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Crystal morphology plates-colorless
Crystal dimension(mm) 0.4 x 0.2 x 0.5
Chemical formula C8H6F3N3O
Molecular weight 217.15
Crystal system triclinic
Space group P1 Z = 4
Lattice parameters

a 10.916(2) Å
b 11.140(1) Å
c 8.368 (1) Å

α 95.938(9)o

β 105.24 (1)o

γ 64.843(9)o

Volume(Å 3) 888.6 (2)
Calculated density Dc (g/cm3) 1.623
Absorption coefficient (cm-1) 1.54
Radiation graphite monochromated Mo Kα
R 0.047



��� G%
�=G=8=D=
	�
 
%9
=
����� 

?�������	

w 1/σ2(F0)
Rw 0.047
No. of reflections used 2114 (I > 3.00σ(I))
No. of parameters 271
Measurement Rigaku AFC5R
Program system TEXSAN
Structure determination direct method
Refinement full matrix (F2)
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atom x y z Beq

F1 0.9095(3) 0.4325(3) 0.0593(4) 6.62(8)
F2 0.6927(3) 0.5603(2) 0.0235(4) 6.30(7)
F3 0.8276(3) 0.5254(3) 0.2673(4) 6.98(9)
F4 0.8848(3)   -0.2912(2) 0.5879(4) 5.86(7)
F5 0.6634(3)  -0.2280(3) 0.5343(4) 6.19(7)
F6 0.7832(3)  -0.2652(3) 0.7837(3) 6.44(8)
O1 0.9113(3)  -0.0565(3) 0.0809(4) 4.80(7)
O2 0.9112(3) 0.1801(3) 0.5527(4) 4.93(8)
N1 0.7186(3)  -0.0174(3) 0.1747(4) 3.79(8)
N2 0.7754(3) 0.1551(3) 0.1422(4) 3.16(7)
N3 0.6576(3) 0.3683(3) 0.1975(4) 4.00(8)
N4 0.7304(3) 0.3315(3) 0.6555(4) 4.11(8)
N5 0.7728(3) 0.1100(3) 0.6443(4) 3.10(7)
N6 0.6448(3) 0.0212(3) 0.7128(4) 3.88(8)
C1 0.8104(4) 0.0193(4) 0.1289(5) 3.46(9)
C2 0.6034(4) 0.0730(5) 0.2280(5) 4.5(1)
C3 0.5728(4) 0.2016(4) 0.2408(6) 4.6(1)
C4 0.6613(4) 0.2490(4) 0.1969(5) 3.62(9)
C5 0.8462(4) 0.2220(4) 0.1074(5) 3.34(8)
C6 0.7725(4) 0.3504(4) 0.1421(5) 3.51(9)
C7 0.7486(5)  -0.1587(4) 0.1662(6) 5.6(1)
C8 0.8012(5) 0.4656(4) 0.1242(6) 4.7(1)
C9 0.8131(4) 0.2064(4) 0.6128(5) 3.76(9)
C10 0.6149(4) 0.3583(4) 0.7176(5) 4.41(10)
C11 0.5773(4) 0.2648(4) 0.7427(5) 4.20(10)
C12 0.6577(3) 0.1317(4) 0.7045(5) 3.44(8)
C13 0.8336(4)  -0.0236(4) 0.6118(5) 3.41(8)
C14 0.7547(4)  -0.0747(4) 0.6550(5) 3.36(8)
C15 0.7650(5) 0.4399(4) 0.6259(6) 5.7(1)
C16 0.7720(4)  -0.2132(4) 0.6413(5) 4.2(1)
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Molecule A Molecule B
atom-atom distance atom-atom distance

F1-C8 1.325(5) F4-C16 1.331(4)
F2-C8 1.350(5) F5-C16 1.346(5)
F3-C8 1.334(5) F6-C16 1.333(4)
O1-C1 1.208(4) O2-C9 1.212(4)
N1-C1 1.379(4) N4-C9 1.372(4)
N1-C2 1.386(5) N4-C10 1.393(5)
N1-C7 1.463(5) N4-C15 1.469(5)
N2-C1 1.394(4) N5-C9 1.393(5)
N2-C4 1.395(4) N5-C12 1.392(4)
N2-C5 1.376(4) N5-C13 1.379(4)
N3-C4 1.312(5) N6-C12 1.308(5)
N3-C6 1.379(4) N6-C14 1.387(4)
C2-C3 1.326(6) C10-C11 1.324(6)
C3-C4 1.417(5) C11-C12 1.419(5)
C5-C6 1.355(5) C13-C14 1.349(5)
C6-C8 1.474(6) C14-C16 1.468(5)
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Molecule A Molecule B
atom-atom-atom angle atom-atom-atom angle

C1-N1-C2 122.7(3) C9-N4-C10 122.7(3)
C1-N1-C7 116.8(3) C9-N4-C15 116.9(3)
C2-N1-C7 120.5(3) C10-N4-C15 120.4(3)
C1-N2-C4 125.8(3) C9-N5-C12 126.3(3)
C1-N2-C5 127.3(3) C9-N5-C13 126.5(3)
C4-N2-C5 106.9(3) C12-N5-C13 107.1(3)
C4-N3-C6 104.4(3) C12-N6-C14 104.5(3)
O1-C1-N1 124.6(4) O2-C9-N4 124.6(4)
O1-C1-N2 122.2(3) O2-C9-N5 122.3(3)
N1-C1-N2 113.2(3) N4-C9-N5 113.1(3)
N1-C2-C3 122.9(4) N4-C10-C11 122.8(3)
C2-C3-C4 118.6(3) C10-C11-C12 118.7(3)
N2-C4-N3 111.3(3) N5-C12-N6 111.3(3)
N2-C4-C3 116.7(3) N5-C12-C11 116.4(3)
N3-C4-C3 131.9(3) N6-C12-C11 132.3(3)
N2-C5-C6 104.7(3) N5-C13-C14 104.8(3)
N3-C6-C5 112.6(3) N6-C14-C13 112.3(3)
N3-C6-C8 119.8(3) N6-C14-C16 120.3(3)
C5-C6-C8 127.6(3) C13-C14-C16 127.3(3)
F1-C8-C6 112.0(3) F4-C16-C14 111.8(3)
F2-C8-C6 112.3(4) F5-C16-C14 112.6(3)
F3-C8-C6 113.2(4) F6-C16-C14 113.5(3)
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