LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG®56332.D

Acqg On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc :

ALS Vvial : 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.319 3 5 18 rVvB 315337 380506 14.29%  3.218%
2 5.340 342 349 356 rBV 38867 62036 2.33% 0.525%
3 5.828 424 432 441 rBV 202057 331052 12.43% 2.800%
4 7.444 700 707 717 rBV 157904 273519 10.27%  2.313%
5 8.308 847 854 860 rBV 125071 204885 7.69% 1.733%

6 9.477 1045 1053 1062 rBB 247793 456822 17.16%
7 11.140 1328 1336 1346 rBB 161182 290959 10.93%
8 12.885 1626 1633 1640 rBV2 25879 48619 1.83%
9 13.548 1737 1746 1753 rVB 967682 1505785 56.55% 12.
10 13.754 1776 1781 1785 rBV 36352 54489 2.05%
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11 14.218 1854 1860 1867 rBV 127219 185974  6.98%
12 14.653 1926 1934 1941 rBV 113542 162612 6.11%
13 14.917 1971 1979 1986 rBV 309722 504352 18.94%
14 16.257 2200 2207 2213 rBV 275605 385334 14.47%
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15 16.398 2224 2231 2238 rBV 782152 1146151 43.04% 694%
16 17.655 2439 2445 2452 rBV 474530 713106 26.78% 6.031%
17 18.290 2549 2553 2561 rBV7 18554 34272 1.29% ©.290%
18 18.502 2584 2589 2599 rBV 249356 364779 13.70%  3.085%
19 19.753 2798 2802 2806 rBv2 72595 92084 3.46% 0.779%

20 20.229 2877 2883 2889 rBV 2063073 2662757 100.00% 22.521%

21 21.527 3099 3104 3114 rVB 238238 374548 14.07% 3.168%
22 21.945 3169 3175 3182 rVB2 441039 777624 29.20%  6.577%

23 25.388 3751 3761 3772 rVB2 270496 811045 30.46% 6.860%

Sum of corrected areas: 11823310
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056332.D\data.ms
2000000

1500000
1000000

500000

B9 9.477

5.828 7.444 8.308 11.140
5.340 [\ 12.88t

O\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\W
Time--> 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: BG056332.D\data.ms
2000000 20.229

1500000

1000000{ 13.548
16.398

500000 17.655 21.945

14.917 16.2 18.502 21.527

14.21814.653
3.754 18.29 19.753

L L e I e

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: BG056332.D\data.ms
2000000

1500000

1000000

500000
25.388

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\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown3.319 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.319 37.14 ng 380506 1,4-Dichlorobenzene-d4 8.308

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 4

Abundance Scan 5 (3.319 min): BG056332.D\data.ms (-3) (-) m/z 73.00 100.00%

3.0
5000
87.0
RN A REAREEEEEE R
43]0 50.0 3.403.50 3.60 3.70
e b b b e m/z 87.00 30.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2248: Silane, tetramethyl-
73.0
5000 T[T T T T[T I T T[T TT[TTTT]
3.40 3.50 3.60 3.70
m/z 43.00 12.31%
45.0
190 200 1 500 | s,
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
R A REaRSREREE R
3.40 3.50 3.60 3.70
5000 m/z 55.00 10.30%
43.0 87.0
29.0 ‘ % ‘
‘W‘HW‘Hﬂ‘thAW‘m%q‘wh‘wu‘wu‘wu‘wu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- R ARARREREEREESE
73.0 3.40 3.50 3.60 3.70
m/z 71.00 9.93%
5000
45.0
210 _86.0 99.0 115.0
e e e e e e e e  REARaRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown5.340 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.340 6.06 ng 62036  1,4-Dichlorobenzene-d4 8.308

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 32
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 32
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 6-Nitrohexan-2-o0l 147 C6H13NO3 062224-53-7 25
5 4,5-Dimethyl-3-heptanol 144 C9H200 019549-76-9 25
Abundance Scan 349 (5.340 min): BG056332.D\data.ms (-342) (-) m/z 59.00 100.00%
59.0
101.0
5000
 AREmas R
5.00 5.20 5.40 5.60
ol e e 2ol0 | m/z 43.00 85.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #298: Guanidine
59.0
5000 LI AL L N L I B
5.00 5.20 5.40 5.60
m/z 101.00 60.36%
28‘.0
1,
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
EREmas
5.00 5.20 5.40 5.60
5000 m/z 58.00 22.83%
101.0
X —
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #5056: Propane, 1-ethoxy-2-methyl- “_““““_“““Mﬁ
31.0 590 5.00 5.20 5.40 5.60
m/z 41.00 11.80%
5000
i 11 N
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25

Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Hydrocinnamic acid Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
12.885 3.34 ng 48619 Naphthalene-d8 11.140
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Hydrocinnamic acid
2 Benzenepropanoic acid 1-methylet... 192 C12H1602
3 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3
4 n-Butyl-.beta.-phenylpropionate 206 C13H1802
5 Pentafluoropropionic acid, 2-phe... 268 C11H9F502

150 C9H1e02

000501-52-0 94
022767-95-9 78
1000129-40-0 50
020627-49-0 47
081089-48-7 47

Abundance Scan 1633 (12.885 min): BG056332.D\data.ms (-1626) (- | m/z 91.00 100.00%
91.0
5000 150.0 /L
12. 50 13. 00
42.9 281.( o
‘M‘me‘wHw‘wa‘wHH‘HL‘HH_‘H_H‘_HW‘HWH‘WH m/z 104.00  54.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28272: Hydrocinnamic acid
91.0
12. 50 13 OO
m/z 150.00 43.98%
51.0 ‘
\’HH“\‘\“H‘HHH‘H‘\“HH‘HH‘H‘\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #66692: Benzenepropanoic acid 1-methylethyl ester
91.0
P
12.50 13.00
5000 150.0 m/z 105.10  18.70%
510
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate I P ; A‘ AL
91.0 12.50 13.00
m/z 77.00 17.89%
5000
150.0
51.0 ‘
S O 1 O 7 S Y RN RNA RO
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

8270-BG122722.M Thu Jan 19 11:09:04 2023

Page:

5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Phenol, 4-(1,1-dimethylprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.754 2.16 ng 54489  Acenaphthene-die 14.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 97
2 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 80
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 72
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 64
5 Benzaldehyde diethylacetal 180 C11H1602 000774-48-1 59
Abundance Scan 1781 (13.754 min): BG056332.D\data.ms (-1776) (1 m/z 135.00 100.00%
135.0
5000 107.0
—= —
391 77.0 164.0 13.50 14.00
e b L m/z 106.95  46.71%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 i —
107.0 13.50 14.00
m/z 164.00 10.99%
41‘.0 77.0 ‘ 164.0
YU PR A PR
H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #161280: 4,4'-(1,2-diethylethylene)diphenol
135.0
— —
107.0 13.50 14.00
5000 ’ m/z 91.00 10.67%
410 770 | | 1680 270.(
R RaaE o R e A e e RaEamaEEsaTE SEsa
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #27481: Phenol, p-tert-butyl- oL
135.0 13.50 14.00
m/z 77.00 10.01%
5000
107.0
wo mo | I
1T [N I
e R e e e e e e R R
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Ethanone, 1,1'-(1,4-phenyle... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.218 7.37 ng 185974  Acenaphthene-di10 14.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 91
2 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 72
3 Benzene, 1-(1,1-dimethylethyl)-4... 162 C12H18 007364-19-4 64
4 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 64
5 Benzoic acid, 4-propyl-, 4-cyano... 265 C17H15NO2 056131-49-8 64
Abundance Scan 1860 (14.218 min): BG056332.D\data.ms (-1854) (- | m/z 147.00 100.00%
147.0
5000
91.0
— —
43.0 ‘ 14.00 14.50
SN TP ' P L 2071 3% m/z 91.e0  35.24%
miz--> 50 100 150 200 250 300 350
Abundance #37632: Ethanone, 1,1'-(1,4-phenylene)bis-
147.0
5000 e — j\
14.00 14.50
430 410 m/z 119.60  15.70%
miz--> 50 100 150 200 250 300 350
Abundance #37641: 1(3H)-Isobenzofuranone, 3,3-dimethyl-
147.0
A s
14.00 14.50
5000 m/z 162.00  13.27%
91.0
43.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #37993: Benzene, 1-(1,1-dimethylethyl)-4-ethyl- — T
147.0 14.00 14.50
m/z 148.00 10.79%
5000
91.0
41.0 ‘
‘wuﬂpﬁﬂk‘NWMW“w“““““““““““‘ — o
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BG122722.M Thu Jan 19 11:09:08 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 1,2-Dimethyl-5-nitroadamantane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.653 6.45 ng 162612  Acenaphthene-di0 14.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 56
2 n-Octyltriethoxysilane 276 C14H3203Si 002943-75-1 53
3 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 50
4 Phthalic acid, 4-isopropylphenyl... 298 C18H1804 1000315-65-7 50
5 Isobutyl methyl phthalate 236 C13H1604 1000373-89-3 50

Abundance Scan 1934 (14.653 min): BG056332.D\data.ms (-1926) (- | m/z 163.00 100.00%
163.0
5000 ]\
43.0 — e
77.0 12‘1-0 | 14.50 15.00
207.1 o
et 20T m/z 43.00  23.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane
107.0 163.0
5000 ﬂ L T
14.50 15.00
41.0 m/z 121.00 12.84%
‘ 77 o‘
\H‘HH‘“M‘\“\“‘\H\‘HH"“\\M‘\‘M\\“‘HH‘HH‘!\H‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168322: n-Octyltriethoxysilane
163.0
ey £ —
14.50 15.00
5000 m/z 164.00 11.93%
119.0
43.0 79"0‘ Ll .| 201.0231.0 276.(
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)- — T
163.0 14.50 15.00
m/z 77.00 10.37%
5000
121.0
43.0 91.0 ‘ ‘
uw‘uu““u‘u‘w‘uu‘ww‘u“w‘u‘w“ww‘w‘w‘wu‘uu“uu‘uu‘uu‘uu‘uu‘w A ‘A/‘[\‘ T AwAAw,\ A‘ T
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.257 15.28 ng 385334  Acenaphthene-di0 14.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 3,4-Dimethoxy-5-hydroxybenzaldehyde 182 C9H1004 029865-90-5 47
3 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 46
4 .beta.-Carboline, 2-methyl- 182 C12H1ON2 013099-99-5 46
5 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14Hi4 007383-90-6 43
Abundance Scan 2207 (16.257 min): BG056332.D\data.ms (-2200) (- | m/z 105.00 100.00%
1050 182.0
77.0
5000
>0 1600 1650
152.0 : :
HwHH_mw‘mluHH_‘H‘1‘2‘6"‘0‘_ulm_m“m m/z 182.00  83.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 — —r—
182.0 16.00 16.50
510 m/z 77.00  65.94%
27.0 I A | 126.0 152 0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #57552: 3,4-Dimethoxy-5-hydroxybenzaldehyde
182.0
—— —
16.00 16.50
5000 m/z 51.00 16.96%
39.0
‘ 650 96.0 139.0
190, Ll omeo [ L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57008: 4,4'-Dimethylbipheny! — —
182.0 16.00 16.50
m/z 181.00 14.38%
5000
90.0
1520‘
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG122722.M Thu Jan 19 11:09:09 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.502 10.23 ng 364779  Phenanthrene-di0 17.655
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 2589 (18.502 min): BG056332.D\data.ms (-2584) (- | m/z 72.95 100.00%
73.0
5000 213.1
41.0 129.0
171. U 1
LT
A H HMH‘ \H‘H\ N‘\ aly ‘H H‘ “ “Mi A “ i m/z 60.00 50.29%
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 213.0 18 50 1
171 O m/Z 213.10 45, 24%

— \“ W‘H u‘ h!\ HH\L HhH\ ﬂ“ il ‘u ‘ b ‘\‘\‘ A “ — “ ——
m/z--> 50 150 200 250
Abundance #60689.Undecanox:add
60.0

1850
5000 m/z 55.00 38.64%
20.0 129.0
186.0
““ U\ M\‘ H‘H M‘F H‘ " ‘H\“ “‘\‘ X “‘ — T
m/z--> 150 200 250
Abundance #46964.n—Decan0k:add sy
60.0 1850

m/z 129.00  38.44%

5000{ 29.0 129.0 Akwmm
172.0
“ H‘ i \\‘ wm‘ ‘HMPZ\HO}H - | "

miz--> 50 100 150 200 250 18,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25

Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Octadecanoic acid Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
19.753  2.58ng 92084 Phenanthrene-dio 17.655
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 octadecanoic acid 284 ClaH3602 000057-11-4 55

2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 32
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 2802 (19.753 min): BG056332.D\data.ms (-2798) (- | m/z 73.00 100.00%
73.0
5000 JWNV\
—— —
19.50 20.00
m/z 60.00 51.59%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000
129.0 19.50 20.00
m/z 241.10  47.25%
29. 185.0 549 o 284.0
H}‘““\“‘} \“‘\ \‘ \“\ “ i \“‘ T \L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
S | S
19.50 20.00
5000 129.0 m/z 128.95 47.02%
29.
199.0 242.0
‘\\‘M }M‘\“Hl “\“‘ “ ;“‘ N e
m/z--> 50 100 150 200 250 300 350
Abundance #109283: Tetradecanoic acid
73.0 19.50 20.00
m/z 69.00 46.22%
5000 129.0
185.0
228.0
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG122722.M Thu Jan 19 11:09:11 2023

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG@56332.D

Acq On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 9-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.527 9.63 ng 374548  Chrysene-d12 21.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404  1010164-49-7 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 86
5 Eicosyl methyl ether 312 C21H440 1000406-29-4 86
Abundance Scan 3104 (21.527 min): BG056332.D\data.ms (-3099) (- | m/z 83.00 100.00%
5000 WVMM"MNkakaMMAMN
2150 |
196.0 ’
AR 29 4890 m/z 97.00  93.24%
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #138524: 9-Octadecene, (E)-
55.0
5000 = :
21.50
m/z 68.95 83.22%
h54.o 252.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #232316: Behenic alcoho
83.0
T 7
21.50
5000 m/z 55.00 53.27%
(182.0 280.0
e
m/z--> 0O 100 200 300 400 500 600 700 800
Abundance #350317: Bacteriochlorophyll-c-stearyl T ‘
83.0 21.50
m/z 70.95 50.25%
5000
224.0
| [, |, 327.0 436.0 554.0 822.0
A e e e e T e o
m/z--> 0O 100 200 300 400 500 600 700 800 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011823\
Data File : BG®56332.D

Acqg On : 18 Jan 2023 17:25
Operator : CG/JU

Sample : 01186-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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|
unknown3.319 3.319 37.1 ng 380506 1 8.308 204885 20.0
unknown5.340 5.340 6.1 ng 62036 1 8.308 204885 20.0
Hydrocinnamic acid 12.885 3.3 ng 48619 2 11.140 290959 20.0
Phenol, 4-(1,1-... 13.754 2.2 ng 54489 3 14.918 504352 20.0
Ethanone, 1,1'-... 14.218 7.4 ng 185974 3 14.918 504352 20.0
1,2-Dimethyl-5-... 14.653 6.5 ng 162612 3 14.918 504352 20.0
Benzophenone 16.257 15.3 ng 385334 3 14.918 504352 20.0
n-Hexadecanoic ... 18.502 10.2 ng 364779 4 17.655 713106 20.0
Octadecanoic acid 19.753 2.6 ng 92084 4 17.655 713106 20.0
9-Octadecene, (E)- 21.527 9.6 ng 374548 5 21.945 777624 20.0
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