘ \L‘ uh\ \h\ M h‘ 14%\0]"83'0225'0267'0309'0 367.0
A B LR T e — ——
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.429 3.27 ng 54297  Perylene-d12 25.523
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 4-Methylheneicosane 310 C22H46 025117-29-7 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3726 (25.429 min): BG057538.D\data.ms (-3719) (- | m/z 57.15 100.00%

57.1
5000
99.2 ——
h‘ | H\‘H 413 190.9 2811 341 25.50
ol bl b L ey T m/z 71,15 74.28%
miz--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
5000 —
25.50

m/z 43.15 72.08%

0 L i u“ “\ H‘ d‘ %4}? :!-839 2250 28\20
L ‘ L ‘ T T ‘ T T ‘ T T 1T ‘ L
mi/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane

57.0

25.50
5000 m/z 85.15 69.56%
99.0
ols0 | Ll Jr0sas0 200
mlz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane 1
57.0 25.50

m/z 99.15 20.81%

5000
‘ 99.0
41.0
ol50 || || | 14101830250 2060

m/z--> 50 100 150 200 250 300 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample : 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Sulfurous acid, pentadecyl ... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
26.645 2.58 ng 42804  Perylene-d12 25.523
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 50
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 43
4 Octadecane 254 C18H38 000593-45-3 43
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 43

Abundance Scan 3933 (26.645 min): BG057538.D\data.ms (-3929) (- | m/z 57.15 100.00%
57.1
5000 M\NJ\WW
T 1852 249.1 2650  27.00
ol ‘J‘ ‘“‘ ‘“‘Hu‘“u“h‘ L ““ LIl 355y 4315 69.37%
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 — ——
26.50 27.00
m/z 71.15 57.25%
99.0
ol b | [ 1410 1830 2250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0
—— —
26.50 27.00
5000 85.0 m/z 85.15 54.16%
25.0
ol d LA L1150 asp02i00
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- 7 T
57.0 26.50 27.00
m/z 97.10 19.84%
o WWWWW
99.0 155.0 225.0
oL bbb L S
m/z--> 50 100 150 200 250 300 350 26.50 27.00

8270-BG042723.M Thu May 25 10:49:19 2023
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52423\
Data File : BG®57538.D

Acqg On : 24 May 2023 17:29
Operator : CG/JU

Sample ¢ 02869-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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-... 5.391 4.5 ng 24630 1 8.358 109738 20.0
trans-.beta.-Oc... 7.006 6.7 ng 36516 1 8.358 109738 20.0
Caryophyllene 14.285 9.5 ng 99377 3 14.972 208921 20.0
(1R, 25,65,75,85... 14.908 2.7 ng 28016 3 14.972 208921 20.0
Caryophyllene o... 15.947 8.4 ng 87368 3 14.972 208921 20.0
Benzophenone 16.306 8.0 ng 83803 3 14.972 208921 20.0
n-Hexadecanoic ... 18.550 4.3 ng 60988 4 17.710 280923 20.0
Pentadecanoic acid 19.801 4.3 ng 60550 4 17.710 280923 20.0
Cinnamyl cinnamate 21.410 9.3 ng 161417 5 22.022 348459 20.0
Heptadecyl hept... 21.575 4.4 ng 77144 5 22.022 348459 20.0
Heneicosane 23.537 3.8 ng 65971 5 22.022 348459 20.0
Octacosane, 2-m... 24.401 4.7 ng 77782 6 25.523 332274 20.0
Eicosane 25.429 3.3 ng 54297 6 25.523 332274 20.0
Sulfurous acid,... 26.645 2.6 ng 42804 6 25.523 332274 20.0
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