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Figure S1: HRMS confirmation of in situ generated 2-phenyl indole-3-one
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Crystal structure data for (2g):

Crystal structure of 2-(p-tolyl)-2-(2-(p-tolyl)-1H-indol-3-yl)indolin-3-one(2g): 

(CCDC No.1832862)

Single crystals of2-(p-tolyl)-2-(2-(p-tolyl)-1H-indol-3-yl)indolin-3-

oneC61H49Cl3N4O2was selected on aXtaLAB Pro: Kappa dual 

offset/far diffractometer. The crystal was kept at 93(2) K during data 

collection. Using Olex2,[1] the structure was solved with the ShelXT[2] 

structure solution program using Intrinsic Phasing and refined with theShelXL[3] refinement 

package using Least Squares minimization.

Crystal Data for C61H49Cl3N4O2 (M =976.39 g/mol): triclinic, space group P-1 (no. 2), a = 

13.13930(10) Å, b = 14.65600(10) Å, c = 15.47680(10) Å, α = 110.2300(10)°, β = 91.2620(10)°, 

γ = 108.1490(10)°, V = 2629.10(4) Å3, Z = 2, T = 93(2) K, μ(CuKα) = 1.943 mm-1, Dcalc = 

1.233 g/cm3, 28497 reflections measured (7.156° ≤ 2Θ ≤ 149.04°), 10338 unique (Rint = 0.0246, 

Rsigma = 0.0226) which were used in all calculations. The final R1 was 0.0623 (I >2σ(I)) and wR2 

was 0.1867 (all data).

TableS1:Crystal structure data of (2g): (CCDC No.1832862)

Table 1 Crystal data and structure refinement for exp_255-IND8a. 

Identification code CCDC No.1832862

Empirical formula C61H49Cl3N4O2

Formula weight 976.39 

Temperature/K 93(2) 

Crystal system triclinic 
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Space group P-1 

a/Å 13.13930(10) 

b/Å 14.65600(10) 

c/Å 15.47680(10) 

α/° 110.2300(10) 

β/° 91.2620(10) 

γ/° 108.1490(10) 

Volume/Å3 2629.10(4) 

Z 2 

ρcalcg/cm3 1.233 

μ/mm-1 1.943 

F(000) 1020.0 

Crystal size/mm3 0.2 × 0.2 × 0.1 

Radiation CuKα (λ = 1.54184) 

2Θ range for data collection/° 7.156 to 149.04 

Index ranges -15 ≤ h ≤ 16, -18 ≤ k ≤ 18, -19 ≤ l ≤ 13 

Reflections collected 28497 

Independent reflections 10338 [Rint = 0.0246, Rsigma = 0.0226] 

Data/restraints/parameters 10338/0/635 

Goodness-of-fit on F2 1.069 

Final R indexes [I>=2σ (I)] R1 = 0.0623, wR2 = 0.1847 
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Final R indexes [all data] R1 = 0.0645, wR2 = 0.1867 

Largest diff. peak/hole / e Å-3 0.49/-0.84 

FigureS2 Single crystal X-ray of 2g(CCDC No.1832862). The thermal ellipsoids are drawn at 

the 50% probability level. The compound was crystalized with CHCl3.
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