LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc :

ALS Vvial : 11 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: BGO57479.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.383 309 314 323 rBB2 14662 21881 2.18% 0.367%
2 5.871 391 397 410 rBB 218977 354704 35.32% 5.955%
3 7.011 586 591 596 rBV 14101 20822 2.07% 0.350%
4 7.498 667 674 684 rBV 236462 406000 40.43% 6.816%
5 8.356 814 820 827 rVB2 59948 101281 10.08% 1.700%

6 9.531 1012 1020 1031 rBV 139160 247849 24.68% 4.161%
7 11.193 1294 1303 1312 rBB 78093 139826 13.92%  2.347%
8 13.596 1704 1712 1719 rBV 416116 648163 64.54% 10.881%
9

13.837 1749 1753 1758 rVB2 8024 11070 1.10% 0.186%
10 14.283 1824 1829 1834 rBV2 43566 61128 6.09% 1.026%
11 14.365 1839 1843 1848 rBV 10339 13359 1.33% 224%

12 14.912 1930 1936 1940 rBV 117635 162424 16.17%
13 14.970 1940 1946 1951 rVV 137781 217020 21.61%
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w
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14 15.194 1979 1984 1990 rVB2 22459 29967  2.98% 503%
15 15.264 1990 1996 2001 rBV5 8755 12971 1.29% 218%
16 16.304 2165 2173 2178 rBV2 40661 63394 6.31% 1.064%
17 16.410 2184 2191 2193 rBV3 15766 26704  2.66% 0.448%
18 16.451 2193 2198 2204 rVV 328523 505108 50.29%  8.480%
19 16.504 2204 2207 2214 rVB5 9132 14247 1.42%  0.239%
20 16.786 2250 2255 2260 rBV2 7368 12038 1.20% 0.202%
21 17.708 2405 2412 2423 rBV 188714 285881 28.47% 4.799%
22 18.548 2549 2555 2562 rBV2 37574 59808 5.96% 1.004%
23 19.799 2765 2768 2777 rBV5 7658 15382 1.53% 0.258%
24 20.275 2843 2849 2855 rBV 810330 1004316 100.00% 16.860%
25 21.227 3008 3011 3017 rVB4 13189 17415 1.73% ©.292%
26 21.415 3036 3043 3050 rVB 318007 456805 45.48%  7.669%
27 21.573 3065 3070 3082 rBv4 23154 59054 5.88% 0.991%
28 22.014 3135 3145 3153 rBV 192924 319692 31.83% 5.367%
29 22.795 3273 3278 3281 rBV3 10581 15449 1.54% 0.259%
2.

30 24.399 3541 3551 3561 rBvV2 55195 133586 13.30%

31 25.421 3719 3725 3730 rBV5 10834 24295 2.42%
32 25.503 3730 3739 3751 rVB2 99447 294636 29.34%
33 26.649 3925 3934 3944 rVB2 43799 132991 13.24%
34 28.117 4176 4184 4194 rVB2 8815 32330 3.22%
35 29.886 4475 4485 4492 rBV6 9999 35207 3.51%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS Vvial : 11 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
Sum of corrected areas: 5956803
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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: BG057479.D\data.ms
800000

700000
600000
500000
400000

300000
5.871 7.498

200000
9.531
100000 8.356 A 11.193

5.383 7.011

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

Time--> 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG057479.D\data.ms
800000 20.275

700000
600000

500000

13.596
400000
16.451 21.415

300000

200000 17.708 22.014
100000

14.283 E 3 18.548
. 365 ||1651964 506,786 il 19799 || 212513 2279/
OV‘Y_Y_F [ ‘ T TT ‘ L \ T ‘ =T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T T ‘ L ‘ T T T ‘ L ‘ T T T ‘ T T T ‘ L

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: BG057479.D\data.ms
800000

700000
600000
500000
400000
300000

200000

25.503

100000 24.399 26.649

25.421 A 28.117 29.886
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_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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.
5.383 4.32 ng 21881 1,4-Dichlorobenzene-d4 8.356

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 33
3 2-Butanol, 1-methoxy- 104 C5H1202 ©53778-73-7 25
4 2-Butanol, 1-chloro- 108 C4H9Cl10 001873-25-2 12

5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 314 (5.383 min): BG057479.D\data.ms (-309) (-) m/z 43.15 100.00%

43.1
59.1
5000

1011 A

‘ 83.0 5.00 5.20 5.40 5.60 5.80
o"‘_"‘_"‘_"““Jmu_m‘uM"_m_m,m:,w,‘ m/z 59.15  59.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 ‘\\\\‘\\\\‘\\\\‘\\\\’\A\
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.05 22.89%
31\'0 L | 83.0 |
O\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
REaa R
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.15 19.94%
20.0 101.0
ol B30 . 730 850
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5385: 2-Butanol, 1-methoxy- R R
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 11.88%
31.0
5000 45.0
75.0
ol B0 L L sro 100
R R B R R I B e ARt Pt
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\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 9
R.T. EstConc Area Relative to ISTD R.T.
7.011 4.11 ng 20822 1,4-Dichlorobenzene-d4 8.356

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 90
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 78
3 trans-.beta.-Ocimene 136 C1OH16 003779-61-1 72
4 1,3,6-Heptatriene, 5-methyl-, (E)- 108 C8H12 000818-48-4 50
5 3,5-Methanocyclopentapyrazole, 3... 164 C10H16N2 087143-58-6 42
Abundance Scan 591 (7.011 min): BG057479.D\data.ms (-586) (-) m/z 93.15 100.00%
93.2
5000 77.2
39.1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
“ SF'O | | 12‘1-2 6.60 6.80 7.00 7.20 7.40
Ol bbb e e m/z 91,15 57.35%
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 T T T T T T T T

6.60 6.80 7.00 7.20 7.40
m/z 77.15 43.66%

15.0
‘ 121.0
\

| LI I 51360

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-

3.0
LD

6.60 6.80 7.00 7.20 7.40

o

5000 ITI/Z 92.15 33.63%
41.0
121.

T | Y M\ a0

O e et e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18059: trans-.beta.-Ocimene Eaaas R Raaae aE
93.0 6.60 6.80 7.00 7.20 7.40

m/z 79.15 31.53%

5000 41.0
77.0
121.0

260 | so, | | | 130

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20 7.40

o

8270-BGR42723.M Mon May 22 ©9:43:55 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 unknownl4.283 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.283 5.63 ng 61128  Acenaphthene-die 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 49
2 (+)-2-Carene, 4-.alpha.-isoprope... 176 C13H20 1000151-26-0 35
3 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 35
4 1,4-Methanophthalazine, 1,4,4a,7... 176 C11H16N2 1000221-84-9 30
5 3-Methylene-1,6-heptadiene 108 C8H12 016626-48-5 30
Abundance Scan 1829 (14.283 min): BG057479.D\data.ms (-1824) (- | m/z 79.15 100.00%
41.1 79.2
133.2
5000
161.1 h WA et
| H ‘ 189.1 14.00 14.50
0 e mz 9115 98.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38033: Cyclohexane, 1,5-diethenyl-3-methyl-2-methylen
79.0
41.0 (\ . /\ i M/\/
5000 T T T T T T T T T
105.0 14.00 14.50
133.0 m/z 41.15  93.21%
m/z--> 20 0 60 80 100 120 140 160 180 200
Abundance #50991: (+)-2-Carene, 4-.alpha.-isopropenyl-
41. 133.0
%30 (Y WYY
14.00 14.50
5000 ITI/Z 93.15 91.63%
65.0 161.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #80267: 1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E 0 — ‘/\‘ — ‘/
41.0 14.00 14.50
93.0 m/z 69.15 77.12%
69.0
5000 119.0
TR0 PO Y-S U I N
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\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 Germacrene D Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.912 14.97 ng 162424  Acenaphthene-die 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germacrene D 204 C15H24 023986-74-5 97
2 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 97
3 (1R,2S,6S,75,8S)-8-Isopropyl-1-m... 204 C1l5H24 018252-44-3 97
4 (S,1z2,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 95
5 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 93
Abundance Scan 1936 (14.912 min): BG057479.D\data.ms (-1930) (- | m/z 161.15 100.00%
1601.2
91.2
5000 119.2
41.1 /\
T
67.2 204.3 15.00
0! m/z 91.15 69.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80116: Germacrene D
161.0
105.0
41.0
5000
79.0 15 00
133.0 o040  M/z 105.15  65.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe
161.0
41.0 91.0 15.00
5000 m/z 79.15 42.47%
119.0
65.0 204.0
o ‘NJWMN‘WL‘H“‘H‘n‘
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 .oV o i
161.0 15.00
m/z 81.15 42.40%
5000 105.0
79.0
410 i ‘ H 133.0 204.0
m/z--> 20 40 60 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\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.194 2.76 ng 29967  Acenaphthene-die 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 99
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 98
3 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 93
4 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 90
5 .alpha.-Muurolene 204 C15H24 010208-80-7 76

Abundance Scan 1984 (15.194 min): BG057479.D\data.ms (-1979) (- m/z 161.15 100.00%
161.2

119.2
5000 91.2 204.3
41.1
69. 2\“ il ‘ 15.00 15.50
o_m‘m ‘U _mmw“h o m/z 119.15  68.05%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #80297: 1-Isopropy|-4,7-d|methyl-1,2,3,5,6,8a-hexahydro
161.0
119.0 /\
5000/ 410 91.0 204.0 Adlipa Tin s
69.0 15.00 15.50
‘ ‘ ‘ m/z 105.15 64.21%
0 BERR i“\ \‘1‘ 1“‘\“‘\”\ \“i‘\ T !M\ “1“\‘\‘“‘\‘““1“\ “ iH\ T i‘\ T \“\ T

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

Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
119.0 161.0

41.0 91.0 ‘ J‘\* /\ P
15.00 15.50
m/z 204.25 50.68%
5000 204.0 /
65.0
0- \“‘HH\H“Hm‘u“u_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\ )H
Abundance #80214: cis-muurola-3,5-diene f\ - T
105.0 161.0 15.00 15.50
m/z 134.15 47.76%
5000 81.0
204.0
43.0 ‘ A
X N TR v N O
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.304 5.84 ng 63394  Acenaphthene-di0 14.970
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 43
Abundance Scan 2173 (16.304 min): BG057479.D\data.ms (-2165) (- | m/z 105.15 100.00%
105.2
77.2 182.2
5000
51.1 — -
152.1 ‘ 16.00 16.50
0 HwH‘u‘H‘m_wumH_‘H‘_m_ulmww‘m m/z 77.15  74.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — pap
16.00 16.50
51.0 m/z 182.15  73.30%
O \\\‘\\\\‘\\‘\\‘\\\hl“\\\\‘\‘\\\112\6\.9\‘?_\5\%\.(‘)\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— ——
77.0 16.00 16.50
5000 m/z 51.15 24.79%
51.0
0 27.0 ul | 1520
R  ma
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- “ e
105.0 16.00 16.50
m/z 181.15 14.68%
77.0
5000
51.0
0 27.0 | \‘ I—I | ‘ 125.0 1540
R B e — ——
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\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 8
R.T. EstConc Area Relative to ISTD R.T.
18.548 4.18 ng 59808 Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38

Abundance Scan 2555 (18.548 min): BG057479.D\data.ms (-2549) (- | m/z 73.15 100.00%

73.2
43.1
5000 129.2
213.3
171.2

‘9?.0‘ ‘ ‘ 256.4 18.50
0 A L L LT mjz ee.15 82.33%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — r
18.50

m/z 43.10 80.12%

’ 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
43.0

18.50
5000 129.0 m/z 41.15 71.97%
171.0
214.0
0 “;‘\\HJ”W‘\‘“‘HMH;““H“H““HH‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0 18.50
m/z 57.15 59.33%
5000 129.0
1990 2420
157.0
OT L)y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.415 28.58 ng 456805  Chrysene-di12 22.014
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 N-(3-Chlorophenyl)-3-phenyl-2-pr... 257 C15H12C1INO 064741-15-7 43
4 Imidazo[1,2-a]pyridine-3-methana... 219 C11H17N3Si 1000497-61-2 43
5 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H3204 303797-58-2 43

Abundance Scan 3043 (21.415 min): BG057479.D\data.ms (-3036) (- | m/z 131.15 100.00%
131.2
5000
103.
219.2
51.1 .
CL L me | e L
O ettt bl b et e | M/z 115,10 45.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000
2150
103 o
219.0 m/z 117.10 36.96%
0 5%.0\‘ \‘w ‘ Il ‘\ ‘\ 173.0 i 26\40
’\\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0
2150
5000 m/z 103.15 35.60%
103.0
P e e e e S e e o e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #144477: N-(3-Chlorophenyl)-3-phenyl-2-propenamide
131.0 21 50
m/z 77.15 29.61%
5000
103.0
o810 1800 2200 2570
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 Methoxyacetic acid, heptade... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.573 3.69 ng 59054 Chrysene-d12 22.014
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, heptadecyl e... 328 C20H4003 1000282-99-1 86
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 83
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 83
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 83

Abundance Scan 3070 (21.573 min): BG057479.D\data.ms (-3065) (- | m/z 57.15 100.00%

57.1
5000 m

5.2
267.1 355.1 2150
O‘Tl%'l m/z 43.10  82.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234668: Methoxyacetic acid, heptadecyl ester
57.0
5000 o

283.0 .

m/z 55.15 77.11%

50 210
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
T \
21.50
5000 ITI/Z 83.15 70.33%
5.0
okt Hh 195.0264.0 336.0 532.0
rrigh “‘H T T P T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0 21.50
m/z 97.15 64.05%
5000
ob h,“ 2520 3690 648
H‘w‘H‘_‘H‘H‘w‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Data Path : Z:
BGO57479.D
: 19 May 2023 23:00

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG051923\

2848-20

Data File :

Acqg On

Operator : CG/JU
Sample : 0
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

1 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 10 Tetratetracontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.399 9.07 ng 133586  Perylene-di2 25.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3551 (24.399 min): BG057479.D\data.ms (-3541) (- | m/z 57.10 100.00%

57.1
5000

‘ P 7.3 252.2 2400 2450
O b b e e m/z 71.15  75.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 f
2400 2450

43.15 59.96%

| m 127.0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\I]T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0

o

2400 2450
5000 m/z 85.15 45.,28%
ol L || 127.0197.0 281.0 394.0
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘MH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane oy R AR
57.0 24.00 24.50

m/z 55.15  25.64%

) J\/WAN
0 \H ilﬁ71?:‘|-9702670 351.0 436.0 o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50

i
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
BGO57479.D

May 2023 23:00

: CG/IU
: 02848-20

11

TIC Library

Sample Multiplier: 1

: 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 11 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.649 9.03 ng 132991  Perylene-di2 25.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3934 (26.649 min): BG057479.D\data.ms (-3925) (- | m/z 57.15 100.00%

57.1
5000
I

26.50 27.00
155.2 207.1
0 ‘Nk‘“MWJ\MMMNN‘\MuWu“‘?éz}““‘ééﬁ%“‘ m/z 71.15 76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000

26.50 27.00

‘ m/z 43.15 53.79%

LI ‘ T T ‘ T \ T ‘ T \ T ‘ L ‘ T \ T ‘ T \ T ‘ L ‘
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

—
26.50 27.00

5000 m/z 85.15 53.07%
9.0
oLy | H\\ | | 141:0183.0225.0267.0309.0 3650
i “““““““‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0 26.50 27.00

m/z 55.10  22.80%

5000
9.0
oLl 141018302250267.0 3380
L - [

m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 12 unknown28.117 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
28.117 2.19 ng 32330 Perylene-di2 25.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 38
2 Dodecyl octyl ether 298 C20H420 1000406-38-4 35
3 Octyl tetradecyl ether 326 C22H460 1000406-38-5 35
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 35
5 Hexadecyl octyl ether 354 C24H500 1000406-38-6 35
Abundance Scan 4184 (28.117 min): BG057479.D\data.ms (-4176) (-~ | m/z 57.15 100.00%
57.1
5000 99.2
146.9 2837 e
L —
ARV Tt 9567
0,‘HW‘H“Hw“wHH‘HHM‘HMH‘_ﬂW‘LWH‘WHH‘HH_“ m/z 71.10 95.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #249109: Nonyl tetradecyl ether
57.0
5000
97.0 28.00 28.50
m/z 43.15 65.67%
’HH‘\H‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197435: Dodecyl octyl ether
57.0
—— —
28.00 28.50
5000 m/z 85.15 48.25%
97 0
Ay ‘HH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H
m/z--> 20 40 60 80 100120140160180200220240260280 W/\JW M
Abundance #232319: Octyl tetradecyl ether A M : AMﬂ — L
57.0 28.00 28.50
m/z 99.15 46.60%
5000
97.0
0 27¢°“\ ) ‘\‘ H 1250 16301870557 A
,HHM“_H‘_HW‘HWH‘WHH‘HHM‘HMH‘_HW‘HWH‘WH‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS vial : 11 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 Sulfurous acid, butyl dodec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
29.886 2.39 ng 35207 Perylene-di2 25.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 53
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 53
3 Hexatriacontane 507 C36H74 000630-06-8 53
4 Docosane 310 C22H46 000629-97-0 50
5 Hentriacontane 437 C31H64 000630-04-6 50
Abundance Scan 4485 (29.886 min): BG057479.D\data.ms (-4475) (- | m/z 57.15 100.00%
57.1
w0 N/&vw/\\wwmpww¢wA
il 2
‘ N ‘ 193.1 283.1 29.50 30.00
ok UL L e Wz 71.15 67.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
5000
29.50 30.00
m/z 43.15 65.98%
27.0
oh IL1T] 19702670 351042104910 6184
HH‘\H\’HH‘HH’\HT‘\\H‘WH\‘\H\‘WT\WH\!‘HHWFHY‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
— ——
29.50 30.00
5000 m/z 85.15 62.23%
Ly 1090
O e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339056: Hexatriacontane M“L ‘ﬂk ; ‘A‘AJM‘M
57.0 29.50 30.00
m/z 83.15 34.48%
5000
0 J ‘ ]l J‘ 127.0197.0 295.0 365.0 435.0 506.0
e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 29.50 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51923\
Data File : BGO57479.D

Acqg On : 19 May 2023 23:00
Operator : CG/JU

Sample : 02848-20

Misc

ALS Vvial : 11 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-... 5.383 4.3 ng 21881 1 8.356 101281 20.0
(1S)-2,6,6-Trim... 7.011 4.1 ng 20822 1 8.356 101281 20.0
unknown14.283 14.283 5.6 ng 61128 3 14.970 217020 20.0
Germacrene D 14.912 15.0 ng 162424 3 14.970 217020 20.0
1-Isopropyl-4,7... 15.194 2.8 ng 29967 3 14.970 217020 20.0
Benzophenone 16.304 5.8 ng 63394 3 14.970 217020 20.0
n-Hexadecanoic ... 18.548 4.2 ng 59808 4 17.708 285881 20.0
Cinnamyl cinnamate 21.415 28.6 ng 456805 5 22.014 319692 20.0
Methoxyacetic a... 21.573 3.7 ng 59054 5 22.014 319692 20.0
Tetratetracontane 24.399 9.1 ng 133586 6 25.509 294636 20.0
Hexacosane 26.649 9.0 ng 132991 6 25.509 294636 20.0
unknown28.117 28.117 2.2 ng 32330 6 25.509 294636 20.0
Sulfurous acid,... 29.886 2.4 ng 35207 6 25.509 294636 20.0
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