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1. Crystallography data of Compound (7S,8R)-3aa 

(a) X-ray crystallography structure of compound (7S,8R)-3aa 

  

X-ray crystal structure of (7S,8R)-3aa. Most of the hydrogen atoms have been omitted for clarity. 

Displacement ellipsoids are drawn at 30% probability level. 

(b) Crystal data of compound (7S,8R)-3aa 

Identification code 

Empirical formula 

Formula weight 

Temperature/K 

Crystal system 

Space group 

a/Å 

b/Å 

c/Å 

α/° 

β/° 

/° 

P20180726a_sq 

C24H19NO8 

449.40 

295.15 

orthorhombic 

P212121 

10.31120(10) 

17.8036(2) 

30.2278(3) 

90 

90 

90 
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Volume/Å
3
 

Z 

calcg/cm
3
 

/mm
-1

 

F(000) 

Crystal size/mm
3
 

Radiation 

2 range for data collection/° 

Index ranges 

Reflections collected 

Independent reflections 

Data/restraints/parameters 

Goodness-of-fit on F
2
 

Final R indexes [I>=2 (I)] 

Final R indexes [all data] 

Largest diff. peak/hole / e Å
-3 

Flack parameter 

5549.11(10) 

8 

1.076 

0.688 

1872.0 

0.26 × 0.22 × 0.12 

CuKα ( = 1.54184) 

5.762 to 158.928 

-12 ≤ h ≤ 10, -22 ≤ k ≤ 22, -38 ≤ l ≤ 38 

66075 

11867 [Rint = 0.0465, Rsigma = 0.0314] 

11867/0/600 

1.065 

R1 = 0.0445, wR2 = 0.1315 

R1 = 0.0494, wR2 = 0.1372 

0.23/-0.17 

0.07(4) 

2. Copies of NMR Spectra 
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3. Copies of HRMS spectra 
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4. Copies of HRMS spectra 
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