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1. General Information and Methods
'H and '3C NMR spectra were recorded on 400 MHz and 500 MHz NMR spectrometer, TMS as internal reference; chemical shifts (3
scale) are reported in parts per million (ppm). '"H NMR Spectra are reported in the order: multiplicity, coupling constant (Jvalue) in
Hertz (Hz) and no. of protons; signals were characterized as s (singlet), d (doublet), ¢ (triplet), g (quartet) and m (multiplet). IR spectra
were recorded in KBr pellet. HRMS spectra were recorded using ESI and APCI (TOF) mode.



2. Copies of 'TH NMR, 13C NMR and HRMS spectra of all Compounds
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'H NMR of compound3a
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3C NMR of compound 3a
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HRMS of compound 3a

Sample Name  ATE-SM-42-20 Position P1-BZ Instrument Name Irstrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status SUCEEss
Data Filename  ATH-SM-42-20. ACQ Methad ESI ALS 100-10000m  Commment Bcquired Time 32021 12432404 PM
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"H NMR of compound 3b
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13C NMR of compound 3b
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HRMS of compound 3b
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THNMR of compound 3¢
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13C NMR of compound 3¢
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HRMS of compound 3¢

Sample Name  WASH Position P2-AS Instrument Narme Irstrurent 1 User Marme
Inj Vol 20 InjPosition SampleType Sanmple IRM Calibration Status Sueess
Data Filename  ATE-SM-420G-20.d4 ACQ Methad ESI ALS 100-1000.m Comment Acquired Time 12273021 7:14:08 PM
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'THNMR of compound 3d
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13C NMR of compound 3d
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HRMS of compound 3d

Sample Name  SAMPLE 10 Position P1-A3 Instrument Marme Trstrument 1 User Hame
Inj Vol 20 InjPosition SampleType Sarmple IRM Calibration Status Suress
Dats Filename  ATK-SM-4ZE2-20A.d ACQ Method ESI ALS 100- 1000, Comment Actuired Time 1/28/2021 12:54:08 PM
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'"H NMR of compound 3e
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HRMS of compound 3e

Sample Name  ‘WASH Paosition F1-B2 Instrument Narmse Irstrument 1 User Hame
Inij Vol 20 InjPosition SampleType Sairigle IRM Calibration Status SuceE=g
Data Filename  ATK-SM-42F2-20.4 AOQ Method ESI ALS 100-1000.m Comment Acguired Time V221 2:02:17 PM
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'"H NMR of compound 3f
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HRMS of compound 3f

Sample Name  SAMPLE Pasition Pl-a11 Instrument Narme Trestrumment 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status SuCEEss
Data Filename  ATE-SM-420-20.4 ACQ Method ESI ALS 100-1000.m Comment Acquired Time 12273021 1:51:01 PM
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HRMS of compound 3g

Samphe Name — SAMPLE Position F2-a10 Instrurment Marme Irstrument 1 Useer Marmse
Inj Vol 20 InjPosition SampleType Sarrple IRM Calibration Status Suireds
Data Filename  ATK-SM-42K1-20.d ACQ Method ESI ALS 10:0-1000.m Comment Acquired Time 172370021 4:01-55 PM
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"H NMR of compound 3h
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HRMS of compound 3h

Sample Name SAMPLE 12 Position P2-B3 Instrument Name Irstrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status S
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'H NMR of compound 3i
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HRMS of compound 3i
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'HNMR of compound 3j
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HRMS of compound 3j
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"H NMR of compound 3k
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HRMS of compound 3k

Samphe Namé  SAMPLE 2 Position P1-B& Instrument Name Irstrument 1 Usier Marme
Inj Vol 20 ImjPosition SampleType Samgple IRM Calibration Status Sucress
Data Filename  ATE-SM-420-20.d ADD Method ESI ALS 100- 1000 Comment Bcquired Time 2412021 11:07:06 AM
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'H NMR of compound 31
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HRMS of compound 31
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'"H NMR of compound 3m
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HRMS of compound 3m

Sample Name  SAMPLE 14 Pasition P05 Instrument Name  Instrument 1 User Hame
Inj Vol 20 InjPosition SampleType Samgpile IRM Calibration Status Sueess
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'H NMR of compound 5a
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13C NMR of compound 5a
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HRMS of compound 5a

Sample Name SAMPLE 13 Position P2-B4 Instrument Narmse Irsstrurnent 1 User Marme
Inj Vol 20 InjPosition SampleType Samgle IRM Calibration Status Sucress
Data Filename  ATK-5M-4211-20.d ACQ Method ESI ALS 100-1000.m Comment Acquired Time 212021 7-07:00 PM
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"H NMR of compound 5b

o
— o
-
0
o
| w
7 N\ “
=z -
0
e~
(/2]
o
(@) 0 e
in
o
o 5
[~ <
wn
F <
T
28
L 28
]
LL9A 3
6L°9 in
96°9 1 M
669 1
0T'L L
1TL 7 ) . L2
L LLON _ |
ol M 619 — e |
9T'L 969\ r
5L 1 669 — 'ﬂ‘_'wm\ L M
el 0Tl 1t
1< ] 1L - N
A | L = [
mm.; mms\ - | N
vS'L # 9T’L ~
o ¢ \\ \ [ =
79" cEL [N
- —
TLLAL 1L — =
L s ff FRS
vLL €L T
vLL I.& L2 L2
SLL 19°L] L
9L’L Nc.f |~ |
SP8N Nh”hg b ® = —T —90°1 n
s v . -2
9L'8 ~, Ll e [
P Sv'8 F = 001 |
. o
LY'8 - o o
9.8 L F o
2 LL'8 A - |2 |
Iz
o n
<R} r o
o N
g4 I
o N
A E
= = o
[ZR7) =}




13C NMR of compound 5b
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'"H NMR of compound 5¢
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13C NMR of compound 5¢
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HRMS of compound 5¢

Sample Nameé  SAMPLE Position P1-C2 Instrument Narmse Irstrument 1 User Mame
Inij Vil 20 InjPosition SampleType Saimigle IRM Calibration Status Sucres
Data Filename  SM-42L3R-20.4 AOQ Method ESI ALS 100-1000.m Comment Acquired Time /25021 12:17:30 PM
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"H NMR of compound 5d
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HRMS of compound 5d

Samphe Name  SAMPLE Position P15 Instrument Name  Irstrument 1 User Harme
Inj Vel 0 InjPosition SampleType Samgle 1RM Calibration Status Sueres
Data Filename  SM-42L5R-20.4 ACG Method ESIALS 100-500.m  Comment Acquired Time /2572021 12:23:15 PM
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R of compound 5e
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HRMS of compound 5Se

Sample Name  SAMPLE Pasition P1-C3 Instrument Name  Instrument 1 User Harme
Inj Vol 0 InjPosition SampleType Sample IRM Calibration Status SuccEss
Data Filename  SM-42L4R-20.0 ACQ Method  ESIALS 100-500m  Comment Acquired Time 2252021 12:18:30 PM
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'"H NMR of compound 5f
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HRMS of compound 5f

Sample Name  SAMPLE Position Pi-C4 Instrument Narme Irestrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SM-4205R-20.d4 A Method ESI ALS 100-500.m Comment Acquired Time 22502 12:21:22 PM
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'"H NMR of compound 7a
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HRMS of compound 7a

Samphe Name SAMPLE Position P2-A4 Instrument Marme Irstrument 1 User Harme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Sucregs
Data Filename  ATK-SM-4348-21.d ACQ Method ESI ALS 10:0-1000.m Comment Bcguired Time /412021 4:33:06 PM
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"H NMR of compound 7b
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13C NMR of compound 7b
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HRMS of compound 7b

Sample Name SAMPLE 21 Position P1-B7 Instrument Name Irstrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SM-43B-Z1.d ALCQ Method ESI ALS 10-500.m Comment Acquired Time 112021 13:493:44 PM
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'"H NMR of compound 7¢
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13C NMR of compound 7¢
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HRMS of compound 7¢

Sample Name  SAMPLE 11 Position P2-i11 Instrument Name Irestrurment 1 User Name
Inj vel 20 InjPosition SampleType Sample IRM Calibration Status Sucess
Data Filename  ATE-SM-430-21.4 ACQ Method ESI ALS 100-1000.m Comment Acquired Time 1/25/2021 6:55:47 PM
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"H NMR of compound 7d
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HRMS of compound 7d

Sample Name SAMPLE 11 Position P1-A9 Instrument Narme Irestrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sarmyie IRM Calibration Status SuCress
[rata Filename  ATE-SM-43E-21.4 ACQ Method ESI ALS 100-500.m Comment Acquired Time ZI1B 021 2:10:04 PM
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'H NMR of compound 7e
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13C NMR of compound 7e
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HRMS of compound 7e
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'"H NMR of compound 7f
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13C NMR of compound 7f
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HRMS of compound 7f

Sample Name  SAMPLE Pasition P2-A8 Instrument Narms Irestrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Sueess
Data Filename  SM-43-G-21.4 ACQ Method ESI ALS 100-1000.m Comment Acquired Time /1872021 5:06:44 PM
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[ 447 AR ER

44 CH3

[ ] ]l i Il Y |._ il N J.: 1J 1l
24 AN S8R0 fcTaTa %0 24N AR AR At A%n Adr A& A#
Counts v, Mass-te-CThargs (m'z)



'H NMR of compound 7g
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3C NMR of compound 7g
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HRMS of compound 7g

Samphe Name SAMPLE Position P2-A3 Instrument Namse Irestiimnent 1 Usiar Narme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Sucess
Data Filename  SM-43-H-21.d ACQ Methad ESI ALS 100- 1000 Comment Acquired Time 2/1BSR021 5:17:40 PM
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"H NMR of compound 7h
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13C NMR of compound 7h
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HRMS of compound 7h

Sample Name  WaSH Position F1-AG Instrument Narme Irstrument 1 User Harme
Inj Vol 20 InjPosition SampleType Sarmple IRM Calibration Status SUCCESS
Data Filename  5M-43M-21-Fd ACQ Method ESI ALS 100-1000.m Comment Acquired Time /192021 12:36:52 P
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'"H NMR of compound of 7i
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13C NMR of compound 7i
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HRMS of compound 7i

Sample Name SAMPLE 22 Pasition P1-B8 Instrument Name Irstrument 1 User Marme
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Sueess
Datta Filename  5M-43KI-21.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 113021 12:45:34 PH
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"H NMR of compound 7j
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13C NMR of compound 7j
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HRMS of compound 7j

Sample Name SAMPLE Position P2-A10 Instrument Namse Iretrument 1 User Mamse
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Sueess
Data Filename  5M-43-1-21.4d ALD Method ESI ALS 100-1000.m Comment Acquired Time 1B 3021 5: 3835 PM
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"H NMR of compound 7k
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13C NMR of compound 7k
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HRMS of compound 7k

Sample Name  WASH Position P1-AS Instrument Name Irstrument 1 User Hame
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'"H NMR of 2-((4-vinylbenzyl)thio-4 H-thiochromen-4-one
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3C NMR of 2-((4-vinylbenzyl)thio-4 H-thiochromen-4-one
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HRMS of 2-((4-vinylbenzyl)thio-4 H-thiochromen-4-one
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