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The proton peak of “5” exhibits as singlet due to

absent of long range coupling with a-fluorine atom.

J = 50.8 Hz, H-6
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J = 57.8 Hz, H-6
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d, J = 191.2 Hz, C-6
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J = 52.7 Hz, H-6
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J = 55.2 Hz, H-6'
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d, J = 180.0 Hz, C-6'
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Fig S1. ORTEP diagram of compound 2c showing thermal ellipsoid at 50% probability
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Single-Crystal X-ray crystallography data of compound 2c

Crystal structure data for C11H13F2N5O3,1.5(H2O) (2c) are as follows: Mr = 328.29, T = 99.9

(5) K, monoclinic, space group P21 (no. 4), a = 10.20373(8) Å, b = 6.97368(6) Å, c =

18.69692(15) Å, α = 90°, β = 96.8278(7)°, g = 90° V = 1320.992(19) Å3, Z = 4, ρcalc =

1.651 gcm-3, μ = 1.280 mm-1, F(000) = 684.0, crystal dimension 0.19  0.07  0.02 mm3,

radiation CuKα (λ = 1.54184). Of 27411 reflections collected in the 2θ range from 4.76 to

153.162° using an ω scan on a SuperNova, Dual, Cu at zero, AtlasS2 diffractometer, 5504

were unique reflections (Rint = 0.0329, Rsigma = 0.0221). Using Olex2, the structure was

solved with the ShelXT structure solution program using Direct Methods and refined with

the ShelXL refinement package using Least Squares minimization. Final R indexes [all

data] R1 = 0.0241, wR2 = 0.0659, GOF = 1.027, and maxmin-1 residual electron density

0.24/-0.20 eÅ-3. Flack  parameter = 0.04(3). Further details of the crystal structure

investigation(s) may be obtained from the Cambridge Crystallographic Data Centre (CCDC,

12 Union Road, Cambridge, CB2 1EZ (UK); Tel: (+44)1223-336-408, Fax: (+44)1223-336-

033, e-mail: deposit@ccdc.cam.ac.kr) using no. CCDC 1914672.

mailto:deposit@ccdc.cam.ac.kr
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Fig S2. ORTEP diagram of compound 2g showing thermal ellipsoid at 50% probability
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Single-Crystal X-ray crystallography data of compound 2g

Crystal structure data for C10H13FN2O5 (2g) are as follows: Mr = 260.22, T = 295.71 (13)

K, trigonal, space group P3221, a = 6.6465(2) Å, b = 6.6465(2) Å, c = 43.3632(14) Å, α =

90°, β = 90°, γ = 120°, V = 1658.97(13) Å3, Z = 6, ρcalc = 1.563 gcm-3, μ = 1.183 mm-1,

F(000) = 816.0, crystal dimension 0.242  0.067  0.034 mm3, radiation CuKα (λ =

1.54184). Of 29371 reflections collected in the 2θ range from 12.246 to 154.882° using

an ω scan on a SuperNova, Dual, Cu at zero, AtlasS2 diffractometer, 2346 were unique

reflections (Rint = 0.0654, Rsigma = 0.0230). Using Olex2, the structure was solved with the

ShelXT structure solution program using Direct Methods and refined with the ShelXL

refinement package using Least Squares minimization. Final R indexes [all data] R1 =

0.0273, wR2 = 0.0779, GOF = 1.062, and maxmin-1 residual electron density 0.14/-0.16

eÅ-3. Flack  parameter = 0.13(10). Further details of the crystal structure investigation(s)

may be obtained from the Cambridge Crystallographic Data Centre (CCDC, 12 Union

Road, Cambridge, CB2 1EZ (UK); Tel: (+44)1223-336-408, Fax: (+44)1223-336-033, e-

mail: deposit@ccdc.cam.ac.kr) using no. CCDC 1871331

mailto:deposit@ccdc.cam.ac.kr
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Fig S3. ORTEP diagram of compound 2h showing thermal ellipsoid at 50% probability
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Single-Crystal X-ray crystallography data of compound 2h

Crystal structure data for C10H13F2N2O5 (2h) are as follows: Mr = 278.21, T = 293.55 (10)

K, orthorhombic, space group P212121, a = 5.8735(2) Å, b = 13.5166(2) Å, c =

14.1374(14) Å, α = 90°, β=90°, γ = 90°, V=1122.36 (7) Å3, Z = 4, ρcalc= 1.6463 gcm-3,

μ = 1.343 mm-1, F(000)=578.6, crystal dimension 0.261 x 0.21 x 0.074 mm3, radiation

CuKα (λ=1.54184). Of 3965 reflections collected in the 2θ range from 9.06 to 147.32°
using an ω scan on a SuperNova, Dual, Cu at zero, AtlasS2 diffractometer, 2190 were

unique reflections (Rint = 0.0191, Rsigma = 0.0258). Using Olex2, the structure was solved

with the ShelXT structure solution program using Direct Methods and refined with the

ShelXL refinement package using Least Squares minimization. Final R indexes [all data]

R1=0.0318, wR2= 0.0813, GOF=1.065, and maxmin-1 residual electron density 0.17/-0.19

eÅ-3. Flack x parameter= 0.02(13). Further details of the crystal structure investigation(s)

may be obtained from the Cambridge Crystallographic Data Centre (CCDC, 12 Union

Road, Cambridge, CB2 1EZ (UK); Tel: (+44)1223-336-408, Fax: (+44)1223-336-033, e-

mail: deposit@ccdc.cam.ac.kr) using no. CCDC 1871332.

mailto:deposit@ccdc.cam.ac.kr

