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Compound λabs [nm] ε [L*mol-1*cm-1] λem[nm] φF* τF [ns] gabs 
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Identification code (rac)-  

Empirical formula C29.17H17Br2I2O4 

Formula weight 845.05 

Temperature/K 150 

Crystal system triclinic 

Space group P-1 

a/Å 12.6865(2) 

b/Å 14.4512(2) 

c/Å 23.5383(4) 

α/° 78.8510(10) 

β/° 80.2510(10) 

γ/° 81.8160(10) 

Volume/Å3 4145.92(11) 

Z 6 

ρcalcg/cm3 2.031 

μ/mm-1 14.710 

F(000) 2400.0 

Crystal size/mm3 0.16 × 0.117 × 0.04 

Radiation GaKα (λ = 1.34143) 

2Θ range for data collection/° 5.458 to 111.432 

Index ranges -15 ≤ h ≤ 15, -17 ≤ k ≤ 16, -28 ≤ l ≤ 22 

Reflections collected 68037 

Independent reflections 15876 [Rint = 0.0204, Rsigma = 0.0158] 

Data/restraints/parameters 15876/7/1022 

Goodness-of-fit on F2 1.027 

Final R indexes [I>=2σ (I)] R1 = 0.0333, wR2 = 0.0917 

Final R indexes [all data] R1 = 0.0362, wR2 = 0.0935 

Largest diff. peak/hole / e Å-3 1.61/-2.00 
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Identification code (P)-  

Empirical formula C32.15H20.3Br2I2O4 

Formula weight 884.14 

Temperature/K 150 

Crystal system monoclinic 

Space group I2 

a/Å 37.2339(2) 

b/Å 18.2754(2) 

c/Å 28.1115(2) 

α/° 90 

β/° 90.1840(10) 

γ/° 90 

Volume/Å3 19128.8(3) 

Z 24 

ρcalcg/cm3 1.842 

μ/mm-1 18.709 

F(000) 10108.0 

Crystal size/mm3 0.3 × 0.243 × 0.2 

Radiation Cu Kα (λ = 1.54186) 

2Θ range for data collection/° 9.726 to 140.562 

Index ranges -44 ≤ h ≤ 29, -21 ≤ k ≤ 22, -33 ≤ l ≤ 34 

Reflections collected 227119 

Independent reflections 35522 [Rint = 0.0348, Rsigma = 0.0205] 

Data/restraints/parameters 35522/823/2001 

Goodness-of-fit on F2 1.036 

Final R indexes [I>=2σ (I)] R1 = 0.0845, wR2 = 0.2270 

Final R indexes [all data] R1 = 0.0882, wR2 = 0.2324 

Largest diff. peak/hole / e Å-3 6.78/-3.01 

Flack parameter 0.026(6) 
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Identification code  

Empirical formula C74.4H71.2B2Br2F4N4O4 

Formula weight 1342.79 

Temperature/K 150 

Crystal system monoclinic 

Space group I2/a 

a/Å 13.8303(3) 

b/Å 16.4157(3) 

c/Å 28.8295(6) 

α/° 90 

β/° 103.133(2) 

γ/° 90 

Volume/Å3 6374.1(2) 

Z 4 

ρcalcg/cm3 1.399 

μ/mm-1 2.154 

F(000) 2774.0 

Crystal size/mm3 0.25 × 0.123 × 0.05 

Radiation Cu Kα (λ = 1.54186) 

2Θ range for data collection/° 6.238 to 140.046 

Index ranges -16 ≤ h ≤ 11, -19 ≤ k ≤ 19, -31 ≤ l ≤ 35 

Reflections collected 54522 

Independent reflections 5955 [Rint = 0.0362, Rsigma = 0.0177] 

Data/restraints/parameters 5955/0/374 

Goodness-of-fit on F2 1.034 

Final R indexes [I>=2σ (I)] R1 = 0.0428, wR2 = 0.1089 

Final R indexes [all data] R1 = 0.0584, wR2 = 0.1190 

Largest diff. peak/hole / e Å-3 0.49/-0.58 



S36 
 

 



S37 
 



S38 
 



S39 
 



S40 
 

 



S41 
 



S42 
 



S43 
 



S44 
 



S45 
 



S46 
 



S47 
 



S48 
 



S49 
 



S50 
 



S51 
 



S52 
 



S53 
 

1H-NMR spectrum of 5 in CD2Cl2 

13C-NMR spectrum of 5 in CD2Cl2 
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1H-NMR spectrum of 3 in CD2Cl2 

13C-NMR spectrum of 3 in CD2Cl2 
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1H-NMR spectrum of 1 in CD2Cl2 

 
 
13C-NMR spectrum of 1 in CD2Cl2 
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1H-NMR spectrum of CBr2Boc2 in CD2Cl2 

13C-NMR spectrum of CBr2Boc2 in CD2Cl2 
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HR-ESI-MS spectrum of CBr2Boc2  
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1H-NMR spectrum of CBr2I2 in CD2Cl2 
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COSY spectrum of CBr2I2 in CD2Cl2 
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