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'H NMR BC NMR of compounds 1(a-b) to 8 (a-b)

Rl ~
NNNNNNNNNN s
7N
NS
/
Br_N._“*
| ~N
—
Cl” N7 NH,
Parameter Value
1 Solvent CDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
|
k4 b T
R = N
T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5
1
H NMR - 1a
- o ~ NoogN
o <o < aNT NS s ]
o % B g s o ) 5 8
I 2 0SSN I I
I
NS
/
Br_N.__#*
| N
/
ClI” N7 "NH,
Parameter Value
1 Solvent CDCI3
2 Number of Scans 6000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

BC NMR - 1a




N TN el
INEENTNIAIN w
IS\
—
~ S
Parameter Value
1 Solvent CDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
L LT S
— - o~
T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
HNMR -1b
~ ) NN @ o
~ w SRonNS “@ o
a % s o Ja g & 8
/7NN
—
S
=
NH,
Parameter Value
1 Solvent CcDCI3
2 Number of Scans 3000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
A x ' l
T T T T T T T T T T T T T T T
150 140 130 120 110 100 920 80 70 60 50 40 30 20 10

BCNMR - 1b




13.0

[ N o
INEN DN
Y (.
Br N
(I
A\ \
Cl N
H
Parameter Value
1 Solvent DMSO
2 Number of Scans 16
3 Spectrometer Frequency 500.17
4 Nucleus 1H
Z e &%
T T T T T T T T T T T T T T T T T T T T T T T T
135 12,5 11.5 10.5 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
1
H NMR - 2a
NINNG OT NGO
SORLY MO AT N N
LIQ0 2298y 5
N NS
Br N
I
A\ \
Cl N H
Parameter Value
1 Solvent DMSO
2 Number of Scans 1024
3 Spectrometer Frequency 125.77
4 Nucleus 13C
Wi L A 4 y ki Ll L i ! it ]'
T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10 5 0

BC NMR -2a




129

NNN®R®R®RRE =
BB BNNNN NN
Br N
| N \ ~
o s
| N
H
Parameter Value
1 Solvent DMSO
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
4 T g
= ISR =) -
T T T T T T T T T T T T T T T T T T T T T T T T
13.5 12.5 11.5 10.5 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
1
H NMR -2b
aun g ©nino
S W S Nnm o~
L3829 P gl 8
SN BERN
Br N
| N \ S
c” NN s
H
Parameter Value
1 Solvent DMSO
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
‘ H ‘ . "
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 85 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10

BC NMR -2b




RN @ P
NNRNNN I ¥
Y
N
Br | S S |
_ \
cI” N7 N
Parameter Value
1 Solvent CDCI3
2 Number of Scans 16
3 Spectrometer Frequency 500.17
4 Nucleus 1H
L
IL T L 1
R ] - L
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR - 3a
NOMNO QN o o -
EEEERERLE g e
NEPEENRN
N
Br | S S |
P \
cI”>NT N
Parameter Value
1 Solvent CDCI3
2 Number of Scans 3000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10

BC NMR -3a

6




RN
e
Br N\ A\ ~
I AN \_ S
c” >N~ N
Parameter Value
1 Solvent CDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
A ¢ ¢
T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR -3b
0o NN
NS o ® PRI ~ «
LIS iR e ] & ]
VN YN/
Br N\ A ~
:[ AN \_s
c”>N" N
CH3
Parameter Value
1 Solvent CDCI3
2 Number of Scans 294
3 Spectrometer Frequency 125.77
4 Nucleus 13C
T T T T T T T T T T T T T T T T T T T T T T T T
145 135 125 115 105 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10 0

BC NMR -3b




NNNNRNNNNNNOS 2 t
N |
o N_N
\k T I
(@] pZ
cI”>N" N
CHs
Parameter Value
1 Solvent CcDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
A .JL l I} M
List 2 & L
i g | = = o
T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR - 4a
« T Mo T oo ~
a EEEERERRR g 2 3%
a 2223232399 = % A&
NN SN I
o N_N
T g
(@] 7
cl”>N" N
CHs
Parameter Value
1 Solvent cpci3
2 Number of Scans 2500
3 Spectrometer Frequency 125.77
4 Nucleus 13C
} ‘ J
T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

BC NMR -4a




Qeuuniny ¥ nemm o @ d
NNNNNNRNNKNNNRNS o L
e e
H
\ko\”/N Ny
o ;[ 2~ s
LYY ninny Tonm N Cl N \
NNNNNNNN NNNN IN CH
NN N 3
Parameter Value
1 Solvent CDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
T T
7.6 7.5 7.4 7.3 7.2
Ju L J)
T L L L 4
e - © o
T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR -4b
ENCT N Il
H
\i/o\n/N AN
0 ;[ 2~ s
c” >N N
CHj;
Parameter Value
1 Solvent cDCI3
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

BC NMR - 4b




RN ® 2 -
NNNNNNN v <+ -
NV I
o
o} N N
\k T I
o Pz
cl”>N" N
CHg
Parameter Value
1 Solvent cDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
R L L & L
JERERE; =] & o o
T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR - 5a
- N T AN © ° e
B EEELEREEEE g E i 3R
NN o
o
o} N N
\k T I
O 7
cl”>N" N
CHgy
Parameter Value
1 Solvent CDCI3
2 Number of Scans 4000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
J N L A L
L o f Vi oy
T T T T T T T T T T T T T T T
150 140 130 120 110 100 920 80 70 60 50 40 30 20 10

BC NMR -5a

10




Quuny ¥y ~ a A
NNNNNNKN © o] -
N\
GHa
O__N N\ ~
T3
/
cI” >N N
CHj;
Q  nuninn NN
INEEENTNININ NIN
‘ S \ Parameter Value
1 Solvent cpci3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
H > 4 Nucleus 1H
T T T T
7.6 7.5 7.4 7.3
J AJ{ — L
% < ¢ L L
o =] o 8 o
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR -5b
- nNooWY woa o o
b 29888 ARSY B 2 3 8%
NN DS I
CHa
O.__N N\
I~
/
cI” >N N
CHj
Parameter Value
1 Solvent CDCI3
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
oeed ! ! : o L_ ! ,
T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

BC NMR -5b

11




4.99

3.90
3.10

NN
HiC S S |
PN \
c”" >N N
CH3;
Parameter Value
1 Solvent CDCI3
2 Number of Scans 16
3 Spectrometer Frequency 500.17
4 Nucleus 1H
l A A & D G
1 ¥ L T 4 ¢
S S =1 S I3
] ] p] o o
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR - 6a
- MmaNNn oo
g EEELEEE 3 23
WO S ¥
NN
HsC S S |
PN \
c”" >N N
CHs
Parameter Value
1 Solvent CDCI3
2 Number of Scans 4000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
) ‘ .
T T T T T T T T T T T T T T T T
145 135 125 115 105 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10 0

BC NMR - 6a

12




nunnn T nnnn 2 p =he]
NNRNNNNNNRNN W o o
e %
nininnn Mmoo mm
NNNNNKN NNNN H
N Ny _N__N
H3C | N N\ ~
A\ \_ S
c” >N N
CH3
. - "" . . hal . . . Parameter Value
750 745 740 735 730 725 7.20 1 Solvent [eble)
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
_J N JL.J J A
255 z T L L
) =] - o o
T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
1
H NMR -6b
3 Bnan Snam 2 22
s coon 8889 8 8
Y 4 Y
NN
HSC/ | X \ ESS
7 N \ S
c” >N N
CHj
Parameter Value
1 Solvent CDCI3
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
A A 1 A
T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

BC NMR -6b

13



5.
5.
3.9
3.1
3.1

NNRNNNNNNNNRRR G 3 o
T = N %
AR BRI Nan 22 N
VOSSN NI NI
N\ S
CHj3
Parameter Value
1 Solvent cbci3
2 Number of Scans 16
3 Spectrometer Frequency 500.17
T S 4 Nucleus 1H
T T T T T T T
7.40 7.30 7.20 7.10
A ML A_J (. L
hereiet L T 4 1
R R R R ] - - o ©
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
HNMR -7a
0 nowvno moman N
a ERENN S8R & 3 33 33
a a0208 S8 o & 88 ISR
SY VY N N \/
“>N s
\
CHj
Parameter Value
1 Solvent cpai3
2 Number of Scans 1024
3 Spectrometer Frequency 125.77
4 Nucleus 13C
Ak A " A ol
T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

BC NMR -7a

14



TE
TE

6'€—

4
s

Ccbci3

1 Solvent

2 Number of Scans

3 Spectrometer Frequency 500.17

4 Nucleus

L

Jl

0'T
T

7.2

7.3

7.4

7.5

7.6

7.7

f1 (ppm)

=60'€

=90'€

0'1
o0t
20171

01
Moot

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

8.0

'HNMR -7b

880~
00E—

HaC”

Value

Parameter

CDCI3
1024

3 Spectrometer Frequency 125.77

1 Solvent

2 Number of Scans

13C

4 Nucleus

9'98 —

606 —

6'86 —

Lar—

P~
6'€eT
9'ser N
P'9CT —
6L —
L6et
6'6CT
9'TET

99ET~
9T

PorT —

resT—

145 140 135 130 125 120 115 110 105 100 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20

150

160 155

BCNMR -7b

15



ML NN N®© +
NRNNNNRNRNRNNKNG ¥+
e |
nunny T NN
NNNN  NNKN NNN
RN NP
HaC\ N
NN S
D PDhaS
g \ 2y N\
> ] o] N p
T ﬁ\ T T T T T = T CH3
7.50 7.45 7.40 7.35 7.30 7.25 7.20 7.15 1 Solvent coas
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
UL | L
R L
T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR - 8a
@ moo 999 o -
% B&8 8\’A & 8
ForSNE NV
HsC N
N S
> I T >
bz
S N N
CHj3
Parameter Value
1 Solvent CDCI3
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
LU A L .
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10

BC NMR -8a

16




oY b g
e
qu
N N
s/ \ pZ N8
NN
CHj;
Parameter Value
1 Solvent CDCI3
2 Number of Scans 32
3 Spectrometer Frequency 500.17
4 Nucleus 1H
g% Z ¢
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
1
H NMR -8b
© ~o ey
ia 38  g8% 3 3
Ia a9 SSS & 2
I I A
H3C\
N N
= | N B
S / \ ez \ S
NT N
CHs
Parameter Value
1 Solvent CDCI3
2 Number of Scans 2000
3 Spectrometer Frequency 125.77
4 Nucleus 13C
" J
T T T T T T T T T T T T T T T T T T T T T T T T T T T
140 135 130 125 120 115 110 105 100 95 9 8 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10

BC NMR -8b

17




LC/MS and HRMS spectra of compounds la to 8a
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Figure 2. Reflection polarized light micrographs of thin films of 3DT-DPP on silica substrate.

Single crystal XRD data of compound 3DT-DPP

Table 1. Crystal data and structure refinement for 3DT-DPP

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

VA

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected

20170120 _Om
Cis Hia N4 Sz
350.45
296(1) K
0.71073 A
Monoclinic
P2(1)/n
a=9.1901(2) A
b =9.9832(2) A
¢ =9.6509(2) A
799.43(3) A3
2

1.456 Mg/m3
0.340 mm-1
364

0.40 x 0.18 x 0.10 mm3

2.56 t0 28.33°

a=90°.
= 115.4630(10)°.
v = 90°.

-10<=h<=12, -13<=k<=12, -12<=|<=12

7593
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Independent reflections

1986 [R(int) = 0.0221]

Completeness to theta = 28.33° 99.8 %
Absorption correction Multi-scan
Max. and min. transmission 0.9668 and 0.8761

Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I1>2sigma(l)]
R indices (all data)

Largest diff. peak and hole

Full-matrix least-squares on F2
1986/0/ 140

1.054

R1 =0.0500, wR2 = 0.1389
R1 =0.0601, wR2 = 0.1486
0.337 and -0.320 e.A -3

Table 2. Atomic coordinates ( X 104) and equivalent isotropic displacement parameters (A 2y 103)
for 3DT-DPP. U(eq) is defined as one third of the trace of the orthogonalized Uil tensor.

X y z U(eq)
S(1) 501(3) 4091(2) -3071(2) 68(1)
C(4) 1878(8) 5017(7) -3209(6) 37(1)
S(1A) 1938(8) 5091(6) -3042(5) 95(2)
C(4A) 540(30) 3980(20) -2786(16) 94(6)
N(1) 5523(2) 6363(1) 4870(1) 43(1)
N(2) 4056(2) 5936(1) 2170(1) 41(1)
C@1) 1063(3) 4055(2) -1181(2) 59(1)
C(2) 2418(2) 4831(2) -382(2) 45(1)
C@3) 2955(2) 5440(2) -1395(2) 52(1)
C(5) 3188(2) 4855(2) 1293(2) 41(1)
C(6) 3194(2) 3826(2) 2245(2) 44(1)
C(7) 5904(2) 5737(2) 6224(2) 40(1)
C(8) 4628(2) 5594(2) 3692(2) 39(1)
C(9) 4440(2) 7196(2) 1643(2) 49(1)
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Table 3. Bond lengths [A] and angles [°] for 3DT-DPP.

S(1)-C(4)
S(1)-C(1)
C(4)-C(3)
C(4)-H(4)
S(1A)-C(3)
S(1A)-C(4A)
C(4A)-C(1)
C(4A)-H(4A)
N(1)-C(8)
N(1)-C(7)
N(2)-C(8)
N(2)-C(5)
N(2)-C(9)
C(1)-C(2)
C(1)-H(3A)
C(2)-C(3)
C(2)-C(5)
C(3)-H(1A)
C(5)-C(6)
C(6)-C(T)#1
C(6)-H(6A)
C(7)-C(6)#1
C(7)-C(8)#1
C(8)-C(T)#1
C(9)-H(9A)
C(9)-H(9B)
C(9)-H(9C)
C(4)-5(1)-C(2)
S(1)-C(4)-C(3)
S(1)-C(4)-H4)
C(3)-C(4)-H(4)
C(3)-S(LA)-C(4A)
C(1)-C(4A)-S(1A)
C(1)-C(4A)-H(4A)
S(1A)-C(4A)-H(4A)
C(8)-N(1)-C(7)

1.618(8)
1.669(3)
1.653(6)
0.9300
1.498(6)
1.79(2)
1.412(14)
0.9300
1.3241(19)
1.3513(18)
1.3736(18)
1.3917(19)
1.4566(19)
1.386(3)
0.99(3)
1.409(2)
1.460(2)
0.99(2)
1.376(2)
1.417(2)
0.967(18)
1.417(2)
1.431(2)
1.431(2)
0.9600
0.9600
0.9600
102.5(2)
101.1(3)
129.4
129.4
98.9(5)
101.2(11)
129.4
129.4
111.67(13)
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C(8)-N(2)-C(5) 108.28(12)

C(8)-N(2)-C(9) 123.29(13)
C(5)-N(2)-C(9) 128.28(12)
C(2)-C(1)-C(4A) 116.1(9)
C(2)-C(1)-S(1) 112.20(18)
C(4A)-C(1)-S(1) 4.5(9)
C(2)-C(1)-H(3A) 127.3(16)
C(4A)-C(1)-H(3A) 116.6(18)
S(1)-C(1)-H(3A) 120.4(16)
C(1)-C(2)-C(3) 110.75(15)
C(1)-C(2)-C(5) 121.14(15)
C(3)-C(2)-C(5) 127.87(16)
C(2)-C(3)-S(1A) 113.0(3)
C(2)-C(3)-C(4) 113.3(3)
S(1A)-C(3)-C(4) 1.9(5)
C(2)-C(3)-H(1A) 123.1(12)
S(1A)-C(3)-H(1A) 123.8(12)
C(4)-C(3)-H(1A) 123.4(12)
C(6)-C(5)-N(2) 109.64(13)
C(6)-C(5)-C(2) 126.02(14)
N(2)-C(5)-C(2) 124.34(13)
C(5)-C(6)-C(7)#1 107.40(14)
C(5)-C(6)-H(6A) 125.3(10)
C(7)#1-C(6)-H(6A) 127.2(10)
N(L)-C(7)-C(6)#1 131.16(14)
N(L)-C(7)-C(8)#1 122.10(13)
C(6)#1-C(7)-C(8)#1 106.73(13)
N(1)-C(8)-N(2) 125.82(13)
N(L)-C(8)-C(7)#1 126.23(13)
N(2)-C(8)-C(7)#1 107.95(12)
N(2)-C(9)-H(9A) 109.5
N(2)-C(9)-H(9B) 109.5
H(9A)-C(9)-H(9B) 109.5
N(2)-C(9)-H(9C) 109.5
H(9A)-C(9)-H(9C) 109.5
H(9B)-C(9)-H(9C) 109.5

Symmetry transformations used to generate equivalent atoms: #1 -x+1,-y+1,-z+1
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Table 4. Anisotropic displacement parameters (A 2y 103) for 3DT-DPP. The anisotropic
displacement factor exponent takes the form: -2z2[ h2 a*2Ull + . + 2 hka* b* U12]

Ull U22 U33 U23 U13 U12
S(1) 87(1) 68(1) 31(1) 7(1) 9(1) 5(1)
C(4) 46(2) 45(2) 16(1) 4(1) 10(1) 12(2)
S(1A)  117(4) 98(3) 82(3) 17(2) 54(2) 36(2)
C(4A)  107(12) 69(6) 110(14) 5(7) 49(10) -28(7)
N(1) 51(1) 40(1) 33(1) 2(1) 15(1) -3(1)
N(2) 47(1) 42(1) 30(1) 3(1) 13(1) -2(1)
c(1) 67(1) 59(1) 39(1) -2(1) 12(1) -8(1)
c(2) 50(1) 47(1) 32(1) 2(1) 14(1) 8(1)
c@) 54(1) 63(1) 39(1) 9(1) 20(1) 11(1)
C(5) 42(1) 45(1) 34(1) 0(1) 15(1) 1(1)
C(6) 52(1) 44(1) 34(1) -1(1) 14(1) -5(1)
c(7) 44(1) 40(1) 34(1) 1(1) 14(1) -2(1)
Cc(8) 42(1) 41(1) 33(1) 4(1) 15(1) 1(1)
C(9) 62(1) 42(1) 42(1) 8(1) 22(1) -1(1)

Table 5. Hydrogen coordinates ( x 104) and isotropic displacement parameters (A 2x 10 3)
for 3ADT-DPP.

X y z U(eq)
H(4) 2024 5248 -4075 44
H(4A) -308 3497 -3513 113
H(1A) 3940(30) 6010(20) -1040(20) 57(6)
H(3A) 430(30) 3540(30) -750(30) 85(7)
H(6A) 2710(20) 2956(18) 1910(19) 42(4)
H(9A) 5056 7751 2512 73
H(9B) 3460 7649 996 73
H(9C) 5057 7021 1074 73

Table 6. Torsion angles [°] for 3DT-DPP
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C(1)-5(1)-C(4)-C(3)
C(3)-S(1A)-C(4A)-C(1)
S(1A)-C(4A)-C(1)-C(2)
S(1A)-C(4A)-C(1)-S(1)
C(4)-5(1)-C(1)-C(2)
C(4)-S(1)-C(1)-C(4A)
C(4A)-C(1)-C(2)-C(3)
S(1)-C(1)-C(2)-C(3)
C(4A)-C(1)-C(2)-C(5)
S(1)-C(1)-C(2)-C(5)
C(1)-C(2)-C(3)-S(1A)
C(5)-C(2)-C(3)-S(1A)
C(1)-C(2)-C(3)-C(4)
C(5)-C(2)-C(3)-C(4)
C(4A)-S(1A)-C(3)-C(2)
C(4A)-S(1A)-C(3)-C(4)
S(1)-C(4)-C(3)-C(2)
S(1)-C(4)-C(3)-S(1A)
C(8)-N(2)-C(5)-C(6)
C(9)-N(2)-C(5)-C(6)
C(8)-N(2)-C(5)-C(2)
C(9)-N(2)-C(5)-C(2)
C(1)-C(2)-C(5)-C(6)
C(3)-C(2)-C(5)-C(6)
C(1)-C(2)-CB)-NE)
C(3)-C(2)-C)-N(Q)
N(2)-C(5)-C(6)-C(7)#1
C(2)-C(5)-C(6)-C(7)#1
C(8)-N(1)-C(7)-C(6)#1
C(8)-N(1)-C(7)-C(8)#1
C(7)-N(1)-C(8)-N(2)
C(7)-N(1)-C(8)-C(7)#1
C(5)-N(2)-C(8)-N(1)
C(9)-N(2)-C(8)-N(1)
C(5)-N(2)-C(8)-C(7)#1
C(9)-N(2)-C(8)-C(7)#1

-3.1(4)
2.5(11)
-2.9(12)
26(12)
2.3(3)
-149(12)
2.2(9)
-0.2(2)
-172.7(9)
-175.03(15)
-0.1(3)
174.3(3)
-2.2(3)
172.3(3)
-1.5(7)
97(15)
3.5(5)
-79(15)
0.32(18)
175.96(16)
-178.86(14)
-3.2(2)
29.1(3)
-144.85(19)
-151.90(17)
34.2(3)
-0.11(18)
179.06(14)
-179.10(16)
-0.1(2)
-179.52(15)
0.1(2)
179.25(14)
3.4(2)
-0.40(17)
-176.30(14)

Symmetry transformations used to generate equivalent atoms:
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Figure 3. COSY spectrum of 3DT-DPP.
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Figure 4. NOESY spectrum of 3DT-DPP
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Figure 5. Absorption spectrum of solid films of DT-DPP isomers.
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