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Figure S2. The 'H NMR Spectrum of 1 in CsDsN (500 MHz)
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Figure S20. The HMBC Spectrum of 2 in CsDsN
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Figure S30. The HSQC Spectrum of 3 in CsDsN
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Figure S37. The '"H NMR Spectrum of 4 in CsDsN (500 MHz) (enlarged)
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Figure S42. The HMBC Spectrum of 4 in CsDsN
S24



DDM-19 Roesy 0.8s CS5DSN 303K AV-500(ZzZ—-930)

ppm J_J\_‘_JL_J\_L_/\LM*M )«_m/\‘A_A’J\/\J—"JM

i
-
-

Figure S44. The TOCSY Spectrum of 4 in CsDsN
S25

|
| ! | e | AR T NN Siant . S|
| B /I I i i T T
| N o ! ; | 1 | |
| g 1 I | | 1 i I
& | [ | | L il | | [
; I ” | DS I I I - | I ,,2
: I | | @) B el ikl st R === i et =
| | | | ;
|!rﬂ w + ! I | | | P Lo o “ o | lﬁ " a" j ! | :
e LTl TP Rt U I- g ~l- -l ; ¥
i L L — | | | | I |
I* | | | | | | ) I N o ! Qe
L] ) I I I I o I | ! < o ! .Cw! " ” w. _p ,,,
, ¢ , ,ow, : , , : ' w ! 0 S i I S T A O YT T
B e e i TN [P U Nt PR YL S RO e =) i ! , , ; : ” , i i :
el s BT g “ RS
I g " I I I I I I I I
i q-mblm\J ................... i 4% o 2 n I [N . - SN T IO N IS SN B 2
| | | | 1 | R i w3. +2 b =l ! , = a | , _ ! |
| | | i 1 I | | | | Q i | | , M . ] ! : : i
I | ; | | | | | | | I o z , ! , _ L ® _ _
...... RSO e RN RPN NN RN (VRSN SURPIE N TN = m e le ” o,“ -4 “ “
i i i | I I I 1 I C T m N 0 [ . [ A RO W AR ol .
i i | 1 (IS 1 ) 1 | v
| RS  Ia > y T NN WA O B _
O S SO, SR PN S (... ) | A | S B L5 N £ oam °
| i | 1 1 ) = 1 ] | c , , LN ,
| | | 1 | 1 | | i | N E ® ! -|L1- " :Lil#wl# \\\\\\\\ b Y
| | | | I I ﬁ et I Ul ©) 5 Al S i | | | I I
S aat SEET TR I b N SRR RN O~ o @ | i s I | |
| | | 1 1 1 1 e u | | | l o | | | i
” K ] (I & | 1 .ah.v ﬂ | | | | | | | | i
! ! ! ! - ! ! ) N . I do L Lol b b e L
1y WS, RER SR R R AR PRV SO S A . o | | | | i - [ [
| | | [ I | z | | boen . Er | | | I | | | |
| | I I I | | I | i I o : | | | ! [ I I
” “ ” I e = [ <t ] | | | | | | | |
L U S (o N (NN SRR OV R SO, el o : 1 [ | ! | !
i ] | | LY ' [0 | 0 1 " Rl J, ||||| === LY (B U S i )
1 e L | | | b f 4 | (o] | | | | I | | |
| ) | | | | | | | | = i | | i | | | | I
coleerelves Fopmla e lome bl Jge 8 B oo . G u 8 = j | I [ , [ ! !
i i I [ , , i | | | T .80 — | | | | | = ,
I | | | | | | | ! | 1 F P i —— == mm == e IS 44
| 1 | | | ! | | | i | | | | | |
2 TR R W S O, . LI B L Werw L L | |
[ » | i i | | i | I I I
| | | | | (I A | | | | |
] I ! | : . 2
g ErEga) f f i T : i i | f R Ay - Lke
o '] o wn [#] n o n (=] wy Q n E A o m < ] Q ~ o o o
. 1 i | i1 i I
— — o~ o (4] 4] & <t n wn ] o W



pDﬂ\-lf?

«108
114
1]
o3
(=3
8.7
08
5
04
03
0.2
o1

+ Scan [0.265-0.239 min, 3 scans) DOM-19520-003

BA7. 40877

S01.32138

L

67951153

p L
400 425 450 4/5 S0 525 S50 5/5 600 625 BS0 6

Difference [mCra)

Forrmda (M] k Meas Cakc Mass Ditferance {ppm)
Eactibinegts| wo| 7 esza0a77] | ea7.4eszi| as1 04a
Ca4H63016] 9783 B47.40877] 847.41161| 35| 284
C5ir500H 8752 B47 40877} 355 303
CEOHSEN 03 S561] B47. 40577} 466 155
CAHGONL011 542 544
C35HEaNa021 744 E31
€37H87021 ﬁ?é' [Xi)
CSBHSS06 -10.51 -8.91
C53HE0Na0S 1159 992
T56H5ENa06 EEES a3
Mini C55H5808 1a42] 1222
B CaoHE3019 14.65 1242
L C3aHEAND19 7749 B
g CAGHEANAD13 | 1852 1555
0
ia
Figure S45. The HRESIMS Data of 4
'\'Eiﬁﬂk"‘r‘tﬁ::ﬁ}kxﬂz ______
o DDM-2 TENSOR 27 21/08/2007
= ey R Y e RS PRV
il /\ a -, AW
ot =
[\ AW ATPT LR
/
VN Id
| f Y / l!’“u E
;oL Vo Yy
§ i |
2 - / v "\ i
/ : L
& L
|
8 V]
2 ! |
£
5 33
s &3
- 8 -
B
T T T T I
4000 3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1

Figure S46. IR Spectrum of 5 (KBr)

S26




ppm

t
|

|

apn

Integral

=

-9 85557

5.

486313

DOM-14 Hi-NMA C505N 303K AV-500
current oata Paramsters
prid o
B U N O~ M OEOSTIAMNT o= 0O =0 EXPND bl
R A Y e RS RIS EISREERAY st :
EEEC B RIS IEaERteEn :
ZOEREBRERRACEARERZE0RAHEER N ——
R o e e o iy
L. Toee fites
INSTRUM avS00
e 5 an o Sies
Lo o
m it
S
. L
o o
= 122
Pifres ey
" 2léokores
& 2
o .60
o o
TE 300 0
oL 200000000
e L 15 oo
wir m
b e
" o
sFC1 500 1327108
F2 - eracesing paranece
P e
& san 130000
o )
= o
s o5
@ o
= o

| (
s o al lel  fofa
4 2 S 8| S| '
£ & B 1 . e
£ s P B R Pl
—_— | . .
pen 10 8

Figure S47. The

oDM-14

1D MW plot parsmeters
o 22 o0
o
Fip 5
o
= 0,284
1f 2 2
i spcH
Jl |' 1 JJR | e 202, 76670
RN \ W
W

NN /l NETARY :

Z2]EB8|s BEEIHG 2|85 EEIE G EIEEE =

SIBS8|2 ’mv\m‘—wmoo\n I b b

B|%|B[8|E 22852 288 |B=88|82|2E|R 2

sl=lal-le L DN = Ry R QN D R P pacy R Do b ) P P P =

. T 4 = T T T
6 a [}

"H NMR Spectrum of 5 in CsDsN (500 MHz)

H1-NMR CSDSN 303K AV-500

Curront Data Perametors
NAME

R i 3 = s, o i
SEBRoBZB8ISSSREEESaYRESRB a3 Pl as¥saE PRgCNE 1
BB RIS S ESTgEE gy g SEEsE
Eh B BR-HERSEERE8E38E g g REREE T eansereio vt
$YTTTITITITIISIASSIIo A0S S 3 dewg o e m Params
SRR A1 :
RS \I\ i = \ INSTRUN :
™ SR ‘ \ \ o 5o
. o
| m 32768
B e o
5 :
i SMH. 5841122
Piomes b
i R e
| AG 120
| o pi
i - 600
G

1.047

1 11.00
Pt -s5.00
§031 500, 1327108

F2 - Processing paramete
ST 22768

s 500. 1300090
now €M
s=a 0
L& a.10
ea 0
3 1.00

10 NWA BLOT parameters
x 22,

o )
(2] 49.00
e a5
4 w61 n
£ ]
| F| 2 135619
P o Trhis
JM\ Wi b i ) LR
b L A My
=2 w f=13 m/
& gl 3 B
g i 8
= el |= <
a P B =

a.0 3.0

Figure S48. The 'H NMR Spectrum of 5 in CsDsN (500 MHz) (enlarged)

S27



DDM-14 H1-NMA CSDSN 303K AV-500

Current Data Paramatars
NApE via

- - - OO S D O N M R e e (o D QU U Cd O O - - @ WD rs U B Cu EXPND e
S22 8BE SRRCZ33 33223 HSR B NBREBE RCEE g3sEE Procho :
€ ST x~m S R NaT-SoEasa S b & =g
2 BSSY RS ZUBSEIISBBEONBBBUARZETHEAE K22 SIHIBE F2 - Avauasation Paranst
gl i PSS T ETYTTITITT LTI T T TR Date 20070735
| ‘ \ L f / / | \ | / INSTRUM a
{ ) | { { | B0 5 e ONT IH/15
o P
[
] s 5o
oh S
s s
& e
= soat s
| WOH M
558 a
= ity
- .
PC 500
| & e
% Af e
4 1o
\ o o
1 v
| ' L\ 11 PoNCH 0.0030
\J\ oy / Tt e
/W N Y ke
U w, B
" g 2 /\% g g %
H & = 18 S 2
g o ™ o ol - ™
1 T T * T
ppm o5 2.0 15 1.0
a4, Garsndiors
o)
£
DOM-14 C13-NMA CSOSN 303K AV-500 PROGND '
F2 - ACQuiSitiom Pacamet
R osis
s
- S R S S B R, A e R R S R S R e
2 R I L R A e L R 2
- 2 EE e B PR ORI E R e BB RS SRR SEEERSRASES TS MO e T
- ~ o o ;O = @S ST O O 3 P re U 5 f PUL PRGS
a g EfRCCS RSN RN SO N BN ATITIYSSRRERRNRES ° e
| L N M 5 Bk | 4 ) savewt Fyr
e = i NS 8319
| /OSSR s
' SnH 30229 746
ies e
o i
- e
o b
" e
=
-
13C
o
T
8
= o, 787750
WON EM
ss8 o
iy 1.0
GB o
PC 1.00
10 NMR plot parameters
&
& g
Fap 230.000
f Fap Q.000
| oy oo
PPMEM. 10, 45455
] e
s Wihagd
; : e ; : S :
Dom 200 175 150 125 100 Pl 50

Figure S50. The 13C NMR Spectrum of 5 in CsDsN (125 MHz)

S28



DDM-14 COSY CS5D5N 303K AV-500

§ & 8 8 8 8 2 8 8 g2 g g g
T TR
=T N N IR — ,
£ T e e e Bt R e =
o Z I A
T o 7y 4 o 5 0 P oo
! i 5 ) B S S B B T T T
R o Q 4. T 0
- ‘e ! a0 i
““““ L l__l__1® = ST RN B S N i s e s
| | 1 1 i 1 T I '
| | ; = V) ”@, - 1 I | 1 | 1 ' W
i | | G I WGH ; i i | ! ; !
s o it - R A RO RUPR WS ES I
..-------Flmﬁlq,,l”‘liz. m L, A T A o ,
| . P T B P ”
o1t flae 2 Lo Il D R . W
| ; i p = =] o | 1 1 X [ ————y [
| | | N C w " I I “ 1 I ” I I i
9] | N b ” P
E L & | o a, z ¢ | o i b
i # n i i S TSy et e et g et ok e T B
nEn > : - $
._—|||+|.|rw\wwl [7p] 3 ” i o I 1 I I 1
_ “ : ®) I R s T ca R R o
Lldepr S g mwmd L
........ L g ! L e R
o N mn & i o e | TN
i 1 - 1 i | | @ | | |
f--w-dw:am T I A B . i
E T o N % T S S N N
| ] | I | | N 1 [
| S 2 S L9 = b smy © E ol L 1]
| | n T : ! 1 | I 1 “ W
| ) ) W N B8 _
Pl " — (A B T i i P T
yoornl g ARERRERREE R
b P | K S Lo __ WO SO DA S— i o B Ao
e 2 o I R e T
¢ o 1 I I 1 H 1 ] 1 I !
Y an = P e j
oy 5 - I, T N S . b ] ”
TN T A~ P AR )

PPm

1.0

Figure S52. The HSQC Spectrum of § in CsDsN
S29



C Pyr-dY 303K AV-500

DDM-14 HME!

NalA o WM o

[=] (=] (= j=] o (=] (=1 =] (=} Q E
o = o =] =] (] =T w W (=] o
= — — — — ™ o £
k= &4 | 1 ] Il 1 Il Vi Il i~
L ] i 1 I r 1 i I W
....f B U S S SREE TV NN
= 5
ot 1 7 TR D T T
1 - ] o I k 1 i 3
PRy S N SRS TS . 1 Z,
! & ] | | [] | i
LY : e, ; | K3 1 ” i D5
- . 1 ] 1 I I ] 1 I 1 -
1 1 ! | ! | 1 =] C ™
1 b | dlaE " ..... JIIIlJ\\\\A\lV\A IIIIIIII P \\_\\\\2 o
| : “ | “ ” W ) g @
o , el fa 0 R
i R T T S ¢ R e e T G ,O\
: ” ” ” “ ” A “ | = S
e X1 My b St L b e g !
I I I I 1 I 1 1 i m m A
W ! W ] | : , “ _ , & i
| i I | | Q
I TR SN S B e o I O w
s S | I T a, @
= | | I | | ' | | N
I | 1 : | | | | I 2
N Lo i i 4. tlge Q 4
“ " “ ] : ” , DT aa) 9
P THe 1 . = Iy
e ;. wn
sl i e R e e = = .
1 I I I I l I 1 e =]
! “ | ; W ” ” ” " < >
9 N — HR. | N — | S S W | 2 = 5
; " | i | | o 2
i i i | | i , | vl Ye) i
S—— e bl ot e Dt = n o
” ” ” ” : ” “ “ ” L 5
| | | | 1 | | I | | [a)
| e | i 1 | 1 | | - =) [a]
B et et T S RO U0 .e0
” o8y i i i
, y ! , T
I 1 1 s I 1 H I
g R e L e e ._TT M
1 ' 1 1 | s i 1 |
L LA I 1L I A B ,

Ppm

Figure S54. The ROESY Spectrum of 5 in CsDsN
S30



; i
by W 11|

ppm

m S & 5

10:31:29

1000
B agmems Tectmeiegier

CSDSN 203K AV-—-500

DDM—14 Tocsy 80ms

PR i.l _a

---ﬂ.ia

I,

I
|
I
n <
o

|
|
I
n
=

[

-0+

Figure S55. The TOCSY Spectrum of 5 in CsDsN

Display Report - Selected Window Selected Analysis

Acq. Date 09/21/07 10:26:23

Print Date 09/21/07

LC-MSD-Trap-SL
Administrator

Instrumen
Operator:

Copy of Xu.MS

Sarnplie Nameummy
Analyzis Info:

Analysis Name:DDM—-14.d

Method:

MS. 0.1-0 5min (FS#16)

200

8o7.2
<

sss.a
b ha

ado

709.1

760

Intena.
=107
&

a%0 s00
Page 1l of 1

300

MSD Trap Report v2

Figure S56. The HRESIMS Data of 5

S31



105

PR RL LS KR LT 2

| DDM-10 TENSOR 27 20/07/2007

j=]
=] —\u\(\ f*f‘-\rgmf—\\w/ /w\
o
|
5 - \ /N
g | / i"a )’
] |
gm \ LS \ g i
5 \ | A,
£ \ B3 g
w o |
Ew ‘\ g ® : f xé\ |
| H 5
© \\ \ J
\\ /
1
2 \J
\
e o |
o /
=) p4 5
(=]
© T T i T T T
4000 3500 3000 2500 2000 1500 1000
Wavenumber cm-1
Figure S57. IR Spectrum of 6 in (KBr)
ODM-10a HI-NMR CSDSN 303K AV-500
z N CRBOC RSB BRI TSNS By S EREREERSESY
4 e o TToEeRRAN e B REHRE AR =
|

ﬁ
|
%éjf
L
X
A
}

C_
=

WL

e
[BEE

]
]
3
o
~
o

Figure S58. The 'TH NMR Spectrum of 6 in CsDsN (500 MHz)

S32

500

Current Data
NarE

ExNg

PROCND

Paraneters
yzq

a4

1

F2 - Acquisstion Paramet
Date_ 20070m12
Tame 19,52
INSTRUM avson
POOEMO 5 mm QW 1H/18
Pux PROG. vg30

™ 32758
SaLvENT Py
s

os

s o580, 307
FIDRES 0.170208
aa 2.8361525
ne a0
oW 89600
oE 5.00
TE 308.0
o1 2.00000000
-------- CHANNEL £1 ===m
[ »
1 a.80
Lt -5.00
01 590 1325162
£2 - Processing paramete
s1 3276¢
& 500, 1300120
wOw en
ssa o
B 050
=3 0
e 1.00

18 WA plot Aarsmrters
cx



ppm

DOM-10a Hi-NMPA CSOSN 303K AV-500

Current Data Parameters
NARE

B _J Integral
E]

opm

Pk

[ g e S S e, as FRotne i
gm=g ER gggpgd Sac = 3 58
REE&E i SREN Ea8 EIC B5E S 5H E3S F2 - Acautsition Pacamst
mome e om oo e oiciai oo e od e ea e oo e Date_ 20070512
H ? | A Time ]
| T b
VA U0 10T W T s
PuULPROG zg30
™o ]
SoLvent o
) %
= H
B osa0.207
) 300
SFO1 500. 1328162
F2 - Provassing nurameie
5 ety
H 200, 1370138
o
=
i 0.10
=
PC 1.00
1 W piot parasstars
5 2
' o E3
P 3300
Fi 1850. 68
Tz pet
' { u 2 573,53
PPMCH 0.08235
\-“_——‘J - -
o N e = 5 - = o . -
NEERE! = = B b1 = & i)
':.mg g g wgme &8 = gr wg
==l = - o 2 i e e el
T T T : : r y e
3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0

Figure S59. The '"H NMR Spectrum of 6 in CsDsN (500 MHz) (enlarged)

DDM-10a Hi-NMR CSOSN 303K AV-500

Currant Ostas Parsmeters
NAME vz

Exmno 24
P T O - ~ P —
SNBSS B8R8-850 808 B 28 EBEnEsgE8 88 S5 = FEOQND, LS
YOESYSIZE SRR NE SR E RS RIEERIBEE8gERaEd B 28 B
SREYISCYEAAAANAARNANIARATESSR33583S53IR8888 B8 Ba B £ hegtnition Faranct
T e e e e e Y e e S S S S Y S S YYISISTTTITTIIOONTTS OO Mmoo i b
VA N e — R S o e o T2
= = = B0 5 mm GNP tH/45
I f s T = ! e s
n azzes
soLvent Py
s

a0 130ein>
| F2 - Procosaing sarassis

b ey

E: 500 1309180

o -

I SsB a

| by 012

A 2

I = 53

10 NMA plot parameters

by i | & A

& 0

Fle om

m 220992

e pire

E e s73.3

e
_
[
-
e
10094 Er
i

i )8 = ] 5 . & & = =
& 2 & B |2 X & E 8
£ = = © - o o o - &

T ¥ T T ¥ E T T T
pp 4.4 4.2 4.0 3.8 3.6

Figure S60. The 'H NMR Spectrum of 6 in CsDsN (500 MHz) (enlarged)

S33



viq
1

ars
20070512

Current Data Parameters
F2 - Acquisition Paramet

NaNE
PROGND

Expo

DOM-10a C13-NMA CS0SN 303K AV-500

20,67
3080

2 00000000
003000000
32766

125, 7077623
EM

o

1.00

o

1.00

F2 - Processing paramer
10 NMR plot parameters

S EELT

st

— 1

0
&
@
=
2
T

100

PEr'€8
£15°88 1\
60656
066" FT
9207907
L
POEEQH
205°ESH
S\..mmﬁu\
EBL7E2F
BEE ‘GEF

mmm.ma%\ =
vmacg
128°5E
s e
£L8'6F
mg_oen\
902" 05}
Evzv\\
B}
]
weid

DDM-10a HSQC CS5DSN 303K AV-500

4 N B | MAMML s

;

! i

'

A

I 1 T

| i !

I 1 1

I 1 1

e e

1

|

i

ST SO

.

1

'
e

B AR [

Figure S61. The 13C NMR Spectrum of 6 in CsDsN (125 MHz)

ppm

Figure S62. The HSQC Spectrum of 6 in CsDsN
S34



DDM~10a HMBC CS5DSN 303K AV-500

-=-1+160
Lo -1180
|
T
Tl ppm
rpm

1 1 1
_“ | I
] 1 1 It o
||||||||||| s R R R

Figure

I
i
sl A by Ot L SRR (MRS WMo, eSS U gin] UGN | EPINOPD, .|
I
I
|

|
I
|
SR SN TN | SO S SN, U, LR R T S

i i 5
m m ] [ | | _ﬁ
: | I |
! &' | | | |
S S— I Z | ) LA SR R =
“ “ =1 g | 1 1 1 —
| i D.D > | | I |
| | | | |
: T‘rm (@) e e B e |
1 I Ll
L] g S W \ !
I i (8] -
=1 it
L S < | L L
I ¥ > )
i e g “ [
I | ” c 1 [
| | m m i | 1
I I b= sr eesmebasesilien ol TN g B 1 I
' Ll Q z ; : T T
| T Q a p ! I |
i i Q o ' | |
” ! n U ; Bl
- I I
R Q 2 Lo
P ) S
I | :
P = . .
| Wk = g
1 I e =
1 I H |
IO NN = g , , , ,
i I [t} T =] | ! |
1 I . il 1 S
1 | o | )
) [ O A ;
_,31, n 5] 8] . :
|
I
, u
£
g,
o)

Figure S64. The TOSCY Spectrum of 6 in CsDsN
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