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C–C 1.54 Å, C=C 1.33 Å
C–O 1,43 Å, C=O 1,20 Å
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Orthorhombic, Pbca, a = 7.360 Å, b = 9.375 Å, c = 6.703 Å
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(R R goodness of fit)
h : hkl
F0: 
Fc: 

0
0.1

w(h) = 1/σ2(F0(h)) : 
σ : 

R

σ(h) : 
n : 
m : 

S (goodness of fit: GOF) 1

→

C1–C2 1.513(4) Å
C2–C3 1.505(4) Å
C3–C4 1.545(4) Å

1.513 0.004 1.96=1.505~1.521 Å
1.505 0.004 1.96=1.497~1.513 Å
1.545 0.004 1.96=1.537~1.553 Å
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ORTEP: Oak Ridge Thermal Ellipsoid Plot

http://www.chem.gla.ac.uk/~louis/software/ortep3/
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f0 : 
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F(h k l) F(−h −k −l)

I (h k l) = (1-x) |F (h k l)|2 + x |F (−h −k −l)|2

x 0 σ

x Flack parameter

I (h k l) − I (−h −k −l) = 0 

0



X

X φ, χ, ω 3
2q 4

IP (imaging plate) CCD (charged coupled device)
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