LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc :

ALS vial : 6 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: BGO57516.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.388 309 315 323 rBB 13109 20174 1.51% 0.297%
2 5.876 391 398 409 rBvV 208331 357021 26.75% 5.260%
3 7.009 586 591 596 rBB2 10940 15658 1.17% 0.231%
4 7.497 666 674 685 rBV 269370 469018 35.14% 6.911%
5 8.355 813 820 831 rVB 70154 117039 8.77% 1.724%

6 9.535 1013 1021 1031 rVB 139765 253072 18.96%  3.729%
7 11.192 1295 1303 1310 rBV 89809 160499 12.03%  2.365%
8 13.595 1705 1712 1720 rBV 456638 695802 52.13% 10.252%
9 14.911 1927 1936 1941 rBV 253668 348923 26.14% 5.141%
10 14.969 1941 1946 1952 rVV 149712 224970 16.86%  3.315%

11 15.192 1979 1984 1988 rVB2 20445 25761 1.93% ©.380%
12 16.303 2165 2173 2181 rBV 40772 69579 5.21% 1.025%
13 16.408 2183 2191 2193 rVV2 22069 32964 2.47%  0.486%
14 16.450 2193 2198 2205 rVV 445041 676087 50.65%  9.962%
15 16.508 2205 2208 2216 rVB3 10072 15728 1.18% ©.232%

16 17.707 2406 2412 2419 rBV 213600 321667 24.10%  4.740%

17 18.547 2550 2555 2565 rBV2 27034 57793  4.33% 0.852%
18 20.274 2841 2849 2855 rBV 1025572 1334694 100.00% 19.666%
19 21.231 3008 3012 3017 rVB 27857 35409 2.65% 0.522%

20 21.413 3037 3043 3050 rVB 563917 747833 56.03% 11.019%

21 21.572 3065 3070 3081 rBV3 28923 63147 4.73% 0.930%
22 22.013 3139 3145 3154 rVB 210960 368978 27.65% 5.437%
23 23.534 3399 3404 3409 rVB4 7437 13403 1.00% 0.197%
24 25.514 3731 3741 3751 rVB2 117854 361677 27.10% 5.329%

Sum of corrected areas: 6786896
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 May 2023 12:34
: CG/IU
. 02870-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
BGO57516.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0
Time-->

TIC: BG057516.D\data.ms

7.497
5.876

9.535
8.355 G

5.388 7.009

n
L I O L B L L ) I A B

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
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1000000

800000

600000

400000

200000

Time-->

o,

TIC: BG057516.D\data.ms
20.274

21.413

13.595 16.450

14.911 17.707 22013

141969

5.192 1688803 18.547 wﬁ%wz

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
1000000

800000

600000

400000

200000

23.534

TIC: BG057516.D\data.ms

25514

05
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_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
5.388 3.45 ng 20174 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butanedioic acid, diazo-, dimeth... 172 C6H8N204 055514-36-8 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9
5 Propane, 1,1-dipropoxy- 160 CSH2002 004744-11-0 9

Abundance Scan 315 (5.388 min): BG057516.D\data.ms (-309) (-) m/z 43.15 100.00%

43.1
5000
o 50 5.20 5.40 5.60 5.80
h “ ‘ 206.9 5.00 5.20 5.40 5.60 5. g
-ttt m/z 59.15 61.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
5.00 5.20 5.40 5.60 5.80
m/z 101.05 20.00%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47663: Butanedioic acid, diazo-, dimethyl ester
59.0
e
5.00 5.20 5.40 5.60 5.80
5000 103.0 m/z 58.15  15.72%
26.0 172.0
I
obrrrll e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3549: 5-Hexen-2-one R R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.25 11.49%
5000
B0 | mo )
S S 0 S S — S| E—
m/z--> 20 40 60 80 100 120 140 160 180 200 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@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.009 2.68 ng 15658 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 83
2 trans-.beta.-Ocimene 136 C1oH16 003779-61-1 78
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OH16 004889-83-2 72
4 3,5-Methanocyclopentapyrazole, 3... 164 C10OH16N2 087143-58-6 59
5 1,4-Methano-1H-Cyclopropa[d]pyri... 136 C8H12N2 109746-10-3 50
Abundance Scan 591 (7.009 min): BG057516.D\data.ms (-586) (-) m/z 93.15 100.00%
93.2
5000 77.0
391 [T I o irrs
‘\ 55.3 | “ B 12‘1-2 6.60 6.80 7.00 7.20 7.40
Obrprrrrprerrrrrbee bbbl bbb e - M7z 9115 53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18191: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
39.0
5000 77.0 ‘HH‘HH,HH‘H\A\,H
6.60 6.80 7.00 7.20 7.40
15.0 m/z 77.05 43.90%
121.0
O \\‘\\‘\\‘\Hl“HH‘HH‘L‘F\\F\\‘\‘\‘\M‘H\\l‘\\\\’ !\\‘\\‘\‘\‘\\\\“\\\\‘\3\9’0\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18064: trans-.beta.-Ocimene
93.0 /\
R R R LR RE
6.60 6.80 7.00 7.20 7.40
5000 m/z 92.05 38.91%
41.0 77.0
H ﬁ 121.0
by 230 B8 bl i 26,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- Eaaa e Eamann
93.0 6.60 6.80 7.00 7.20 7.40
m/z 79.05 24.04%
5000
410 77.0
121.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.911 31.02 ng 348923  Acenaphthene-d10 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 97
2 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 94
3 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 90
4 .gamma.-Muurolene 204 C15H24 030021-74-0 87
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 83
Abundance Scan 1936 (14.911 min): BG057516.D\data.ms (-1927) (- | m/z 161.10 100.00%
161.1
91.1
5000 119.2
41.1
67.2 T
204.3 15.00
ok m/z 91.10 72.51%

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 105.0 15.00

m/z 105.15 65.81%

79.0
41.0 ‘ H 133.0 204.0
el

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80565: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe
1

o

S

61.0
-
15.00
5000 m/z 119.15 43.53%
105.0
41.0
‘ 81'0 H 133. o 204.0
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #80296: Blcyclo[4.4.0]dec—l—ene, 2-isopropyl-5-methyl-9- e A
161.0 15.00
m/z 79.15 41.45%
5000
105.0
41.0 81.0 204.0
TR i
o‘mw‘mu_m‘_‘ N VY A A Mee,
m/z--> 20 40 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.193 2.29 ng 25761  Acenaphthene-die 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
2 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 90
3 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 89
4 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 89
5 (1S,4aR,8aS)-1-Isopropyl-7-methy... 204 C15H24 006980-46-7 81
Abundance Scan 1984 (15.192 min): BG057516.D\data.ms (-1979) (- | m/z 161.15 100.00%
161.2
105.2
5000 134.3 204.3
41.1 79.2 —
‘ H ‘ ‘ 15.00 15.50
0 _H““HH_H‘ "UM‘UM““MNw“‘M,MHWH‘H_‘H m/z 105.15  62.46%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #80409: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
161.0
134.0
5000 T
410 105.0 204.0 15.00 15.50
81.0 m/z 119.15 60.72%
0 ‘ \‘\‘\ \““\ \‘\‘\ ‘ \H\“\ \““\ “\h\ \“WM‘\ N\‘\ ‘ \H\ T "\ TTT ‘ T \‘\ T ‘ 1T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80496: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime
161.0
——
15 00 15.50
5000 1050 134.0 204.0 m/z 91.15 43.86%
41.0 81.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80214: cis-muurola-3,5-diene =P 7
105.0 161.0 15.00 15.50
m/z 134.25  43.55%
5000 81.0
204.0
I A e |
MU IR0 O O O O | | A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

8270-BG042723.M Wed May 24 10:21:59 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.303 6.19 ng 69579  Acenaphthene-di0 14.969
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 46
3 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
5 Vinyl benzoate 148 C9H802 000769-78-8 43
Abundance Scan 2173 (16.303 min): BG057516.D\data.ms (-2165) (- | m/z 105.05 100.00%
105.1
77.2 182.2
5000
51.1 Ui
—— e
16.00 16.50
152.2
Ol 3260 R myz 182015 70.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r ——
16.00 16.50
510 m/z 77.15  68.98%
270 | | 1260 1520 |
O‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\‘\‘\\\\‘\\\

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

105.0
Y
77.0 16.00 16.50
5000 ITI/Z 51.15 28.10%
51.0
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #38966: Benzoyl isothiocyanate T A
105.0 16.00 16.50
m/z 181.15 10.39%
5000 77.0
51.0
0 \27'0 ARREARAREA g \ I
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@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.547 3.59 ng 57793  Phenanthrene-d10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2555 (18.547 min): BG057516.D\data.ms (-2550) (- | m/z 73.15 100.00%
73.2
43.1
5000
129.2
1712 2132 wah el — ‘
I T P P 1650
obr Ml L L L m/z 43,15 80.31%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 WW‘WM‘M‘ [N I
18.50
1710 2130 256.0 m/z 60.15 79.39%
0\\\\““ m\hH\ ‘H‘\ M‘ \\\‘\“ \“\‘\\“‘\\\\
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 m
e L o
18.50
5000 129.0 m/z 57.15 70.66%
‘ 199.0 2420
oL “‘ H H‘M h!\ \m\ MhH\ M‘\ u\ ‘153(‘? ‘i L “\‘ .
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0 18.50
m/z 41.15 63.85%
43.0
5000
129.0
1710 5140
01‘41‘0‘\‘ U‘\‘u‘n‘ uhh HM ‘hm‘w \‘m‘ “\ ‘\‘ ‘ “\‘ —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.413 40.54 ng 747833  Chrysene-di12 22.013
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 1-Phenyl-4-methyl-1-pentyn-3-ol 174 C12H140 005923-02-4 47
3 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 47
4 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 43
5 (2E)-N-(2-Fluorophenyl)-3-phenyl... 241 C15H12FNO 025893-50-9 43
Abundance Scan 3043 (21.413 min): BG057516.D\data.ms (-3037) (- | m/z 131.15 100.00%
131.2
5000 J
2 219.1
21. 50
39.1 173.2
0 ,WH“H‘umum‘u“1H!_uuww‘_wm;m,mz‘?f?w m/z 115.10  43.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000
21 50
103 210.0 m/z 117.10  35.93%
0 51\.0u \‘w ‘ \‘\ ‘\ ‘\ 173.0 i 26\4 0
’HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49082: 1-Phenyl-4-methyl-1-pentyn-3-ol
131.0
21 50
5000 m/z 103.15 35.67%
102.0
51.0 ‘ 174.0
0,HmﬂWﬂwﬁmw‘w‘NH«_M‘MHWMHNMH‘_H‘VH‘VH‘_H‘_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #97536: Cinnamoylglycine, methyl ester
131.0 21 50
m/z 77.15 28.71%
5000 103.0
51.0 218.0
okl | | 16001880 |
A e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\

Data File : BG@57516.D

Acqg On : 23 May 2023 12:34

Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.572 3420 63147 Chrysene-di2 22.013

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90

3 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 87
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87

Abundance Scan 3070 (21.572 min): BG057516.D\data.ms (-3065) (- | m/z 57.10 100.00%
57.1

5000

:

—
% .1 210.3 3411 21.50
O et A it e e M/ 4310
m/z--> 0 50 100150200250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

»

5000 1
21.50
m/z 71.15

| Fﬁ?‘ 2520 5690 648.1
0‘\\\ ‘HH‘HH"HH‘HH‘HH‘HH‘HH‘HH‘\\\\‘\H\‘\\H‘\Hw\\

m/z--> 0 50 100150200 250300 350400450500550600650

-

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
T
21.50
5000 ITI/Z 83.15 58.17%
L‘ .0196.0
ol
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #346800: Octacosyl heptafluorobutyrate — ‘
57.0 21.50
m/z 55.15 58.14%
5000
9.0
o LT 20800780 3920 588.0
e e e e e e e e e
m/z--> 0 50 100150200 250300 350400450500 550600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52323\
Data File : BG®57516.D

Acqg On : 23 May 2023 12:34
Operator : CG/JU

Sample : 02870-11

Misc

ALS vial : 6 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-... 5.388 3.5 ng 20174 1  8.355 117039 20.0
(1S)-2,6,6-Trim... 7.009 2.7 ng 15658 1  8.355 117039 20.0
(1R, 2S,6S,7S,8S... 14.911 31.0 ng 348923 3 14.969 224970 20.0
Naphthalene, 1,... 15.193 2.3 ng 25761 3 14.969 224970 20.0
Benzophenone 16.303 6.2 ng 69579 3 14.969 224970 20.0
n-Hexadecanoic ... 18.547 3.6 ng 57793 4 17.707 321667 20.0
Cinnamyl cinnamate 21.413 40.5 ng 747833 5 22.013 368978 20.0
Pentadecafluoro... 21.572 3.4 ng 63147 5 22.013 368978 20.0
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