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2.'H and "C NMR comparison tables

2.1) (+)-Methyllinderatin (5):

(+)-Methyllinderatin (5)

Position Natural Methyllinderatin Synthetic Methyllinderatin
(270 MHz, CDCl3) (500 MHz, CDCl3)

9',10'-CH3s 0.81, 0.84 (deach, J=7.4 Hz) 0.81, 0.84 (deach, J=8 Hz)

7"-CH3 1.79 (s) 1.79 (s)

o 3.00 (t, J=7.4 Hz) 3.00 (t, J=7.6 Hz)

B 3.39 (t, J=7.4 Hz) 3.39 (t,J=7.6 Hz)

OCH3 3.79 (s) 3.78 (s)

3"-H 3.87 (brd, J=10.4 Hz) 3.87 (br.d, J=10.6 Hz)

2"-H 5.46 (s) 5.46 (br. s)

5-H 6.05 (s) 6.05 (s)

OH (free) 7.05 (s) 7.06 (s)

Ph 7.27 (br.s) 7.32-7.19 (m)

OH (chelated ) 13.71 (s) -

10



2.2) (+)-Hostmanin A (7):

(+)-Hostmanin A (7)

Position

Natural Hostmanin A
(500 MHz, CDCl3)?

Synthetic Hostmanin A
(400 MHz, CDCls)

Dihydrochalcone moiety
2-H to 6-H

o-H

B-H

3-H

OH (chelated)

4-OCH3

Monoterpene moiety
2"-H,
2"-Hp
3"-H
4"-H,
5"-Hp
6"-H,
6"-Hp
7"-CHs
8"-H
9"-CH3
10"-CH3

7.21-7.29 (m, 5H)
3.06 (t, 2H, J=8.0 Hz)
3.49 (m, 2H)

6.02 (s)

13.90 (s)

3.83 (s, 3H)

1.74 (m)

1.61 (m)

1.53 (m, 2H)

1.21 (m)

3.39 (m)

1.91 (dd, J=13.4, 3.4 Hz)
1.51 (dd, J=13.4, 5.3 Hz)
1.36 (s, 3H)

1.78 (m)

1.08 (d, 3H, J=6.8Hz)
0.97 (d, 3H, J=6.8Hz)

7.32-7.21 (m, 5H)

3.06 (t, 2 H, J=7.8 Hz)
3.52 - 3.44 (m, 2H)

6.02 (5)

3.83 (s, 3H)

1.81-1.71 (m)

1.63 (dd, J = 13.7, 4.6 Hz)
1.57 - 1.48 (m, 2 H)

1.24 - 1.19 (m)

3.42 - 3.36 (M)

1.90 (dd, J = 13.3, 2.1 Hz)
1.57 - 1.48 (m)

1.36 (s, 3 H)

1.81-1.71 (m)

1.07 (d, 3H, J = 6.4 Hz)
0.96 (d, 3 H, J = 6.4 Hz)

aMultiplicity patterns were unclear due to signal overlapping of hostmanin A (7) and B (8)



Position Natural Hostmanin A Synthetic Hostmanin A

(125 MHz, CDCl5) (125 MHz, CDCls)
c-1 141.8 141.8
c-2 128.3 128.3
Cc-3 128.4 128.4
C-4 125.8 125.9
C-5 128.4 128.4
C-6 128.3 128.3
c-1’ 104.7 104.7
c-2’ 165.4 165.3
Cc-3’ 91.2 91.2
c-4’ 162.3 162.2
C-5’ 106.8 106.8
C-6’ 158.9 159.0
C=0 204.9 204.9
C-a 455 45.4
C-p 30.7 30.7
OMe 55.7 55.7
C-1” 77.9% 76.8
c-2” 35.3 35.3
c-3” 205 20.5
C-4” 44.0 44.0
C-5” 27.2 27.2
C-6” 30.1 30.1
C-7” 29.2 29.2
c-8” 26.3 26.3
c-9” 20.9 21.0
C-10” 22.1 22.1

®The C-1” position of hostmanin B was assigned as 76.7 ppm.



2.3) (—)-Linderol A (6):

(-)-Linderol A (6)

Position Natural linderol A Synthetic linderol A
(500 MHz, CDCl5)
3-OH 13.97 (s) -
8 8.09 (d, J = 15.6Hz) 8.09 (d, J=15.5Hz)
7 7.86 (d, J = 15.6Hz) 7.86 (d, J=15.5Hz)
2’-6 7.61 (m, 2H), 7.61(d,J=4.0Hz, 2 H),
7.39 (m, 3H) 7.42-7.37 (m, 3 H)
2-H 6.08 (s) 6.08 (s)
5a-H 4.24 4.24 (d, J=5.2 Hz)
1-OCHjs 3.84 (s) 3.84 (s)
9a-H 3.14 3.14 (dd, J=5.4,11.2 Hz)
1.75 (m, 1H) 1.77 - 1.72 (m)
6-CH3 1.61 (s) 1.61 (s)
6-OH 1.58 (br) 1.57 (br. s)
1.35-1.48 (m) 1.45 - 1.38 (m)
1.14 (m, 1H) 1.13 (t, J =11.5 Hz, 1H)
9-CH(CHj3), 0.91 (d, J =6.8Hz) 0.91 (d,J=6.3Hz, 3 H)

0.85 (d, J = 7.0Hz)

0.84 (d, J = 6.9 Hz, 3 H)

13



Position Natural Linderol A Synthetic Lindeol A
(125 MHz, CDCls3)
C(=0) 191.1 191.1
3 166.7 166.7
1 162.2 162.1
4a 161.5 161.5
7 143.4 143.4
1’ or &4’ 1354 135.3
1’ or &4’ 130.3 130.3
2’,6 128.9 128.9
3,5 128.4 128.4
8 125.9 125.8
9b 113.3 113.3
4 103.4 103.3
2 93.1 93.0
5a 924 92.3
6 69.4 69.4
55.5 55.5
46.5 46.5
39.5 39.5
7 35.4 35.4
28.3 28.3
27.2 27.1
21.8 21.8
8 17.2 17.2
154 154

14



2.4) (-)-Adunctin E (15):

(-)-Adunctin E (15)

Position

Natural Adunctin E
(300 MHz, CDCl5)

Adunctin E
(500 MHz, CDCls)

Dihydrochalcone moiety
2-H to 6-H

OL-CHQ

B-CH;

3-H

OH (chelated)

4-OCHjs

Monoterpene moiety
2"-H,
2"-Hy
3"-H
4"-H
5"-Hp
6"-H
7"-CHs
8"-H
9"-CHs
10"-CHs

7.24 (br. m)

3.38 (M)

3.02 (t,J=7.6 Hz)
6.04 (s)

13.23 (s)

3.81(s)

2.09 (br. m)

1.59 (br. m)

1.33 (m)

1.08 (m)

3.07 (dd, J = 11.0, 5.5 Hz)
450 (d, J = 5.4 Hz)

1.43 (s)

1.83 (m)

0.85(d, J=6.8 Hz)

0.83 (d, J =6.8 Hz)

7.31-7.20 (m)
3.43-3.30 (m)
3.02 (t, J = 7.7 Hz)
6.04 (s)

-3.81 (s)

2.00 (d, J = 14.9 Hz)

1.62 - 1.54 (m)

1.38 - 1.30 (m)

1.08 (t, J = 11.5 Hz)

3.08 (dd, J = 11.5, 5.7 Hz)
4.49 (d, J = 5.2 Hz)

1.43 (s)

1.86 - 1.80 (m)

0.87 (d, J=6.9 Hz)

0.83 (d, J = 6.9 Hz)

15



Position Natural adunctin E Synthetic adunctin E

(75.5 MHz, CDCl5) (125 MHz, CDCl5)
Dihydrochalcone
C-1 141.2 141.2
C-2,C-6 128.3 128.3
C-4 126.0 126.0
C-3,C-5 128.4 128.4
C-a 43.7 43.7
C-B 30.1 30.1
C=0 203.2 203.3
C-1’ 102.7 102.6
Cc-2’ 165.3 165.2
C-3’ 92.8 92.8
C-4 161.8 161.8
C-5’ 112.8 112.9
C-6’ 161.6 161.6
MeO 55.5 55.5
Monoterpene
C-17 80.9 80.9
c-2” 31.8 31.9
Cc-3” 17.1 17.1
C-4” 46.3 46.3
C-5” 39.8 39.7
C-6” 87.6 87.6
C-77 22.0 22.0
C-8” 27.1 27.1
C-9” 15.4 15.4

C-10” 21.7 21.8




3. X-ray crystallographic data of (—)-adunctin E (15) (compound1):

Figure 1. ORTEP diagram of (-)-adunctin E (15).Thermal ellipsoids are drawn at the 50%
probability level.

17



Datablock: compoundl

Bond precision: C-C = 0.0056 A Wavelength=0.71073
Cell: a=19.11401{18) b=20.524(2) c=5.7980(6)
alpha=50 beta=50 gamma="50
Temperature: 296 K
Calculated Reported
Volume 2274.5(4) 2274.6(4)
Space group P 21 21 21 Pz(1)z(1)2(
Hall group P Zac 2ab ?
Moiety formula C2& H30 06 C2& H30 O6
Sum formula C26 H3I0 06 C26 H3I0 Oa
Mr 438.50 438.50
Dx,g cm-3 1.281 1.280
Z 4 4
Mu (mm-1) 0.090 0.090
Fo00 936.0 936.0
Fooor 936.45
h,k, lmax 25,27,7 25,27,7
Nref 5684 3262] 5670
Tmin, Tmax 0.977,0.980 0.977,0.980
Tmin’ 0.977

Correction method= EMPIRICAL
Data completeness= 1.74/1.00 Theta (max)= 28.340
Rireflectione)= 0.0780( 3984) wh2 (reflections) = 0.2421( E&70)

5 =1.012 Npar= 2893




