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Table S1. Optimization of the reaction conditions.“

%N AN :_R o
OH + HN | catalyst (x equiv.)

: HN
solvent, temp., time
X OH

entry catalyst (x equiv.) solvent  time (h) temp. (°C) yield(%)?

1 FeCls (0.2) MeCN 4 80 0
2 AICl; (0.2) MeCN 4 80 0
3 ZnCl, (0.2) MeCN 4 80 0
4 Cu(OTf), (0.2)  MeCN 4 80 0
5 Zn(OTf),(0.2)  MeCN 4 80 0
6 DMAP (1.0) MeCN 4 80 11
7 DBU (1.0) MeCN 4 80 8
8 DABCO (1.0) MeCN 4 80 32
9 Cs,CO; (1.0) MeCN 4 80 30
10 NaHCO; (1.0) MeCN 4 80 35
11 TMG (1.0) MeCN 4 80 43
12 TMG (1.0) MeCN 8 80 46
13 TMG (1.0) MeCN 10 80 47
14 TMG (1.0) MeCN 12 80 48
15 TMG (1.0) MeCN 20 80 45
16 TMG (1.0) MeCN 32 80 46
17 TMG (0.5) MeCN 12 80 40
18 TMG (1.5) MeCN 12 80 53
19 TMG (2.0) MeCN 12 80 45
20 TMG (3.0) MeCN 12 80 41
21 TMG (1.5) MeCN 12 90 60
22 TMG (1.5) DCE 12 90 12
23 TMG (1.5) THF 12 90 nr.
24 TMG (1.5) EtOAc 12 90 n.r.
25 TMG (1.5) DMSO 12 90 nr.
26¢ TMG (1.5) MeCN 12 90 55
274 TMG (1.5) MeCN 12 90 64
28¢ TMG (1.5) MeCN 12 90 59

“Reaction conditions: propargylamine 1laa (0.1 mmol), 4-hydroxy-6-
methylpyridin-2(1H)-one 4 (0.1 mmol), and catalyst (20 mol%) in solvent (2 mL)
under air atmosphere. ?Isolated yields. “The amount of 1aa was 2.0 equivalences.
9The amount of laa was 3.0 equivalences. ‘The amount of laa was 4.0

equivalences.

S2



2. X-ray crystallographic data

compound 3aa

c1

12

of

The purified compound 3aa is dissolved in a mixed
solvent of dichloromethane and n-hexane, and
placed in a dark cabinet to slowly evaporate. After
several days, a colourless bulk crystal is obtained.
The X-ray crystal-structure determinations were
obtained on a Bruker Smart CCDC APEX-2
diffractometer (graphite- monochromated Mo Ka
radiation, 4=0.71073 nm) at 300 K.

Figure S1. ORTEP drawing of compound 3aa (30% probability for the thermal ellipsoid).

Table S1. Crystal data and structure refinement for compound 3aa.

CCDC number
Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Pcalc

u

F(000)

Crystal size

20 range for data collection
Index ranges

Reflections collected
Independent reflections
Data / restraints / parameters
Goodness-of-fit on F2

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole

2295482
220330a_Om_a

C21H1604

332.34

300.00 K

0.71073 A

triclinic

P-1

a=8460(7)A  o=79.660(10)°.
b=11.802(9) A  B=83.815(11)°.
c=17.491(14) A y=89.445(11)°.
1708(2) A3

4

1.292 g/cm3

0.089 mm-!

696.0

0.21 x 0.2 x 0.19 mm3

2.38 to 55.034°.
-10<h<10,-15<k<15,-22<1<22
19706

7626 [Rin = 0.0428, Rigma = 0.0646]
7626 /0 / 455

0.995

R, =0.0545, wR, = 0.1180

R, =0.1211, wR, = 0.1415

0.13 and -0.20 e.A-3
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3. X-ray crystallographic data of
compound 5aa

The purified compound 5aa is dissolved in a mixed
solvent of dichloromethane and n-hexane, and
placed in a dark cabinet to slowly evaporate. After
several days, a colourless bulk crystal is obtained.
The X-ray crystal-structure determinations were
obtained on a Bruker Smart CCDC APEX-2
diffractometer (graphite- monochromated Mo Ka
radiation, 4=0.71073 nm) at 300 K.

Figure S1. ORTEP drawing of compound Saa (30% probability for the thermal ellipsoid).

Table S1. Crystal data and structure refinement for compound Saa.

CCDC number
Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Pcalc

i

F(000)

Crystal size

20 range for data collection
Index ranges

Reflections collected
Independent reflections
Data / restraints / parameters
Goodness-of-fit on F2

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole

2295483
20221017i

C21H17NO3

331.36

300.00 K

0.71073 A

monoclinic

P2,/c

a=6.9547(6) A 1= 90°.
b=19.975(2) A  B=90.477(4)°.
c=12.2707(14) A v=90°.
1704.6(3) A3

4

1.291 g/em3

0.087 mm-!

696.0

0.29 x 0.26 x 0.23 mm3

5.26 to 54.952°.
9<h<8,-25<k<25,-15<1<15

30892

3885 [Rint = 0.1407, Rgigma = 0.0746]
3885/0/229

1.022

R, =0.0549, wR, = 0.1119
R, =0.1343, wR, = 0.1430
0.27 and -0.21 e.A-3
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4. X-ray crystallographic

compound 10aa

data of

The purified compound 10aa is dissolved in a mixed
solvent of dichloromethane and n-hexane, and
placed in a dark cabinet to slowly evaporate. After
several days, a colourless bulk crystal is obtained.
The X-ray crystal-structure determinations were
obtained on a Bruker Smart CCDC APEX-2
diffractometer (graphite- monochromated Mo Ka
radiation, 4=0.71073 nm) at 300 K.

Figure S1. ORTEP drawing of compound 10aa (30% probability for the thermal ellipsoid).

Table S1. Crystal data and structure refinement for compound 10aa.

CCDC number
Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

4

Pcalc

n

F(000)

Crystal size

20 range for data collection
Index ranges

Reflections collected
Independent reflections

Data / restraints / parameters

Goodness-of-fit on F2
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole

2295484
230523c_sq

C21H17NO3

331.36

300.00 K

0.71073 A

tetragonal

14,/a

a=23.118(12) A  a=90°.
b=23.118(12) A B=90°.
c=142439)A  y=90°.

7612(9) A3

16

1.157 g/cm3

0.078 mm-!

2784.0

0.09 x 0.08 x 0.07 mm3

3.358 t0 49.5°.
27<h<27,-27<k<25,-16<1<16
26587

3248 [Rip = 0.1790, Ryjgms = 0.0923]
3248 /320 /267

1.014

R, = 0.0862, wR, = 0.1958

R, =0.2022, wR, = 0.2671

0.14 and -0.18 e.A-3
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5.H, 13C and/or ’F NMR spectra for all compounds
2-Benzyl-3-(2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3aa)
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Parameter i
DataFile Name  E+ 3 {3015 B2t/
23-1-hww-H/ 24/ fid

2 iR 23-1-hww-H.24 fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owrer nmrsu

6 Site

7 Instrument Avance NEQ 400

& Author

9 Solvent a3

10 Temperature 2949
11 Pulse Sequence zg30

12 Experiment 10
13 Probe 2163739_0511 (Pl HR-
BBO400S1-BBF/H/
D-50-25P)
14 Number of 4
Scans
15 Receiver Gain - 1010
16 Relaxation 1.0000
Delay

17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-01720:40:08
21 Modification  2023-03-01720:35:08
Date

22Class

23 Spectrometer 40015
Frequency

24 Spectral Width 81967

25 Lowest -1637.1
Frequency

26 Nucleus H

27 Acquired Size 32768

28 Spectral Size 65536

29 Digital 013
Resolution

Patameter i
DataFile Name  Ex/ 7l 50518 B U8/
23-1-hoew-C/ 26/ fid

A 23-1-hoew-C .26 fid
Comment DO-LAN

Qrigin Bruker BioSpinGmbH
Owner nmrsu

Site

Instrument Avance NEO 400
Author

Solvent i3

10 Temperature  295.7
11 Pulse Sequence zgpg30
12 Experiment 10

13 Probe 7163739 0511 (Pl HR-
BBOA400S1-BBF/ H/
D-50-ZSP)
14 Number of 1024
Scans

15 Receiver Gain -~ 16.2
16 Relaxation Delay 2.0000
17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 1.3763
Time
20 Acquisition Date 2023-03-02T06:06:41

21 Modification  2023-03-02T06:0546
Date

22Class

23 Spectrometer 10063
Frequency

24 spectral Width  23808.5

25 Lowest -18330
Frequency

26 Nucleus 13C

27 Acquired Size 32768
28 Spectral Size 65536

29 Digital 0.36
Resolution



2-(4-Fluorobenzyl)-3-(2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3ab)
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19 Acquisition 35977
Time
20 Acquisition Date 2022-11-10T21:26:12
21 Modification  2022-11-10721:26:24
Date
I 22Class
. | 23 Spectrometer  400.15
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2-([1,1'-Biphenyl]-4-ylmethyl)-3-(2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one
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3-(2-Hydroxyphenyl)-6-methyl-2-((4'-propyl-[1,1'-biphenyl]-4-yl)methyl)-4 H-furo[3,2-

c|pyran-4-one (3ag)
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2-(3-Fluorobenzyl)-

2-hydroxyphenyl)-6-methyl-4 H-furo|[3,2-c|pyran-4-one (3ah)
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0
=

ydroxyphenyl)-6-methyl-4 H-furo[3,2-c|pyran-4-one (product 3aj)

FOTOIROQOONODT OO MDD~ [0} © [ o
ORI WOSOD — O — — O M0~ 0 © @ a
DONNODOWDWOOTODN— D © o 0 s 3 .
MOOOONNNT - -0000® T =] ] © S Parameter i
LUl nlirdundnd k- ] A o - 7 1 DataFile Name Ev New-#ff{%#ifl F12%
——) r— | | | | 17400 new 22-2-hoow-
H/ 155/ fid
2 iR 22-2-hwow-H155.fid
MO~ DOMO OO MmN ~
S58egsNIcse™ ~ 3 Comment
nmﬂmmhg‘;hqqg g 4 Crigin Bruker BioSpinGmbH
MNNENNNNNNNNNN © 5 Owner e
= e | st
7 Instrument Avarce NEO 400
8 Author
9 Solvent o3
10 Temperature 2954

11 Pulse Sequernce zg30

12 Experiment 10
13 Probe 2163739 0511 (Pl HR-
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 Receiver Gain - 1010
16 Relaxation 1.0000
Delay
17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 35977
Time

20 Acquisition Date 2022-11-107T21:31:24

21 Modification  2022-11-10721:31:36
Date
22Class
23 Spectrometer 40015
1 Frequency
24 Spectral Width 8196.7
25 Lowest -1637.1
Frequercy
26 Nucleus 1H
T 27 Acquired Size 32768
CT‘C?C') [=N=) ;—B C.i; c’) 28 Spectral Size 65536
[sEsisi=R=g=)=) o o ot
ANl — ol o 29Dlgl[alr 013
r T T T T T T T T T T T T T T T T T T T T T T 1 !
5 90 85 80 75 7.0 65 6.0 55 50 45 40 35 30 25 20 15 10 05 0.0 -05-10-1.5-20
OMNNODOOSTN=OOTOOWD O
QOITOPNWX OO OO OO D — -~ O @D ~
TC-DONM ORI~ OTFONND =% © ~
s o o e M i bt b s Rl 0 s g L 2 a Patameter i
ToRBINRrnelANI2298s rrw o o 1 DataFile Name B New-fain EIRe i/
e e I i e M R R - ) I~~~ © N 200-new/ 22-2-hww-C /
NP P St i | o
2 fru 22-2-how-C.104 fid
3 Comment DD-huang
g E : g g 2 g ~ e E 2 : 2 © w0 g 4 Origin Bruker BioSpinGmbH
Io8en g R 5 Owner nmrsu
RO O el oy el e D O] 6 Site
568?‘:3 %5588%&&9998 7 Instrument Avance NEO 400
—_— - B R R R R R s Author
o P | SN e e
9 Solvent i3
10 Temperature 2959
11 Pulse Sequerce  zgpg30
12 Experiment 1D
13 Probe 7163739_0511 (PIHR-
BBO400S1-BBF/H/
8 D-50-Z5P)
| 11 | 14 Number of Scans 1024
o i 15 ReceiverGain 162
l I 1 16 Relaxation Delay 2.0000
: : : ! i ; 17 Pulse Width 80000
160 150 140 130 120 110 '5:’“"‘“""“""
requency
19 Acquisition Time 1.3763
20 AcquisitionDate  2022-11-11T00:05:21
21 Modification 2022-11-11T00:05:36
Date
22 Class
23 Spectrometer 10063
Frequency
24 Spectral Width  23809.5
25 Lowest -18330
Frequency
; 26 Nucleus 13C
H | | 27 Acquired Size 32768
i i 1 28 Spectral Size 65536
it 29 Digital 0.36
I I i Resolution

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10

S18



3-(2-Hydroxyphenyl)-6-methyl-2-(thiophen-2-ylmethyl)-4 H-furo[3,2-c]|pyran-4-one (3ak)
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2-Benzyl-3-(2-hydroxy-5-methylphenyl)-6-methyl-4 H-furo|3,2-c]pyran-4-one (3ba)
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2-(4-Chlorobenzyl)-3-(2-hydroxy-5-methylphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3bc)
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3-(2-Hydroxy-5-methylphenyl)-6-methyl-2-(4-methylbenzyl)-4 H-furo[3,2-c]pyran-4-one
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3-(2-Hydroxy-5-methylphenyl)-6-methyl-2-((4'-propyl-[1,1'-biphenyl]-4-yl)methyl)-4 H-

furo|3,2-c|pyran-4-one (3bg)
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2-(4-Fluorobenzyl)-3-(2-hydroxy-5-methoxyphenyl)-6-methyl-4 H-furo[3,2-c]|pyran-4-one
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2-(4-Chlorobenzyl)-3-(2-hydroxy-5-methoxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one
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2-(4-Bromobenzyl)-3-(2-hydroxy-5-methoxyphenyl)-6-methyl-4 H-furo[3,2-c]|pyran-4-one
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2-Benzyl-3-(5

fluoro-2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c|pyran-4-one (product 3da)
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13 Probe 2163739 0511 (Pl HR-
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 Receiver Gain - 1010
o 16 Relaxation 1.0000
< 4 Delay
d o N =
74 73 7.2 71 7.0 6.9 17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 35977
Time
20 Acquisition Date 2022-10-07T10:27:09
21 Modification  2022-10-07T10:27:24
i Date
i 22 Class
23 Spectrometer 40015
Frequency
i | 24 Spectral Width 8196.7
\ | 25 Lowest -1637.1
A Frequency
26 Nucleus 1H
5 e
g L o [ 2 A(quueds.\ze 32768
oocooooo o o 28 Spectral Size 65536
oooa99 2 2 29 Digital 013
N R o ® A :
r T T T T T T T T T T T T T T T T T T T T T T 1 !
5 90 85 80 75 7.0 65 6.0 55 50 45 40 35 30 25 20 15 10 05 0.0 -05-10-1.5-20
OFTOTVOOOUNDITTNN—WONO 0D — N
TSI T OUOUMNMROVQWOTTIT—OANDOWNOTWNOTNOUND k ary <
ODDONTIE-NDTORANNOORONNOOODDSD o« el =
‘\!".“.‘QN@E‘QEQ‘QT‘QNF.Q“:NE“!@QWE';&E;! P ~ Parameter i1
SRR e B8NERN N aEEeeR 28 ginw o o 1 Danafile Name ~ EvNew- i S5 R E1%
b ool el ol ol ol ol sl el el el el el -7 Bl ol A ™ o 18/ 400-rew/ 22-2-how-
e N A VI — e I I C/20/fid
2 Rl 22-2-hoxw-C 20fid
3 Comment
MFTOONOUVDTINSN—WNON~O DN 4 Origin Bruker BioSpinGmbH
TI-NO0OO I OND0OLW SN T W0
NOONNOITORANNNOVDIDONNDD DD 5 Owrer nmrsu
NP ORONDN . MNCO s NN O 0 i
SRS SRERGARNATEEEES e
Frrrrrrcrcrrcfrre e e O 7 Instrument Avance NEO 400
N e e 8 Author
9 Solvent a3
10 Temperature 2958
11 Pulse Sequerce zgpg30
12 Experiment )
i 13 Probe 2163739_0511 (PIHR-
I , | BBO400S1-BBF/ H/
| v D-50-Z5P)
11 ] 14 Number of 673
I | scans
: ¢ ; ; r r r T r 15 Receiver Gain 163
170 160 150 140 130 120 110 100 90 16 Relaxation 20000
Delay
17 Pulse Width 8.0000
18 Presaturation
Frequency
19 Acquisition 13763
Time
20 Acqisition Date 2022-10-07722:32:16
21 Modification  2022-10-07T22:32:32
Date.
22 Class
23 Spectrometer 10063
Frecuency
24 Spectral Width 23809.5
| 25 Lowest -18330
Frequency
aol 26 Nucleus 13C
iy 27 Acquired Size 32768
1 | ! 28 Spectral Size 65536
Ll 29 Digital 036
T T T T T T T T T T T T T T T T T T
80 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

S29



—-122.7187

75 80 -85 90 -95 -100 -105 -110 -115 -120 -125 -130 -135 -140 -145 -150 -155 -160 -165 -17

Parameter
DataFile
Name
[
Comment
Crigin
Owner
Site
Instrument
Author
9 Solvent
10 Temperature
11 Pulse

Sequence
12 Experiment
13 Probe

R Y

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequercy

19 Acquisition
Time

20 Acquisition
Date

21 Modiification
Date

22 Class

23 Spectiometer
Frecuency

24 Spectral
Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital

0 Resolution

S30

fit
E/ New- i {835i8 E128
1867 22-2-hoew-F/ 4/ fid
22-2-hiow-F A fid

Bruker BioSpinGmbH
nmrsu

Avarce NEO 400

cocn
205

249

D

2163739 0511 (Pt
HR-BBO40051-BBF/
H/D-50-Z5P)

16

1010
1.0000

12,0000

07209
2022-10-07T21:50:45

2022-10-07T21:5100

37648
909091
-83106.3

19F
65536
131072
059



3-(5-Fluoro-2-hydroxyphenyl)-6-methyl-2-(4-methylbenzyl)-4 H-furo[3,2-c]pyran-4-one (3dl)
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2-Benzyl-3-(5-chloro-2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3ea)
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3-(5-chloro-2-hydroxyphenyl)-2-(4-fluorobenzyl)-6-methyl-4 H-furo[3,2-c|pyran-4-one (3eb)
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3-(5-Bromo-2-hydroxyphenyl)-2-(4-chlorobenzyl)-6-methyl-4 H-furo|[3,2-c]pyran-4-one (3fc)
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3-(5-Bromo-2-hydroxyphenyl)-2-(4-bromobenzyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3fd)
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hydroxy-5S-iodophenyl)-6-methyl-4H-furo|[3,2-c|pyran-4-one (3ga)
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dibromo-2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3ha)
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2-Benzyl-6-(tert-butyl)-3-(2-hydroxyphenyl)-4 H-furo[3,2-c|pyran-4-one (3aab)
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Parameter i
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4 Origin Bruker BioSpinGmbH
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8 Author
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10 Temperature  293.2
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D-50-Z5P)
14 Number of 4
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16 Relaxation 10000
Delay
17 Pulse Width 100000
18 Presaturation
Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-07-20T0802:21

21 Mcdification  2023-07-20T080206
Date

22 Class

23 Spectrometer 40013
Freguency

24 Spectral Width  8196.7
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2-Benzyl-3-(2-hydroxyphenyl)-6-methylfuro[3,2-c]pyridin-4(SH)-one (5aa)
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2-(4-Fluorobenzyl)-3-(2-hydroxyphenyl)-6-methylfuro[3,2-c]pyridin-4(5H)-one (Sab)
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2-(4-Chlorobenzyl)-3-(2-hydroxyphenyl)-6-methylfuro|3,2-c|pyridin-4(SH)-one (Sac)
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DataFile Name  Ev/ New-ifi (i B4k
16/ 23-1-bwow-Hf 57/ fid

2 R 23-1-huw-H.57 fid

3 Comment

4 Origin Bruker BioSpinGmbH

5 Owner nmrsu

6 Site

7

8

9

Instrument Avance NEO400
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Solvent a3

10 Temperature 2950

11 Pulse Sequence zg30

12 Experiment 10

13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans

15 ReceiverGain - 1010
16 Relaxation 10000
Delay
17 Pulse Width 80000
18 Presaturation
Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-16T04:59:50
21 Modification  2023-03-16T04:59.04
Date

22 Class

23 Spectrometer 40015
Frequency

24 Spectral Width  8196.7

25 Lowest -1637.1
Frequency

26 Nucleus H

27 Acquired Size 32768
28 Specural Size 65536

26 Digital 013
Resolution

Parameter i
DataFile Name B/ New-ifi{38i% Elt
1/ 23-1-hoow-C/ 52/ fid

2 iz 23-1-huew-C.52.fid

3 Comment DD-HEI

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO 400

& Author

9 Solvent a3

10 Temperature 2958
11 Pulse Sequence zgpg30
12 Experiment 10

13 Probe 2163739_0511 (PIHR-
BBO400S1-BBF/ H/
D-50-Z5F)
14 Number of 1024
Scans

15 Receiver Gain -~ 1.8
16 Relaxation 2.0000
Delay
17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 1.3763
Time
20 Acquisition Date 2023-03-17T00:02:57
21 Modification  2023-03-17T00:02:14
Date

22Class

23 Spectrometer 10063
Frequency

24 Spectral Width  23809.5

25 Lowest -18330
Frequency

26 Nucleus 13C

27 Acquired Size 32768
28 Spectral Size 65536

29 Digital 036
Resolution




2-(4-Bromobenzyl)-3-(2-hydroxyphenyl)-6-methylfuro[3,2-c]pyridin-4(SH)-one (5ad)

o~ - Parameter it
25 S35 858884ARE Y8259 3 = 2 =1 1 DataFile Name Ev New- ifi (il E13%
{5 Yydunnge-adcaNaRse g & g Bz
=< BNNNNENENNNNN S SN o o o< < 2 4k 23t HASAd
~ | T — | | I [ 3 Comment
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
oo a5 NDe s g 7 Instrument Avance NEO 400
COONLON— DO D 8 Author
LS hmamhE e m e e e
L S ol e e L L A N N (e (o 9 Solvent coaiz
| 10 Temperature 2954
11 Pulse Sequence zg30
12 Experiment 10
13 Probe 2163739.0511 (PIHR-
BBO400S1-BBF/ H/
D-50-Z5P)
| 14 Number of 4
Scans
15 Receiver Gain 1010
16 Relaxation 10000
::1; Delay
X-X=-X=} 1=} 17 Pulse Wicth 80000
T T T 3 B/ J T T T T T 18 Presaturation
30 78 76 74 72 7.0 68 66 64 62 60 Frequency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-10721:2605
21 Modification  2023-03-10T21:25:14
| Date
22Class
! 23 Spectrometer  400.15
Freguency
[ 24 Specural Width  8196.7
t 25 Lowest -1637.1
Frequency
! 26 Nucleus H
1 27 Acquired Size 32768
) 28 Specual Size 65536
29 Digital 013
il I —P 4k 7 Resolution
(= =1 cogoo9og (=3 o
o (=] cocoooo o o
~ - N oo~ o )
T T T T T T T T T T T T T T T
14 13 12 1 10 8 7 6 5 4 3 2 1 0
SANB RSN 2BLITNELSr wdo ™ ~ Parameter it
SouhABISRR886R532 K39 2 o o 1 DataFile Name £+ New-difi it @121
PN OB PON-— gD TR [ - = 18/ 23-1-hoow-C / 46 fid
LR22F2220JNNHNI g KRS 8 2 S 2 4 2-1-how-C 46 id
N SN Eem———— ~ | | | 3 Comment DO-HOMG
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
oo TD D AND MO O — ™D
oM@ mmmcmﬂmr‘zwmgg 7 Instrument Avance NEO 400
@ P~ P~ O DOOWDOVOND— D 8 Author
Q Qinw NO¥QuomRQ OO
0= 0N T O 0 ®ONTT —© < 9 Solvent [€vak)
© © W’ TOONONNNNNAN — —
—— - 10 Temperature 2958
e NN I SN e—— 11 Pulse Sequerce zgpg30
12 Experiment 10
13 Probe 7163739_0511 (Pl HR-
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 2000
Scans
| | 15 ReceiverGain 162
a1 | I H I d Y 16 Relaxation 20000
U | Ll Delay
= i i : - i i 17 Pulse Wicith 80000
160 150 140 130 120 10 16 Fresaturtion
Frequercy
19 Acquisition 13763
Time
20 Acquisition Date 2023-03-15T23:26:37
21 Modification  2023-03-15T23:25:50
Date
22 Class
23 Spectrometer 10063
Frequency
24 Spectral Width  23809.5
25 Lowest -18330
Frequency
26 Nucleus 13¢
27 Acquired Size 32768
28 Spectral Size 65536
) , ) 29 Digital 036
nont [ ! i ' ! ! Resolution
O O | (O | J | | |
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S50



2-([1,1'-Biphenyl]-4-ylmethyl)-3-(2-hydroxyphenyl)-6-methylfuro[3,2-c]pyridin-4(SH)-one

(Saf)

Parameter i

@
b3 ey eI eNpRNBEeE~ &5 o ity L] 1 DataFile Name Es New-ii{3i% Bl
o~ OVOINNT-WLWONOOTOVTND — I~ 2] © o 103/ 23-1-toow-H/ 6/ fid
o~ VOO ITIIOOOONNNTOON - w = B 3
- B S S N S S e N N N - I o — o 2 RE 23-1-huow-HI6 ficd
| ——— e Fo [ 3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
R oo g = Jlu il 7 Instrument  Avarce NEO-400
VOO =M NO O T O 8 Author
VOWITEFTOANRONNNAY
L S T Sl S S A e S g N 7o) 9 Solvent farak]
T\ | 10 Temperature 2949
11 Pulse Sequence zg30
12 Experiment 10
13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 ReceiverGain - 1010
16 Relaxation 10000
EE Dk
L T 17 Pulse Width 80000
8.0 75 7.0 6.5 6.0 18 Presaturation
Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-30T03:0609
21 Mcdification  2023-03-30T03:05:18
i Date
22 Class
23 Spectrometer 40015
Freguency
i 24 Spectral Width  8196.7
| | 25 Lowest -1637.1
| Freguency
] 26 Nucleus H
| 27 Acquired Size 32768
| L 28 Spectral Size 65536
26 Digital 013
iy f P iy ¥ Resolution
o =1 [=¥=Y=YoF=No¥al [=3 [=]
Q S QoooQoC < <
-~ - NS =~ — ol m
T T T T T T T T T T T T T T 1
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QOUWLWITOOONINNNNNNN — — O~ © o 2] 2 BB 23-1-hoow-C 89id
—FrrrrrrTr e O~ M © — A2 1 i
NG L TN et —— N | | 3 Comment
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site

B EE e NIRENER, 7 Instument  Avance NEO400

O NROVOULOANNDD DD~ — ) © & Author

SISO S0 00000000

=D ONT—ODO©— OO MNMNMNN«—© <t 9 Solvent (o> o{k]

CQOUUDIITOMOONNNNNNN — —

FrErrrr T T rr T T T T e e 10 Temperature 2956

NSNS TEESEESS 11 Pulse Sequerce zgpg30

12 Experiment 10D
13 Probe 2163739_0511 (P HR-
Vi BBO400S1-BEF/ H/
I D-50-25P)
14 Number of 1500
Scans
Lo ; g 4 ! 15 ReceiverGain 165
i | I J” l || i| i 16 Relaxation 20000
1] | L Delay
T T T T T T 17 Pulse Width 8.0000
160 150 140 130 120 110 18 Presaturation
Frequency
19 Acquisition 13763
Time
20 Acquisition Date 2023-04-07T04:37:56
21 Modification  2023-04-07704:38:04
Date
22 Class
23 Spectiometer 10063
Frequency
24 Spectral Width  23809.5
25 Lowest -18330
Frequency
26 Nucleus 13C
" 27 Accuired Size 32768
28 Spectral Size 65536
) ‘ 29 Digital 036
I ! ! N i | ! | Resolution
N 1 S | 11| W | |
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3-(2-Hydroxyphenyl)-6-methyl-2-((4'-propyl-[1,1'-biphenyl]-4-yl)methyl)furo[3,2-c]pyridin-
4(5H)-one (5ag)

Parameter it
o
T 025UN92339RISREeeIY 2 SRIYN2SS8OShN 1 Datafile Name £/ New- AR
© NOWMOVTNODOWMODM = OO © TNOMOWOFTONWO 16/ 23-1-hwow-H/ 68/ ficl
o GUOINMFAMONANNNTOOQLWN = OO BDOQAINRRO o )
- L e el el S S e S e S e e g S 7<) <t NN - - 0000 2 1R 23-1-hoow-HB8id
| e | et — | N Y — 3 Comment
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
- ANNOD—ONMTONO DTN 6 Site
OCOMONITODOWOMNDNN OO ©
LOOVITNOVOWMNMOWM—OO 7 Instrument Avarce NEO 400
NI OOONNANNNTOOQIID 8 Author
Ll el el i el e el el Dl el Dl el Bl el el e (0 ) ke
i S 9 Solvent oIz
, 10 Temperature 2948
11 Pulse Sequence zg30
12 Experiment 10
13 Probe 2163739 0511 (PIHR-
BBO40051-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 Receiver Gain 1010
16 Relaxation 10000
Delay
17 Pulse Width 8.0000
18 Presaturation
Frequency
19 Acquisition 39977
Time
! 20 Acquisition Date 2023-03-21708:2505
21 Medification  2023-03-21T08:25:10
Date
22Class
i 23 Spectiometer  400.15
" Frequency
24 Spectral Width  8196.7
i 25 Lowest -1637.1
Frequency
26 Nucleus H
1 27 Acquired Size 32768
1 J 28 Specural Size 65536
29 Digital 013
K il e I SU Y Resolution
o o [=X=-F-F-¥-J- o 29 9 2
S S 55555538 S 83 S S
= = NN M ™~ o~ N o~ @
r T T T T T T T T T T T T T T T
4 13 12 1 10 9 8 /i 6 5 4 3 2 1 0 -1
838880888 RrE3RAnRI2NY o ~omO Parameter i
~NOTOIT-TOITNON—ONND—10O© DLW WFTOMOO 1 DataFile Name E+ New-#i 530 @28
CTRNONWANONMIOONTRMRNOVOO X ~ O NOOD DT WIE- L A,
GNP OO~ OPONONT—— g B LR QVOOoo 4/ 23-1-hoow-C/ 73/ fid
COOULIITOOOTNONNNNNNN—— O MO Nl O - - .
e e e s L S N o O ON— — 2 AR 23-1-tww-C.734id
eSS N e S ~ 7 NSNS 3 Comment
4 Origin Bruker BioSpin GmbH
5 Owrer nmrsu
6 Site
e R8BS 8838R =GR geN 7 Instrument Avance NEO 400
N OFTOIT=—TOLTAUNON—ONND — 1) 8 Author
ThNOQLOMNMTOO0N N M0 0WDO
Bo8aT 888 nIRRNENARLY foaen o
T T T T T T T T T T T T T T T 10 Temperature  295.5
VOSNSNTEESSTSSS e 11 Pulse Sequence zgpg30
12 Experiment 10
13 Probe 2163739 0511 (PI HR-
BBO400S1-BBF/ H/
D-50-Z5P)
| 14 Number of 1181
i Scans
15 ReceiverGain - 163
16 Relaxation 2.0000
ty 1 g I | I Delay
L1 L } Ll 17 Pulse Width 80000
. . . . . . 18 Presaturation
160 150 140 130 120 110 frequercy
19 Acquisition 13763
Time

20 Acquisition Date 2023-03-24707:34:08
21 Modification 2023-03-24T07:34:12

Date

22Class

23 Spectrometer 100563
Frecuency

24 Spectral Width 238095

25 Lowest -18330
Frequency

26 Nucleus 13C

' 27 Acquired Size 32768
28 Spectral Size 65536

! | ] l 29 Digital 036

“ i i j‘m I i ii i J | i Resolution
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2-(4-Fluorobenzyl)-3-(2-hydroxy-5-methylphenyl)-6-methylfuro[3,2-c]pyridin-4(5H)-one

(5bb)

Parameter i

DataFile Name  E:/ New-ifi {i( il E1LL
163/ 23-1-hwow-H/ 64/ fid

2 R 23-1-hew-H64 fid
3 Comment DD-HUANG
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
7
8
9

Instrument Avance NEO400
Author
Solvent a3

10 Temperature ~ 295.5

11 Pulse Sequence zg30

12 Experiment 10

13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans

15 ReceiverGain - 1010
16 Relaxation 10000
Delay
17 Pulse Width 80000
18 Presaturation
Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-16T21:44:33

21 Mcdification  2023-03-16T21:43:46
Date

22 Class

23 Spectrometer 40015
Frequency

24 Spectral Width  8196.7

25 Lowest -1637.1
Frequency

26 Nucleus H

27 Acquired Size 32768
28 Specural Size 65536

26 Digital 013
Resolution
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Parameter i
DataFile Name  E+f New-iff i
18/ 23-1-hoew-C/ 68/ fid

2 R 23-1-hww-C B8fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO 400

& Author

9 Solvent o3

10 Temperature 2955
11 Pulse Sequence zgpg30
12 Experiment 1[o]

13 Probe 2163739 0511 (Pl HR-
BBO400S 1-BBF/ H/
D-50-Z5P)
14 Number of 1978
Scans

15 Receiver Gain 168
16 Relaxation 20000
Delay
17 Pulse Width 80000
18 Presaturation
Frequercy
19 Acquisition 1.3763
Time
20 Acquisition Date 2023-03-23T08:03:36
21 Medification  2023-03-23T08:03:38
Date

22 Class

23 Spectrometer 10063
Frequercy

24 Spectral Width  23809.5

25 Lowest -18330
Frequercy

26 Nucleus 13C

27 Acquired Size 32768
28 Spectral Size 65536

29 Digital 038
Resolution
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-130

135

140

145

150

Parameter
DataFile Name

~

IRz
Comment
Origin

& w

Owner

Site
Instrument
Author

Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

O RN aw

14 Number of Scans
15 Receiver Gain
16 Relaxation Delay
17 Pulse Width

18 Presaturaticn

Frequency

19 Acqisition Time
20 Acquisition Date

21 Medification
e

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus,

27 Acqired Size

28 Spectral Size

29 Digital
Resolution

il
Ef New-ifi (03518
E1448/ 23-1-
hocow-F/ 6/ fid
23-1-hww-F&fid

Bruker BioSpin
GmbH
nmrsu

Avance NEO 400

ci3

2956

2919

1D

2163733 0511
(PIHR-
BBOA400S1-BBF/
H/D-50-25P)

0.7209
2023-03-16T21:4
249

2023-03-16T21:4
204

37648

90909.1
-83106.3

19F
65536
131072
065



2-Benzyl-3-(2-hydroxy-5-methylphenyl)-6-methylfuro|3,2-c]pyridin-4(SH)-one (Sca)

Parameter it

DataFile Name E:/ New-ifi {i( il E1LL
163/ 23-1-hoow-H/ 70/ fid

2 R 23-1-hxw-H.70fid

3 Comment

4 Origin Bruker BioSpinGmbH

5 Owner nmrsu

6 Site

7

8

9

Instrument Avance NEO400
Author
Solvent a3

10 Temperature 2948

11 Pulse Sequence zg30

12 Experiment 10

13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans

15 ReceiverGain - 1010
16 Relaxation 10000
Delay
17 Pulse Width 80000
18 Presaturation
Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-03-21T08:34:35
21 Medification  2023-03-21T08:34:40
Date

22 Class

23 Spectrometer 40015
Frequency

24 Spectral Width  8196.7

25 Lowest -1637.1
Frequency

26 Nucleus H

27 Acquired Size 32768
28 Specural Size 65536

26 Digital 013
Resolution

Parameter i

DataFile Name  E New- i {35ill B2t
187 23-1-hoow-C/ 9/ fid

2 R 23-1-how-C 91 fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO 400

8 Author

9 Solvent oxs

10 Temperature 2956
11 Pulse Sequerce zgpa30
12 Experiment 1>

13 Probe 2163739_0511 (Pl HR-
BBO400S1-BBF/H/
D-50-Z5P)
14 Number of 1500
Scans

15 Receiver Gain  15.3
16 Relaxation 20000
Delay
17 Pulse Width 80000
18 Presaturation
Frequercy
19 Acquisition 1.3763
Time
20 Acquisition Date 2023-04-07707:11:03
21 Modification  2023-04-07T07:11:14
Date

22 Class

23 Spectrometer 10063
Frequency

24 Spectral Width  23809.5

25 Lowest -18330
Frequency

26 Nucleus 13C

27 Acquired Size 32768

28 Spectral Size 65536

29 Digital 036
Resolution
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3-(5-Bromo-2-hydroxyphenyl)-6-methyl-2-(4-methylbenzyl)furo[3,2-c]pyridin-4(SH)-one

(product 5f1)

Parameter i

~ w0
= » HoNe53s5S ggggﬁ; =] oa 5 =] 1 DataFile Name E New-ii{43i% Bl
[=} [} COWMON O~ @0 Mo © N (0] I=1 16/ 23-1-how-H/ 91/ fid
o @« WRADOON-oe oo 9 N M0 3 e 3
- @ [N G N N N N N N o — < 2 iR 23-1-how-H91 ficd
I | e I NS [ 3 Comment lan0D
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
- 6 Site
1‘0- 7 Instrument Avance NEO400
w0 8 Author
“" 9 Solvent [4>'dE]
10 Temperature 2950
11 Pulse Sequence zg30Q
12 Experiment 10
13 Probe 2163739 0511 (PIHR
BBOACOS1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
o 15 ReceiverGain - 1010
o 16 Relaxation 1.0000
= Delay
~T T
75 7.0 6.5 6.0 17 Pulse Width 80000
18 Presaturation
| Freguency
19 Acquisition 39977
1 Time
20 Acquisition Date 2023-03-24T21:
21 Modification  2023-03-24T21:
Date
22 Class
23 Spectrometer 40015
Freguency
24 Spectral Width  8196.7
25 Lowest -1637.1
Frequency
I | i 26 Nucleus H
27 Acquired Size 32768
\ J 28 Spectral Size 65536
| % Digital 013
oL w' S oL Ty Resolution
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- ~ =~ o ]
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LL22 I2222J8NNC T KRR 8§ &2 o 2 4 23-1-how-C 78 id
NN NSt ~} | N | 3 Comment lanDD
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5 Owner nmrsu
6 Site
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W0 0w (<)
8¢ 23 Igggegadnaas B e
XG B FTOONOOOIWOTQ o SRl i
N~ M —~ O ND OO 10 Temperature  295.5
EE Eﬁ f—rg‘m—ﬂﬂgﬁgg::: 11 Pulse Sequerce zgpg30
I A 12Experimert 1D
13 Probe 7163739_0511 (Pl HR-
BBO400S1-BBF/ H/
D-50-Z5P)
I 14 Number of 2000
Scans
15 ReceiverGain 162
L i } | . iJI “\. i 16 Relaxation 20000
I Delay
1J i" l l ll' 17 Pulse Wicith 80000
L o U . o . g 18 Presaturation
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19 Acquisition 13763
Time
20 Acquisition Date 2023-03-25T05:02:31
21 Modification  2023-03-25T05:02:34
Date
22 Class
23 Spectrometer 10063
Frequency
24 Spectral Width  23809.5
25 Lowest -18330
Frequency
i 26 Nucleus 13¢
27 Acquired Size 32768
L 28 Spectral Size 65536
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2-Benzyl-3-(2-hydroxyphenyl)-4H-furo[3,2-c]chromen-4-one (7)
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4-(2-Hydroxyphenyl)-2-phenyl-4H,5H-pyrano[3,2-c]chromen-5-one (8)
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2-(Cyclohex-2-en-1-yl)-4-(2-hydroxyphenyl)-7-methyl-4H,5SH-pyrano[4,3-b]|pyran-5-one (8a)
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4-(2-Hydroxyphenyl)-7-methyl-2-pentyl-4H,SH-pyrano[4,3-b]pyran-5-one (8b)
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(Z£)-3-(2-Aminophenyl)-2-benzylidene-6-methyl-2,3-dihydro-4 H-furo[3,2-c]pyran-4-one
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(£)-3-(2-Aminophenyl)-2-(4-bromobenzylidene)-6-methyl-2,3-dihydro-4 H-furo[3,2-c]pyran-
4-one(10ad)
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(Z2)-3-(2-Amino-5-bromophenyl)-2-benzylidene-6-methyl-2,3-dihydro-4 H-furo|3,2-c|pyran-4-
one(10fa)

Parameter i
@
SERIBALIBIBIGIE § 3 & R 5 1 Darafile Name ~Ev 2023 88K s /H/
ONNONWDOWOWON~ONWYO— < © o ~ =1 2837 fid
D I N e O O o ] 0 =
PNPsP=P PP~ 0O OW v ~ o - T 2 iR H.283fid
e | | | | 3 Comment
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
7 Instrument Avance NEO400
8 Author
9 Solvent a3

10 Temperature  294.5
11 Pulse Sequence zg30
12 Experiment 10

13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans

15 ReceiverGain - 1010

16 Relaxation 10000
Delay

17 Pulse Width 80000

18 Presaturation

Freguency
19 Acquisition 39977
Time
20 Acquisition Date 2023-08-07723:49:25
21 Modification  2023-08-0712349:36
I Date
22 Class
23 Spectrometer 40015
Freguency
24 Spectral Width  8196.7
! 25 Lowest -1637.1
1 Frequency
26 Nucleus H
i 27 Acquired Size 32768
) A 28 Specual Size 65536
29 Digjital 013
T e e ST A A & iR ik S onaion
888888 &8 8 8 8
AN~~~ ol ©
r T T T T T T T T T T T T T T T T T T T T T T J
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$8328 3B5SRR3ZYSERa esn g 2 et .
S S ™~ R RIMt~ IO RO ~OS I3 o 1 DataFile Name E+ 2023 88Hkis1B/C/
o ©— O O OO B gDt TT® i) b 223/fid
L2 2P0 f0UTTEE8 RRkE g & 2 Ca23id
Ve | == | | 3 Comment
4 Origin Bruker BioSpinGmbH
5 Owner nmrsu
6 Site
7 Instrument Avance NEO 400
8 Author
9 Solvent a3
10 Temperature 2949
11 Pulse Sequence zgpg30
12 Experiment 1D
|13 Probe 7163739_0511 {PIHR-
BBO40OS1-BBF/ H/
DSO-ZSP)
| 14 Number of 2048
Scans
|15 Receiver Gain 235
|16 Relaxation 20000
Delay
ME %17 Pulse Width 8.0000
| 18 Presaturation
Frequency
| 19 Acquisition 1.3763
Time
20 Acquisition Date 2023-08-07723:47:52
21 Modification  2023-08-07723:4804
Date
|22 Class
|23 Spectrometer 10063
Frequercy
| 24 Spectral Width  23809.5
|25 Lowast -18330
Frequency
| 26 Nucleus 13C
|27 Acquired Size 32768
|28 Spectral Size 65536
Lo ' | Rion
| !
TINE IR | I N (IS
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2-Benzyl-3-(2-methoxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (11)
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Parameter i
DataFile Name  Ex/ Old-# {81 B RG/
2023-1-hoew-H/ 20/ fid

2 R 2023-1-hoow-H.20fid
3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO400

8 Author

9 Solvent a3

10 Temperature 2950
11 Pulse Sequence zg30
12 Experiment 10

13 Probe 7163739_0032 (P
HR-400-51-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans

15 ReceiverGain ~ 87.2

16 Relaxation 10000
Delay

17 Pulse Width

18 Presaturation
Freguency

19 Acquisition 39977
Time

20 Acquisition Date 2023-03-07T07:3901

100000

21 Medification  2023-03-07T07:37:46
Date

22 Class

23 Spectrometer 40013
Freguency

24 Spectral Width  8196.7

25 Lowest -1637.2
Freguency

26 Nucleus H

27 Acquired Size 32768
28 Specural Size 65536

26 Digital 013
Resolution

Parameter il
DataFile Name Ev New-iff (X381l El1 2%
187 23-1-hoow-C/ 37/ fid

2 e 23-1-hoow-C.37fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO 400

8 Author

9 Solvent a3

10 Temperature  296.1
11 Pulse Sequence zgpg30
12 Experiment 1D

13 Probe 7163739_0511 (P HR-
BBO40OS1-BBF/ H/
D-50-Z5P)
14 Number of 1024
Scans

15 Receiver Gain - 16.2

16 Relaxation 20000
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition 1.3763
Time

20 Acquisition Date 2023-03-09T01:11:28

8.0000

21 Modification  2023-03-09T01:10:36
Date

22Class

23 Spectrometer 10063
Frequercy

24 Spectral Width  23809.5

25 Lowest -18330
Frequency

26 Nucleus 13C

27 Acquired Size 32768
28 Spectral Size 65536

29 Digital 036
Resalution
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2-Benzyl-3-(2-(benzyloxy)phenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (12)

Parameter i
DataFile Name  Ex/ Old-# {8 B1RG/
2023-1-hoow-H/ 34/ fid

2 R 2023-1-hwow-H.34fid
3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO400

8 Author

9 Solvent a3

10 Temperature 2949

11 Pulse Sequence zg30
12 Experiment 10

13 Probe 7163739_0032 (P
HR-400-51-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 ReceiverGain - 1010
16 Relaxation 10000
Delay
17 Pulse Width 100000
18 Presaturation
Freguency
19 Acquisition 39977
Time

20 Acquisition Date 2023-03-31T2100:53

21 Modification  2023-03-31721:0004
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width  8196.7

25 Lowest -1637.2
Freguency

26 Nucleus H

27 Acquired Size 32768

28 Specural Size 65536

26 Digital 013
Resolution

40013

Parameter fit
DataFile Name s Ol {33518 B 2848/
2023-1-huew-C/ 4/ fid

2 R 2023-1-hew-C A fid
3 Comment

|4 Origin Bruker BioSpinGmbH
5 Owrer nmrsu

|6 Site

7 Instrument Avance NEO 400

8 Author

9 Solvent iz

10 Temperature  295.5

11 Pulse Sequence zgpg30
12 Experiment 1D

13 Probe 2163739 0032 (P
HR-400-51-BBF/H/
D-50-Z5P)
14 Number of 3000
Scans
15 Receiver Gain - 160
16 Relaxation 2.0000
Delay
17 Pulse Width 100000
18 Presaturation
Frequency
19 Acquisition 13763
Time

20 Acquisition Date 2023-04-01706:42:47

21 Modification 2023-04-01706:41:54
Date

22Class.

23 Spectrometer 10062
Frequercy

24 Spectral Width  23809.5

25 Lowest -18335
Frequency

26 Nucleus 13C

27 Acquired Size 32768

28 Spectral Size 65536

29 Digital 036
Resolution
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2-Benzyl-3-(2-((diphenylphosphaneyl)oxy)phenyl)-

6-methyl-4H-furo[3,2-c|pyran-4-one (13)

Parameter ]
w0
Py R 2R e S R R R Y2 In RIS REB YN a8 8RR 080Ny 1 DataFile Name EOld-2 [X3i% FERIE/
CON -V ONORRVLAONTODOR V- OV OCOUN—POITNOCRIOVMIO T S 2023-1-boow-H7 367 fidl
£0U00.60 WU D D AU NN T T T N 0 0 O O L O O T e e e e N0 O 00 S
Ll ol ol ol e e o M S o o ol el O e e ol L S o o e M S e o S L o o o I B T T T o i 2 FE 2023-1-hxw-H.36fid
rotirallingl el §
e 3 Comment
4 Origin Bruker BioSpinGmbH
5 Cwrer nmsu
6 Site
7 Instrument Avarce NEO 400
8 Author
9 Solvent iz
10 Temperature 2649
11 Pulse Sequence zg30
12 Experiment 10
13 Probe 2163739 0032 (P
HR-400-51-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 Receiver Gain - 1010
16 Relaxation 1.0000
Delay
17 Pulse Width 100000
18 Presaturation
Frequency
19 Acquisition 39977
Time

20 Acquisition Date 2023-03-31721:08:27
21 Modification  2023-03-31T2107:36

Date
22Class
23 Spectrometer 400,13
Frequency
24 Spectral Width  8196.7
25 Lowest -1637.2
Frequency
26 Nucleus H
27 Acquired Size 32768
28 Spectral Size 65536
29 Digital 013
et ¥ i i1 Pasolutlon,
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—————— e — — | 3 Comment
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5 Owner nmrsu
6 Site
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O OTOMNNOOT T~ ~0O0®S 8 Author
BT OON— QO OTNGOQR R 3
g2yBIYEs s RaRSRS883RR ToTemperaue 3955
e rh b b i e M S e e
N T e — 11 Pulse Sequence zgpg30
12 Experiment 1D
13 Probe 2163739 0032 (Pl
HR-400-51-BBF/H/
D-50-75P)
| 14 Number of 3000
Scans
I ! HIN 15 ReceiverGain 160
] | ! ! 16 Relaxation 20000
”lj |JJIII | Dely
2 : : ‘ i i 17 Pulse Width 100000
160 150 140 130 120 110 18 Presaturation
Frequency
19 Acquisition 1.3763
Time
20 Acquisition Date 2023-04-01701:04:25
21 Modification  2023-04-01T01:03:34
Date
22 Class
23 Spectrometer 10062
Frecuercy
24 Spectral Width 238085
25 Lowest -18335
Frequercy
26 Nucleus 13C
27 Acquired Size 32768
28 Spectral Size 65536
Lok | ) | 29 Digital 036
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—30.2058

Parameter
DataFile Name

[
Comment
Origin
Owner

Site.
Instrument
Author
Solvent

10 Temperature
11 Pulse Sequerce
12 Experiment
13 Probe

O W N L s W

14 Number of Scans

15 Receiver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

fit
Evf 202362854048/
23-1-hww-P/ 3/ fid
23-1-hxw-P.3 fid

Bruker BioSpinGmbH
nmIsu

Avance NEO 400

[dvak)

295.

zgpg30

0

2163739 0511 (Pl HR-
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16

1010

2.0000

80000
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31P
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100
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2-(2-benzyl-6-methyl-4-o0x0-4H-furo|3,2

c]pyran-3-yl)phenyl trifluoromethanesulfonate (14)
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DataFile Name

3
Comment
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Solvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

VRN B W N

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acqisition
Time

i
E/ Old-Z (LRl B 28/
2023-1-hwew-H/ 27/ fid
2023-1-hucw-H.27 ficl

Bruker BioSpinGmbH
nmrsu

Avarce NEO 400

[qr ak}
2948
2930
1D

2163739 0032 (P!
HR-400-51-BBF/ H/
D-50-Z5P)

4
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100000

39977

20 Acquisition Date 2023-03-28707:45:54

21 Modification
Date
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23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquited Size

28 Spectral Size

29 Digital
Resolution
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DataFile Name

e
Comment
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Site
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Solvent
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11 Pulse Sequence
12 Experiment
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VRN w B oW
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Scans

15 Receiver Gain
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Delay
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H
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Parameter
DataFile Name

2 R

w

Comment
Origin

S

Owrer

Site
Instrument
Author

Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

O RN W

14 Number of Scans
15 Receiver Gain
16 Relaxation Delay
17 Pulse Width

18 Presaturation

Frequency

19 Acquisition Time
20 Acepuisition Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acqired Size

28 Spectral Size

29 Digital
Resolution

il
Ef New-ifi (03518
E1448/ 23-1-
hucow-H/ 99/ fid
23-1-hww-H.
Sofid

Bruker BicSpin
GmbH

nmrsu

Avarce NEO 400

coci3
2950
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BBO400S 1-BBF/
HID-5.0-25P)
16
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2-Benzyl-3-(2-hydroxyphenyl)-6-methyl-4 H-furo[3,2-c]pyran-4-one (3aa-d)

Parameter i
DataFile Name  Ev/ New-ifi ({3 i B4k
163/ 23-1-hoow-Hf 33/ fid

2 R 23-1-hxew-H.33 fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO400

8 Author

9 Solvent a3

10 Temperature 2954

11 Pulse Sequence zg30
12 Experiment 10

13 Probe 2163739 0511 (PIHR
BBO400S1-BBF/ H/
D-50-Z5P)
14 Number of 4
Scans
15 ReceiverGain - 1010
16 Relaxation 10000
Delay
17 Pulse Width 80000
18 Presaturation
Freguency
19 Acquisition 39977
Time

20 Acquisition Date 2023-03-03T721:40:58

21 Mcdification  2023-03-03T721:4000
Date

22 Class

23 Spectrometer
Freguency

24 Spectral Width  8196.7

25 Lowest -1637.1
Freguency

26 Nucleus H

27 Acquired Size 32768

28 Specural Size 65536

26 Digital 013
Resolution

400,15

Parameter it
DataFile Name B/ New-ifi{{8i% Elt
1/ 23-1-hoow-C/ 28/ fid

2 iz 23-1-huew-C 28.fid

3 Comment

4 Origin Bruker BioSpinGmbH
5 Owner nmrsu

6 Site

7 Instrument Avance NEO 400

& Author

9 Solvent a3

10 Temperature 2959

11 Pulse Sequence zgpg30
12 Experiment 10

13 Probe 2163739_0511 (PIHR-
BBO400S1-BBF/ H/
D-50-Z5F)
14 Number of 1024
Scans
15 Receiver Gain - 162
16 Relaxation 2.0000
Delay
17 Pulse Width 80000
18 Presaturation
Frequency
19 Acquisition 1.3763
Time

20 Acquisition Date 2023-03-03723:19:22
21 Modification  2023-03-03723:18:28
Date

22Class

23 Spectrometer 10063
Frequency

24 Spectral Width  23809.5

25 Lowest -18330
Frequency

26 Nucleus 13C

27 Acquired Size 32768

28 Spectral Size 65536

29 Digital 036
Resolution

S72

IRV OON O = N NN~ O < @ © D
DL O NOFTOTON®OO — N N @ © N o
OON-OOITNODNOTNO IO 0 w0 o o
MOOONNNNN- - — OO0 O0®© o © © =
MM MNNNNNMNSNNNNNN©O O < o - o
i ikl i ) | 1
=D O M= © — — M~ W o
W NO M 0N® o
N- OO TN MO OH ©
260, S0 OGN N O xnoen s OI0 =
L A N O e e o >~} «©
e | [
I
1
1
!
I J( I
] H b
[=Y=F-F-F-Y=-Ne] - o
cgQooQonN g <
DO = )
r T T T T T T T T T T T T T T T T T T T T T T
5 90 85 80 75 70 65 6.0 55 50 45 4.0 35 30 25 20 15 1.0 05 0.0 -05-1.0 -15
OOV O NOND~—NO N~ Mo
SO —OLTVO-—WO—OULITNRD — 0 MW © © oy
CTCNONOMOONDOT MWD O W0 — 0o m ™ < ©
TN —OMNMOOOOMDNMD ~ox g I
N O OFONR OO~ 0o < = @ ~ N
COOUVWVVOOOOANNNN— — — OO N~ © o oo
B e ] I~~~ © N
AN A N - [N
OSOVEMOVOND~—NO <
BRICOT WO rNoO oD MDD
TT-NOCNOMDONDRO—MDO LD
TRMRAOTmmOMNMEOOO®DONM
N——DAFTONN—OVON—n® O D
COOOOVWVWLOONODOANNNN— — O
e R
e e N
T n 1y
II ]‘ I |l ]
il |l i Pl
T T T T T T T
70 160 150 140 130 120 110
1 1
|
| | i
| , ‘ |
T L]
Al l J
T T T T T T T T T T T T T T T v T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10



