Supplementary Information (SI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2024

Spectral Data

OMeMe
Me
E 88385332 36IRAB8358RRRE EERE
£ dggREERER 0 3o00nna99@RRRR 8999
SRR Vs N -
|
‘ \
\ | | |
Iy ) |
I J S \
[
| |
|
I
| J_U
N
4 154 A SO A
S 299 I S ] o
S §gs g = I 2
11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

f1 (ppm)

'H NMR (500 MHz, CDCIy) of 3-(3-isopropyl-4-methoxyphenyl)propanal



OMeMe
Me

- m e oax .

g 8 g4 o 8% 7 cno e n Noo
o " ~ o OO o Mo A4 o oK
g 2 5§ g8 S 222 2 2R
g 8 5 8 8% g RR© g s N
I I [ I N I I i1

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)

13C NMR (126 MHz, CDCIls3) of 3-(3-isopropyl-4-methoxyphenyl)propanal



AB11-0ct-202313:22:11 IISER - KOLKATA

AB-RAM-32 (0.053) Is (1.00,1.00) G13H1902 1: TOF MS ES+
100~ 207.1385 8.63¢12
-

208.1419

2091445
Q- e e e H ey AR R i R i R M A M A A e miz

130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340
AB-RAM-32 23 (0.465) AM2 (Ar,22000.0,556.28,0.00,LS 10) 1: TOF MS ES+
100+ 207.1382 9.52e5
" ® 163.1122
177.1281 208.1425 2411076
147.0826 . 263.1252

| 13spe13 ) | 24730 2 282.1867 300.0078  328.2770 3422868
O-breprrrprrreprrerprrer e e O e e rrerrrereHeprrrr b e e e o R e e Dy SRR o O SR O08. /7

130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330

HRMS data of 3-(3-isopropyl-4-methoxyphenyl)propanal
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'H NMR (500 MHz, CDClIs) of compound (+)-9
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Method Tune_pos_Standard_July2022.m
Sample Name AB_SK_01_86 Instrument  maXis impact 8282001.00127
Comment
Acquisition Parameter
Source Type ESI lon Polarity Paositive Set Mebulizer 04 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 /min
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Method Tune_pos_Standard_July2022.m Operator IISER Kolkata

Sample Name ab-sk-01-88p2 Instrument maXis impact 8282001.00127
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set MNebulizer 0.4 Bar

Focus Active Set Capillary 4500 V Set Dry Heater 200 °C
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Analysis Info Acquisition Date  19-07-2022 14:23:57
Analysis Name D:\Data\USER DATA 2022\JULY2022\19-07-22\Dr.A.Bisai-ABSK0266.d

Method tune mix_low.New.021117.m Operator Bruker

Sample Name  ABSK0266 Instrument micrOTOF-Q 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Mot active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF~ 100.0 Vpp Set Divert Valve Source
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Analysis Info
Analysis Name

Acquisition Date
D:\Data\USER DATA 2022\JULY2022\19-07-22\Dr.A.Bisai-ABSK0260.d

19-07-2022 14:22:12

Method tune mix_low.New.021117.m QOperator Bruker
Sample Name  ABSK0260 Instrument micrOTOF-Q 10330
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Mebulizer 0.4 Bar
Focus Mot active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 100.0 Vpp Set Divert Valve Source
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Analysis Info Acquisition Date  28-06-2022 11:15:59
Analysis Name D:\Data\USER DATA 2022\JUNEZ2022\28-06-22\Prof A Bisai-SK-02-61.d

Method tune mix_low.New.021117 1.m Operator Bruker

Sample Name  SK-02-61 Instrument micrOTOF-Q 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Paositive Set Nebulizer 0.4 Bar
Focus Mot active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 lI/min
Scan End 3000 m/z Set Collision Cell RF 300.0 Vpp Set Divert Valve Source

Intens.
x107]

2.0

SN\
v

‘_h\i‘_*_i\_

0.050 0.100 0.150 0.200 0250  Time [min]

[— TIC +All MS |

Intens. +MS, 0.1-0.2min #(3-9)
x108

1.04 413.2850

0.8+
0.6+ 452.4260
1 338.3402
0.4+

0.2
279.0921
] 227.1428 543.3597

0.0 N [N W
50 100 150 200 250 300 350 400 450 200 miz

Intens. ] +MS; 0.1-0.2min #(3-9)

1.0 413.2850

0.5 414.2861
] 415.2842
] C26H4002Si, M+nH 41329

2000; 413.2870

1000 414.2903
1 415.2935

413.0 4135 4140 4145 4150 4155 miz

Bruker Compass DataAnalysis 4.0 printed:  28-06-2022 11:18:00 Page 1 of 1
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Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\USER DATA 2022\JUNE2022\28-06-22\Prof A Bisai-SK-02-78.d
tune mix_low.New.021117_1.m Operator
SK-02-78 Instrument

Acquisition Parameter
Source Type ESI
Focus Mot active
Scan Begin 50 m/z
Scan End 3000 m/z
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300.0 Vpp

lon Polarity
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Set End Plate Offset
Set Collision Cell RF
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Acquisition Date  28-06-2022 11:23:57
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Analysis Info Acquisition Date  5/12/2022 3:59:21 PM
Analysis Name  D:\Data\USER DATA 2022\MAY 2022\12-05-2022\Prof A Bisai-ABSK0262.d

Method tune_low_APCl.m Operator IISER

Sample Name  ABSK0262 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type Multi Mode lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Mot active Set Capillary 2500V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 Vv Set Dry Gas 5.0 /min
Scan End 3000 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Source
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Bruker Compass DataAnalysis 4.0 printed:  5/12/2022 4:01:42 PM Page 1 of 1

HRMS data of (+)-22°
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