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CCDC deposition 
number 

827709 827710 827711 827712 827713 827714 827715 

empirical formula C14H28N3Li C11H21N2Li C9H15O2Li C22H38O6Li2 C18H30N3Li C30H44O6Li2 C21H35O6Li 

M [g/mol] 245.33 188.24 162.15 412.40 295.39 514.53 390.43 

crystal system triclinic orthorhombic orthorhombic triclinic monoclinic monoclinic monoclinic 

space group P1;¯ P212121 Pna21 P1;¯ P21/c P21/n C2/c 

T [K] 100(2) 100(2) 100(2) 100(2) 100(2) 100(2) 100(2) 

a [Å] 8.139(3) 5.831(2) 9.692(2) 8.619(2) 15.837(2) 8.881(2) 36.584(4) 

b [Å] 8.843(3) 13.989(2) 13.926(2) 9.165(2) 13.004(2) 13.654(2) 7.991(2) 

c [Å] 12.721(4) 29.834(2) 7.449(2) 16.009(3) 17.389(2) 12.272(2) 15.871(2) 

α  71.90(2)° 90° 90° 89.43(2)° 90° 90° 90° 

β  86.88(2)° 90° 90° 79.81(2)° 90.06(2)° 90.04(2)° 107.67(2)° 

γ  65.43(2)° 90° 90° 81.58(2)° 90° 90° 90° 

V [Å3] 788.5(5) 2433.6(9) 1005.4(4) 1231.1(5) 3581.2(8) 1488.1(5) 4420.9(13) 

Z 2 8 4 2 8 2 8 

ρcalc [Mg/m-3] 1.033 1.028 1.071 1.113 1.096 1.148 1.173 

μ [mm-1] 0.061 0.060 0.072 0.077 0.064 0.077 0.083 

F(000) 272 832 352 448 1296 556 1696 
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index ranges –9 ≤ h ≤ 9 

–10 ≤ k ≤ 10 

–15 ≤ l ≤ 15 

–7 ≤ h ≤ 7 

–17 ≤ k ≤ 17 

–38 ≤ l ≤ 38 

–11 ≤ h ≤ 11 

–16 ≤ k ≤ 16 

–8 ≤ l ≤ 8 

–12 ≤ h ≤ 12 

–13 ≤ k ≤ 13 

–22 ≤ l ≤ 22 

–19 ≤ h ≤ 19 

–16 ≤ k ≤ 16 

–21 ≤ l ≤ 21 

–10 ≤ h ≤ 10 

–16 ≤ k ≤ 16 

–14 ≤ l ≤ 14 

–47 ≤ h ≤ 47 

–10 ≤ k ≤ 10 

–20 ≤ l ≤ 20 

θ-min, max 1.69°, 25.01° 1.37°, 27.15° 2.56°, 25.03° 1.29°, 30.51° 1.17°, 26.05° 2.23°, 25.71° 2.34°–27.48° 

max., min. transm. 1.0000, 0.9288 1.0000, 0.8954 1.0000, 0.7366 1.0000, 0.8246 1.0000, 0.7070 1.0000/0.9327 1.0000, 0.9498 

g1, g2 0.0442, 0.1658 0.0473, 0.2552 0.0399, 0.1584 0.0432, 0.2575, 0.0453, 0.5008 0.043, 0.4414 0.0115, 5.2042 

refl. collected 8541 61652 8724 39303 56824 27593 42651 

unique refl. 2767 3122 966 7495 7074 2833 5083 

restraints 509 802 162 0 732 0 229 

parameters 273 399 146 278 526 176 339 

GooF 1.032 1.054 1.077 1.053 1.029 1.036 1.223 

R1, wR2 
[ I >2σ(I)] 

0.0380, 0.0934 0.0281, 0.0771 0.0318, 0.0742 0.0353, 0.0924 0.0307, 0.0815 0.0372, 0.0955 0.0483, 0.0976 

R1, wR2 (all data) 0.0496, 0.1001 0.0304, 0.0785 0.0374, 0.0765 0.0403, 0.0963 0.0330, 0.0834 0.0424, 0.0993 0.0492, 0.0979 

largest diff. peak, 
hole (e Å-3) 

0.147, –0.142 0.200, –0.175 0.116, –0.104 0.378, –0.214 0.199, –0.165 0.222, –0.159 0.180, –0.229 

Extinction coeff. 0.017(4) - - - - 0.0037(11) 0.00197(13) 

The absolute structure of 2 and 3 could not be determined by refining  the Flack X parameter (Flack, H. D., Acta Crystallogr., Sect. A. 1983, 39, 876.) due to the absence of a 

heavy scatterer. Therefore Friedel pairs were merged. 
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 Comment to the ALERT level b:   

The occupancy of atom C6’ is under 10 %. 
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Comment to the ALERT level b:   

The occupancy of atom H12D is under 10 %. H32C is a methyl hydrogen atom. There could 
well be a second position for the methyl group without short distances to H12D. 
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Comment to the ALERT level b:   

The whole indenyl anion shows elongated ellipsoids indicating movement in the plane. 
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