LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acqg On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55970.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.4e8 15 20 25 rBV 16972 24824 5.00% 1.086%
2 5.417 357 362 368 rBB 10819 16024 3.23% 0.701%
3 5.887 436 442 449 rBB 84446 131647 26.54% 5.759%
4 7.497 709 716 723 rBB 90139 150920 30.42% 6.602%
5 8.372 859 865 871 rBB 27256 42085 8.48% 1.841%
6 9.542 1057 1064 1071 rBB 54574 93170 18.78% 4.076%
7 11.204 1340 1347 1354 rBV 34836 58225 11.74% 2.547%
8 13.607 1749 1756 1763 rBB 202455 296016 59.67% 12.950%
9 14.976 1983 1989 1996 rVB 61301 93250 18.80% 4.079%
10 16.316 2211 2217 2222 rBV 42373 63805 12.86% 2.791%
11 16.451 2234 2240 2249 rBV 202828 309279 62.34% 13.530%
12 16.645 2271 2273 2275 rBvV3 4721 5518 1.11% 0.241%
13 16.674 2275 2278 2282 rVB4 6177 8788 1.77% 0.384%
14 16.774 2291 2295 2298 rBV2 9448 13628 2.75% ©.596%
15 16.827 2302 2304 2308 rvv4 9146 13373 2.70% ©.585%
16 16.892 2310 2315 2319 rVe 6608 12756  2.57% ©.558%
17 16.939 2319 2323 2328 rvv8 4340 7771  1.57%  0.340%
18 17.162 2357 2361 2364 rBV 10330 14038 2.83% 0.614%
19 17.233 2371 2373 2377 rBv4 6729 8737 1.76% 0.382%
20 17.444 2406 2409 2414 rBV6 8143 11617 2.34% 0.508%
21 17.714 2450 2455 2459 rBV 83404 124604 25.12% 5.451%
22 17.755 2459 2462 2471 rVB 38536 61498 12.40% 2.690%
23 18.572 2597 2601 2606 rBV6 26962 47423 9.56% 2.075%
24 19.747 2797 2801 2806 rVB 82693 115131 23.21% 5.037%
25 20.106 2860 2862 2867 rVB 55699 65577 13.22%  2.869%

26 20.294 2889 2894 2899 rVB 395786 496121 100.00% 21.704%

Sum of corrected areas: 2285825
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055970.D\data.ms

500000
400000
300000
200000

100000 5.887 7.497
9.542

11.204
408 5.417 8.372

Or_/\k‘\\\\‘\\\\|\\\\‘\\\\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055970.D\data.ms

20.294
500000

400000

300000

13.607 16.451 19.7420.10¢

200000

100000
14.976

e e 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: BG055970.D\data.ms

500000

400000

300000

200000

100000

O\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ 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\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11

Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.408 11.80 ng 24824  1,4-Dichlorobenzene-d4 8.372
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
3 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 9
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
5 1-Hepten-4-ol 114 C7H140 003521-91-3 9
Abundance  Scan 20 (3.408 min): BG055970.D\data.ms (-15) (-) m/z 73.00 100.00%
73.0
43.0
5000
55.1 87.1
VU
“ ‘ 3.40 360 3.80
owm‘,mwHH,‘H""‘M,HHMH_HWH m/z 43.00 53.80%
miz--> 10 20 30 40 50 60 70 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
43.0 3.40 3.60 3.80
~ 550 87.0 m/z 55.18  35.93%
29.0 | |
O\\‘\\\\’\\\“‘\\\\"}\‘\\‘\\\\’\\\\‘\}\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 90
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
C
55.0 340 360 3.80
5000 43.0 m/z 87.10  29.84%
27.0
15.0 M ‘ | 81.0
o) S 1 O 11 R 1 R T S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #986: 1-Propanol, 2-methyl- A
43.0 3.40 3.60 3.80
33.0 m/z 41.10 19.68%
5000
N B AL
) A Al
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

BGO55970.D
: 14 Dec 2022
: CG/JU

: N6023-01

: 15 Sample

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\

22:11

Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.417 7.62 ng 16024  1,4-Dichlorobenzene-d4 8.372
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 Acetone 58 C3H60 000067-64-1 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
Abundance Scan 362 (5.417 min): BG055970.D\data.ms (-357) (-) m/z 43.00 100.00%
3.0
5000 59.0
101.0 SRR VRS
1 ‘ 83.0 5.00 5.20 5.40 5.60 5.80
o e e R Rt e m/z 59.00  49.64%
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 | LR BB B
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  23.20%
3%0 L | 83.0
O \\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
T e
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 16.45%
58.0
15‘.0 27.0 ! 72.0 100.0
o+ttt
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester e e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 10.44%
57.0
5000
29.0 101.0
15.0 ‘
0 H‘HM‘_‘AHMH‘MH“_Hw‘uu“H‘W“H‘H“_“w\ R o o O N B
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\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 3 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.316 13.68 ng 63805  Acenaphthene-d1e 14.976
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H16N2 000103-33-3 53
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
4 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
5 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H1e0 000518-85-4 43
Abundance Scan 2217 (16.316 min): BG055970.D\data.ms (-2211) (- | m/z 182.00 100.00%
105.0 182.0
77.0
5000 51.0
1600 1650
152.1 . .
126.1
oHH_‘m_‘mmhlmm_“uu‘mHmlmmw‘m m/z 105.00  87.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 = posp—
16.00 16.50
1820 nyz 77.00  69.47%
O TT T ‘2\1\.\0\“‘ T } T ‘H\ T \h\“ TTTT ‘ \‘\ T \1‘2\6\.\()\ ‘}\5}2\‘0‘\ TTT ‘H\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
717.0
ey Py
182.0 16.00 16.50
5000 m/z 51.00 44 .12%
51.0 105.0
oL, 270 \ ‘ 128.0 15%'0
A i B e e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone “ T
105.0 16.00 16.50
183.0 m/z 181.00  18.04%
77.0 '
5000 51.0
0 L | 1270 1540 | A
o R T — A
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\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Hexestrol, O-methoxycarbonyl-  Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.774 2.19 ng 13628 Phenanthrene-die 17.714
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexestrol, O-methoxycarbonyl- 328 C20H2404 1000487-66-3 59
2 Benzamide, 3-methoxy-N-methyl-N-... 361 C23H39NO2 1000449-93-4 53
3 3,4-Diethylphenol 150 C10H140 000875-85-4 53
4 2-n-Hexyladamantane 220 C16H28 1000441-03-5 50
5 3,5-Dihydropyrrolo(3,2-d)pyrimid... 135 C6H5N30 005655-01-6 50
Abundance Scan 2295 (16.774 min): BG055970.D\data.ms (-2291) (-~ | m/z 135.00 100.00%
135.0
M“MA : —
39.0 77.0 ‘ 191.0231.2 16.50 17.00
- Ly ! y H\WJHM L m/z 187.00 18.75%
m/z--> 50 100 150 200 250 300 350
Abundance #234568: Hexestrol, O-methoxycarbonyl-
135.0
5000 —— ——
16.50 17.00
m/z 77.00 12.69%
oL 410 39 | 1930 2530 3280
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #270834: Benzamide, 3-methoxy-N-methyl-N-tetradecyl-
135.0
Py =
16.50 17.00
5000 m/z 121.10 12.69%
43.0 178.0
ol b P29 ]|, 234027603180 361
e e e e e e
m/z--> 50 100 150 200 250 300 350 WWWWM
Abundance #27460: 3,4-Diethylphenol - —
135.0 16.50 17.00
m/z 39.00 12.05%
5000
91.0
04l Il
0 \\\Mﬂhdwwﬂ,wwbﬂ\ﬂ\\ L LA . —
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BG121322.M Thu Dec 15 14:34:45 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknownl6.827 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.827 2.15 ng 13373 Phenanthrene-d10 17.714
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5,7-Nonatrien-2-one, 8-methyl-... 192 C13H200 070372-94-0 47
2 1-(2,4-Dimethylphenyl)ethanol 150 C10H140 099500-87-5 14
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 14
4 N-(Chroman-5-yl)acetamide 191 C11H13NO2 1000306-69-8 12
5 Benzestrol 298 (C20H2602 000085-95-0 12
Abundance Scan 2304 (16.827 min): BG055970.D\data.ms (-2302) (- | m/z 149.00 100.00%
149.0
107.0
191.1
5000
41.0 65.1 220.3 WWMM\ —
b b L L L) L] e i
Ol U I L L myz 107,00 82.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66949: 3,5,7-Nonatrien-2-one, 8-methyl-7-(1-methylethy
1070 1490
43.0
5000 192.0 T T
16.50 17.00
79.0 m/z 191.10 62.07%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27528: 1-(2,4-Dimethylphenyl)ethanol
107.0
135.0
16.50 17.00
5000 43.0 m/z 135.00 51.97%
77.0
oy WAL ]
Pl N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)- “AWWA‘ ——
107.0 1350 16.50 17.00
m/z 121.00 47.54%
5000
39.0 770
80, | bdd ikl
0‘H‘_MuwHWMWH‘MJM‘J‘W‘HEMMH‘H‘W‘H‘_‘H‘H LS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 6 unknownl6.892 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.892 2.05 ng 12756  Phenanthrene-die 17.714
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Elemenone 218 C15H220 020303-60-0 43
2 Cyclohexanone, 5-ethenyl-5-methy... 218 C15H220 032663-57-3 43
3 4-(1,1-Dimethylheptyl)phenol 220 C15H240 1000384-80-3 38
4 1H-Indene, 1l-ethylideneoctahydro... 164 C12H20 056362-87-9 27
5 1-[3-(2,6,6-Trimethyl-cyclohex-2... 234 C14H22N20 1000185-64-0 25

Abundance Scan 2315 (16.892 min): BG055970.D\data.ms (-2310) (- | m/z 135.00 100.00%

135.0
107.0
5000
420 850 1752 2201 “hps —
LTy ] e v
0 _WHHm_“H“_H‘m‘lmm e Ay Bl m/z 107.00  73.42%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96745: .beta.-Elemenone
107.0 ,135.0
41.0
5000 67.0 - —
16.50 17.00
m/z 121.00  73.12%
‘ ‘ 175.0 218.0
0 Y L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #96840: Cyclohexanone, 5-ethenyl-5-methyl-4-(1-methyle
107.0 135.0 M/\/}
ik —r
41.0 16.50 17.00
5000 67.0 m/z 149.05 72.43%
‘ ‘ 175.0 218.0
0/ H@W‘NM‘W‘JM“H‘\‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /NY\MMV\
Abundance #99241: 4-(1,1-Dimethylheptyl)phenol A
135.0 16.50 17.00
m/z 136.05 26.78%
5000
107.0
0 55.0 7?0 L ‘ | ‘ 22?0 h AhM“ n m&
— o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

8270-BG121322.M Thu Dec 15 14:34:46 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-(4-Tert-butylphenoxy)prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.162 2.25 ng 14038  Phenanthrene-die 17.714
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(4-Tert-butylphenoxy)propanoic... 222 C13H1803 006941-12-4 53
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 50
3 4'-(Dimethylamino)acrylanilide 190 C11H14N20 013304-63-7 50
4 4-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 026177-66-2 50
5 2-(4-Tert-butylphenoxy)ethanamine 193 C12H19NO 050634-73-6 42
Abundance Scan 2361 (17.162 min): BG055970.D\data.ms (-2357) (-~ | m/z 135.05 100.00%
135.1
107.1 — e
410 L4 17111991 2461 17.00 17.50
(- M‘”& b b e T gz 107,10 19.67%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #101421: 2-(4-Tert-butylphenoxy)propanoic acid
135.0 207.0
5000 —r— —
17.00 17.50
107.0 m/z 136.05  19.54%
410 770 ‘
O ]\-\5\.‘ \‘\‘\ \“‘1‘\‘\“\“‘\”\ T \H“\ 1”‘\‘\ “\“\‘\‘\M“\ T \ ! ‘ TTTT ‘ \J;?K-\O\\ T ‘ T ! T “‘\ TTT ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
17.00 17.50
5000 m/z 41.05 12.58%
107.0
|20 57.0 1750 206.0 WMWM
R R R R R RA AR EE U INRS R PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64517: 4'-(Dimethylamino)acrylanilide —— —
135.0 17.00 17.50
m/z 134.05 10.39%
190.0
5000
0l 270 30 8201080 | 1610 |
e N B R R SRR ARSI RARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50

8270-BG121322.M Thu Dec 15 14:34:47 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acq On : 14 Dec 2022 22:11

Operator : CG/JU

Sample : N6023-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 8 n-Hexadecanoic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.572 7.61 ng 47423 Phenanthrene-d10 17.714
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
2 n-Decanoic acid 172 C10H2002 000334-48-5 42
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 30
5 Pentadecanoic acid 242 C15H3002 001002-84-2 20

Abundance Scan 2601 (18.572 min): BG055970.D\data.ms (-2597) (- | m/z 41.00 100.00%
41.0 |73.0
129.0
5000 213.2
T \
1|
Y m/z 73.60  98.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 18.50
213.0 m/z 60.00 98.02%
1] ) H‘l(ﬂ 157.0185.0
O\‘\l\\‘}‘\\”\”\”M\‘H!\H“‘\\‘”‘1’\”\‘\\‘HH‘\\‘H’\‘H‘\“HH‘HH’HH“HH‘\
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #46966: n-Decanoic acid
73.0
T \
129.0 18.50
5000 m/z 43.00 85.27%
43.0
|[LoL.0 172.0
Y SN (0 {91 O TN P A et RS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14719: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- — ‘
43.0 18.50
m/z 55.00 84.73%
129.0
5000
‘ ‘ ‘ 87.0
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55970.D

Acqg On : 14 Dec 2022 22:11
Operator : CG/JU

Sample : N6023-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Butane, 2-metho... 3.408 11.8 ng 24824 1 8.372 42085 20.0
2-Pentanone, 4-... 5.417 7.6 ng 16024 1 8.372 42085 20.0
Benzophenone 16.316 13.7 ng 63805 3 14.976 93250 20.0
Hexestrol, O-me... 16.774 2.2 ng 13628 4 17.714 124604 20.0
unknownl6.827 16.827 2.1 ng 13373 4 17.714 124604 20.0
unknown16.892 16.892 2.0 ng 12756 4 17.714 124604 20.0
2-(4-Tert-butyl... 17.162 2.3 ng 14038 4 17.714 124604 20.0
n-Hexadecanoic ... 18.572 7.6 ng 47423 4 17.714 124604 20.0
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