LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BGO60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc :

ALS vial : 5 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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.116 3 5 19 rVB 1662293 2319944 13.12% 3.429%
2 5.508 405 412 426 rVB 1738251 2788532 15.78% 4.121%
3 6.565 587 592 603 rVB2 155573 256403 1.45% 0.379%
4 7.094 674 682 698 rBV 1005562 1757922 9.95%  2.598%
5 7.934 817 825 830 rBV 750243 1278894 7.24% 1.890%

7.987 830 834 843 rVB 129709 211349 1.20%
9.027 1005 1011 1015 rBV 145278 244634  1.38%
9.092 1015 1022 1034 rVB 2396227 4289243 24.27%
10.737 1293 1302 1309 rBV 963706 1737357 9.83%
10 12.923 1669 1674 1682 rVB 139129 205362 1.16%
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11 13.193 1711 1720 1734 rBV 6481748 10568581 59.79% 15.620%
12 14.568 1946 1954 1963 rBV 1616891 2553906 14.45% 3.775%
13 16.060 2200 2208 2219 rBV 5172837 8096443 45.80% 11.966%
14 17.317 2416 2422 2435 rBV 2278455 3387131 19.16% 5.006%
15 17.981 2530 2535 2540 rBV 961375 1298329 7.35% 1.919%

16 19.938 2862 2868 2879 rBV 12154249 17676054 100.00% 26.125%
17 21.583 3142 3148 3157 rBV2 2662775 4263148 24.12% 6.301%
18 24.756 3678 3688 3703 rBV 1734640 4726504 26.74% 6.986%

Sum of corrected areas: 67659736
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060269.D\data.ms
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Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG060269.D\data.ms
1.2e+07 19.938

le+07

8000000
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21.583
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Time--> 13.00 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: BG060269.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On 5 Jan 2024 13:56

Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.116 36.28 ng 2319940 1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
Abundance Scan 5 (3.116 min): BG060269.D\data.ms (-3) (-) m/z 73.10 100.00%
5000 /\\\
R EAamamammsEEEA
‘ ‘ ‘ 3.20 3.30 3.40 3.50
ol ALll 14832050 2784 34803996 4609 = ./, 43.16 27.80%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U R R R
3.203.303.40 3.50
‘ m/z 55.10 23.10%
ll\’
miz--> 50 100 150 200 250 300 350 400 450
Abundance #4994: Pentane, 3-methoxy-
73.0
A RARARRERRELY
3.203.303.40 3.50
5000 m/z 87.10 22.58%
\H\‘J“H‘\\‘H\\‘\H\‘\\H‘H\\‘\H\’\\H‘\\H‘H\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #2247: Silane, tetramethyl- R AamamazasanEas
73.0 3.203.303.40 3.50
m/z 71.10 11.39%
5000 /\\
O SN [ N
m/z--> 50 100 150 200 250 300 350 400 450 3.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 2-Propanol, 1-butoxy-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.565 4.01 ng 256403 1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 DL-Lactamide, N,O-dipropyl- 173 C9H19NO2 1010452-56-1 50
5 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 47

Abundance Scan 592 (6.565 min): BG060269.D\data.ms (-587) (-)

57.0
5000
Ll 1116.8 217.6276.1 456.4 530.!
P S e S e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000
. Jh Il ’\ Ly

L B LA L L B D L L B R IR R B B

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

Abundance #10074: 1-Propanol, 2-(1-methylethoxy)-
45.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5033: 3,3-Dimethylbutane-2-ol
57.0
5000

W

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

m/z 57.05 100.00%

-

6.20 6.40 6.60 6.80

m/z 45.05 91.89%

6.20 6.40 6.60 6.80

m/z 87.10  39.34%

-

6.20 6.40 6.60 6.80

m/z 41.10 37.64%

-

6.20 6.40 6.60 6.80

m/z 56.10  32.64%

-

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7087 3.31ng 211349 1,4-Dichlorobenzene-da  7.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 caHiso 000104-76-7 72
2 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 50

1010383-25-4 50
000629-64-1 45

3 Carbonic acid, heptyl vinyl ester 186 C10H1803
4 Heptane, 1,1'-oxybis- 214 C14H300

5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 43
Abundance Scan 834 (7.987 min): BG060269.D\data.ms (-830) (-) m/z 57.10 100.00%
57.1
5000 ‘/\A
RREANREEE SRS SR
‘ } 7.60 7.80 8.00 8.20 8.40
[]1119.3 209.6 282.6 366.1 S0L' .2 41.10  27.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 R R R
7.60 7.80 8.00 8.20 8.40
m/z 55.10 27 .06%
IM JHQF?O

(AL L L L L L L L I L LA O

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

Abundance #108747: 2-Ethylhexyl hydrogen maleate
57.0

-

R B R L R L B R

7.60 7.80 8.00 8.20 8.40
5000 m/z 43.10 26.79%

117.0

Nx | J ‘\ ﬂ’ ' 212.0

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

Abundance #60437: Carbonic acid, heptyl vinyl ester e ARREaES EEREs S
57.0 7.60 7.80 8.00 8.20 8.40

m/z 70.10  19.30%

-

5000

| ‘ | 11290

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

-

7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Mequinol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.027 3.83 ng 244634  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mequinol 124 C7H802 000150-76-5 90
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
3 2-Acetyl-5-methylfuran 124 C7H802 001193-79-9 86
4 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 64
5 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 58

Abundance Scan 1011 (9.027 min): BG060269.D\data.ms (-1005) (-) m/z 109.00 100.00%

109.0
5000
53.1

8.80 9.00 9.20 9.40
oAbl 2008 2905 357.4 4182470 ./, 174,00  80.02%

m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #11897: Mequinol

109.0

5000 T T
8.80 9.00 9.20 9.40

53.0 m/z 81.00 64.88%

L
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11909: Phenol, 2-methoxy-
109.0

8.80 9.00 9.20 9.40

5000 m/z 53.10 21.38%
53.0
H““HL““HM‘ e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11918: 2-Acetyl-5-methylfuran
109.0 8.80 9.00 9.20 9.40

m/z 52.10 11.34%

5000
53.0
| ‘ \I‘

m/z--> 0 50 100 150 200 250 300 350 400 450 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On 5 Jan 2024 13:56

Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: 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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.981 7.67 ng 1298330  Phenanthrene-d10 17.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
N MmE N

,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403
-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S
thanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002
utylated Hydroxytoluene 220 C15H240
,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240

082304-66-3 97
052505-42-7 43
071596-88-8 43
000128-37-0 42
006738-27-8 38

5000

l.mhﬁmmthm

| \

Abundance Scan 2535 (17.981 min): BG060269.D\data.ms (-2530) (-
57. 205.0

261.1
Ll | 35734151 s08.

miz--> 0 50 100 150 20

0 250 300 350 400 450 500

57.0

5000

135.0
| Jh H\H l\lu \MI il

[rrTT e

miz--> 0 50 100 150 20

Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-

205.0

261.0

0 250 300 350 400 450 500

5000

43.0 15T0

J.‘\ ! b o |‘| J

Abundance #98414: 1-(3-Amino-4,
205.0

6-dimethylthieno[2,3-b]pyridin-2-yI

L1

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

43.0 20

5000
121.0

m”ﬂMMhhmMm

Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4

5.0

m/z 57.10 100.00%

P
18.00

m/z 205.00  97.59%

18.00

m/z 217.10 60.43%

18.00

m/z 55.10 52.59%

18.00

m/z 175.10  45.76%

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

18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010524\
Data File : BG@60269.D

Acqg On : 5 Jan 2024 13:56
Operator : MA/JU

Sample : 05964-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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... 3.116 36.3 ng 2319940 1 7.934 1278890 20.0
2-Propanol, 1-b... 6.565 4.0 ng 256403 1 7.934 1278890 20.0
1-Hexanol, 2-et... 7.987 3.3 ng 211349 1 7.934 1278890 20.0
Mequinol 9.027 3.8 ng 244634 1 7.934 1278890 20.0
7,9-Di-tert-but... 17.981 7.7 ng 1298330 4 17.317 3387130 20.0
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