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1 FERLFEF]

F—PE
i | CASS AFET R Fis H&E FA
5 5c1— gRTRL T
’ . | 110134 | AEAREE | HTEK 7.1 mL ¥14.4
WA IR 2 7]
gRTRL T
NBS 204-877-2 | MBI | 41E 99% | 10.634g ¥ .31
WA IR 2 7]
) Sigma-Aldrich | ACS %%, 4li
N 60-29-7 Al E-08% 20mL ¥14.80
BB ER
Zifh %k | CAS & A7) Fik HE&E B
e 78 B A
o 4li iy
VUSRI | 203-726-8 | (b THIRA K &?E 20 mL ¥1.38
a4 >99.95%
SALWAH | 7758-89-6 | AR 99.9% 1.148¢g ¥6.80
3-JRAEIR FLARFIEARL | 2.0MsoluTio-
1 8E #852-26-0 A BRAF | nindiethylether 7:8 mL 45.04
B=E
i | CAS S ArE R Fis H&E FA
iR
NBS 204-877-2 | HMAERR | S 98% | 6.858g ¥9.06
A H
) Sigma-Aldrich | ACS %%, 4li
.k 60-29-7 Al E~08% 10mL ¥7.40
F95E
Zifh %R | CAS 5 AR Fiks H&E A
R T gl s
O 109-89-7 | AfLRHE |0 ?0 y 1 mL ¥0.588
W AHRAF o
S 2R B R AL afifg
LB | 141-78-6 THIEAR | 599.5% 9.79¢ ¥0.34
FBhPER
Zifh % | CAS S AR s HE&E A
iy Sigma-Aldrich | ACS 2%, 4§
S84 | 1310-73-2 Ny 507% 0.386g ¥0.71
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§ Sigma-Aldrich | ACS %, 4li
.k 60-29-7 Sl RE-08% SmL ¥3.70
BT ER
2 i A R CAS 5 A itk M= BA
TCI
R 7726-95-6 | Research | #li[F>98% 1.374g ¥1.02¢g
Chemicals
FLPER
2 il 2 PR CAS 5 ArE) T itk H & A
Grea SR s
R g 100-52-7 | LA e 10.612g ¥0.21
e >99.5%
NG|
AR B R i g
ZIRZTE | 141-78-6 | LT AR e 8.811g ¥0.31
e >99.5%
NG|
FI\PE R
2 il 24 PR CAS 5 ArE) T itk H & A
TCI
BE 7440-66-6 | Research | ZliEF>96% 0.494g ¥0.29
Chemicals

BRAR AU, B TSRS dh R R Gl b Al T B A Y
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2 BT EMRAE
2.1 (U FIRIE

"H-NMR

2.2 G

(1) HB—PRMN

TOREDIR: JeftidEE 2, 5- A FRVE TV Et20, F ¥ i in&E & NBS
AR EEAAST, REER30+£2C, AT WYGHRS FHiEE 0. 5min
Oy IR e PR 28 A ) B AR R, BRSO SR B B 2 5 AR
T s FHIT 1) 24 IR

FEE. 68. 6%

H KingDraw TR 7= 042 il B0 d -

"H NMR: § 2.11-2.21 (6H, 2.16 (s), 2.16 (s)), 2.88-2.99 (2H, 2.93 (d, /= 6.5 Hz), 2.93 (d, J = 6.5
Hz)), 4.56 (1H, t,J= 6.5 Hz).

(2) EHRMN
TIAFER IR DUk (THF) VRNV i & 0 3 BE /K E 40 LU CuCl, FnA
SR N S EE IR ) 3- TR IR AL
R ZeAF: EER TR 1 /NS
ST IR: el PEBR LN, FE IR 78 R AR R
PR 94%

H KingDraw T 7= #)4% s 23 -
'H NMR: § 0.77-0.89 (6H, 0.83 (t, J = 6.5 Hz), 0.83 (t, J = 6.5 Hz)), 1.17-1.28 (4H, 1.23
(quint, J = 6.5 Hz), 1.23 (quint, J = 6.5 Hz), 1.23 (quint, J = 6.5 Hz), 1.23 (quint, J = 6.5 Hz)),
1.46 (1H, quintd, J = 6.5, 6.1 Hz), 2.10-2.21 (6H, 2.15 (s), 2.16 (s)), 2.66-2.80 (3H, 2.71 (d, J =
6.7 Hz), 2.71 (d, J = 6.7 Hz), 2.74 (td, J = 6.7, 6.1 Hz)).

(3) B=PBRM
IIREPER: ettt & I I T 57 Et20, F I3 R N4 & NBS
R ERARAAE, N 30E2°C, EKAM-m] WYGHS N Hi#E 0. Smin
B IR: S FHUE ZE TV o B AR R, B SR GRSk BB 2 S5 AR )
b A ) 2%
PR, 29, 3%
Hi KingDraw Tl ;= YA% i B8 -
'"H NMR: 6 0.75-0.87 (6H, 0.81 (t, J = 6.5 Hz), 0.81 (t, J = 6.5 Hz)), 1.17-1.30 (4H, 1.23 (dq, J =
6.7, 6.5 Hz), 1.23 (dq, J= 6.7, 6.5 Hz), 1.23 (dq, J= 6.7, 6.5 Hz), 1.23 (dq, J = 6.7, 6.5 Hz)), 1.43
(1H, quintd, J= 6.7, 6.2 Hz), 2.16 (3H, s), 2.68-2.84 (3H, 2.74 (d, J= 6.7 Hz), 2.74 (d, /= 6.7 Hz),
277 (td, J = 6.7, 6.2 Hz)), 3.98-4.08 (2H, 4.03 (s), 4.03 (s)).

(4) HIYP RN
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IEED IR ERNEFIMANERE AR AES — Ok, =N

RN EAE: 75°C, 2-4h

SFEGTIR: BRI, SeAREBBRELNAYD, THEREUE, FABUE A E S S AR
PR 98%

H KingDraw TR = #0% Wi 28 -

'H NMR: § 0.75-0.87 (6H, 0.81 (t, J = 6.5 Hz), 0.81 (t, J = 6.5 Hz)), 0.99 (6H, t, J = 7.1 Hz),
1.17-1.30 (4H, 1.24 (dq, J = 6.7, 6.5 Hz), 1.24 (dq, J = 6.7, 6.5 Hz), 1.24 (dq, J = 6.7, 6.5 Hz),
1.24 (dq, J = 6.7, 6.5 Hz)), 1.42 (1H, quintd, J = 6.7, 6.4 Hz), 2.16 (3H, s), 2.68-2.88 (7H, 2.74
(d,J=6.7Hz), 2.74 (d, J= 6.7 Hz), 2.82 (td, J = 6.7, 6.4 Hz), 2.82 (q, /= 7.1 Hz), 2.82 (q, J=7.1
Hz)), 3.54-3.64 (2H, 3.59 (s), 3.59 (s)).

(5) FHIPRMN

TR DR K NYE T L, IS &S SE AN

SEGAT: 190°C, FHE

SYESEIR. PARIREY (100 ZTH) S5WAKER (100 271 BE, UIREE
FISEECAT ISR IR . F 100 Z T — A BRIEAT VAR ZEEL . $28U5, RIARRA A
Vet A7, BRI, F 100 ZTF 2B RBUKAI IR . B AU T KRR
BT RIS IR LA BRIK 7o AT T i 75 R A A= i R 2 BRIE P BT 4Tk
SRJG I BELZS 280 (0.3 B2, 100° ©) Hr= iR i E YR BY .

FEE. 89. 1%

H KingDraw TR 7= 042 il B0 d -

IH NMR: § 0.75-0.87 (6H, 0.81 (t, J = 6.5 Hz), 0.81 (t, J = 6.5 Hz)), 1.00 (6H, t, J = 7.2 Hz),
1.18-1.32 (4H, 1.25 (dq, J = 6.9, 6.5 Hz), 1.25 (dq, J = 6.9, 6.5 Hz), 1.25 (dq, J = 6.9, 6.5 Hz),
1.25 (dq, J = 6.9, 6.5 Hz)), 1.67 (3H, s), 1.98 (1H, quintd, J = 6.9, 2.9 Hz), 2.62-2.74 (4H, 2.68
(q, J=7.2Hz),2.68 (q,J =72 Hz)), 3.24 (1H, dd, J= 2.9, 2.1 Hz), 4.14 (1H, s), 5.78 (1H, d, J =
2.1 Hz).

(6) FEAPRM

TOFE IR 19 s N4 i iR

S Wi

SR A G E

FEE . 100%

HH KingDraw T 7= 042 il B0 H -

IH NMR: & 0.74-0.86 (6H, 0.80 (t, J = 6.6 Hz), 0.80 (t, J = 6.6 Hz)), 1.01 (6H, t, J = 7.1 Hz),
1.20-1.33 (4H, 1.26 (dq, J = 6.9, 6.6 Hz), 1.26 (dq, J = 6.9, 6.6 Hz), 1.26 (dq, J = 6.9, 6.6 Hz),
1.26 (dq, J = 6.9, 6.6 Hz)), 1.40 (3H, s), 1.78 (1H, quintd, J = 6.9, 2.5 Hz), 2.79-2.90 (4H, 2.85
(q, J=7.1Hz),2.85(q,J = 7.1 Hz)), 3.01 (1H, dd, J = 5.5, 2.5 Hz), 3.89 (1H, s), 4.74 (1H, d, J =
5.5 Hz).

(1) BLPRM

INFEDER: AN G RN R TS IR R

SRS AR ARAME R, 60°C, 6h

TP IR SRR 2 RNE R 2 B R AR R, T R B R L S AR
Wb R ) 2% 5t
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FEE. 87. 9%

H KingDraw TR 7= 042 il B0 d -

'H NMR: & 0.76-0.87 (6H, 0.81 (t, J = 7.1 Hz), 0.81 (t, J = 7.1 Hz)), 1.02 (6H, t, J = 7.1 Hz),
1.17-1.30 (4H, 1.23 (qd, J = 7.1, 6.7 Hz), 1.23 (qd, J = 7.1, 6.7 Hz), 1.23 (qd, J = 7.1, 6.7 Hz),
1.23 (qd, J = 7.1, 6.7 Hz)), 1.41 (3H, s), 1.67 (1H, quintd, J = 6.7, 6.4 Hz), 2.79-2.90 (4H, 2.85
(q, J=7.1 Hz), 2.85 (q, J = 7.1 Hz)), 3.80 (1H, s), 4.36 (1H, d, J = 3.1 Hz), 4.92 (1H, dd, J = 6.4,
3.1 Hz).

(8) B/)\FRM
IR RR: M NI INNIE R Zn
LG H iR
TEGTIR: IR AR
FEZ L 100%
HH KingDraw TR 25 56 B A% WA £ 4 -
TH NMR: & 0.78-0.90 (6H, 0.84 (t, /= 7.1 Hz), 0.84 (t, /= 7.1 Hz)), 1.01 (6H, t, J= 7.1 Hz),
1.32-1.45 (4H, 139 (qd, J=7.1, 6.7 Hz), 1.39 (qd, /= 7.1, 6.7 Hz), 1.39 (qd, J=7.1, 6.7 Hz),
139 (qd, J=7.1, 6.7 Hz)), 1.74-1.87 (4H, 1.81 (quintd, J = 6.7, 6.6 Hz), 1.82 (s)), 2.74-2.85 (4H,
2.79(q,J=7.1 Hz), 2.79 (q,J = 7.1 Hz)), 3.74 (1H, 5), 5.29 (1H, d, J = 3.8 Hz), 5.64 (1H, dd, J =
6.6, 3.8 Hz).



aF &t ,
Molecular Design Supplementary Materlals

3 WE
(1) F—P RN

2, -

Hide Peak Labels

o

P

18

2 1.5 1
Chemical Shift [ppm]

5. pubchem

PR B

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BB A8
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(2) BB RN

3-TRE BRI BE

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BB A&EI
==
A
L 1 1 1 1
10 8 6 4 2 0
8 (ppm)
— @ predictedSpectrum

K KingDraw Fiil

P E

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BXBEagII
- - --
2 14 6
J A l
L 1 1 1 1 1
10 8 6 4 2 0
3 (ppm)
— @ predictedSpectrum

K KingDraw Fiil

(3) BEWBRM
PR I
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1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum = 3=
2 5|5 1% |0
L 1 1 L 1 1 1
10 8 6 4 2 0
& (ppm)
— @ predictedSpectrum
4
KE: KingDraw Tl
(4) SFEIP RN
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Preview: Most Downfield Peak (20x zoom)
é ! 1 I 1 L 1 5 1
28 26 24 22
Ppm
SkJE . pubchem
FEY TR B
1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BB ABI
B | %] | (AT
i A
10 8 6 4 2 0
8 (ppm)
— @ predictedSpectrum




o~F &t

Molecular Design

K KingDraw Fiil

Supplementary Materials

(5) FHIBRM
FEY) T B

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BEiEEAE ]
- - - - - - EmEm
1 1 1 - 4 6 8
| i
L 1 1 L 1 1 ]
10 8 6 4 2 ]
& (ppm)
— @ predictedSpectrum

K. KingDraw Fijl

(6) FAWPRM
FEY) T B

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BB eEBI
= - = - m- o=
1 1 14 1| 24 8 8§
EE(AI + A) |
I | A l
L L 1 L 1 L 1 I 1 L ]
10 8 6 4 2 0
3 (ppm)

— @ predictedSpectrum

K KingDraw Fiil
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1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BB A&BI
= - - = - -
4 1 4 6
L i
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— @ predictedSpectrum

K. KingDraw Fiil

(8) £\ RM
PR TR

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum BEXtEABI
- - - P ——
i |1 1 4 i | & | 88
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