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General Instrumentation: All '"H-NMR and “C-NMR were obtained at 25°C on a Varian
Gemini 400 MHz spectrometer using deutrated chloroform (CDCIl;) containing tetramethylsilane
(TMS) as an internal standard. The mass spectra were recorded at the University of Illinois at
Chicago. Differential Scanning Calorimetric (DSC) analyses were performed under nitrogen
flow at heating and cooling rates of 10 °C/min using a TA instrument 2100 DSC. The UV-vis
absorption spectra were collected on a Shimadzu UV-2450 UV-vis spectrophotometer. SEM
images were obtained on a Jeol JSM-5600 scanning electron microscope. Before imaging, all
samples were sputter-coated (50 mA, 60 sec) with a thin layer of gold to prevent charging.
Accelerating voltages and working distances are specified with each image. A TECNAI-G2-F30
transmission electron microscope with a 300 KeV Schottky field emission gun was used to
characterize the morphology and atomic structure of the molecules under the conventional
diffraction contrast (bright-field, BF) and Z-contrast (scanning transmission electron microscope,
STEM) modes. The samples were prepared on a 3 mm diameter carbon-coated copper grid. For
High-resolution transmission electron microscopy (HRTEM), many-beam condition was used to
characterize the atomic structure under the phase-contrast (HRTEM) mode. X-ray diffraction
analyses were carried out on an X’Pert PRO PANalytical diffractometer at 25 “C using Cu-Ka
radiation (A = 1.54 A, 40 KV, 40 mA).

1. Synthesis and characterization of compounds 1-6

All chemicals and solvents were purchased from commercial sources and used as received. 1,2-
Diamino-4,5-dibromobenzene,’ 1,2-diamin0-3,6-dibromobenzene,2 and 1,2-diamino-4,5-
diiodobenzene® were all synthesized according to the literature.

Compound 1
1,2-Diaminobenzene (100 mg, 0.93 mmol) was dissolved in 20 mL absolute ethanol. 2,5-

Dihydroxyl-1,4-benzoquinone (130 mg, 0.93 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly.
Without purification of the intermediate, after evaporating the solvent, the crude solid was
dissolved in 20 mL dimethylformamide (DMF), followed by addition of K,COs (447 mg, 3.23
mmol). Then bromodecane (616 mg, 2.79 mmol) was added and the mixture was maintained at
60 °C for 24 hrs with continuous stirring. The mixture was cooled down to room temperature and
poured into 200 mL of H,O, filtered and washed thoroughly with H,O. It was then dried over
anhydrous sodium sulfate. The product was purified by silica gel column chromatography
(CH,Cly/Hexane 1/1 v/v). The pure product was obtained as a yellow solid. (Two-step yield:
58%).

'H NMR (CDCl3) & 8.14 (m, 2H), 7.74 (m, 2H), 7.35 (s, 2H), 4.23 (t, 4H, J = 6.6 Hz), 1.96 (m,
4H), 1.54 (m, 4H), 1.46-1.20 (m, 24H), 0.89 (t, 6H, J = 6.8 Hz).

3C NMR (CDCls) & 154.48, 142.01, 141.84, 128.81, 105.54, 69.30, 31.92, 29.62, 29.58, 29.37,
29.36, 28.73, 26.05, 22.70, 14.12 (1 aromatic peak not seen due to overlapping signals).

[M+H]": Calcd 493.37; Found 493.3.

Compound 2

1,2-Diamino-4,5-diflurobenzene (50 mg, 0.35 mmol) was dissolved in 7 mL absolute ethanol.
2,5-Dihydroxyl-1,4-benzoquinone (49 mg, 0.35 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly. After
evaporating the solvent, without purification of the intermediate, the crude solid was dissolved in
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8 mL DMF, followed by addition of K,CO;3 (168 mg, 1.23 mmol). Then bromodecane (231 mg,
1.05 mmol) was added and the mixture was maintained at 60 "C for 24 hrs with continuous
stirring. The mixture was cooled down to room temperature and poured into 80 mL of H,O,
filtered and washed thoroughly with H,O. It was then dried over anhydrous sodium sulfate. The
product was purified by silica gel column chromatography (CH,Cl,/Hexane 1/1 v/v). The pure
product was obtained as a white solid. (Two-step yield: 68%).
'H NMR (CDCls) & 7.84 (t, 2H, J = 9.6 Hz), 7.30 (s, 2H), 4.22 (t, 4H, J = 6.6 Hz), 1.96 (m, 4H),
1.54 (m, 4H), 1.46-1.20 (m, 24H), 0.88 (t, 6H, J= 6.6 Hz).
BC NMR (CDCls) & 154.75, dd (153.56, 153.37, 151.00, 150.80), 141.88, t (139.02, 138.96,
138.91), q (113.65, 113.58, 113.52, 113.45), 105.28, 69.39, 31.93, 29.62, 29.58, 29.36, 28.72,
26.04,22.70, 14.12 (1 aliphatic peak not seen due to overlapping signals).
[M+H]": Caled 529.35; Found 529.3.

Compound 3
1,2-Diamino-4,5-dichlorobenzene (177 mg, 1 mmol) was dissolved in 25 mL absolute ethanol.
2,5-Dihydroxyl-1,4-benzoquinone (140 mg, 1 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly. After
evaporating the solvent, without purification of the intermediate, the crude solid was dissolved in
20 mL DMF, followed by addition of K,CO3 (493 mg, 3.5 mmol). Then bromodecane (676 mg,
3.06 mmol) was added and the mixture was maintained at 60 °C for 24 hrs with continuous
stirring. The mixture was cooled down to room temperature and poured into 200 mL of H,O,
filtered and washed thoroughly with H,O. It was then dried over anhydrous sodium sulfate. The
product was purified by silica gel column chromatography (CH,Cl,/Hexane 1/2 v/v). The pure
product was obtained as a yellow solid. (Two-step yield: 44%).
'H NMR (CDCl3) & 8.21 (s, 2H), 7.25 (s, 2H), 4.21 (t, 4H, J = 6.6 Hz), 1.96 (m, 4H), 1.54 (m,
4H), 1.46-1.20 (m, 24H), 0.89 (t, 6H, J = 6.8 Hz).
BC NMR (CDCl3) § 154.98, 142.16, 139.81, 132.75, 128.90, 105.10, 69.31, 31.96, 29.68, 29.64,
29.45,29.41, 28.80, 26.08, 22.73, 14.14.
[M+H]": Caled 561.29; Found 561.5.

Compound 4
1,2-Diamino-4,5-dibromobenzene (500 mg, 1.88 mmol) was dissolved in 40 mL absolute ethanol.
2,5-Dihydroxyl-1,4-benzoquinone (260 mg, 1.88 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly. After
evaporating the solvent, without purification of the intermediate, the crude solid was dissolved in
40 mL DMF, followed by addition of K,CO3 (910 mg, 6.5 mmol). Then bromodecane (1.25 g,
5.64 mmol) was added and the mixture was maintained at 60 °C for 24 hrs with continuous
stirring. The mixture was cooled down to room temperature and poured into H,O, filtered and
washed thoroughly with H,O. It was then dried over anhydrous sodium sulfate. The product was
purified by silica gel column chromatography (CH,Cl,/Hexane 1/2 v/v). The pure product was
obtained as a yellow solid. (Two-step yield: 57%).
'H NMR (CDCls) & 8.45 (s, 2H), 7.27 (s, 2H), 4.22 (t, 4H, J = 6.6 Hz), 1.95 (m, 4H), 1.54 (m,
4H), 1.46-1.20 (m, 24H), 0.88 (t, 6H, J= 7.0 Hz).
3C NMR (CDCl3) & 155.28, 142.58, 140.72, 132.59, 124.97, 105.32, 69.44, 31.92, 29.63, 29.58,
29.36, 28.71, 26.03, 22.70, 14.12 (1 aliphatic peak not seen due to overlapping signals).
[M]": Calcd 648.19; Found 648.3.
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Compound 5
1,2-Diamino-4,5-diiodobenzene (366 mg, 1.02 mmol) was dissolved in 25 mL absolute ethanol.

2,5-Dihydroxyl-1,4-benzoquinone (143 mg, 1.02 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly. After
evaporating the solvent, without purification of the intermediate, the crude solid was dissolved in
20 mL DMF, followed by addition of K,CO3 (493 mg, 3.5 mmol). Then bromodecane (676 mg,
3.06 mmol) was added and the mixture was maintained at 60 °C for 24 hrs with continuous
stirring. The mixture was cooled down to room temperature and poured into 200 mL of H,O,
filtered and washed thoroughly with H,O. It was then dried over anhydrous sodium sulfate. The
product was purified by silica gel column chromatography (CH,Cl,/Hexane 1/2 v/v). The pure
product was obtained as a yellow solid. (Two-step yield: 54%).
'H NMR (CDCl3) & 8.72 (s, 2H), 7.25 (s, 2H), 4.22 (t, 4H, J = 6.8 Hz), 1.95 (m, 4H), 1.54 (m,
4H), 1.46-1.20 (m, 24H), 0.88 (t, 6H, J= 7.0 Hz).
BC NMR (CDCl3) § 155.28, 142.46, 141.17, 138.84, 107.33, 105.34, 69.41, 31.92, 29.63, 29.58,
29.37,29.36, 28.72, 26.04, 22.70, 14.12.
[M+H]": Calcd 745.16; Found 745.1.

Compound 6
1,2-Diamino-3,6-dibromobenzene (676 mg, 2.54 mmol) was dissolved in 55 mL absolute ethanol.
2,5-Dihydroxyl-1,4-benzoquinone (356 mg, 2.54 mmol) was added at once and the mixture was
refluxed for 24 hours under a positive N, flow. The reaction mixture was cooled slightly. After
evaporating the solvent, without purification of the intermediate, the crude solid was dissolved in
50 mL DMF, followed by addition of K,COs (1.23 g, 8.89 mmol). Then bromodecane (1.69 g,
7.62 mmol) was added and the mixture was maintained at 60 °C for 24 hrs with continuous
stirring. The mixture was cooled down to room temperature and poured into 500 mL of H,O,
filtered and washed thoroughly with H,O. It was then dried over anhydrous sodium sulfate. The
product was purified by silica gel column chromatography (CH,Cl,/Hexane 1/3 v/v). The pure
product was obtained as a yellow solid. (Two-step yield: 56%).
'H NMR (CDCl3) & 7.93 (s, 2H), 7.48 (s, 2H), 4.25 (t, 4H, J = 6.6 Hz), 1.97 (m, 4H), 1.55 (m,
4H), 1.46-1.20 (m, 24H), 0.89 (t, 6H, J = 6.8 Hz).
3C NMR (CDCl3) & 155.64, 142.78, 139.51, 131.57, 123.20, 105.45, 69.63, 31.92, 29.60, 29.57,
29.36, 29.33, 28.73, 26.00, 22.70, 14.13.
[M+H]": Caled 651.19; Found 651.1.

2. Drop casting film on cover glass

Cast films of compounds 1-6 were made as follows. First, each compound (3-4 mg) was
dissolved in 0.5 mL of CH,Cl,; the solution (ca. 0.1 mL) was drop-cast onto a clean cover glass
surface. Then it was left undisturbed for several minutes, until the solvents evaporated. A raw
crystalline structure of each compound was formed on top of the cover glass. The cast film
experiment was carried out twice and the data are reproducible.

3. Phase transfer (PT) self-assembly

The solution based SA was performed using a phase transfer (PT) method in a
CH,Cly/methanol binary solvent system. All solvents were filtered through a 0.2 pm PTFE filter
before each PT experiment. A homogeneous solution (typically 2 mL of 5 mM solution) of the
compound was prepared in a “good” solvent (CH,Cl,) and was filtered through a 0.2 ym PTFE
filter into a clean 20 mL screw-cap vial. The “poor” solvent (10 mL of methanol) was slowly
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added to the CH,Cl; solution so that two phases could be maintained. The binary solvent mixture
was then left undisturbed overnight to induce 1-D assembly. The volume ratio of
CH,Cly/methanol was kept constant (1/5 v/v).

4. Gelling ability of compounds 1-6

Gels were prepared by weighing a specified amount of compound (typically 10-15 mg) and
solvent (volume is dependent of the concentration specified in the Table S.1) into a 3 mL screw-
cap vial. The suspension was warmed until a homogeneous solution was obtained. The vial was
then left undisturbed to cool to room temperature. Gelation was confirmed by the absence of
flow under gravity when the vial was inverted.

Table S1. Gelling abilities of 1-6 at room temperature

Solvent * 1 2 3 4 5 6
Methanol PPT (5mM) PPT 2mM) PPT (0.7mM)  PPT (<0.ImM) PPT (<0.ImM) PPT(<0.1mM)
Ethanol S G (50mM) PG (50mM) G (43mM) PG (50mM) G (12mM)
Propanol S G (48mM) G 21mM) G (50mM) G (42mM) G (14mM)
Toluene S PG (50mM) S S S S
Ethyl Acetate S G (45mM) G (34mM) PG (50mM) PG (50mM) G (34mM)
Acetonitrile S G (37mM) PG (50mM) G (40mM) PPT (50mM) G (19mM)
Hexane S PG (50mM) PPT (50mM) PPT (50mM) PPT (50mM) G (38mM)
TCE S PG (50mM) S S PPT (50mM) S
CCly S PG (50mM) S S S S
TCTFE S PPT (50mM) G (38mM) PPT (50mM) PPT (50mM) G (35mM)

TCE:1,1,1-trichloroethane, CCly: carbon tetrachloride, TCTFE: 1,1,2-trichloro-2,2,1-
trifluoroethane

G: gel, PG: partial gel, ppt: precipitate, S: soluble (tested up to S0mM).

Concentration for G is critical gel concentration (CGC).
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Sample: oH_phenazine
Sample ID: s_20091013_01 . .
File: shome/dclee/vnmrsys/data/Kyoungmi Jang/oH_phenazine.fid

Pulse Sequence: s2pul 1

Solvent: cdcl3 Compound 1 "H-NMR
Temp. 25.0 C / 298.1 K

operator: dclee

File: oH_phenazine

VNMRS-400 "varian-NMR"

N O
~
Relax. delay 1.000 sec @[ D[ e aNa e PaN
Pulse 45.0 degrees N @]
Acq. time 2.049 sec
Width 64103 Hz
repetitions

16
OBSERVE

H1, 399.7235425 MHz E
DATA PROCESSING 2
Resol. enhancement -0.0 Hz S
FT size 65535 £
Total time 0 min, 55 sec |
<
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3
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o ®
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EEELLEI N S| g
gTloes i
$5e M‘j 2 |<
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w w w
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1.98 4.00

STANDARD 1H OBSERVE - profile

Compound 1 "*C-NMR

N:[ ::O\/\/\/\/\/
A

“ Ve VN
N O

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.08
File : /home/dclee/vnmrsys/data/Bin Cao/BC1052-C13.Tid
Sample id : s_20080517_01
Sample : BC1052-C13
Pulse Sequence: s2pul
solven
Temp.

: cdcl3
25.0 C / 298.1 K
Operator: dclee

ile:
VNMRS-400

"nmr400" "
2 &
Relax. delay 1.000 sec ? e e
Pulse 45.0 degrees 2 J8<_2om
cq. time 1.300 sec S °~837s
Width 24509.8 Hz | o v o
1600 repetitions | il - |8 2w
OBSERVE  C13, 100.5144282 MHz S RRZe
DECOUPLE H1, 399.7409155 MHz 0w
Power = 2NN
continuously on 5
WALTZ-16 modulated ' \/ ;).‘
DATA PROCESSING ~ G
Line broadening 0.5 Hz [
FT size 65536 ~Lf { ©
Total time 1 hr, 1 min, 35 sec | e
<
o 4 |
3 2
2
= S
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3 4
2 g3 |
| s
T
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Sample: of phenazine 1
Sample ID: s_20091013_01 Compound 2 'H-NMR
File: 0001.fid

Pulse Sequence: s2pul

Solvent: cdc13 F; N\ O\/\/\/\/\/
Temp. 25.0 C / 298.1 K

Operator: dclee P

File: 0001 e PN
VNMRS-400  "Varian-NHR" F N O

Relax. delay 1.000 sec

-0.000

OBSERVE  H1, 399.7235429 MHZz
DATA PROCESSING -
Resol. enhancement -0.0 HE
FT size 65536 3
Total time 0 min, 55 sec ™

1.385
\_1.370
1.307

\_1.280

_1.520
1.502
1.405

7.295
a.219
0.900
0.884
0.867

4.235
a.202

1.989
/

STANDARD 1H OBSERVE - profile Compound 2 13c_NMR

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.10_(
File : /home/dclee/vnmrsys/data/Bin Cao/BC1050-C13-1.fid
Sample id : s_20080518_01 E

sample : BC1050-C13 N\ O
Pulse Sequence: s2pul >
Solvent: cdc13 F N O/\/\/\/\/\

Temp. 25.0 C / 298.1 K
Operator: dclee

File:
VNMRS-400  "nmr400"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1.300 sec

Width 24509.8 Hz

1600 repetitions

OBSERVE C13, 100.5144275 MHz
DECOUPLE H1, 399.7409155 MHz
Power 38 dB

29.580
29.364

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 1 min, 35 sec

76.707

29.624

31.931
29.714

<
w @ o
2 ] | :
3 f | 5
|
2w
ig
=4 Sam
L 82 Soge
| i EERE
La 258 - §
gss |73 3539
- |
I { J S
]
|
1\ ) VA Li
Y g i o M "
e : e - - - e . S
180 160 140 120 100 80 60 a0 20 0 ppm
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/ STANDARD 1H OBSERVE - profile

Automation directory: /home/dclee/vnmrsys/data/auto_2009.0 Compound 3 TH-NMR
File : 0001.71
Sample id : s_20090611_01

Sample : BC1086_iH

Pulse sequenc‘éz s2pul Cl N\ O
solvent: cdc]3

Temp. 25.0 C|/ 298.1 K P

Operator: dclee NSNS
File: 0001 CI N O

VNMRS=-400 "nﬁmrduﬂ"
Relax. delayi1.000 sec
Pulse 45.0 degrees
Acg. time 2.043 sec
Width 6410.3 Hz

—7.266
7247
4.214

s
OBSERVE  H1,[399.7291435 MHz
DATA PROCESSING

Line broadening 0.2 Hz

FT size 65536
Total time 0 fin, 55 sec

0.867

0.000

4.230
\_4.197

1.425
421

_1.989

STANDARD 1H DBSERVE - profile

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.08
File : /home/dclee/vnmrsys/data/Bin Cao/BC1086_C13.Tid

Sample id : s_20080618_01

Sample : BC1086_C13

Pulse Sequence: szpul 13

Sotvent: cacls Compound 3 "*C-NMR

Temp. 25.0 C / 298.1 K

Operator: dclee

File:

VNMRS-400 "nmr400" Cl N O\/\/\/\/\/
s

Relax. delay 1.000 sec

Pulse 45.0 degrees VN N NN

Acq. time 1.300 sec Cl N [0}

Width 24509.8 Hz

2000 repetitions 1

OBSERVE C13, 100.5144237 MHz

DECOUPLE H1, 399.7409155 MHz

Power 38 d

31.961
29.684

\Y

22.734
14.139

continuously on
VALTZ-16 modulated o
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 16 min, 58 sec

154.984

142.155
139.811
128.902
105.097
69.310

132.749

__76.804

0.000

T e

T T T T T
180 160 140 120 100 80 60 40 20 0 ppm
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STANDARD 1H OBSERVE - profile

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.10_02
File : /home/dclee/vnmrsys/data/Bin Cao/Br_Phenazine_CH14.fid
Sample id : s_20080515 01

sample : Br_Phenazine_CH1d4

Pulse Seguence: s2pul 1
Sompe 52,676 7 2081 Compound 4 '"H NMR
Operator: dclee

File:

VNMRS-400  “nmr400" Br. N\ O
Relax. delay 1.000 sec _

Pulse 45.0 d s N TN TN TSN TN
pulse 4 egree Br N o

16 repetitions

OBSERVE _ H1, 399.7389151 MHz

DATA PROCESSING

Line broadening 0.2 Hz

FT size 65536
Total time 0 min, 55 sec

-0.000

7.261

8.451
7.272
1.550
1.539

0.901
=0.004

4.238
_0.866

STANDARD 1H OBSERVE - profile

Automation directory: /home/dclee/vamrsys/data/auto_2009.06.10_02
File : /home/dclee/vnmrsys/data/Bin Cao/Br_Phenazine_CH14_C13.Fid
Sample id : S_20080517 01

sample : Br_Phenazine TH14_C13

Pulse Sequence: szpul

Sorvens: S9SN s & Compound 4 '°C NMR
gp«]ers_;mr: dclee

ile:
VNMRS-400 "nmrd00" Br. N\ O
Relax. delay 1.000 sec _

Pulse 45.0 degrees Y N N NN
A . Br N (o]

OBSERVE C13, 100.5144282 MHz
DECOUPLE H1, 399.7409155 MHz

B

continuously on
VALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 1 min, 35 sec

29.625

\\—28.709
26.030

132.593
77.347
—31.924
—22.704
14.124

105.320

142.579
69.444

155.282
140.719
124,973

——-0.000

T —— T T T T g
180 160 140 120 100 80 60 40 20 0
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/

STANDARD 1H OBSERVE - profile

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.11_01
File : 1.fid

000
Sample id : s_20090611_01
Sample : BCL053_1H

Sequence: s2pul
solyent: cdcl3
Temp. 25.0 C / 298.1 K
operdtor: dclee

0

01
VNMRS-400" "nmra00”

Rel3x. delay 1.000 sec
PulSe 45.0 degrees
Acg] time 2.049 sec
Width 6410.3 Hz

16 repetitions ~
OBSERVE  H1, 399.7291446 MHz

7.262

DATA |PROCESSING
Ling broadening 0.2 Hz
FT size 65536

time 0 min,

55 sec

7.251

Compound 5 "H NMR

N : O
e

I:[/ e e e e
N o

4.216

4.233
4.199

STANDARD 1H DBSERVE - profile

Automation directory: /home/dclee/vnmrsys/data/auto_2009.06.10_02
id

File
Sample id : 5_20080517_
sample : BC1053-C13

Pulse Sequence: szpul

Solvent: cdc13
Temp. 25.0 C / 298.1 K
Operator: dclee

ile:

UNMRS-400 “nmr400"
Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.300 sec

Width 24508.8 Hz

1600 repetitions

OBSERVE  C13, 100.5144289 MHz
DECOUPLE H1, 399.7409155 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 1 min, 35 se

.155.282

c

. 142.461

: /home/dclee/vnmrsys/data/Bin Cao/BC1053-C13.Ti
01

Compound 5 '3C NMR

N::::o\/\/\/\/\/
X

D[ “ NSNS
N O

105.335

——_141.166
—.138.837
69.407

76.722

107.329

14.124

0.000

=0.000

T
180 160

100 80

140 120
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STANDARD 1H OBSERVE - profile

Automation directory: fhome/dclee/vnmrsys/data/auto_2008.02.02_01
File : 0001.Fid

sample id : s_20080202]01
sample : BC1034-H

Pulse Sequence: s2pul

Compound 6 "H NMR

B N

File: 0001

VNMRS=400  "nmr400"

O
Relax. delay 1.000 sec ~
Pulse 45.0 degrees
Acg. time 2.049 sec P~
Width 6410.3 Hz N
16 repetitions
OBSERVE  H1, 399.738914,
DATA PROCESSING
Line broadening 0.2 Hz
FT size 65536
Total time 0 min,

o/\/\/\/\/\

55 sec

7.484

—_a.270
—4.237

7.267

1.986

STANDARD 1H OBSERVE - profile
Automation directory: /home/dclee/vnmrsys/data/auto_2008.02.02_03
File : 0001.fid

sample id

5_20080202_01
sample : 34-c

BC10
Pulse Sequence:
Solvent: cdcl3

Temp. 25.0 C / 298.1 K
dclee

s2pul

File: 0001
VNMRS-400  "nmrd00"

692

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acg. time 1.300 sec

Compound 6 °C NMR

Br
N O
N w
/ji:[ NN NN £
N o K
Br L
10000 repetitions

OBSERVE C13, 100.5144304 MHz
DECOUPLE H1, 399.7409155 MHz
dl

77.213
76

Total time 6 hr, 24 min, 54 sec

155.639
142.780
131.573
105.446
Vo 76.491
69.630

_123.202

139.514

S11

1.527
1.413
1.313

8L, BT

-
1.285

29.602
29.573

29.357

0.904

—_0.887

0.870

22.697

0,000

~—0.005

0,008
-0.008

14.131

~0.000

ppm



