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Fig. S1 DSC traces of BN-TTNs.

2. CV Measurement
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Fig. S2 Cyclic voltammograms of BN-TTNs in CH,Cl, with 0.1 M n-Bu,PFs as supporting
electrolyte (scan rate: 100 mV s ). The HOMO energy levels are estimated from the oxidation

onset values based on the equation HOMO
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3. PES Measurement
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Fig. S3  Photoelectron spectra (PES) of BN-TTNs in film state.

4. XRD Patterns
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Fig. S4 XRD patterns of the thin films of BN-TTNs deposited on

substrates.
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5. Emission Spectra
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Fig. S5 Normalized emission spectra of BN-TTNs in CH,CI, solutions. The films of BN-TTNs
are non-emissive due to the strong fluorescence quenching in aggregated state.

6. Single Crystal Data

Table S1. Summary of the single crystal data of BN-TTNs.

Compound Crystal Space a b c a B Y p
system group A A A (deg) (deg) (deg) (mg/m°)

BN-TTN-C1  Monoclinic  P2(1)/n  14530(5)  7.119(2) 17.336(6) 90 92.113(5) 90 1517
BN-TTN-C2  Triclinic P-1 0.989(2)  11.179(2)  11.299(2) 74.02(3) 81.77(3) 72.90(3) 1.337
BN-TTN-C3  Triclinic P-1 10.925(3)  15.116(3)  16.752(4)  80.320(11) 83.220(12) 75.300(9)  1.318
BN-TTN-C4  Triclinic P-1 75956(3)  10.7442(5) 18.2411(8)  86.994(4)  83.691(4)  82.603(4)  1.309
BN-TTN-C5  Triclinic P-1  8.4695(17) 13.030(3)  16.200(3) 99.16(3) 96.39(3)  104.33(3)  1.246
BN-TTN-C6  Triclinic P-1  9.2070(12) 9.6380(13) 11.6280(19) 77.180(11) 85.610(12) 71.030(10)  1.204

Table S2. Crystal data and structure refinement for BN-TTN-C1 (CCDC 1007263).

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

\olume
Z, Calculated density

Absorption coefficient

CaoH16BNS,
409.39
173(2) K
0.71073 A

Monoclinic, P2;/n

a=14530(5) A alpha =90 deg.
b=7.1192) A  beta=92.113(5) deg.
c=17.336(6) A  gamma = 90 deg.
1792.0(10) A®

4,1.517 mg/m®

0.534 mm™



F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 27.48
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

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

Largest diff. peak and hole

848
0.33 x0.27 x0.05 mm
2.35t0 27.48 deg.

—18<=h<=18, ~9<=k<=9, —22<=1<=22

13097 / 4094 [R(int) = 0.0572]
99.7 %

Multi-scan

0.9738 and 0.8434

Full-matrix least-squares on F?
4094 /0/239

1.160

R1=0.0524, wR2 = 0.1106
R1=0.0597, wR2 = 0.1146
0.401 and —0.297 e. A

Table S3. Crystal data and structure refinement for BN-TTN-C2 (CCDC 1007264).

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

\Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 25.00
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters

Goodness-of-fit on F2

C24H24BNS,
465.49
293(2) K
0.71073 A
Triclinic, P—1

a=9.989(2) A alpha = 74.02(3) deg.
b=11.179(2) A  beta = 81.77(3) deg.
c=11.299(2) A gamma = 72.90(3) deg.

1156.7(4) A

2,1.337 mg/m®
0.423mm’*

488

0.29 x0.17 x0.17 mm
1.97 to 25.00 deg.

—11<=h<=11, —13<=k<=13, —13<=I<=13

12860 / 4060 [R(int) = 0.0554]
99.9 %

Semi-empirical from equivalents
1.0000 and 0.6158

Full-matrix least-squares on F?
4060/ 388 /283

1.106



Final R indices [I > 2sigma(l)]
R indices (all data)
Largest diff. peak and hole

R1=0.0757, wR2 = 0.1986
R1 = 0.0936, WR2 = 0.2149
0.330 and —0.336 6. A3

Table S4. Crystal data and structure refinement for BN-TTN-C3 (CCDC 913513).

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group
Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected/unique
Completeness to theta = 24.99
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

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

Largest diff. peak and hole

CsH3:BNS,
521.60
173(2) K
0.71073 A
Triclinic, P—1

a=10.9253) A alpha=80.320(11) deg.
b=15.116(3) A  beta = 83.220(12) deg.
c=16.752(4) A gamma = 75.300(9) deg.

2629.6(10) A°
4,1.318 mg/m®

0.380 mm™*

1104

0.38 x<0.23 x0.04 mm
1.73 to 24.99 deg.

—12<=h<=12, —17<=k<=17, —19<=I<=19

28928/9238 [R(int) = 0.0738]
99.9 %

Semi-empirical from equivalents
0.9850 and 0.8691

Full-matrix least-squares on F2
9238/0/621

1.288

R1=0.0887, wR2 = 0.1458
R1=0.1036, wR2 = 0.1517
0.343 and —0.331 e. A™®

Table S5. Crystal data and structure refinement for BN-TTN-C4 (CCDC 1007265).

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

Ca2H40BNS,
577.70
100.00(10) K
0.71073 A
Triclinic, P-1

a=7.5956(3) A  alpha = 86.994(4) deg.
b =10.7442(5) A beta = 83.691(4) deg.



c=18.2411(8) A gamma = 82.603(4) deg.

Volume 1466.19(12) A

Z, Calculated density 2, 1.309 mg/m®

Absorption coefficient 0.347 mm*

F(000) 616.0

Crystal size 0.20 x<0.10 <0.10 mm

Theta range for data collection 5.66 to 52.04 deg.

Limiting indices —9<=h<=9, —12<=k<=13, —22<=|<=22
Reflections collected / unique 12662 / 5625[R(int) = 0.0323]
Completeness to theta = 25.00 99.9 %

Absorption correction spherical harmonics
Refinement method Full-matrix least-squares on F?
Data / restraints / parameters 5625/0/347

Goodness-of-fit on F* 1.049

Final R indices [1 > 2sigma(l)] R1=0.0342, wR2 = 0.0820

R indices (all data) R1=0.0416, wR2 = 0.0872
Largest diff. peak and hole 0.37 and —0.34e. A3

Table S6. Crystal data and structure refinement for BN-TTN-C5 (CCDC 1007266).

Empirical formula CasH4sBNS,

Formula weight 633.80

Temperature 133(2) K

Wavelength 0.71073 A

Crystal system, space group Triclinic, P-1

Unit cell dimensions a=8.4695(17) A alpha = 99.16(3) deg.

b=13.030(3) A  beta = 96.39(3) deg.
c=16.200(3) A gamma = 104.33(3) deg.

Volume 1688.7(6) A’

Z, Calculated density 2, 1.246 mg/m®

Absorption coefficient 0.308 mm*

F(000) 680

Crystal size 0.26 %0.18 x<0.12 mm

Theta range for data collection 1.88 to 27.87 deg.

Limiting indices —11<=h<=10, —17<=k<=17, —14<=I<=21
Reflections collected / unique 16894 / 7903 [R(int) = 0.0299]
Completeness to theta = 27.87 98.2 %

Absorption correction Semi-empirical from equivalents

Max. and min. transmission 0.9640 and 0.9243



Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [l > 2sigma(1)]
R indices (all data)

Largest diff. peak and hole

Full-matrix least-squares on F?
7903/01/383

1.062

R1=0.0363, wR2 = 0.0914
R1=0.0461, wR2 = 0.0964
0.380 and —0.484 ¢. A™°

Table S7. Crystal data and structure refinement for BN-TTN-C6 (CCDC 913514)."

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group
Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected/unique
Completeness to theta = 27.95
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

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

Extinction coefficient

Largest diff. peak and hole

CaoHs6BNS,

689.91

113(2) K

0.71075 A

Triclinic, P-1

a=9.2070(12) A alpha = 77.180(11) deg.
b=9.6380(13) A beta = 85.610(12) deg.
¢ =11.6280(19) A gamma = 71.030(10) deg.
951.5(2) A°

1, 1.204 mg/m?

0.278 mm*

372

0.32 x0.24 %0.22 mm

1.80 to 27.95 deg.

—12<=h<=12, —12<=k<=12, —15<=I<=15
12199/4541 [R(int) = 0.0455]

99.2 %

Semi-empirical from equivalents

0.9413 and 0.9162

Full-matrix least-squares on F?
4541/0/211

0.928

R1=0.0319, wR2 =0.0709

R1=0.0478, wR2 = 0.0743

0.0077(15)

0.255 and —0.232 ¢. A™®

7. Reference

1. X.-Y. Wang, H.-R. Lin, T. Lei, D.-C. Yang, F.-D. Zhuang, J.-Y. Wang, S.-C. Yuan, J. Pei,
Angew. Chem. Int. Ed. 2013, 52, 3117-3120.
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Acquisition Date 2014-04-04T710:21:55
Spectrometer Frequencgy 500.13
Spectral Width 103306
Lowest Frequency -2097.8
MNucleus 1H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title NWMR14040120
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent C2C14D2
Temperature 3635
Pulse Sequence zgpg30
Experiment 1D
Number of Scans 1950
Receiver Gain 199
Relaxation Delay 2.0000
Pulse Width 9.9500
Acquisition Time 0.9437
Acquisition Date 2014-04-04T10:27:48
Spectrometer Frequencgy 125.76
Spectral Width 347222
Lowest Frequency -4796.0
MNucleus 13C
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title C2-BiTh-H
Qrigin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
CHs. g 5. CoHs
Solvent CDCI3 Vi
Temperature 296.2 ‘ /’/\_\\\
4 N
Pulse Sequence zg30
Experiment 1D
MNumber of Scans 16
Receiver Gain 32
Relaxation Delay 1.0000
Pulse Width 25.0000
Acquisition Time 3.9846
Acquisition Date 2014-01-11703:18:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1667.2
Nucleus 1H
Acquired Size 32768 i
Spectral Size 65536 l
i
|
1
N S . | -
T T T
o o - 0
S o = =
oo L T
T T T T T T T T T T T T T T T T T T T T
10.0 9.5 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 0.0
f1 (ppm)
2 8 83 - P
3 i Mmoo now st ®
= o oo N o n
- — - N~ o —
| N — | |
Parameters
Parameter Value
Title EtBiTh-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent cDCi3 CyHs s s CoHs
- —
Temperature 297.7 T N Ve
Pulse Sequence zgpg30 | /'/ {\/r
— >
Experiment 1D ,
Number of Scans 256
Receiver Gain 203 i
Relaxation Delay 2.0000 I
Pulse Width 12.0000
Acquisition Time 13632
Acquisition Date 2014-01-11T03:34:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9
Nucleus 13C
Acquired Size 32768
Spectral Size 65536 0
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Parameters
Parameter Value
Title Et-BiThBr-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CZH5‘ S S. ,,C2H5
Solvent CDCI3 \[ /X—a/\ \J
Temperature 2994 \.“/ \\/
Pulse Sequence 2030 EF
Experiment 1D
MNumber of Scans 16
Receiver Gain 128
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9846
Acquisition Date 2012-07-26T17:47:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -1654.9
MNucleus H
Acquired Size 32768
Spectral Size 55526 /‘l 1
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Parameters
Parameter Value
Title Et-BiThBr-C
Origin Bruker BioSpin GmbH
Owner nmr CZHS\ s s. /CZHS
Spectrometer spect \ V
Solvent cDCI3 \[ Vi ‘\\/\J
Temperature 2987 "‘
Pulse Sequence zgpg30 Br
Experiment 1D
Number of Scans 400
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-26T22:00:00
Spectrometer Frequency 100 61
Spectral Width 240385
Lowest Frequency -1958.9
Mucleus 13C
Acquired Size 32768 1 . X
Spectral Size 65536 1
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Parameters
Parameter Value
Title C2-imine-H
Origin Bruker BioSpin GmbH
Qwner nmr
Spectrometer spect C2H5\ S\
Solvent CDz2CI2 “/ D
Temperature 2972 \_{
Pulse Seguence 930 N
Experiment 1D Ph 7_‘//N
Number of Scans 16 \
Receiver Gain 64 Ph
Relaxation Delay 1.0000
Pulse Width 25.0000
Acquisition Time 39846
Acquisition Date 2014-01-23T05:51:00
Spectrometer 400.13
Frequency
Spectral Width 82227
Lowest Frequency -16409
Nucleus H ,
Acquired Size 32768 | i
Spectial Size 65526 i
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Parameters
Parameter Value
Title C2-imine-C
Origin Bruker BioSpin GmbH
Owiner nmr
Spectrometer spect C2H5 . S~
Solvent co2ci2 [\/ »
Temperature 2985 ‘*—f
Pulse Sequence zgpg30 N
Experiment 1D Ph—z
Number of Scans 256 L A\
! Ph
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 12.0000
Acquisition Time 1.3632
Acquisition Date 2014-01-23T06:07-:00
Spectrometer Frequency 100.61
Spectral Width 240285
Lowest Frequency -1918.7
Nucleus 13C ] ! l
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title EtNH3CI
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect C,’ZHS S s CZH5
Solvent DME0O
Temperature 2978 | / \ |
Pulse Sequence zg30 ® [S]
Experiment 1D NHS Cl
Number of Scans 16
Receiver Gain 128
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9848
Acquisition Date 2012-07-05T06:59:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1642.0
Nucleus 1H
Acquired Size 32768
Speciral Size 65536 ! X
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Parameters
Parameter Value
Title EtNH3CI-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect C,’ZHS S s CZH5
Solvent DME0O
Temperature 2998 | / \ |
Pulse Sequence zgpg30 ® [S]
Experiment 1D NHS Cl
Number of Scans 480
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-05T17:29:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -2009.2
Nucleus 13C
Acquired Size 32768
Spectral Size 65536 | [
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Parameters
Parameter Value
Title wiy07 19-E+-NH-2BiTh-H
Origin Bruker BioSpin GmbH
Owner nmr C2H5\ /C2H5
Specirometer spect ]':;\ ":?f
Solvent CDCIZ S_ 7 S
Temperature 2981 H Y
Pulse Seguence 2930 e /N ~
Experiment 1D s T - s
Number of Scans 16 = L-‘:{\/
Receiver Gain 101
Relaxation Delay 1.0000 C2H5 C2H5
Pulse Width 14.5000
Acquisition Time 3.9848
Acquisition Date 2012-07-20T07:21:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -1657 1
Nucleus H
Acquired Size 32768
Speciral Size 65536
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Parameters
Parameter Value
Title wixy0719-Et-NH-2BiTh-C
Origin Bruker BioSpin GmbH
Owner nmr C2H5\ B ; /CZHS
Spectrometer spect ?-;,\ ﬁ
Solvent cDcia S._ 7 N S
Temperature 2991 H Y
Pulse Sequence zgpg30 e /N \W/A
Experiment 1D s =T - S
Mumber of Scans 500 == E#
Receiver Gain 203 )
Relaxation Delay 2.0000 C2H5 CQH5
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-20T07:50:00
Spectrometer Frequency 100.61
Spectral Width 240385 [
Lowest Frequency -1958.9 ! I
Mucleus 13C
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title C2-NB4T-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2987
Pulse Sequence 2930
Experiment 1D
MNumber of Scans 16
Receiver Gain 181
Relaxation Delay 1.0000
Pulse Width 145000
Acquisition Time 3.9846
Acquisition Date 2012-07-13T14:14:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1653.9
MNucleus 1H
Acquired Size 32768
Spectral Size 65536 |
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Parameters
Parameter Value
Title C2-NB4T-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2995
Pulse Sequence zgpg30
Experiment 1D
MNumber of Scans 430
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-13T14:42:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9
MNucleus 13C
Acquired Size 32768
Spectral Size 65536 , Il I
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Parameters
Parameter Value
Title ydc-A125-C2-BiTh-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCIZ
Temperature 2087 CBHT\ _,S Sl_ /C(}H?
Pulse Sequence 930 | /\} \ ‘
Experiment 1D
Number of Scans 16 \‘:/ ~
Receiver Gain 144
Relaxation Delay 1.0000
Pulse Width 14 5000
Acquisition Time 3.9846
Acquisition Date 2012-07-10T11:21.00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1654.1
Nucleus 1H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value

Title ydc-A125-C3-BiTh-C

Origin Bruker BioSpin GmbH

Owner nmr

Spectrometer spect

Solvent CDCI3

Temperature 299.7 C3H? - _S S /C3H7

Pulse Sequence 2gpg30 % e

Experiment 1D ‘ /) N |

Number of Scans 200 "“5/ N

Receiver Gain 203

Relaxation Delay 2.0000

Pulse Width 98000

Acquisition Time 1.3632

Acquisition Date 2012-07-10T11:33.00

Spectrometer Frequency 100.61

Spectral Width 240385

Lowest Frequency -1960.8

Mucleus 13C

Acquired Size 32768 | | I

Spectral Size 65536 |
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Parameters
Parameter Value
Title 1012-C3-BiTh-1Br
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2971
Pulse Sequence 2930
Experiment 1D
Number of Scans 16 CHH?\V,S\ /S CaHy
Receiver Gain 114 & j/
Relaxation Delay 1.0000 L{H\\, ‘
Pulse Width 14.5000 Br
Acquisition Time 39846
Acquisition Date 2012-10-13700:45:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1654.0
MNucleus 1H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title 1012-C3-BiTh-1Br
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2983
Pulse Sequence zgpg30 n
Experiment 1D
Mumber of Scans 512 CGH7\_,. s s 'C'AH7
Receiver Gain 203 ‘ \;&/ ]/
Relaxation Delay 2.0000 // \\\’
Pulse Width 9.8000 \<
Acquisition Time 1.3632 Br
Acquisition Date 2012-10-13T01:15:00
Spectrometer Frequencgy 100.61
Spectral Width 240385
Lowest Frequency -1961.8
MNucleus 13C
Acquired Size 32768
Spectral Size 65536 ‘
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Parameters
Parameter Value

Title 1013-C3-imine

Origin Bruker BioSpin GmbH

Owner nmr

Spectrometer spect

Solvent cb2ci2

Temperature 2971 4C3H7

Pulse Sequence 2930 CaH-- ’_S S__\f

Experiment 1D Ed \\:u‘ >/"<\\\/.X

Mumber of Scans 16 \‘__4 -

Receiver Gain 81 N

Relaxation Delay 1.0000 i

Pulse Width 14.5000 Ph_ﬂ.

Acquisition Time 39846 Ph

Acquisition Date 2012-10-13T15:41:00

Spectrometer Frequency 400.13

Spectral Width 82237

Lowest Frequency -1656.1 1 |

MNucleus 1H

Acquired Size 32768 | 1 ]

Spectral Size 65536 ] i
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Parameters
Parameter Value

Title 1013-C3-imine

Origin Bruker BioSpin GmbH

Owner nmr

Spectrometer spect

Solvent CDz2CI2

Temperature 298.8

Pulse Sequence 2gpg30 ,CaHY

Experiment 1D S—

Mumber of Scans 800 C3H7\.ﬁ’s\/¢,,<\\ X'}

Receiver Gain 203 \ / S

Relaxation Delay 2.0000 7_&

Pulse Width 9.8000 N

Acquisition Time 1.3632 | Ph4

Acquisition Date 2012-10-13716:28:00 [ \Ph

Spectrometer Frequency 100.61

Spectral Width 240385

Lowest Frequency -1900.2

Nucleus 13C

Acquired Size 32768 1 i

Spectral Size 65536 [
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Parameters
Parameter Value
Title wixy0721-C3-NH3CI-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent DMSO
Temperature 2085 CBHT\V/S /S \/,C3H7
Pulse Sequence 2930 | > / ‘
Experiment 1D / \\\;/
Number of Scans 16 {@ =
Receiver Gain 14 NH3C|
Relaxation Delay 1.0000
Pulse Width 145000
Acquisition Time 3.9846
Acquisition Date 2012-07-217T10:22:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -16429
Nucleus H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title wiy0721-C3-NH3CI-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent DMSO
Temperature 299.9 CBHT\\,/S /S \/'CSH?
Pulse Sequence zopg30 | /> (\\ ‘
Experiment 1D \__{ r_\\,/
Number of Scans 960 @ Z
Receiver Gain 202 NH3C|
Relaxation Delay 2.0000
Pulse Width 9.3000
Acquisition Time 13632
Acquisition Date 2012-07-21T11:27:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -2007.8
Mucleus 13C
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title ydc-A135-C2-NH-2BiTh
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 298.3
Pulse Seguence 930
Experiment 10D
Number of Scans 18
Receiver Gain 14
Relaxation Delay 1.0000 C3H7 C3H7
Pulse Width 14.5000
Acquisition Time 39846
Acquisition Date 2012-07-11719:38:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1654.3
Nucleus H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title yde-A135-C3-NH-2BIiTh-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CSHT C3H7
Solvent cocis = /:::—(
Temperature 2097 SI\// ”\\r/s
Pulse Sequence zgpa30 'f‘ H |
Experiment 1D »N
Number of Scans 400 s/““\“\r
Receiver Gain 203 —!
Relaxation Delay 2.0000
Pulse Width 9.3000 CaHy CsHy
Acquisition Time 1.3632
Acquisition Date 2012-07-12T12:30:00
Spectrometer Frequency 100.61
Spectral Width 240285
Lowest Frequency -1961.3
Mucleus 13C
Acquired Size 32768
Spectral Size 65536 .
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Parameters
Parameter Value
Title C371-C3-NB4T-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent cDci3
Temperature 2983 C3H7 CBHT
Pulse Sequence 2930 \_7:\ _
Experiment 1D P
NupmberofScans 16 S\ ’\\ /S
= TR TR
Receiver Gain 181 ] [
Relaxation Delay 1.0000 L N A
Pulse Width 14.5000 S 7 \L S
Acquisition Time 3.9846 >“ — <
Acquisition Date 2012-07-13T13:45:00 CSH7 CBHT
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1653.6
Nucleus H
Acquired Size 32768
Spectral Size 65536 \I ‘
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Parameters
Parameter Value
Title C371-C3-NB4T-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 299.4
Pulse Sequence zgpg30
Experiment 1D
Mumber of Scans 420
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 98000
Acquisition Time 1.3632
Acquisition Date 2012-07-13T14:10:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1960.6
Mucleus 13C
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title C4-BiTh-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3 C4H9 S /S\ C4H9
:irl'r;ze;ture 2995 T /,/\—\{\/r
quence 2930 Y .
Experiment 10
Number of Scans 16
Receiver Gain a0
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 39846
Acquisition Date 2013-05-25T19:20:.00
Spectrometer Frequency 40013
Spectral Width 8223.7
Lowest Frequency -1656.1
Nucleus 1H
Acquired Size 32768 !
Spectral Size 65536
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Parameters
Parameter Value

Title C4-BITh-C

Origin Bruker BioSpin GmbH

Owner nmr

Spectrometer spect

Salvent cDCI3 C.H C.H

Temperature 3004 e | S' /S\ a

Pulse Sequence zgpg30 o {}

Experiment 1D

Number of Scans 352

Receiver Gain 203

Relaxation Delay 20000

Pulse Width 9.8000

Acquisition Time 13632

Acquisition Date 2013-05-25T19:41:00 ,

Spectrometer Frequency 100.61

Spectral Width 240385

Lowest Frequency -1958.9

Nucleus 13C

Acquired Size 32768

Spectral Size 65536
1
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Parameters
Parameter Value
Title C4-BiTh-Br-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CAHQ - S S ,Cng
Solvent coci /\)—C j/
Temperature 297.6 74 %,
Pulse Sequence 7930
Experiment 10 Br
MNumber of Scans 16
Receiver Gain 57
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9846
Acquisition Date 2013-04-28T19:28:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1658.6
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 /‘l N
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f1 (ppm)
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Parameters
Parameter Value
Title C4BiTh-Br-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CAHQ “ S S ’C4H9
Solvent coci3 />_<f\
Temperature 2987 % N\
Pulse Sequence zgpg30 B
Experiment 1D r
Number of Scans 200 ! |
Receiver Gain 203 | !
Relaxation Delay 2.0000 1
Pulse Width 9.8000
Acquisition Time 13632
Acqguisition Date 2013-04-28T19:40:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9
Nucleus 13c o
Acquired Size 32768
Spectral Size 65538 | ‘ |
|
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Parameters
Parameter Value
Title fd-B087-C4-imine-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CAHQ\ S\
Solvent CD2CI2 “/ 7\
Temperature 298.0 \.{
Pulse Sequence 2930 N
Experiment 1D Flh 7_‘//
MNumber of Scans 16 \
Receiver Gain 32 Ph
Relaxation Delay 1.0000
Pulse Width 145000
Acquisition Time 3.9848
Acquisition Date 2013-04-29702:21:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -1656.3
MNucleus 1H |I
Acquired Size 32768
Spectral Size 65536 J |
I
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Parameters
Parameter Value
Title C4-imine-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect C4H9 ™ S~
Salvent co2ci2 [\//}'
Temperature 2938 i“{
Pulse Sequence zgpg30 N
Experiment 1D Ph*-i//
Number of Scans 200 I Ph
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.3000 1
Acquisition Time 1.3632
Acqguisition Date 2013-04-29T02:34:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency 19187 I [
Nucleus 13C \ i
Acquired Size 32768
Spectral Size 65538
I
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Parameters
Parameter Value
Title C4-NH3CIHH
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent DMSO
Temperature 296.1
Pulse Sequence 2930
Experiment 1D
Number of Scans 16
Receiver Gain 23
Relaxation Delay 1.0000
Pulse Width 25.0000
Acquisition Time 3.9848
Acquisition Date 2014-01-23T18:11:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1638.7
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 'II
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Parameters
Parameter Value
Title C4-NH3CI-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CdHQ S s /C4H9
Solvent DHSO \[ /\_/\\ [
Temperature 29789 \( o
Pulse Sequence zgpg30 ® [S]
Experiment 1D NHS Cl
Number of Scans 232
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 12.0000
Acquisition Time 1.3632
Acquisition Date 2014-01-23T18:25:00
Spectrometer Frequency 10061
Spectral Width 240285
Lowest Frequency -2009.2 ‘\
Nucleus 13C |
Acquired Size 32768
Speciral Size 65536
Pl 1
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Parameters
Parameter Value
Title C4-N-4Th
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3 S Y
Temperature 296.2
Pulse Sequence zg30
Experiment 1D S =
Number of Scans 16 >{{
Receiver Gain 32
Relaxation Delay 1.0000 C4H9
Pulse Width 14.5000
Acquisition Time 39848
Acqguisition Date 2013-04-25T710:08:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1671.9
Nucleus 1H
Acquired Size 32768
Speciral Size 65538 1
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Parameters
Parameter Value
Title C4N4Th-C
Origin Bruker BioSpin GmbH
Qwner nmr C4Hg\
Spectrometer spect
Solvent cDci3 S _/
Temperature 2970
Pulse Sequence zgpg30 ~
Experiment 10 S N
Number of Scans 256 >’
Receiver Gain 203 Cqu
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3832
Acquisition Date 2013-04-26T08:55.00
Spectrometer Frequency 100 61
Spectral Width 240285
Lowest Frequency -1958 9
Nucleus 13C I
Acquired Size 32788 i
Spectral Size 85536 !
! |
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Parameters
Parameter Value
Title NB4T-C4-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2975
Pulse Sequence 2930
Experiment 10
Mumber of Scans 16
Receiver Gain 161
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9846
Acquisition Date 2013-04-28T16:29:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -16528
MNucleus H
Acquired Size 32768
Spectral Size 85526 i ‘ |
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Parameters
Parameter Value
Title NB4T-C4-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CcDCI3
Temperature 2987 !
Pulse Seguence zgpg30
Experiment 10
Number of Scans 240
Receiver Gain 203
Relaxation Delay 20000
Pulse Width 9.8000
Acquisition Time 13632
Acquisition Date 2013-04-28T16:42:.00
Spectrometer Frequency 100.61
Speciral Width 240385
Lowest Frequency -1958.9
Nucleus 13C
Acquired Size 32768
Speciral Size 65536
[
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Parameters
Parameter Value
Title C5-BiTh-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent coci CsHii. g 5. CsHi
Temperature 2944 E />_(\ |
Pulse Sequence zg30 -~ NI
Experiment 1D
MNumber of Scans 16
Receiver Gain 161
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9846
Acquisition Date 2013-04-11T20:59.00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1651.7
Mucleus H
Acquired Size 32768
Spectral Size 65536
1
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Parameters
Parameter Value
Title C5-BiTh-C
Qrigin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Salvent coolz Csthi_s ”S“_/,C5H11
Temperature 2899 ‘ \‘/{>—(~§//
Pulse Sequence zopg30
Experiment 1D
MNumber of Scans 160 [
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.3000
Acquisition Time 1.3632
Acquisition Date 2013-05-04T22:50:00 ,
Spectrometer Frequency 100.61 1
Spectral Width 240285 1
Lowest Frequency -1958.9
MNucleus 13C
Acquired Size 32768
Spectral Size 65536
I
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Parameters
Parameter Value
Title C5-BiTh-Br-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent coci3 CsHir. -S, s Cshhs
Temperature 299.0 ‘ y/ N\ ‘
Pulse Sequence zg30 “ N
Experiment 1D Br
Number of Scans 16
Receiver Gain 72
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 39846
Acquisition Date 2013-05-05T00:12:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1655.7
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 ‘J
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Parameters
Parameter Value
Title C5-BiTh-Br-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect C H ~ ,,C H
Solvent coci o ‘S S"“" s
Temperature 3000 // \\\'/
Pulse Sequence zgpg30
Experiment 1D Br
MNumber of Scans 400
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2013-05-05T00:36:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9 !
MNucleus 13C
Acquired Size 32768
Spectral Size 65536
1l
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Parameters
Parameter Value
Title C5imine
Qrigin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent cD2012 CaHi S, /S s
Temperature 2956 L}S \‘\\J
Pulse Sequence 2930 \
Experiment 1D
Number of Scans 16 Ph *-4\//
Receiver Gain 90 Ph
Relaxation Delay 1.0000
Pulse Width 25.0000
Acquisition Time 3.9846
Acquisition Date 2014-01-10T06:33:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -1692.4
MNucleus 1H
Acquired Size 32768
Spectral Size 65536 I , }
|
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Parameters
Parameter Value
Title C5-imine-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CEH‘ T~ S /S\ /’C5HM
Solvent cD2ci12 | /\_\\\ |
Temperature 297.8
Pulse Sequence 7gpg30 ) N
Experiment 10 Ph‘_’( i
Mumber of Scans 220 Ph
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 12.0000
Acquisition Time 1.3632
Acquisition Date 2014-01-11T21:12.00
Spectrometer Frequency 100.61
Spectral Width 240385 |
Lowest Frequency -1918.7 [ |
Nucleus 13C i
Acquired Size 32768 |
Spectral Size 65536
1
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Parameters
Parameter Value
Title C5-NH3CI-H
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CsHﬂ s s C5H11
Solvent DMSO | ‘
Temperature 296.7 / \
Pulse Sequence 2930 @ o
Experiment 1D NHQ Cl
Number of Scans 16
Receiver Gain 81
Relaxation Delay 1.0000
Pulse Width 250000
Acquisition Time 3.9846
Acquisition Date 2014-01-16T03:55:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -16411
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 “ f
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Parameters
Parameter Value
Title C5-NH3CI-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect C5H1 1 S S C5H11
Solvent DMSO | / S ‘
Temperature 2989
Pulse Sequence 2gpg30 @ Q
Experiment 1D NH; CI
Number of Scans 740
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 12.0000
Acquisition Time 1.3632
Acqguisition Date 2014-01-16T04:38:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -2009.2
Nucleus 13C
Acquired Size 32768
Spectral Size 65536
I
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Parameters
Parameter Value
Title CE-N4TH-3
Origin Bruker BioSpin GmbH
:W“;’ . . CSHM\r 3 q_(C5H11
pectrometer spe — =
Salvent cDCI3 S‘l /\ <\< é
Temperature 2994 1/ H ?/
Pulse Sequence zg30 < /N //(\
Experiment 1D S’ ﬁ \" ‘s
Number of Scans 16 —_ =
Receiver Gain 32
Relaxation Delay 1.0000 CSHM C5HH
Pulse Width 14,5000
Acquisition Time 30848
Acqguisition Date 2013-05-10720:18:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1661.7
Nucleus 1H
Acquired Size 32768 J\j "
Speciral Size 65536
I
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Parameters
Parameter Value
Title C5-N4T-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CSHH\ kq{-CSHﬁ
Solvent cociz \ {’f“.
Temperature 3005 \\\/S
Pulse Sequence zgpg30 H J
Experiment 1D ﬁ/ \/ .
Mumber of Scans 200 - e S
Receiver Gain 203 T !
Relaxation Delay 2.0000 CsHyq C5H1 4
Pulse Width 9.8000 !
Acquisition Time 1.3632
Acquisition Date 2013-05-10T20:30:00
Spectrometer Frequency 100.61
Spectral Width 240285 "
Lowest Frequency -1958.9
Mucleus 13C
Acquired Size 32768
Spectral Size 65636 H '
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Parameters
Parameter Value

Title NB4T-CE

Origin Bruker BioSpin GmbH

Owner nmr CEHH CSHﬁ

Spectrometer spect = ——

Solvent cDCI3 S

Temperature 297.0 = B‘ =

Pulse Seguence 930 a N =

Experiment 1D

Number of Scans 16 — —

Receiver Gain 203

Relaxation Delay 1.0000 Cshiy CsHis

Pulse Width 14.5000

Acquisition Time 39846

Acquisition Date 2013-04-25T14:35:00

Spectrometer Frequency 400.13 |

Spectral Width 82237 1

Lowest Frequency -1652.0

Nucleus 1H I

Acquired Size 32768 |

Spectral Size 65536 |

|
- S _— . A - _

T —r i
¢ 8 8 & & &
[N o © - -

T T T T T T T T T T T T T T T T T T T T
100 35 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 25 20 15 10 0.5 0.0
f1 (ppm)
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Parameters
Parameter Value
Title C5-BNTTN-C
Origin Bruker BioSpin GmbH
Owner nmr C5H” C5Hﬁ
Spectrometer spect — —
Solvent coci3 S
Temperature 2980 = B‘ =
Pulse Sequence zgpg30 T N L
Experiment 1D
Number of Scans 128 == —
Receiver Gain 203
Relaxation Delay 2.0000 CEHH CSHﬁ
Pulse Width 12.0000
Acquisition Time 1.3632
Acquisition Date 2014-03-21T16:22:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9
Nucleus 13C
Acquired Size 32768 ] I
Spectral Size 65536
1
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Parameters
Parameter Value
Title CE-BiTh
0rigin Bruker BioSpin GmbH
Owner nmr
Specirometer spect
CeHis

Solvent cociz

2.787

2
2,749

=0.000

{

Temperature 3003 | |
Pulse Sequence 2930 / \

Experiment 10

Number of Scans 32

Receiver Gain 203

Relaxation Delay 1.0000

Pulse Width 14.5000

Acquisition Time 3.9846

Acquisition Date 2014-06-26T12:22.00
Spectrometer Frequengy 400.13

Spectral Width 82237

Lowest Frequency AB517

Nucleus H .
Acquired Size 32768

Spectral Size 65536

N |
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Parameters
Parameter Value

Title C&-BiTh-C
0rigin Bruker BioSpin GmbH
Owner nmr
Specirometer spect
Solvent coci3 CeHia. _s
Temperature 3011 | / \ |
Pulse Sequence 2gpg30
Experiment 10
Number of Scans 400
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 12.0000
Acquisition Time 1.3632
Acquisition Date 2014-06-26T02:34.00 [
Spectrometer Frequency 100.61
Spectral Width 240285
Lowest Frequency 19589
Nucleus 13C
Acquired Size 32768
Spectral Size 65536

T T T T T T T T T T T T

200 190 180 170 160 150 140 130 120 110 100
1 (ppm)

400 -

77.32
77.00
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Parameters
Parameter Value
Title 0530-LHR-BIThBr
Origin Bruker BioSpin GmbH
owner ome Cefla g 5. Ol
Spectrometer spect
Solvent cbci3 l / \ ]
Temperature 298.0
Pulse Sequence 2930 Br
Experiment 10
Number of Scans 32
Receiver Gain 72
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9846
Acquisition Date 2012-05-30T18:46:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1655.3 !
Nucleus H
Acquired Size 32768
Spectral Size 65536
1
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Parameters
Parameter Value
Title 0530-LHR-BIiThBr
Origin Bruker BioSpin GmbH
Owner nmr CSH13 S S C6H13
Spectrometer spect | |
Solvent cDCI3 / \
Temperature 2985
Pulse Sequence 2gpg30 Br
Experiment 1D
Number of Scans 1024
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-05-31T04:02:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1958.9
Nucleus 13C
Acquired Size 32768
Spectral Size 65536 . 5 !
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Parameters
Parameter Value
Title ydc-A101-C6-imine
Origin Bruker BioSpin GmbH CGH13 s S CGH13
Owner nmr
Spectrometer spect } / \ ‘
Solvent cD2ci2
Temperature 2975 Ph y N
Pulse Sequence 2930
Experiment 1D Ph
Number of Scans 16
Receiver Gain 101
Relaxation Delay 1.0000
Pulse Width 145000
Acquisition Time 3.9846
Acquisition Date 2012-07-01T20:06:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1656.1
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 i i
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Parameters
Parameter Value
Title ydc-A101-C6-imine-C
Origin Bruker BioSpin GmbH CBH‘\Q\ s 3 CGHH
Owner nmr T N, ‘/\ J/
Spectrometer spect / Q
Solvent cD2ci2 \<
Temperature 2994 Ph //N
Pulse Sequence zgpg30 "\
Experiment 1D Ph
MNumber of Scans 500
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-02T01:58:00
Spectrometer Frequency 100.61
Spectral Width 240285 | | \
Lowest Frequency -1889.3 1
Mucleus 13C L ,
Acquired Size 32768 |
Spectral Size 65536 } H |
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Parameters
Parameter Value
Title ydc-A103-CENH3CI
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect CﬁH‘\3~\_,_,.S S. CEH13
Solvent DMSO | 4 T
Temperature 2977 LJ \\\/
Pulse Seguence 930 "‘-‘G)
Experiment 10 NHa Cl
Number of Scans 16
Receiver Gain 144
Relaxation Delay 1.0000
Pulse Width 145000
Acquisition Time 3.9846
Acquisition Date 2012-07-05T07:03:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -16425
Nucleus 1H
Acquired Size 32768
Spectral Size 65538
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Parameters
Parameter Value
Title ydc-A103-CB-NH3CI-C
Origin Bruker BioSpin GmbH
Owner nmr
Specirometer spect CeH CeH
Solvent DMSO 6138 S‘T e
Temperature 2994 IJ_\J// \\\/l
Pulse Sequence 2gpg30 \®
Experiment 1D NHa Cl
Number of Scans 500
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-07-05T718:04:00
Spectrometer Frequencgy 100.61
Spectral Width 240385
Lowest Frequency -2005.4
MNucleus 13C
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title ydc-A105-CE-4ThNH
Origin Bruker BioSpin GmbH CSHH CE,H13
Owner nmr \_:!_\ <::
Spectrometer spect : N e
Solvent coci3 S\( H [/S
Temperature 2983 1 N J’\
Pulse Sequence 2030 S/\Y \I// '
Experiment 1D
MNumber of Scans 16
Receiver Gain 144 CSHU CEH13
Relaxation Delay 1.0000
Pulse Width 14.5000
Acquisition Time 3.9848
Acquisition Date 2012-07-02701:09:00
Spectrometer Frequency 400.13
Spectral Width 82237
Lowest Frequency -1652.1
Nucleus 1H
Acquired Size 32768
Spectral Size 65536
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Parameters
Parameter Value
Title LHR-B51-MH-2biTh
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCIZ
Temperature 0.0
Pulse Sequence z2gpg30
Experiment 1D
MNumber of Scans 492
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 9.8000
Acquisition Time 1.3632
Acquisition Date 2012-03-28709:55:00
Spectrometer Frequency 100.61
Spectral Width 240385
Lowest Frequency -1962.0
Nucleus 13C
Acquired Size 32768
Spectral Size 65536 !
|
|
| H |
‘ ‘ |
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 90 80 70 60 50 40 30 20 10 0

100
f1 (ppm)



=]
RE & Beg2fs EEEINESRRE S
N~ ~ [ I JHd-dddHacocooco 9
NS e CRRLISRZZZES
Parameters
Parameter Value
Title CB-NBAT
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent coci3 CBHI?’ /C6H13
Temperature 20992 = —
Pulse Sequence zg30 S /}l\ ’,J:\ S
Experiment 10 T/ BI S
Number of Scans 32 = N_ =
IR IS,
Receiver Gain 161 S ] \ S
Relaxation Delay 1.0000 >;,:J \r:—
Pulse Width 14.5000 !
Acquisition Time 39846 C6H13 CGH13
Acquisition Date 2012-05-24T17:07:00
Spectrometer Frequency 400.13
Spectral Width 82227
Lowest Frequency -1653.0
Mucleus H )
Acquired Size 32768 |
Spectral Size 65536 II
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Parameters
Parameter Value
Title CB-NB4T-C
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer spect
Solvent CDCI3
Temperature 2988
Pulse Sequence zgpg30
Experiment 1D
Mumber of Scans 500
Receiver Gain 203
Relaxation Delay 2.0000
Pulse Width 98000
Acquisition Time 1.3632
Acquisition Date 2012-07-14T05:59:00
Spectrometer Frequency 100.61
Spectral Width 240285
Lowest Frequency -19589
Nucleus 13C
Acquired Size 32768
Spectral Size 65538
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