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Table S1. Crystal data and structure refinement details for ozonide trans-9. Crystallographic data for
the structure have also been deposited with the Cambridge Crystallographic Data Centre as
supplementary publication number CCDC2372929.

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group
Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta=25.186
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(])]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

Cz0 H36 O7

388.49

2173(2) K

0.71073 A

Monoclinic, P 21/¢c
a=7.086(4) A 0 =90°
b=41.879(8) A B=98.33(3)°
c=7337(4) A y=90°
2154.3(17) A3

4,1.198 Mg/m?

0.089 mm!

848

0.270x 0.150 x 0.020 mm
3.064 to 24.997°

-8<=h<=7, -49<=k<=49, -8<=I<=8
11721 /3707 [R(int) = 0.1017]
97.8%

Full-matrix least-squares on F?
3707 /0/247

1.043

R1=0.1138, wR2 =0.2636
R1=0.1855, wR2 =0.3052
n/a

0.551 and -0.405 ¢ A3

Table S2. Selected bond lengths and angles with standard deviations for ozonide trans-9.

C(1)-0(3) 1.408(6)
C(1)-0(1) 1.442(6)
C(2)-0(1) 1.410(6)
C(2)-0(2) 1.435(6)
0(2)-0(3) 1.476(5)
C(2)-0(1)-C(1) 106.6(4)
C(2)-0(2)-0(3) 99.5(3)
0(3)-C(1)-0(1) 103.9(4)
0(1)-C(2)-0(2) 104.8(4)
0(1)-C(2)-0(2)-0(3) 38.8(4)
0(1)-C(1)-0(3)-0(2) 41.2(4)
0(2)-C(2)-0(1)-C(1) _14.2(5)
0(3)-C(1)-0(1)-C(2) “17.6(5)
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Table S3. Hydrogen bonds for ozonide trans-9.

D-H..A d(D-H) d(H...A) d(D..A) <(DHA)
C(9)-H(9B)...O(7)#1 0.99 2.48 3.279(8)  138.0
C(20)-H(20C)...0(5)#2 0.98 2.65 3.190(8) 114.7

Symmetry transformations used to generate equivalent atoms: #1 = (-x+1,-y,-z+1) ;
#2 = (-x+1,y-1/2,-z+1/2)

Figure S1 Detail of ozonide 9 molecule showing the ¢rans-trioxane ring in the half-chair
conformation (twisting on O2 -O3, ball and stick style). The plane containing O1/C1/C2 atoms is

drawn in blue with distances of O2 and O3 from this plane in green.

Figure S2 Crystal packing of ozonide frans-9 viewed along a axis showing layers of molecules

piled up in the ¢ axis direction.
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Figure S3 Partial packing of ozonide trans-9 viewed along a axis direction showing the herringbone
arrangement of molecules.
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