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Figure S1.1-Butyl-6-methyl-uracil 80 mg in CDCls, 'H.
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Figure S2. 1-Butyl-6-methyl-uracil 80 mg in CDCls, 1H.
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Figure S3. BU-025 80 mg in CDCls, 13C{tH} DEPT-90; BU-025 80 mg in CDCls, 3C{tH} DEPT-135; 1-
butyl-6-methyluracil (BU-025) 80 mg in CDCl3, 3C{1H} COM.
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Figure S4. 1-Buthyl-6-methyluracil 80 mg in CDCl3; TH-13C HMBC.
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Figure S5.1-Butyl-6-methyluracil 80 mg in CDCl;, tH-13C HSQC.
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Figure S7. 3-Butyl-6-methyluracil 50 mg in CDCls; 'H.
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Figure S10. 3-Butyl-6-methylutacil 50 mg in CDCl;; tH-13C HMBC.
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Figure S11. 3-Butyl-6-methyluracil 50 mg in CDCls, tH-13C HSQCED.
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Figure S12. 3-Methyl-6-cyclopropyluracil 80 mg in CDCl3, 1H.
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Figure S13. 3-Methyl-6-cyclopropyluracil 80 mg in CDCls, 1H.
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Figure S14. 3-Methyl-6-cyclopropyluracil 80 mg in CDCls, 1H.
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Figure S17. 3-Methyl-6-cyclopropyluracil 80 mg in CDCls, 1H-3C HMBC.
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Figure S21. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H.
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Figure $22. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 13C{1H} DEPT-90; 13C{lH} DEPT-135; 13C{IH} COM.
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Figure S23. 6-Ethyluracil 80 mg in DMSO-d6, TMS, TH-13C HMBC.
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Figure S24. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 1H-15N HMBC.
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Figure S25. 6-Ethyluracil 80 mg in DMSO-d6, TMS, 'H-1>N HSQC.

Stanislav A. Grabovskiy; 6-isopropyl-2-thiouracil 100 mg in DMSO-dg, TMS; 'H; Bruker AV500; ZOV
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Figure S26. 6-Isopropyl-2-thiouracil 100 mg in DMSO-d6, TMS, 1H.
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Figure $27. EU-005 100 mg in DMSO, TMS 13C{tH} DEPT 90; 13C{1H} DEPT 135; 13C{1H} COM.
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Figure 528. EU-005 100 mg in DMSO, TMS 1H-1H COSY.
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Figure S29. 6-Isopropyl-2-thiouracil 100 mg in DMSO-d6, TMS, 1H-13C HMBC.
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Figure S30. 6-Isopropyl-2-tiouracil 100 mg in DMSO-d6, TMS, 'H-1>N HMBC.
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Figure S31. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6, 'H.
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Figure S32. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6, 13C{tH} DEPT-90; 13C{tH} DEPT-135;
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Figure S33. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 'H-13C HMBC.
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Figure S34. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 'H-13C HSQC.
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Figure S35. 6-(Tert-butyl)-2-thiouracil, 70 mg in DMSO-d6 'H-15N HMBC.
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Figure S36. X-Ray of 3-butyl-6-methyluracil.
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Table S1. Crystal data and structure refinement for 3-butyl-6-methyluracil.

Original Article

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 30.00°
Absorption correction

Max. and nun. transnussion
Refinement method

Data / restramts / parameters
Goodness-of-fit on F2

Final R indices [I=2sigma(I)]
R mdices (all data)

Absolute structure parameter
Largest diff. peak and hole

pl

C9HI4N2 02
18222

100(2) K
0.71073 E
Triclimc

P1
a=4.6956(3)E
b=9.0536(5)E
c=11.6001(T)E
480.51(5) E?

a

o= 88.8130(10)°.
B= 78.3050(10)°.
7 =84.2880(10)°.

1.259 Mg/m®

0.090 mm*

196

0.50x 043 x 0.10 mm?

1.79 to 30.00°.

-6<=h==6, -12<=k==12, -12<=]==15
4240

3892 [R{int) = 0.0096]

973 %

Semi-empirical from equivalents
0.9910 and 0.9563

Full-matrix least-squares on F?
3892/3 /237

1.030

R1=0.0319 wR2 =0.0852
R1=00343 wR2=0.0876
1.0(6)

0274 and -0225e E?

http://jppres.com/jppres
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Table S2. Atomic coordinates (x 104) and equivalent isotropic displacement parameters (E2 x 103) for
3-butyl-6-methyluracil. U(eq) is defined as one third of the trace of the orthogonalized U} tensor.

x ¥ z Uleq)
N(1) 6267(3) 6855(1) 1804(1) 14(1)
N(2) 4298(3) T753(1) 202(1) 15(1)
O(l) 2295(2) 8594(1) 2045(1) 18(1)
O(2) 10038(2) 5033(1) 1555(1) 21(1)
C() 4158(3) T784(1) 1390(1) 14(1)
C2 8309(3) 3860(1) 1095(1) 15(1)
Cc(3) 8225(3) 5872(1) -134(1) 17(1)
C 6260(3) 6816(1) -361(1) 15(1)
C(6) 6312(3) 6922(1) 3070(1) 16(1)
C(5) 5978(4) 6903(2) -1819(1) 21(1)
(M 4826(3) 5671(2) 3764(1) 19(1)
C(8) 4821(4) 3754(2) 5075(1) 24(1)
c® 3368(4) 4489(2) 5767(2) 32(1)
O(1" -6014(2) 13594(1) -1339(1) 18(1)
O(2" 1243(2) 10034(1) -851(1) 21(1)
N(1) -2278(3) 11855(1) -1102(1) 14(1)
N2 -5853(3) 12750(1) 504(1) 15(1)
C(1" -4804(3) 12783(1) -684(1) 14(1)
c2) -954(3) 10857(1) -388(1) 16(1)
c@3" -2252(3) 10873(1) 838(1) 17(1)
Cc(4) -4654(3) 11817(1) 1264(1) 15(1)
C(6" -973(3) 11923(1) -2364(1) 16(1)
() -1766(3) 10671(2) -3061(1) 19(1)
Cci -6192(3) 11897(2) 2527(1) 20(1)
C(8) -451(4) 10755(2) -4370(1) 24(1)
co) -1212(4) 9487(2) -5059(2) 32(1)
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N(1)-C(1)
N(1)-C(2)
N(1)-C(6)
N2)C(L)
N(2)-C(4)
N2)-H2
O(1)-C(1)
O(2)-C(2)
C2)-C(3)
C3-CH)
C(3)-HGA)
C4)-C(5)
C(6)-C(T)
C(6)-H(64)
C(6)-H(6B)
C(5)-HGA)
C(5)-H(5B)
C(5)-H(50)
C(7)-C(8)
C(N-H(TA)
C(N-H(TB)
C(8)-C(9)
C(8)-H(84)
C(8)-H(SB)
C(9)-H(O4)
C(9)-H(®B)
C(9)-H(9C)
o(1-C(17)
o(2-C2)
N(1)-C(17
N(1)-C2)
N(1)-C(6)
N(2)-C(17)
N(2)-C
N(2)-H(N

1.3888(16)
1.3951(16)
1.4752(18)
1.3670(18)
1.3771(16)
0.8700
1.2271(16)
1.2419(17)
1.434(2)
1.3553(18)
0.9500
1.402(2)
1.5196(19)
0.9900
0.9900
0.9800
0.9800
0.9800
1.524(2)
0.9900
0.9900
1522(2)
0.9900
0.9900
0.9800
0.9800
0.9800
1.2274(16)
1.2433(17)
1.3007(16)
1.3074(16)
1.4705(18)
1.3665(18)
1.3731(16)
0.8800

CERICB)
CE)-C@)
CE)-HEA)
C(4)-C(5)
C(6")-C(T)
C(6")-H(6'A)
C(6")-H(6'B)
C(7)-C(8)
C(T)-H(T'A)
C(7)-H(TB)
C(5")-H(5'A)
C(5")-H(5'B)
C(3")-H(5'C)
C(8)-C(9)
C(8")-H(8'A)
C(8")-H(8'B)
C(9")-H(9'A)
C(9")-H(9'B)
C(9")-H('C)

C()-N(1)-C(2)
C(1)-N(1)-C(8)
C2)-N(1)-C(8)
C)-N2-CH
C(1)-N(2)-H(2N)
C{4)-N(2)-H(2N)
O(1)-C(1)-N(2)
O(1)-C(1)-N(1)
N2)-C(1)-N(1)
002)-C(2)-N(1)
0(2)-C(2)-C(3)
N(1)-C2)-C(3)
CH)-CE)-C)
C(4)-C(3)-H(34)
C(2)-C3)-H(3A)
CE)-CH-NE)
C3)-CH-C5)

1.429(2)
1.3590(18)
0.9500
1.496(2)
1.5241(18)
0.9900
0.9900
1.522(2)
0.9900
0.9900
0.9800
0.9800
0.9800
1.523(2)
0.9900
0.9900
0.9800
0.9800
0.9800

123.73(11)
117.65(11)
118.62(10)
123.05(11)
1159

119.8

121.80(11)
122.34(12)
115.86(11)
119.01(13)
124.70(12)
116.29(11)
120.70(12)
119.7

119.7

119.34(13)
124.76(12)

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z
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Table S3. Bond lengths [E] and angles [°] for 3-butyl-6-methyluracil (continued...)

N(2)-C(4)-C(5) 115.88(12) OI)-CAYN) 121.80(12)
N(1)-C(6)-C(T) 112.39(11) O(I-CA)-N() 12.3012)

N(2)-C(1)-N(1) 115.98(11)
N(1)-C(6)-H(6A) 109.1

0(2)-C(2)-N(1) 118.68(13)
CO-C(6yH(EA) 109.1 0(2)-C(2-C(3") 124.80(12)
N(1)-C(6)-H(6B) 109.1 N)-C2)-C3) 11652011
C(7)-C(6)-H(6B) 109.1 C(4)-C(ED-C2) 120.59(12)
H(6A)-C(6)-H(6B) 107.9 C)-CEYHE'A) 119.7
C(4)-C(5)-H(5A) 109.5 C(2)-C3)-H('A) 119.7
C(4)-C(5) H(5B) 109.5 CE)-CUNNE) 119.42(12)
H(5A)-C(5)-H(5B) 1095 CECECEY 1244512)

N(2)-CH)-C(5) 116.10(12)
C(4)-C(5)-H(5C) 109.5

N(1)-C(6)-C(T) 112.51(11)
H(5A)-C(5)-H(5C) 1095 N)-CE)HEA) 1091
H(5B)-C(5)-H(5C) 109.5 CO-C(E)HEA) 109.1
C(6)-C(T)-C(8) 112.51(12) N(1"-C(6")-H(6'B) 109.1
C(6)-C(T)-H(TA) 109.1 C(7)-C(6")-H(6'B) 109.1
C(8)-C(T)-H(TA) 1001 H(6'A)-C(6")-H(6'B) 107.8
C(6)-C(7)-H(TB) 100.1 C(8-C(T)-C(6" 112.50(12)

C(8"-C(T)-H(T'A) 109.1
C(8)-C(7)-H(TB) 109.1

_ o i C(61-C(7)-H(T'A) 109.1

HTA)X-C()-H(B) 107.8 C(8)-C(T)-H(TB) 100.1
C(9)-C(8)-C(T) 112.47(13) C(E)-COVHOB) 1001
C(9)-C(8)-H(8A) 109.1 H("A)-C(T)-H(TB) 1078
C(7)-C(8)-H(8A) 109.1 C(4)-C(3")-H(5'A) 109.5
C(9)-C(8)-H(SB) 109.1 C(4)-C(5)-H(B) 109.5
C(7)-C(8)-H(SB) 109.1 H(>'A)-C(5)-H(SB) 109.5
H(8A)-C(8)-H(EB) 107.8 CE-CENHGT) 109.5

H(S'A)-C(3)-H(5'C) 109.5
C(8)-C(9)-H(3A) 109.5

H(SB)-C(5')-H(5'C) 109.5
C(8)-C(9)-H(9B) 109.5 ,

C(7)-C(8)-C(9") 112.25(13)
H(9A)-C(9)-H(9B) 1095 CY-CE)EEA) 1092
C(8)-C(9)-H(9C) 109.5 CO)-CEVHEA) 1002
H(0A)-C(9)-H(9C) 1005 C(7)-C(8")-H(8'B) 109.2
H(9B)-C(9)-H(3C) 109.5 C(9)-C(8)-H(8'B) 109.2
C(1)-N(1)-C(2) 123.41(12) H(8'A)-C(8")-H(8'B) 107.9
C(1N-N(1")-C(6") 117.73(10) CEY-CEYHEA) 109.5
C(2)-N(1)-C(6") 118.85(11) CE)-CEYHEB) 109.5
C(1)-N(2)-C(4) 123.95(11) HEA)-COVHOB) 1095
1 NEYHON) 1137 C(8)-C(O)-HE'C) 1095

H(9'A)-C(9)-H(9'C) 109.5
C(4"-N)-H(INY 122.0

H(9'B)-C(9")-H(9'C) 1095

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z
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Table S4. Anisotropic displacement parameters (E2 x 103) for 3-butyl-6-methyluracil.

U"Il U".’Q UBS L‘ES UIS U12
N(1) 14(1) 15(1) 13(1) 0(1) -4(1) 2(1)
N(2) 15(1) 15(1) 15(1) 1(1) -3(1) 3(1)
o(1) 16(1) 19(1) 18(1) 0(1) -1(1) (1)
o(2) 20(1) 23(1) 19(1) -1(1) -5(1) 8(1)
c(1) 14(1) 13(1) 16(1) 1(1) -4(1) -1(1)
c@) 15(1) 15(1) 16(1) -1(1) -1(1) 0(1)
c(3) 17(1) 17(1) 15(1) 2(1) -1(1) 3(1)
c) 16(1) 14(1) 15(1) 0(1) -3(1) 2(1)
c(6) 19(1) 18(1) 11(1) 0(1) -5(1) -1(1)
c(s) 27(1) 20(1) 14(1) 1(1) -4(1) 0(1)
cm 20(1) 23(1) 15(1) 41 -5(1) -4(1)
c(s) 30(1) 29(1) 15(1) 5(1) -6(1) -5(1)
c(9) 37(1) 38(1) 22(1) 13(1) -8(1) -10(1)
o1 18(1) 19(1) 17(1) 2(1) -5(1) (1)
o) 13(1) 23(1) 20(1) 2(1) 2(1) 7(1)
N(1) 14(1) 15(1) 13(1) 1(1) 2(1) 1(1)
N2 16(1) 14(1) 15(1) 0(1) -3(1) 3(1)
c(1) 13(1) 13(1) 16(1) -1(1) -3(1) 0(1)
@) 17(1) 15(1) 15(1) 2(1) -4(1) -1(1)
39 18(1) 17(1) 15(1) 3(1) -6(1) 1(1)
) 16(1) 15(1) 14(1) 1(1) -3(1) -2(1)
c(6) 17(1) 17(1) 12(1) 2(1) -1(1) -1(1)
(1) 18(1) 23(1) 15(1) 2(1) -1(1) -3(1)
c(s) 25(1) 20(1) 14(1) 0(1) -1(1) 1(1)
c(s) 27(1) 29(1) 15(1) A1) 1(1) -4(1)
c(9) 34(1) 39(1) 23(1) -12(1) -1(1) -5(1)

The anisotropic displacement factor exponent takes the form: -2m2[ h? a*2U + ... + 2 h k a* b* U12].
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Table S5. Hydrogen coordinates (x 104) and isotropic displacement parameters

(E2 x 103) for 3-butyl-6-methyluracil.

X v z Uleq)
H(2N) 3191 8455 -78 18
H(3A) 9560 5211 -655 20
H(6A) 5316 7886 3391 19
H(6B) 8365 6869 3169 19
H(5A) 7757 6424 -2315 31
H(5B) 5697 7946 -2051 31
H(5C) 4294 6396 -1918 31
H(7A) 5845 4708 3452 23
H(7B) 2785 5713 3652 23
H(8A) 6861 5726 5186 29
H(8B) 3778 6711 5389 29
H(9A) 3420 4588 6602 48
H(9B) 4416 3538 5470 48
H(9C) 1333 4525 5674 48
H(2N") -7255 13457 756 18
H(3'A) -1429 10217 1360 20
H(6'A) 1179 11870 -2464 19
H(6'B) -1649 12888 -2684 19
H(7A) -1065 9707 -2748 23
H(7B) -3919 10715 -2952 23
H(5'A) -5162 11192 2991 30
H(5'B) -8201 11646 2593 30
H(5'C) -6220 12905 2825 30
H(8'A) 1700 10726 4479 29
H(8'B) -1176 11712 -4686 29
H(9'A) -296 9576 -5892 48
H(9B) -3337 9534 4978 48
H(9'C) -491 8537 -4751 48
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CH)-N(2)-C(1)-0(1)
CH)-N(2)-C(1)-N(1)
C(Z)-N(1)-C(1)-0(1)
C(6)-N(1)-C(1)-0(1)
C(2)-N(1)-C(1)-N(2)
C(6)-N(1)-C(1)-N(2)
C(1)-N(1)-C(2)-0(2)
C(6)-N(1)-C(2)-0(2)
C{1)-N(1)-C(2)-C(3)
C(6)-N(1)-C(2)-C(3)
O(2)-C(2)-C(3)-C(4)
N(I)-C(2)-C(3)-Ci4)
C(2)-C(3)-CH-N2)
C2)-CRI-CHIC)
C(1)-N(2)-CH-C(3)
C(1)-NQ2)»-CH-CS)
C(1)-N(1)-C(6)-C(T)
C(2)-N(1)-C(6)-C(T)
N(1)-C(6)-C(7T)-C(8)
C(6)-C(7)-C(8)-C(9)
C#)-N(2)-C(17-0(1")
CA)FNE)-CL)-N(T)
C2-N(1)-C(1)-0(1)
C(6-N(1)-C(1)-0(1)
C(2)-N(1)-C(1)-N(2)
C(6')-N(1')-C(1)-N(2)
C(1)N(1)-C2)-0(2)
C(6)-N(1)-C(2)-0(2)
C(1)N(I)-C2)-C(3)
C(6)N(1)-C2)-C(3)
0(2)-C(2)-C(3)-C4)
N(1)-C(2)-C(3)-C(4)
C(2)-CE3)-CENNQ)
C(2)-C3)-CE)-C(5)
C(1I)-N2)-CE)-C(3)
C(1')-N(2)-C(4)-C(5)
C(1)-N(1")-C(6)-C(T)
C(2)-N(1")-C(6)-C(T)
N(1)-C(6)-C(T)-C(8)
C(6)-C(T)-C(8)-C ()

-176.92(13)
3.68(18)
176.20(12)
-3.15(18)
-441(17)
176.25(11)
-177.22(13)
2.12(18)
247(17)
-178.19(12)
-179.91(14)
0.42(19)
112
-179.35(13)
-1.05(19)
177.35(12)
99.66(13)
-79.72(15)
-178.97(12)
-179.23(13)
177.02(13)
-3.52(18)
-176.06(12)
3.17(18)
449(17)
-176.29(11)
177.43(12)
-1.78(18)
-2.91(18)
177.87(12)
179.81(13)
0.18(19)
07(2)
178.93(13)
1.0(2)
-177.31(12)
-99.65(13)
79.61(15)
179.20(12)
179.12(13)

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z
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Table S7. Hydrogen bonds for 3-butyl-6-methyluracil [E and °].

D-H..A d(D-H) d(H..A) d(D...A) <(DHA)
N@)-H2N)...02')#1 0.880 1.924 2.799(2) 172
N(2)-HON')...0(2)#2 0.880 1.930 2.799(2) 169

Symmetry transformations used to generate equivalent atoms: #1 x,y,z #2 x-2,y+1,z

http://jppres.com/jppres ] Pharm Pharmacogn Res (2021) 9(3): S41



http://jppres.com/jppres
http://jppres.com/jppres

