LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc :

ALS Vvial : 14 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33277.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.313 450 506 509 rVB3 29264753 432783598 100.00% 70.861%
2 8.207 820 828 844 rVB 6021497 10453745 2.42% 1.712%
3 9.107 938 981 986 rBV2 6302514 42711656 9.87% 6.993%
4 10.260 1136 1177 1181 rBV 2117037 13625209 3.15%  2.231%
5 10.554 1214 1227 1245 rBV 3955594 9379631 2.17% 1.536%
6 13.184 1664 1674 1683 rBV 4256487 7658613 1.77% 1.254%
7 13.983 1805 1810 1815 rBV2 3970449 6437365 1.49% 1.054%
8 14.301 1859 1864 1869 rBV5 2411698 5109450 1.18% 0.837%
9 14.389 1875 1879 1885 rVB 6254210 9419429 2.18% 1.542%
10 14.525 1897 1902 1905 rBV2 3022323 5441297 1.26% 0.891%
11 15.348 2038 2042 2046 rBV2 4638424 6751599 1.56% 1.105%
12 16.295 2197 2203 2208 rBV2 8921445 17870369 4.13% 2.926%
13 24.453 3582 3590 3596 rBV2 1746178 4772276 1.10% 0.781%
14 24.795 3642 3648 3656 rVB3 2758811 7650782 1.77%  1.253%
15 24.877 3656 3662 3672 rVB 2593264 5998865 1.39% 0.982%
16 25.000 3677 3683 3697 rVB 1986822 5216488 1.21% ©0.854%
17 27.024 4013 4027 4035 rBV2 1159526 5255500 1.21% 0.861%
18 27.677 4129 4138 4155 rVB 2335571 8198386 1.89% 1.342%
19 27.877 4163 4172 4184 rVB 1863160 6015090 1.39% 0.985%

Sum of corrected areas: 610749348
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033277.D\data.ms
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Abundance TIC: BM033277.D\data.ms
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Abundance TIC: BM033277.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.313 828.00 ng 432784000 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 59
3 Propane, 1-methoxy-2,2-dimethyl- 102 C6H140 001118-00-9 36
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 28
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 27

Abundance Scan 506 (6.313 min): BM033277.D\data.ms (-450) (-) m/z 57.10 100.00%

57.1
5000
87.0
e
6.00 6.20 6.40 6.60
ol b [ | 1101 1550 1900 2810 ./, 45.19  53.09%
miz--> 50 100 150 200 250
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 T T T T T[T T T T[T T T T [TTTT]
6.00 6.20 6.40 6.60
87.0 m/z 41.10 47.08%
Aeld ]
O T ‘\ “\‘ \h ‘ ‘M\ \“‘\ T i1\18\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
R ARmmmazmEEE SR
6.00 6.20 6.40 6.60
5000 m/z 87.05 31.98%
87.0
270 | | ‘
ob—b
miz--> 50 100 150 200 250
Abundance #5063: Propane, 1-methoxy-2,2-dimethyl-  EAEEmaRE RS SE
57.0 6.00 6.20 6.40 6.60
m/z 56.10 12.28%
5000
87.0
7o)l |
0 bl e b — AT T
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.554 20.00 ng 9379630  Naphthalene-d8 10.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50

Abundance Scan 1227 (10.554 min): BM033277.D\data.ms (-1214) (-  m/z 45.10 100.00%

45.1
5000

75.0 \

| ‘ 1320 10.50
Ol WHMMMwH‘“1‘5,2”9,”H_WW_W%?‘%“ m/z 57.18  97.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10,50

41.10  37.76%

27.0
\H‘\U\\‘H‘\ ““\\‘1“\‘\“\‘H}‘H\\‘?\’\2\‘0\\\\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

o

1050
5000 m/z 75.05 18.56%
87.0
27,0 ‘
b i ), 201630
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- //‘/L —— I

45.0 10.50

m/z 56.10  15.99%

5000 A/L
89.0
5ol | L | oo

Vbt MO MOPEDE T e S
miz--> 20 40 60 80 100120140160180200220240260280 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknownl13.983 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.983 23.66 ng 6437370  Acenaphthene-d10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 27
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27

Abundance Scan 1810 (13.983 min): BM033277.D\data.ms (-1805) (-  m/z 193.20 100.00%

193.2
5000
==
14.00
0 2203 n/z 69.10  56.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0
69.0 123.0
41.0
5000 T T
98.0 14.00
m/z 41.10 46.60%
O T \‘\‘\ \“’“\ T \“‘}“\ \H‘M T ”“ \‘\H\ T “L TT i“‘]\-\swzw.‘ow T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
——
1230 14.00
5000 ITI/Z 83.10 42.84%
150.0
95.0
070, 20 800 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene T
193.0 14.00
m/z 123.15 41.45%
123.0
5000 69.0 950
‘ ‘ 151.0
0“WH‘W‘NW"Nﬂ‘wwdmywuhHMW‘Hq‘mM_L‘_“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknownl4.301 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.301 18.78 ng 5109450  Acenaphthene-d10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 41
2 photocitral B 152 C10H160 006040-45-5 38
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
4 Citronellol 156 C1@H200 000106-22-9 27
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 27

Abundance Scan 1864 (14.301 min): BM033277.D\data.ms (-1859) (- m/z 69.10 100.00%

3

5000
—— —
14.00 14.50
0! m/z 55.10 90.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane
69.0
5000 410 109.0 137.0 — —
14.00 14.50
m/z 41.10 83.44%
O }\5‘\'?\‘1‘\\ \\h\‘w“‘\‘\‘\ \H‘h\ \M“\“ \‘H\ T “\ TT \“ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29080: photocitral B
810 1230
41-0 T ‘ T T ‘ T
14.00 14.50
5000 ITI/Z 109.10 67 .00%
152.0
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-met T —
41.0 69.0 14.00 14.50
m/z 83.10 66.67%
o JJ/\/\/\/\/\J\A/\\/W

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknownl4.389 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.389 34.62 ng 9419430  Acenaphthene-d10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl-4,4-dimethyl- 126 CSH18 053907-59-8 30
2 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 22
3 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002 1000280-59-1 22
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18

Abundance Scan 1879 (14.389 min): BM033277.D\data.ms (-1875) (- m/z 193.20 100.00%

69.1 198.2
41.1 97.1
5000 123.2
= LA
“ ‘ ‘ 152.2 14.00 14.50
0 A bbb 12283 my7 o 69.10 87.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0
5000 — e
126.0 14.00 14.50
' m/z 55.10  76.95%
O\‘\l\\\\‘;“1‘\“\“\\H“‘\\\‘\“\\}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32972: (2,4,6-Trimethylcyclohexyl) methanol
69.0
— ——
14.00 14.50
5000, 410 123.0 m/z 41.10 75.74%
96.0
O el el ey

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

Abundance #229583: Cyclopentanecarboxylic acid, 3-pentadecyl este — T
41.0 69.0 14.00 14.50

97.0
m/z 97.10 74.61%

5000

3

155.0 210.0
o o 210 2T 1820 20T

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50

8270-BM112421.M Mon Nov 29 15:59:08 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.348 24.82 ng 6751600  Acenaphthene-d10 14.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 1,3-Benzenediamine, 4-methoxy- 138 C7H1ON20 000615-05-4 47
3 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 43
4 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43
5 1H-Pyrazole, 1,3,4,5-tetramethyl- 124 C7H12N2 001073-20-7 38
Abundance Scan 2042 (15.348 min): BM033277.D\data.ms (-2038) (- m/z 123.15 100.00%
123.2
5000 69.1
207.3
— ——
3911 ‘ ‘ ‘ 15.00 15.50
ol ‘”‘w‘!‘ il al “‘u‘h ‘16?1 3632670 1 eg 10 45.52%
miz--> 50 100 150 200 250
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
128.0
43.0
5000 179.0 T T
2920 15.00 15.50
' m/z 55.10 44.52%
‘ 8&0‘ ‘ ‘
0 \“\ I ‘”H\‘M\ il ‘m\‘ B “‘ \M‘\ 1 I e A ——
miz--> 50 100 150 200 250
Abundance #19781: 1,3-Benzenediamine, 4-methoxy-
128.0
— ——
15.00 15.50
5000 ITI/Z 109.10 40.29%
41.0 78.0
Om‘w‘“‘“‘u‘h‘:“‘1““\_ Ce
miz--> 50 100 150 200 250
Abundance #82907: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]nap — ——
81.0 123.0 15.00 15.50
41.0 m/z 41.10 39.64%
5000 191.0
0! ‘%6$9MM‘NM‘ — — —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Tridecane, 5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.295 20.00 ng 17870400  Phenanthrene-d1e 17.313
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 86
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 83
3 Decane, 2-methyl- 156 C11H24 006975-98-0 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 68

Abundance Scan 2203 (16.295 min): BM033277.D\data.ms (-2197) - m/z 57.10 100.00%
57.1

%

5000
85.1
113.2 AN AN
183.2 16.00 16.50
141.1
owHWH_‘”w"u_‘!“_mwwHm“J“‘E‘lﬁ‘?‘?“‘f'ﬁﬁ_w m/z 71.1e 81.91%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 e —
16.00 16.50
850 m/z 43.10  53.42%
112.0
0 ol | ‘ | 11410 1830 5260
\‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
P e
16.00 16.50
5000 m/z 85.10  30.17%
20.0 85.0
113.0
ol L L MR assorgme
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #33088: Decane, 2-methyl- — —
43.0 16.00 16.50
m/z 41.10 23.27%
5000 71.0 W
113.0
m/z--> 20 40 60 80 100120140160 180200220240 260 16.00 16.50

8270-BM112421.M Mon Nov 29 15:59:10 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown24.453 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.453  20.00 ng 4772280  Perylene-di2 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 21-Crown-7 308 C14H2807 033089-36-0 40
2 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 40
3 Hexaethylene glycol 282 C12H2607 002615-15-8 38
4 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Br07 111982-23-1 37
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 33

Abundance Scan 3590 (24.453 min): BM033277.D\data.ms (-3582) (- m/z 45.10 100.00%
45.1

=

5000
161.1 355.3
e
N ?1“ 23.2 440.4 24.50
O hbli bl gy, 92522821 |, 4404 549 n/z 89.10  39.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #208769: 21-Crown-7
48.0
5000 1 7
24.50
133.0 m/z 355.25 27.26%
0 J“ 1| J” ‘ bt \‘ | 22\1'0 308.0
‘\\\\‘\\\1‘[1f\[1f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-

-

45.0
T
24.50
5000 m/z 161.10 25.53%
133.0
ol et ra 280 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glycol T
45.0 24.50
m/z 135.05 21.68%
5000
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM112421.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 unknown24.794

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.794  32.06 ng 7650780  Perylene-d12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 38
2 1,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 38
3 18-Crown-6, [2-(diethylboryl)phe... 408 C22H37B06 1010161-99-8 38
4 15-Crown-5 220 C1eH2e05 033100-27-5 38
5 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro07 111982-23-1 37

Abundance Scan 3648 (24.794 min): BM033277.D\data.ms (-3642) (-

45.1
5000 1331
369.3
b L, | Cloma || aos
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #120148: Pentaethylene glycol
45.0
5000
1330
0 ‘IU‘ | i h 195.0
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance  #152475: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0

5000

‘ 133.0
OH‘U‘\M L1890

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #306758: 18-Crown-6, [2-(diethylboryl)phenyl]-
45.0

5000
133.0

“ 2210 291.0 37?0

m/z 45.10 100.00%

c

24.50 25.00
m/z 89.10 52.20%

°

d

24.50 25.00
m/z 133.05 37.63%

°

1

24.50 25.00
m/z 369.30  29.34%

°

:

24.50 25.00
m/z 175.10  28.34%

°

Okt A
miz—> 0 50 100 150 200 250 300 350 400 450

8270-BM112421.M Mon Nov 29 15:59:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 10 unknown24.877 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.877 25.14 ng 5998870  Perylene-di12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 40
2 21-Crown-7 308 (C14H2807 033089-36-0 33
3 Heptaethylene glycol 326 C14H3008 005617-32-3 28
4 1,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 28
5 15-Crown-5 220 C1eH2005 033100-27-5 28

Abundance Scan 3662 (24.877 min): BM033277.D\data.ms (-3656) (- m/z 45.10 100.00%
1

45.
5000 355.3
161.1 '
— ——
1 3.1” 3.2 24.50 25.00
bkl ) (. 32322831 | 419347635351 .., g9 19  40.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
48.0
5000 — e
24.50 25.00
m/z 355.25 37.04%
133.0
O‘\\”\l‘\\m\l\\‘\\\\il\‘l‘W\l\\‘\2\3\\8i(\)\\\‘3\2\?.\0‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #208769: 21-Crown-7
43.0
— ——
24.50 25.00
5000 m/z 161.10 31.57%
} 133.0
’ 221.0
or llllL ) 220 soso0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #231001: Heptaethylene glycol “ 7
45.0 24.50 25.00
m/z 135.05 26.67%
5000
133.0
oot hbbhpod 2070 2830 L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00

8270-BM112421.M Mon Nov 29 15:59:14 2021

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 11 unknown25.000

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.000 21.86 ng 5216490  Perylene-d12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 42
2 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 38
31,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 37
4 18-Crown-6, [2-(diethylboryl)phe... 408 C22H37B06 1010161-99-8 28
5 Pentaethylene glycol 238 C10H2206 004792-15-8 28

Abundance Scan 3683 (25.000 min): BM033277.D\data.ms (-3677) (-
45.1

5000

133.1 369.3

\219.2
o dblday 1l 172811 | 4301 503.1

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

Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy):
45.0

5000
133.0

o] [11,,1 | 22102830 353.0 427.0 503.0
’\\\\‘\\\\‘\\\\‘\\\\[\f\\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
45.0

5000

133.0

I l\ \ i 238'0 32?.0

Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #152470: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0

5000

s
bpby | 2210

m/z 45.10 100.00%

-

—
25.00
m/z 89.10  45.49%

-

—
25.00
m/z 133.05 29.16%

-

—
25.00
m/z 369.30  24.76%

B

-
25.00
m/z 175.10  22.75%

h

L i EESEEEEESSEE——
miz—> 0 50 100 150 200 250 300 350 400 450 500

8270-BM112421.M Mon Nov 29 15:59:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown27.024 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27.024  22.03 ng 5255500  Perylene-d12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 21-Crown-7 308 C14H2807 033089-36-0 47
2 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 40
3 18-Crown-6, [2-(diethylboryl)phe... 408 C22H37B06 1010161-99-8 38
4 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Br07 111982-23-1 37
5 Heptaethylene glycol 326 C14H3008 005617-32-3 37

Abundance Scan 4027 (27.024 min): BM033277.D\data.ms (-4013) (-  m/z 45.10 100.00%

451
5000
161.1
399.3 T 7 \
” 27.00
Ok M il Ay d232 8112 | 4844549 .. 8918  41.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #208769: 21-Crown-7
43.0
5000 S :
27.00
1330 m/z 161.10 36.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231378: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-
45.0
T \
27.00
5000 m/z 43.10 22.51%
133.0 326.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306758: 18-Crown-6, [2-(diethylboryl)phenyl]- —— ‘
45.0 27.00
m/z 135.05 22.27%
5000
133.0
221.0 379.0
ou\wllzgwx‘ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown27.677 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.677 34.36 ng 8198390  Perylene-d12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 38
2 15-Crown-5 220 C10H2005 033100-27-5 38
31,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 38
4 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Br07 111982-23-1 37
5 3,6,9,12,15-Pentaoxabicyclo[15.3... 326 C17H2606 071128-99-9 33

Abundance Scan 4138 (27.677 min): BM033277.D\data.ms (-4129) (- m/z 45.10 100.00%

45.1 ’ '
5000
161.1
399.3 — —
“ 031 l 27.50 28.00
(- o ‘ﬂu‘m (2231 8112 | 48455490 ., g9.10  44.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane

Abundance #221903: 1,4,7,10,13,16-Hexaoxanonadecane, 18-(2-pro
45.0 27.50 28.00

m/z 133.05 20.55%

5000 —— e
27.50 28.00
} 133.0 m/z 161.10  35.19%
O‘\\‘d\’\\"H‘WIH[\r‘\\z‘\zrl\\()‘\\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98211: 15-Crown-5
45.0
— —
27.50 28.00
5000 m/z 135.05 21.11%
‘ 133.0
o”,”{mzm,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— ——

5000
133.0

277.0
0 il | 1ss0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Hexaethylene glycol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
27.877 25.21 ng 6015090  Perylene-d12 23.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 50
2 3,6,9,12,15,18-Hexaoxabicyclo[18... 418 C18H27Bro6 111982-22-0 50
31,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 47
4 Nonaethylene glycol, TBDMS deriv... 528 C24H52010Si 1010352-11-3 42
53

Abundance Scan 4172 (27.877 min): BM033277.D\data.ms (-4163) (-

45.1
5000
133.1
\ 219.2 413.3
obhiblibid k| 2811 3551 | 4012
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175223: Hexaethylene glycol
45.0
5000
obtd i) 133010502520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #312131: 3,6,9,12,15,18-Hexaoxabicyclo[18.3.1]tetracos:
45.0

5000 133.0

221.0
Loy }\ I \U\ | 339.0 418.0

[(EARTNNIE'S B S| S S i et S,
m/z—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #152473: 1,4,7,10,13,16-Hexaoxacyclooctadecane
45.0

5000

LT 2210

,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro07 111982-23-1 38

m/z 45.10 100.00%

-

— —
27.50 28.00
m/z 89.10 53.52%

-

— —
27.50 28.00
m/z 133.05 33.41%

-

— —
27.50 28.00
m/z 175.10  24.01%

-

— —
27.50 28.00
m/z 43.10 15.44%

N

0 A b b TR e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM112621\
Data File : BM@33277.D

Acqg On : 26 Nov 2021 22:28
Operator : CG/JU

Sample : M4803-06

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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|
Ethanol, 2-butoxy- 6.313 828.0 ng 432784000 1 7.949 10453700 20.0
Ethanol, 2-(2-b... 10.554 20.0 ng 9379630 2 10.737 9379630 20.0
unknown13.983 13.983 23.7 ng 6437370 3 14.560 5441300 20.0
unknownl4. 301 14.301 18.8 ng 5109450 3 14.560 5441300 20.0
unknown14.389 14.389 34.6 ng 9419430 3 14.560 5441300 20.0
2,11-Dioxabicyc... 15.348 24.8 ng 6751600 3 14.560 5441300 20.0
Tridecane, 5-pr... 16.295 20.0 ng 17870400 4 17.313 17870400 20.0
unknown24.453 24.453 20.0 ng 4772280 6 23.801 4772280 20.0
unknown24.794 24.794 32.1 ng 7650780 6 23.801 4772280 20.0
unknown24.877 24.877 25.1 ng 5998870 6 23.801 4772280 20.0
unknown?25.000 25.000 21.9 ng 5216490 6 23.801 4772280 20.0
unknown27.024 27.024 22.0 ng 5255500 6 23.801 4772280 20.0
unknown27.677 27.677 34.4 ng 8198390 6 23.801 4772280 20.0
Hexaethylene gl... 27.877 25.2 ng 6015090 6 23.801 4772280 20.0
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