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e rfad R rfaf
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TD 16384 | 32768 | 32768 | 32768 | 65536| 32768 | 65536 | 32768
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HSQC SW
H 50 98.8 280 76.1
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v OB dAdAiamd 3d UMM EIDH YT | ¢ lgtf Qo dzlz Is to d Bts dzjp U WOAF'Fsd' J2 M ls o
Bt Hj drodd | sgsen irfds e d dacs

U | H [utH TOCSY B¢
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60ms 100ms
H2 C2
128.07 H2/4-C2/4 H2/3/4C14/15
H4 | 7.15 H2/3/4H14/15| H2/3/4H14/15| C4
H2/3/4C1/5
126.69| H3 H3-C3 C3
- - C1
135.72
- - C5
H6 | 9.23 H6-H14/15 H6-H14/15 N
H7-C8/9
57.42 | H7 | 3.22 H7-C7 H7-C13 H7-H10/11 | C7
H7-C12
H8 H8/9-C10/11 C8
48.68 2.72 H8/9-C8/9 H8/9-H10/11 | H8/9-H10/11
H9 H8/9-C7 C9
H10 C10
12.68 1.18| H10/13:C10/11| H10/11C8/9
H11l Cl1
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169.79| - - C12
135.56| - - C13
H14 H14/15C13 Cl4
18.71 2.26| H14/15C14/15| H14/15C2/4
H15 C15
H14/15C3

v OB BFAQ dz0 Y jo G Is ti8-IdZ e s dzlt 1S to s tzfsRdzHiss € O d dzO

Trans Cis-

S 5 daW lealo i S 5 daW lcalo | S 5 daW lealo i
L1 3.09 L32 3.05 L14 2.33
L10 3.10 L34 3.10 L15 2.33
L11 3.13 L36 3.10 L17 2.39
L12 3.07 L37 3.10 L22 2.37
L13 3.09 L38 3.09 L25 2.35
L16 3.15 L39 3.09 L26 2.34
L18 3.10 L4 3.07 L29 2.34
L19 3.08 L40 3.07 L30 2.35
L2 3.08 L41 3.07 L31 2.37
L20 3.10 L43 3.13 L33 2.34
L21 3.08 L46 3.08 L35 2.40
L23 3.08 L5 3.10 L42 2.33
L24 3.10 L6 3.10 L44 2.33
L27 3.12 L7 3.10 L45 2.34
L28 3.05 L8 3.13 - -
L3 3.13 L9 3.10 - -

2C s de¥¥ stz to O 14C S dzW tsto o 1
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U OB dAdAj Q@ dzO U J deg Wiz ¢ Mftm azdp dzH st o drrafflQcz C SRt Stod3j LSO
dzd H 8¢ PG dz® Y J dzd2rdgder o0 dzls-F[odds Y e @M did Istso

Trans Cis
22 = - é 2z =3 - é 32 =] - é
% L~ N 'g L~ N ‘§ .~ N
8 W~z T o W~ T 8 W =~z T
vy — — vy — — vL — —
ot prd ot prd ot prd

L1 [1322| 1127 | 2.12 | L32 | 853 | 1108 | 2.14 | L14 | 2503 | 805 | 3.53

L10 | 363 | 1130 | 210 | L34 | 148 | 1132 | 2.09 | L15 (2514 | 77.7 | 3.70

L11 | 430 1146 | 207 | L36 | 148 | 1132 | 2.09 | L17 |27.71| 731 | 3.87

L12 | 508| 1142 | 2.11 | L37 | 148| 1132 | 2.09 | L22 | 2081| 799 | 3.53

L13 | 596( 1127 | 2.11 | L38 | 1322 1127 | 2.12 | L25 |2246| 723 | 3.77

L16 | 0.00 [ 1149 | 210 | L39 | 596| 1127 | 2.11 | L26 | 2205| 786 | 3.59

L18 | 148 | 113.2| 209 | L4 | 197 | 1140 | 2.12 | L29 | 22.05| 78.6 | 3.59

L19 | 091 | 113.3| 2.13 | L40 | 5.08| 114.2 | 2.11 | L30 |22.46| 723 | 3.77

L2 |[12.54( 114.0| 2.12 | L41 | 5.08| 114.2 | 2.11 | L31 | 20.81| 79.9 | 3.53

L20 | 148 | 113.2| 209 | L43 | 430 | 1146 | 2.07 | L33 | 22.05| 78.6 | 3.59

L21 | 0.91 | 113.3| 2.13 | L46 | 12.54| 114.0 | 2.12 | L35 | 32.87| 72.6 | 3.86

L23 | 0.91 113.3| 2.14 | L5 4.46| 115.0 | 2.09 | L42 | 25.03| 80.5 | 3.53

L24 | 1.48( 113.2| 210 | L6 4.46| 115.0 | 2.09 | L44 | 25.14| 77.7 | 3.70
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Trans Cis
== -E) R é == -E) R é == -E) R é
% L~ N 'g L~ =z N ‘§ .~ =z N
8 W~z T o W~ T 8 W =~z T
v — — 0 = — 28 = —
ot p ot Z ot Z

L27 |12.41| 111.0| 2.21 | LY 4.4

»

115.0 | 2.09 | L45 [27.94| 73.2 | 3.81

L28 | 8.53| 110.8| 2.14 | L8 4.30| 114.6 | 2.07 - - - -

L3 | 430 | 1146 | 2.07 | L9 4.46| 115.0 | 2.09 - - - -

32 (W sted3j 6O 14 € sdgVfsted

OB FAQ Oy dedv L dzj b g2 Chdl sEd s W j dzOkOlEe
~dBdyYUd MEdr tOMUJIstse

S sdaW sted3] to [ s U s AS
®eEG 1 X/ d3ts dz

A 1.45 1.19 1.62
B 0 0 0
C 18.07 17.97 17.77
D 15.63 16.19 16.96
AA 24.48 24.72 25.79
BB 23.54 23.72 23.48
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v OB BFEjQ dz0 Y jo Gl Is Sy SRR 5t GHRINEZO ¢ B0t dEtd LY & dz? & to dgg ts 15 © B o W20 Ofylpds' D d ¥ dats fiyls ¢
Ht lsddzL Odsy & QP ezdgs dzbs O

Pf1O 10 20 30
T,AC 35 50 70 35 50 70 35 50 70
H6-H14/15| 5.10 7.18 4.76 1.20 3.28 3.40 2.03 1.22 2.31
G (1 B0 H6-H8/9 3.71 5.34 3.53 0.99 2.71 2.88 1.52 0.88 1.65
o H6-H10/11| 1.77 2.51 1.65 0.42 1.16 1.19 0.74 0.45 0.85
s H7-H8/9 7.53 10.52 7.01 1.76 4.84 4.98 2.87 1.73 3.28
H7-H10/11| 1.55 2.16 1.45 0.41 1.12 1.17 6.87 4.06 7.40
H6-H14/15 3.18
H6-H8/9 3.15/4.18
Fealo | H6-H10/11 3.59/4.48
H7-H8/9 2.92/3.23
H7-H10/11 4.49/3.30
H6-H8/9 3.35 3.34 3.34 3.28 3.28 3.27 3.34 3.36 3.37
_ H6-H10/11| 3.80 3.79 3.79 3.79 3.79 3.79 3.76 3.76 3.76
fop | H7-H8/9 2.98 2.98 2.98 2.98 2.98 2.98 3.00 3.00 3.00
H7-H10/11| 3.88 3.89 3.88 3.81 3.80 3.80 3.81 3.82 3.85
X1/X 5, % H6-H8/9 61.6/ 63.4/ 63.1/ 73.71 73.0/ 75.2/ |63.9/ 61.2/ 59.8/
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38.4 36.6 36.9 26.3 27.0 24.8 36.1 38.8 40.2
61.3/ 62.1/ 61.5/ 62.1/ 62.9/ 62.5/ 66.7/ 68.1/ 67.2/

H6-H10/11
38.7 37.9 38.5 37.9 37.1 37.5 33.3 31.9 32.8
H7-HB/9 74.4/ 72.9/ 73.8/ 73.3/ 74.1/ 72.8/ 66.0/ 66.2/ 66.9/
25.6 27.1 26.2 26.7 25.9 27.2 44.0 33.8 33.1
73.8/ 74.2/ 73.5/ 68.2/ 68.0/ 67.7/ 68.6/ 69.5/ 71.3/

H7-H10/11
26.2 25.8 26.5 31.8 32.0 32.3 31.4 30.5 28.7
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o L Od 35 H je2ffdsj ondjvdy P00 i ¢ lsBisteiz) Wizfdz'ts Co d da@hs

U u H U'H | HMBC | HSQC TOCSY NOESY | ©c
20ms 100ms
170.18) H1 |[12.98 - - OH-NH | OH-NH | OH-NH |41
OH-H6
OH-
H9/10
OH-H15
148.72] NH 9.45 | C2H5 - - NH- NH-H6 | & 2
C2-H6 H9/10 NH-
NH-H8 | H9/10
NH-
H11/12
NH-H15
138.31 - - | C3H15 - - - - 43
137.85 - - C4 - - - - u 4
H9/10
134.17| H5 73 | C5H6 | C5H5 | H5-H6 | H5-H6 H5- u5
H5- H5- H11/12
H11/12 | H11/12
131.68) H6 7.88 C6-H6 H6- H6- H6- u 6
H11/12 | H11/12 | H11/12
131.21 - - | C7-H15 - - - - u 7
C7-
H9/10
126.39] HS8 7.02 | C8H14 | C8H8 - H8-H14 | H8-H14 | &4 8
H8-H15
126 | H9/H10 | 7.122| C9-H8 C9 - H9/10- | H9/10- | & 9
H9/10 H14 H11/12
122.17 C10 - H9/10- b1
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H9/10 H15

116.23| H11/H12| 6.68 C1lI- - H11/12 (a1
H11/12 H15

113.06 Cl2 g1
H11/12

111.2 - - C1l3 - - - g1

H11/12

20.19 H14 2.28 Cl4 - - g1
H14

13.63 H15 2.09 - Cl5 - - g1

H15
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v OB dAd-8jQ 5t 3d to s af Galizdz'c Jo @dizisdz"dgfn d © tztsinda%iig® S tetsfls
¢ t6 ttijindzO ¢ O i Isfitstatis Is ts tz@m §) Is oestizdzy § k&t sdz' L 5o Odzd
H dwOMuy BI9) dzj didislifisty)teiy] [tedtsfas

1 Bteds
. | B Odz ul Bts
It d .
HGIZUr _ tOfnfnchJhddzlSJ Ctetsmm .
Codzyf dzd | o & dzd 6] &OC | o
\
d dzls j fn§'c
9 dzfs fr
0.15 | 0.0047
0.2 0.0065
0.25 | 0.0085
0.3 0.0103
0.35 | 0.0117
0.4 0.0134
0.45 0.015
H6- .
0.5 0.0167 | 3. 34 NO".
A-BB 2.76 | H11/12 , -
0.55 | 0.0183
(Ref)
0.6 0.0197
0.65 | 0.0216
0.7 0.0231
0.75 | 0.0255
0.8 0.0264
0.85 | 0.0283
0.9 0.0302
0.15 | 0.0022
0.2 0.0028
A+C+A 310 H9/10 0.25 00044 1. 57N0./3. 13N
A ' H11/12| 0.3 0.0046 2 9
0.35 | 0.0055
0.4 0.0064
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1 Sted3
|6 dtsseqz 4G st ts
Ly lcalo | tonh fndsd " b d -esmnh Fexp |
¢ 5 dzh ded J oz dz' dzq tej zOC
d dels § fp y*¢
9 dzfs fr
0.45 | 0.0071
0.5 | 0.0079
0.55 | 0.0086
0.6 | 0.0096
0.65 | 0.0101
B+D+B 0.7 | 0.0108
B 462 0.75 | 0.0123
0.8 | 0.0124
0.85 | 0.0136
0.9 | 0.0137
0.15 | 0.0028
0.2 | 0.0034
0.25 | 0.0044
A+B+A 0.3 | 0.0052
A+BB 209 0.35 | 0.0057
0.4 | 0.0065
0.45 | 0.0072 3
OH-H6 | 05 | 0.0075| 228 A PRPR
0.55 | 0.0086
0.6 | 0.0093
0.65 | 0.0098
C+D 4.34 0.7 | 0.0101
0.75 | 0.0107
0.8 | 0.0098
0.85 | 0.0117
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1 Stedy
. | B9 Odz uC st
I ted d .
| elzy o tOmmmd3cihddzlSJ Cesm .
Codzyf dzd | o & dzd 6] O | o
\
d dzls § f g*c
9 dzts
09 | 0.0122
015 | 0.0028
02 | 0.0034
025 | 0.0044
03 | 0.0052
A+B | 3.27
035 | 0.0057
04 | 0.0065
045 | 0.0072
05 | 0.0075
OH-H6
055 | 0.0086
06 | 0.0003
065 | 0.0098
0.7 | 0.0101
AA+BB | 1.88
0.75 | 0.0107
0.8 | 0.0008
085 | 0.0117
09 | 0.0122
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s OB B @ tste B tets af Gaizgz'c jo @ dizlsdzrdg d © tiztstindssis © fs o ts ) ls o
¢ to tstinjindzO § Bt & lsfitctalis Is s tz@m j)ls bestzdy § B & sd' L 5o O dzdz

H diy O i yge® @ dzj dfcdasdgiisty tRadj tedy(o4 5 A L1 O)

1 tsted3d
_ 9 Odzdzf o $ Stets
lt.j & .
Lzt ras |t OMM m@;hqqdm“ Ctetsm ! _
C sdg¥ | dzd & D oW tgj 2o¢ i o !
"
d dzls j d fn j'¢
dzts ) Is
0.5 0.0175
H6- 0.6 0.0222
A-BB | 2.76| H11/12 0.7 0.0263 | 4. 18NC. -
(Ref) 0.8 0.0336
0.9 0.0379
A+C+A 0.5 0.0073
3.12
A 0.6 0.0082 3
H9/10- 1. 56N0. .
0.7 0.0101 , . 25N
B+D+B H11/12
5 4.62 0.8 0.0125
0.9 0.0143
A+B+A 0.5 0.0041
2.09
A+BB 0.6 0.0048
OH-H6 0.7 0.0064
C+D |4.34 0.8 0.0075
0.9 0.0092 (0. 99 NO. .
, . 51N
0.5 0.0041
A+B | 3.27
0.6 0.0048
OH-H6 0.7 0.0064
AA+BB | 1.88 0.8 0.0075
0.9 0.0092
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v OB AGPOr o I ¢ tc @AdBCH-N-Co-Crl I sls o j Is f ldpeial jhCozjdzv o dz j
Mistel C 18l &V lisdzd &5t & % das,
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A 516 3¢ 74.95

A S 16 dBO 142.63

A St tgO| 138.37/126.75

115.85/ 125.92/

A 1S tc dNO
% 134.13
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A Ste¥@ 125.09/109.83
A S tc MO 128.11
A S tc W0 129.49
h 5 85.91
VIl
A S te @O 133.64




