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Table S1. Crystal data and structure refinement for Compound 8 

Identification code  knih132 

Empirical formula  C24H30ClNO 

Formula weight  383.94 

Temperature  293(2) K 

Wavelength  1.54178 Å 

Crystal system  Monoclinic 

Space group  P21 

Unit cell dimensions a = 9.0396(2) Å = 90°. 

 b = 9.0396(2) Å = 9.0396(2) °. 

 c = 9.0396(2) Å © = 90°. 

Volume 9.0396(2)  Å3 

Z 2 

Density (20°C) 1.214 Mg/m3 

Absorption coefficient 1.694 mm-1 

F(000) 412 

Crystal size 0.205 x 0.168 x 0.060 mm3 

Theta range for data collection 4.713 to 74.487°. 

Index ranges -11<=h<=11, -13<=k<=14, -11<=l<=11 

Reflections collected 21280 

Independent reflections 4103 [Rint = 0.0197] 

Completeness to theta = 67.679° 99.4 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7538 and 0.6809 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4103 / 1 / 251 

Goodness-of-fit on F2 1.050 

Final R indices [I>2sigma(I)] R1 = 0.0277, wR2 = 0.0764 

R indices (all data) R1 = 0.0281, wR2 = 0.0768 

Absolute structure parameter 0.038(3) 

Largest diff. peak and hole 0.295 and -0.240 e.Å-3 
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Table S2. Atomic coordinates (x 104) and equivalent isotropic displacement parameters (Å2x 103) 

for DC-01-00-76.1. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 

________________________________________________________________________________ 

 x y z U(eq) 

________________________________________________________________________________ 

C(1) 4831(2) 5236(2) 7119(2) 34(1) 

N(2) 4632(2) 4657(1) 8521(2) 34(1) 

C(3) 3367(2) 5084(2) 9355(2) 38(1) 

C(4) 1964(2) 5265(2) 8441(2) 39(1) 

C(5) 2151(2) 5792(1) 6964(2) 32(1) 

C(6) 2635(2) 6981(2) 7072(2) 41(1) 

C(7) 4158(2) 7175(2) 7793(2) 45(1) 

C(8) 5340(2) 6402(2) 7287(2) 43(1) 

C(9) 3372(2) 5128(1) 6234(2) 33(1) 

C(10) 3624(2) 5434(2) 4706(2) 45(1) 

C(11) 3706(3) 4742(3) 3687(3) 73(1) 

C(12) 6004(2) 4597(2) 9471(2) 40(1) 

C(13) 7325(2) 4157(2) 8697(2) 49(1) 

C(14) 8596(2) 3826(2) 9687(2) 44(1) 

C(15) 9432(3) 2924(2) 9368(3) 59(1) 

C(16) 10656(3) 2637(2) 10215(4) 70(1) 

C(17) 11054(2) 3233(3) 11387(3) 66(1) 

C(18) 10240(3) 4130(3) 11731(3) 59(1) 

C(19) 9014(2) 4420(2) 10885(2) 50(1) 

C(20) 671(2) 5678(2) 6114(2) 34(1) 

C(21) 61(2) 4658(2) 5865(2) 41(1) 

C(22) -1267(2) 4548(2) 5094(2) 46(1) 

C(23) -2017(2) 5433(2) 4532(2) 43(1) 

O(24) -2126(2) 7361(2) 4325(3) 79(1) 

C(24) -1431(2) 6444(2) 4786(2) 47(1) 

C(25) -107(2) 6563(2) 5573(2) 45(1) 

Cl(26) 5708(1) 7177(1) 1751(1) 61(1) 

________________________________________________________________________________
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Table S3. Bond lengths [Å] and angles [°] for DC-01-00-76.1. 

_____________________________________________________ 

C(1)-N(2)  1.515(2) C(1)-C(8)  1.522(3) 

C(1)-C(9)  1.539(2) C(1)-H(1)  0.9800 

N(2)-C(12)  1.503(2) N(2)-C(3)  1.505(2) 

N(2)-H(2)  0.93(3) C(3)-C(4)  1.523(2) 

C(3)-H(3A)  0.9700 C(3)-H(3B)  0.9700 

C(4)-C(5)  1.548(2) C(4)-H(4A)  0.9700 

C(4)-H(4B)  0.9700 C(5)-C(6)  1.538(2) 

C(5)-C(20)  1.540(2) C(5)-C(9)  1.554(2) 

C(6)-C(7)  1.532(2) C(6)-H(6A)  0.9700 

C(6)-H(6B)  0.9700 C(7)-C(8)  1.523(3) 

C(7)-H(7A)  0.9700 C(7)-H(7B)  0.9700 

C(8)-H(8A)  0.9700 C(8)-H(8B)  0.9700 

C(9)-C(10)  1.509(2) C(9)-H(9A)  0.9800 

C(10)-C(11)  1.288(4) C(10)-H(10)  0.9300 

C(11)-H(11A)  0.9300 C(11)-H(11B)  0.9300 

C(12)-C(13)  1.520(3) C(12)-H(12A)  0.9700 

C(12)-H(12B)  0.9700 C(13)-C(14)  1.509(3) 

C(13)-H(13A)  0.9700 C(13)-H(13B)  0.9700 

C(14)-C(19)  1.385(3) C(14)-C(15)  1.387(3) 

C(15)-C(16)  1.386(4) C(15)-H(15)  0.9300 

C(16)-C(17)  1.363(5) C(16)-H(16)  0.9300 

C(17)-C(18)  1.377(4) C(17)-H(17)  0.9300 

C(18)-C(19)  1.388(3) C(18)-H(18)  0.9300 

C(19)-H(19)  0.9300 C(20)-C(25)  1.388(3) 

C(20)-C(21)  1.395(3) C(21)-C(22)  1.386(3) 

C(21)-H(21)  0.9300 C(22)-C(23)  1.383(3) 

C(22)-H(22)  0.9300 C(23)-C(24)  1.377(3) 

C(23)-H(23)  0.9300 O(24)-C(24)  1.361(3) 

O(24)-H(24)  0.88(4) C(24)-C(25)  1.393(3) 

C(25)-H(25)  0.9300 

 

N(2)-C(1)-C(8) 113.82(15) N(2)-C(1)-C(9) 107.59(13) 

C(8)-C(1)-C(9) 112.82(15) N(2)-C(1)-H(1) 107.4 

C(8)-C(1)-H(1) 107.4 C(9)-C(1)-H(1) 107.4 

C(12)-N(2)-C(3) 109.56(14) C(12)-N(2)-C(1) 114.72(13) 

C(3)-N(2)-C(1) 113.64(14) C(12)-N(2)-H(2) 104.7(16) 

C(3)-N(2)-H(2) 109.9(16) C(1)-N(2)-H(2) 103.7(16) 

N(2)-C(3)-C(4) 113.10(14) N(2)-C(3)-H(3A) 109.0 

C(4)-C(3)-H(3A) 109.0 N(2)-C(3)-H(3B) 109.0 

C(4)-C(3)-H(3B) 109.0 H(3A)-C(3)-H(3B) 107.8 

C(3)-C(4)-C(5) 116.86(14) C(3)-C(4)-H(4A) 108.1 

C(5)-C(4)-H(4A) 108.1 C(3)-C(4)-H(4B) 108.1 

C(5)-C(4)-H(4B) 108.1 H(4A)-C(4)-H(4B) 107.3 

C(6)-C(5)-C(20) 111.20(14) C(6)-C(5)-C(4) 112.59(15) 
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Table S3. (continued). 

_____________________________________________________ 

 

C(20)-C(5)-C(4) 107.78(14) C(6)-C(5)-C(9) 109.31(14) 

C(20)-C(5)-C(9) 109.93(14) C(4)-C(5)-C(9) 105.88(14) 

C(7)-C(6)-C(5) 115.36(16) C(7)-C(6)-H(6A) 108.4 

C(5)-C(6)-H(6A) 108.4 C(7)-C(6)-H(6B) 108.4 

C(5)-C(6)-H(6B) 108.4 H(6A)-C(6)-H(6B) 107.5 

C(8)-C(7)-C(6) 113.16(16) C(8)-C(7)-H(7A) 108.9 

C(6)-C(7)-H(7A) 108.9 C(8)-C(7)-H(7B) 108.9 

C(6)-C(7)-H(7B) 108.9 H(7A)-C(7)-H(7B) 107.8 

C(1)-C(8)-C(7) 114.57(15) C(1)-C(8)-H(8A) 108.6 

C(7)-C(8)-H(8A) 108.6 C(1)-C(8)-H(8B) 108.6 

C(7)-C(8)-H(8B) 108.6 H(8A)-C(8)-H(8B) 107.6 

C(10)-C(9)-C(1) 109.63(14) C(10)-C(9)-C(5) 114.83(15) 

C(1)-C(9)-C(5) 108.96(14) C(10)-C(9)-H(9A) 107.7 

C(1)-C(9)-H(9A) 107.7 C(5)-C(9)-H(9A) 107.7 

C(11)-C(10)-C(9) 123.7(2) C(11)-C(10)-H(10) 118.2 

C(9)-C(10)-H(10) 118.2 C(10)-C(11)-H(11A) 120.0 

C(10)-C(11)-H(11B) 120.0 H(11A)-C(11)-H(11B) 120.0 

N(2)-C(12)-C(13) 112.29(15) N(2)-C(12)-H(12A) 109.1 

C(13)-C(12)-H(12A) 109.1 N(2)-C(12)-H(12B) 109.1 

C(13)-C(12)-H(12B) 109.1 H(12A)-C(12)-H(12B) 107.9 

C(14)-C(13)-C(12) 113.36(16) C(14)-C(13)-H(13A) 108.9 

C(12)-C(13)-H(13A) 108.9 C(14)-C(13)-H(13B) 108.9 

C(12)-C(13)-H(13B) 108.9 H(13A)-C(13)-H(13B) 107.7 

C(19)-C(14)-C(15) 117.9(2) C(19)-C(14)-C(13) 122.4(2) 

C(15)-C(14)-C(13) 119.6(2) C(16)-C(15)-C(14) 120.8(3) 

C(16)-C(15)-H(15) 119.6 C(14)-C(15)-H(15) 119.6 

C(17)-C(16)-C(15) 120.4(3) C(17)-C(16)-H(16) 119.8 

C(15)-C(16)-H(16) 119.8 C(16)-C(17)-C(18) 119.9(2) 

C(16)-C(17)-H(17) 120.1 C(18)-C(17)-H(17) 120.1 

C(17)-C(18)-C(19) 119.8(3) C(17)-C(18)-H(18) 120.1 

C(19)-C(18)-H(18) 120.1 C(14)-C(19)-C(18) 121.1(2) 

C(14)-C(19)-H(19) 119.4 C(18)-C(19)-H(19) 119.4 

C(25)-C(20)-C(21) 117.51(17) C(25)-C(20)-C(5) 122.45(16) 

C(21)-C(20)-C(5) 120.04(16) C(22)-C(21)-C(20) 120.40(19) 

C(22)-C(21)-H(21) 119.8 C(20)-C(21)-H(21) 119.8 

C(23)-C(22)-C(21) 121.67(19) C(23)-C(22)-H(22) 119.2 

C(21)-C(22)-H(22) 119.2 C(24)-C(23)-C(22) 118.31(18) 

C(24)-C(23)-H(23) 120.8 C(22)-C(23)-H(23) 120.8 

C(24)-O(24)-H(24) 109(4) O(24)-C(24)-C(23) 122.24(18) 

O(24)-C(24)-C(25) 117.30(19) C(23)-C(24)-C(25) 120.43(19) 

C(20)-C(25)-C(24) 121.65(19) C(20)-C(25)-H(25) 119.2 

C(24)-C(25)-H(25) 119.2 

_____________________________________________________________ 
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Table S4. Anisotropic displacement parameters (Å2x 103) for DC-01-00-76.1. The anisotropic 

displacement factor exponent takes the form: -22[h2a*2U11 + ... + 2 h k a* b* U12] 

______________________________________________________________________________ 

 U11 U22 U33 U23 U13 U12 

______________________________________________________________________________ 

C(1) 31(1)  40(1) 31(1)  4(1) 2(1)  2(1) 

N(2) 34(1)  35(1) 33(1)  4(1) -2(1)  0(1) 

C(3) 37(1)  46(1) 31(1)  4(1) 4(1)  1(1) 

C(4) 33(1)  46(1) 38(1)  3(1) 4(1)  1(1) 

C(5) 32(1)  30(1) 35(1)  0(1) -1(1)  1(1) 

C(6) 41(1)  31(1) 49(1)  -3(1) -6(1)  0(1) 

C(7) 48(1)  33(1) 53(1)  1(1) -10(1)  -10(1) 

C(8) 35(1)  45(1) 50(1)  11(1) -5(1)  -10(1) 

C(9) 33(1)  32(1) 33(1)  1(1) -1(1)  0(1) 

C(10) 41(1)  59(1) 34(1)  6(1) 0(1)  4(1) 

C(11) 85(2)  95(2) 38(1)  -11(1) 7(1)  -3(2) 

C(12) 37(1)  47(1) 35(1)  4(1) -6(1)  2(1) 

C(13) 40(1)  64(1) 42(1)  1(1) -1(1)  5(1) 

C(14) 35(1)  49(1) 49(1)  11(1) 2(1)  0(1) 

C(15) 50(1)  53(1) 75(2)  4(1) 4(1)  1(1) 

C(16) 47(1)  56(2) 105(2)  15(2) 5(1)  13(1) 

C(17) 37(1)  83(2) 79(2)  30(2) -5(1)  3(1) 

C(18) 42(1)  84(2) 52(1)  15(1) -3(1)  -8(1) 

C(19) 40(1)  61(2) 48(1)  8(1) -2(1)  1(1) 

C(20) 32(1)  32(1) 38(1)  -2(1) 1(1)  0(1) 

C(21) 39(1)  31(1) 53(1)  -2(1) -2(1)  2(1) 

C(22) 41(1)  36(1) 62(1)  -10(1) -3(1)  -6(1) 

C(23) 32(1)  46(1) 52(1)  -10(1) -6(1)  -1(1) 

O(24) 72(1)  42(1) 118(2)  8(1) -52(1)  3(1) 

C(24) 41(1)  38(1) 60(1)  1(1) -11(1)  2(1) 

C(25) 43(1)  32(1) 60(1)  0(1) -13(1)  -2(1) 

Cl(26) 70(1)  42(1) 69(1)  5(1) -23(1)  0(1) 

______________________________________________________________________________
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Table S5. Hydrogen coordinates (x 104) and isotropic displacement parameters (Å2x 103) for DC-01-00-76.1. 

________________________________________________________________________________ 

 x  y  z  U(eq) 

________________________________________________________________________________ 

 

H(1) 5595 4848 6609 41 

H(2) 4440(30) 3950(30) 8250(30) 52(7) 

H(3A) 3662 5762 9798 45 

H(3B) 3156 4577 10109 45 

H(4A) 1301 5715 8975 47 

H(4B) 1481 4572 8296 47 

H(6A) 2637 7282 6118 49 

H(6B) 1902 7374 7597 49 

H(7A) 4465 7910 7604 54 

H(7B) 4078 7098 8815 54 

H(8A) 5680 6654 6377 52 

H(8B) 6177 6423 7961 52 

H(9A) 3076 4367 6249 39 

H(10) 3727 6162 4487 54 

H(11A) 3608 4009 3875 87 

H(11B) 3864 4976 2763 87 

H(12A) 5813 4136 10280 48 

H(12B) 6239 5313 9832 48 

H(13A) 7009 3536 8133 59 

H(13B) 7667 4704 8047 59 

H(15) 9167 2507 8576 71 

H(16) 11211 2034 9981 84 

H(17) 11873 3034 11954 80 

H(18) 10511 4541 12527 71 

H(19) 8463 5023 11126 60 

H(21) 548 4048 6218 50 

H(22) -1664 3862 4952 55 

H(23) -2894 5347 3996 52 

H(24) -2870(50) 7190(50) 3730(50) 118 

H(25) 267 7253 5741 54 

________________________________________________________________________________
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Table S6. Torsion angles [°] for DC-01-00-76.1. 

________________________________________________________________ 

C(8)-C(1)-N(2)-C(12) -59.4(2) C(9)-C(1)-N(2)-C(12) 174.85(15) 

C(8)-C(1)-N(2)-C(3) 67.78(19) C(9)-C(1)-N(2)-C(3) -58.00(19) 

C(12)-N(2)-C(3)-C(4) 174.93(16) C(1)-N(2)-C(3)-C(4) 45.1(2) 

N(2)-C(3)-C(4)-C(5) -42.6(2) C(3)-C(4)-C(5)-C(6) -68.7(2) 

C(3)-C(4)-C(5)-C(20) 168.27(16) C(3)-C(4)-C(5)-C(9) 50.7(2) 

C(20)-C(5)-C(6)-C(7) -175.21(15) C(4)-C(5)-C(6)-C(7) 63.7(2) 

C(9)-C(5)-C(6)-C(7) -53.6(2) C(5)-C(6)-C(7)-C(8) 44.8(2) 

N(2)-C(1)-C(8)-C(7) -72.7(2) C(9)-C(1)-C(8)-C(7) 50.3(2) 

C(6)-C(7)-C(8)-C(1) -42.0(2) N(2)-C(1)-C(9)-C(10) -165.60(16) 

C(8)-C(1)-C(9)-C(10) 68.0(2) N(2)-C(1)-C(9)-C(5) 67.96(18) 

C(8)-C(1)-C(9)-C(5) -58.42(18) C(6)-C(5)-C(9)-C(10) -64.6(2) 

C(20)-C(5)-C(9)-C(10) 57.8(2) C(4)-C(5)-C(9)-C(10) 173.91(16) 

C(6)-C(5)-C(9)-C(1) 58.83(18) C(20)-C(5)-C(9)-C(1) -178.85(14) 

C(4)-C(5)-C(9)-C(1) -62.69(18) C(1)-C(9)-C(10)-C(11) 104.9(3) 

C(5)-C(9)-C(10)-C(11) -132.1(2) C(3)-N(2)-C(12)-C(13) 179.31(17) 

C(1)-N(2)-C(12)-C(13) -51.5(2) N(2)-C(12)-C(13)-C(14) -165.59(18) 

C(12)-C(13)-C(14)-C(19) -39.9(3) C(12)-C(13)-C(14)-C(15) 143.2(2) 

C(19)-C(14)-C(15)-C(16) -0.8(3) C(13)-C(14)-C(15)-C(16) 176.3(2) 

C(14)-C(15)-C(16)-C(17) 0.6(4) C(15)-C(16)-C(17)-C(18) -0.4(4) 

C(16)-C(17)-C(18)-C(19) 0.3(4) C(15)-C(14)-C(19)-C(18) 0.7(3) 

C(13)-C(14)-C(19)-C(18) -176.3(2) C(17)-C(18)-C(19)-C(14) -0.5(3) 

C(6)-C(5)-C(20)-C(25) -1.8(2) C(4)-C(5)-C(20)-C(25) 122.07(19) 

C(9)-C(5)-C(20)-C(25) -122.97(18) C(6)-C(5)-C(20)-C(21) 178.40(17) 

C(4)-C(5)-C(20)-C(21) -57.7(2) C(9)-C(5)-C(20)-C(21) 57.2(2) 

C(25)-C(20)-C(21)-C(22) 0.5(3) C(5)-C(20)-C(21)-C(22) -179.67(17) 

C(20)-C(21)-C(22)-C(23) 1.0(3) C(21)-C(22)-C(23)-C(24) -1.7(3) 

C(22)-C(23)-C(24)-O(24) -177.2(2) C(22)-C(23)-C(24)-C(25) 0.9(3) 

C(21)-C(20)-C(25)-C(24) -1.3(3) C(5)-C(20)-C(25)-C(24) 178.89(18) 

O(24)-C(24)-C(25)-C(20) 178.8(2) C(23)-C(24)-C(25)-C(20) 0.6(3) 

________________________________________________________________ 
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Table S7. Hydrogen bonds for DC-01-00-76.1 [Å and °]. 

____________________________________________________________________________ 

       D-H...A d(D-H) d(H...A) d(D...A) <(DHA) 

____________________________________________________________________________ 

 N(2)-H(2)...Cl(26)#1 0.93(3) 2.20(3) 3.0954(19) 163(2) 

 C(12)-H(12B)...Cl(26)#2 0.97 2.98 3.860(2) 151.9 

 C(13)-H(13A)...Cl(26)#1 0.97 2.98 3.691(3) 130.8 

 O(24)-H(24)...Cl(26)#3 0.88(4) 2.22(4) 3.0638(19) 159(4) 

____________________________________________________________________________ 

Symmetry transformations used to generate equivalent atoms:  

#1 -x+1,y-1/2,-z+1    #2 x,y,z+1    #3 x-1,y,z  
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Table S1. Crystal data and structure refinement for Compound 20. 

Identification code  knih136 

Empirical formula  C25H32ClNO 

Formula weight  397.96 

Temperature  293(2) K 

Wavelength  1.54178 Å 

Crystal system  Monoclinic 

Space group  P21 

Unit cell dimensions a = 10.847(2) Å = 90°. 

 b = 7.4852(15) Å = 107.022(7)°. 

 c = 13.670(2) Å © = 90°. 

Volume 1061.3(4) Å3 

Z 2 

Density (calculated) 1.245 Mg/m3 

Absorption coefficient 1.693 mm-1 

F(000) 428 

Crystal size 0.174 x 0.063 x 0.060 mm3 

Theta range for data collection 3.381 to 74.381°. 

Index ranges -13<=h<=13, -9<=k<=9, -17<=l<=16 

Reflections collected 18404 

Independent reflections 4315 [Rint = 0.0263] 

Completeness to theta = 67.679° 99.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7538 and 0.6568 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4315 / 1 / 261 

Goodness-of-fit on F2 1.010 

Final R indices [I>2sigma(I)] R1 = 0.0273, wR2 = 0.0709 

R indices (all data) R1 = 0.0294, wR2 = 0.0727 

Absolute structure parameter 0.040(5) 

Largest diff. peak and hole 0.243 and -0.183 e.Å-3 
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Table S2. Atomic coordinates (x 104) and equivalent isotropic displacement parameters (Å2x 103) 

for DC-01-0155. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 

________________________________________________________________________________ 

 x y z U(eq) 

________________________________________________________________________________ 

C(1) 5486(2) 6025(2) 2802(1) 28(1) 

N(2) 6355(2) 5356(2) 2187(1) 29(1) 

C(3) 5693(2) 5323(3) 1056(1) 37(1) 

C(4) 4381(2) 4412(3) 799(1) 36(1) 

C(5) 3499(2) 5001(3) 1445(1) 29(1) 

C(7) 4105(2) 8390(3) 1579(2) 43(1) 

C(6) 3049(2) 6969(3) 1236(2) 39(1) 

C(8) 5097(2) 7983(3) 2611(2) 37(1) 

C(9) 4279(2) 4843(2) 2596(1) 27(1) 

C(10) 4590(2) 2959(3) 2981(1) 31(1) 

C(11) 4280(2) 2233(3) 3757(2) 43(1) 

C(12) 3530(3) 3051(4) 4396(2) 63(1) 

C(13) 2300(2) 3804(3) 1234(1) 33(1) 

C(14) 1522(2) 3925(3) 1882(2) 38(1) 

C(15) 457(2) 2822(3) 1763(2) 42(1) 

O(16) -211(2) 3011(3) 2462(2) 68(1) 

C(17) 132(2) 1589(3) 975(2) 50(1) 

C(18) 874(2) 1502(4) 309(2) 58(1) 

C(19) 1948(2) 2590(3) 434(2) 48(1) 

C(20) 7629(2) 6326(3) 2406(1) 34(1) 

C(21) 8378(2) 6283(4) 3527(2) 49(1) 

C(22) 9760(2) 6927(3) 3782(2) 39(1) 

C(23) 10193(2) 8073(4) 3159(2) 49(1) 

C(24) 11467(2) 8668(4) 3452(2) 56(1) 

C(25) 12301(2) 8122(4) 4359(2) 56(1) 

C(26) 11881(2) 6994(4) 4990(2) 57(1) 

C(27) 10619(2) 6399(4) 4701(2) 50(1) 

Cl(28) -2869(1) 1341(1) 1922(1) 46(1) 

________________________________________________________________________________
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Table S3. Bond lengths [Å] and angles [°] for DC-01-0155. 

_____________________________________________________ 

C(1)-N(2)  1.520(2) C(1)-C(8)  1.527(3) 

C(1)-C(9)  1.536(2) C(1)-H(1)  0.9800 

N(2)-C(3)  1.503(2) N(2)-C(20)  1.512(2) 

N(2)-H(2)  0.88(3) C(3)-C(4)  1.523(3) 

C(3)-H(3A)  0.9700 C(3)-H(3B)  0.9700 

C(4)-C(5)  1.545(3) C(4)-H(4A)  0.9700 

C(4)-H(4B)  0.9700 C(5)-C(13)  1.535(3) 

C(5)-C(6)  1.552(3) C(5)-C(9)  1.557(2) 

C(7)-C(6)  1.532(3) C(7)-C(8)  1.533(3) 

C(7)-H(7A)  0.9700 C(7)-H(7B)  0.9700 

C(6)-H(6A)  0.9700 C(6)-H(6B)  0.9700 

C(8)-H(8A)  0.9700 C(8)-H(8B)  0.9700 

C(9)-C(10)  1.508(3) C(9)-H(9)  0.9800 

C(10)-C(11)  1.320(3) C(10)-H(10)  0.9300 

C(11)-C(12)  1.488(4) C(11)-H(11)  0.9300 

C(12)-H(12A)  0.9600 C(12)-H(12B)  0.9600 

C(12)-H(12C)  0.9600 C(13)-C(19)  1.387(3) 

C(13)-C(14)  1.394(3) C(15)-O(16)  1.365(3) 

C(15)-C(17)  1.384(3) C(15)-C(14)  1.390(3) 

O(16)-H(16)  0.89(4) C(17)-C(18)  1.382(4) 

C(17)-H(17)  0.9300 C(18)-C(19)  1.390(3) 

C(18)-H(18)  0.9300 C(19)-H(19)  0.9300 

C(20)-C(21)  1.510(3) C(20)-H(20A)  0.9700 

C(20)-H(20B)  0.9700 C(21)-C(22)  1.515(3) 

C(21)-H(21A)  0.9700 C(21)-H(21B)  0.9700 

C(22)-C(23)  1.384(3) C(22)-C(27)  1.385(3) 

C(23)-C(24)  1.395(3) C(23)-H(23)  0.9300 

C(24)-C(25)  1.366(4) C(24)-H(24)  0.9300 

C(25)-C(26)  1.377(4) C(25)-H(25)  0.9300 

C(26)-C(27)  1.383(3) C(26)-H(26)  0.9300 

C(27)-H(27)  0.9300 C(14)-H(14)  0.9300 

 

N(2)-C(1)-C(8) 113.99(14) N(2)-C(1)-C(9) 110.04(13) 

C(8)-C(1)-C(9) 110.13(15) N(2)-C(1)-H(1) 107.5 

C(8)-C(1)-H(1) 107.5 C(9)-C(1)-H(1) 107.5 

C(3)-N(2)-C(20) 110.24(14) C(3)-N(2)-C(1) 112.76(14) 

C(20)-N(2)-C(1) 114.33(14) C(3)-N(2)-H(2) 103.5(15) 

C(20)-N(2)-H(2) 104.6(16) C(1)-N(2)-H(2) 110.5(15) 

N(2)-C(3)-C(4) 112.21(15) N(2)-C(3)-H(3A) 109.2 

C(4)-C(3)-H(3A) 109.2 N(2)-C(3)-H(3B) 109.2 

C(4)-C(3)-H(3B) 109.2 H(3A)-C(3)-H(3B) 107.9 

C(3)-C(4)-C(5) 115.70(16) C(3)-C(4)-H(4A) 108.4 

C(5)-C(4)-H(4A) 108.4 C(3)-C(4)-H(4B) 108.4 

C(5)-C(4)-H(4B) 108.4 H(4A)-C(4)-H(4B) 107.4 
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Table S3. (continued). 

_____________________________________________________ 

 

C(13)-C(5)-C(4) 111.01(15) C(13)-C(5)-C(6) 108.44(15) 

C(4)-C(5)-C(6) 112.28(16) C(13)-C(5)-C(9) 109.00(14 

C(4)-C(5)-C(9) 108.15(15) C(6)-C(5)-C(9) 107.86(14) 

C(6)-C(7)-C(8) 113.81(16) C(6)-C(7)-H(7A) 108.8 

C(8)-C(7)-H(7A) 108.8 C(6)-C(7)-H(7B) 108.8 

C(8)-C(7)-H(7B) 108.8 H(7A)-C(7)-H(7B) 107.7 

C(7)-C(6)-C(5) 115.88(17) C(7)-C(6)-H(6A) 108.3 

C(5)-C(6)-H(6A) 108.3 C(7)-C(6)-H(6B) 108.3 

C(5)-C(6)-H(6B) 108.3 H(6A)-C(6)-H(6B) 107.4 

C(1)-C(8)-C(7) 115.61(15) C(1)-C(8)-H(8A) 108.4 

C(7)-C(8)-H(8A) 108.4 C(1)-C(8)-H(8B) 108.4 

C(7)-C(8)-H(8B) 108.4 H(8A)-C(8)-H(8B) 107.4 

C(10)-C(9)-C(1) 112.52(15) C(10)-C(9)-C(5) 115.05(14) 

C(1)-C(9)-C(5) 108.86(14) C(10)-C(9)-H(9) 106.6 

C(1)-C(9)-H(9) 106.6 C(5)-C(9)-H(9) 106.6 

C(11)-C(10)-C(9) 125.53(18) C(11)-C(10)-H(10) 117.2 

C(9)-C(10)-H(10) 117.2 C(10)-C(11)-C(12) 127.9(2) 

C(10)-C(11)-H(11) 116.0 C(12)-C(11)-H(11) 116.0 

C(11)-C(12)-H(12A) 109.5 C(11)-C(12)-H(12B) 109.5 

H(12A)-C(12)-H(12B) 109.5 C(11)-C(12)-H(12C) 109.5 

H(12A)-C(12)-H(12C) 109.5 H(12B)-C(12)-H(12C) 109.5 

C(19)-C(13)-C(14) 117.74(19) C(19)-C(13)-C(5) 123.57(18) 

C(14)-C(13)-C(5) 118.69(17) O(16)-C(15)-C(17) 123.3(2) 

O(16)-C(15)-C(14) 116.7(2) C(17)-C(15)-C(14) 120.0(2) 

C(15)-O(16)-H(16) 108(3) C(18)-C(17)-C(15) 118.7(2) 

C(18)-C(17)-H(17) 120.7 C(15)-C(17)-H(17) 120.7 

C(17)-C(18)-C(19) 121.3(2) C(17)-C(18)-H(18) 119.3 

C(19)-C(18)-H(18) 119.3 C(13)-C(19)-C(18) 120.5(2) 

C(13)-C(19)-H(19) 119.7 C(18)-C(19)-H(19) 119.7 

C(21)-C(20)-N(2) 112.30(15) C(21)-C(20)-H(20A) 109.1 

N(2)-C(20)-H(20A) 109.1 C(21)-C(20)-H(20B) 109.1 

N(2)-C(20)-H(20B) 109.1 H(20A)-C(20)-H(20B) 107.9 

C(20)-C(21)-C(22) 115.38(17) C(20)-C(21)-H(21A) 108.4 

C(22)-C(21)-H(21A) 108.4 C(20)-C(21)-H(21B) 108.4 

C(22)-C(21)-H(21B) 108.4 H(21A)-C(21)-H(21B) 107.5 

C(23)-C(22)-C(27) 118.4(2) C(23)-C(22)-C(21) 123.2(2) 

C(27)-C(22)-C(21) 118.4(2) C(22)-C(23)-C(24) 120.5(2) 

C(22)-C(23)-H(23) 119.7 C(24)-C(23)-H(23) 119.7 

C(25)-C(24)-C(23) 120.1(2) C(25)-C(24)-H(24) 119.9 

C(23)-C(24)-H(24) 119.9 C(24)-C(25)-C(26) 120.0(2) 

C(24)-C(25)-H(25) 120.0 C(26)-C(25)-H(25) 120. 

C(25)-C(26)-C(27) 120.0(2) C(25)-C(26)-H(26) 120.0 

C(27)-C(26)-H(26) 120.0 C(26)-C(27)-C(22) 120.9(2) 
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C(26)-C(27)-H(27) 119.5 C(22)-C(27)-H(27) 119.5 

C(15)-C(14)-C(13) 121.66(19) C(15)-C(14)-H(14) 119.2 

C(13)-C(14)-H(14) 119.2 

_________________________________________________________________________ 
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Table S4. Anisotropic displacement parameters (Å2x 103) for DC-01-0155. The anisotropic 

displacement factor exponent takes the form: -22[h2a*2U11 + ... + 2 h k a* b* U12] 

______________________________________________________________________________ 

 U11 U22 U33 U23 U13 U12 

______________________________________________________________________________ 

C(1) 29(1)  31(1) 27(1)  -3(1) 10(1)  -6(1) 

N(2) 29(1)  29(1) 31(1)  0(1) 11(1)  -4(1) 

C(3) 39(1)  46(1) 29(1)  -2(1) 14(1)  -5(1) 

C(4) 37(1)  43(1) 27(1)  -5(1) 9(1)  -4(1) 

C(5) 27(1)  30(1) 28(1)  -1(1) 5(1)  -2(1) 

C(7) 47(1)  27(1) 56(1)  6(1) 15(1)  -1(1) 

C(6) 37(1)  34(1) 42(1)  5(1) 5(1)  1(1) 

C(8) 37(1)  28(1) 46(1)  -7(1) 14(1)  -5(1) 

C(9) 27(1)  27(1) 28(1)  -1(1) 10(1)  -4(1) 

C(10) 29(1)  30(1) 36(1)  -1(1) 10(1)  -1(1) 

C(11) 50(1)  35(1) 42(1)  6(1) 12(1)  -3(1) 

C(12) 95(2)  58(2) 48(1)  7(1) 39(1)  0(2) 

C(13) 28(1)  31(1) 35(1)  0(1) 2(1)  -1(1) 

C(15) 28(1)  41(1) 56(1)  1(1) 9(1)  -2(1) 

O(16) 47(1)  74(1) 91(1)  -22(1) 35(1)  -25(1) 

C(17) 34(1)  42(1) 66(1)  -1(1) 2(1)  -12(1) 

C(18) 50(1)  56(1) 61(1)  -25(1) 6(1)  -16(1) 

C(19) 43(1)  53(1) 46(1)  -15(1) 9(1)  -11(1) 

C(20) 30(1)  35(1) 40(1)  -1(1) 14(1)  -7(1) 

C(21) 37(1)  69(1) 41(1)  4(1) 10(1)  -18(1) 

C(22) 34(1)  41(1) 43(1)  -3(1) 10(1)  -7(1) 

C(23) 39(1)  56(1) 51(1)  4(1) 9(1)  -12(1) 

C(24) 43(1)  59(2) 69(2)  -1(1) 19(1)  -15(1) 

C(25) 34(1)  58(1) 73(2)  -14(1) 11(1)  -9(1) 

C(26) 42(1)  61(2) 58(1)  -5(1) -2(1)  2(1) 

C(27) 45(1)  50(1) 51(1)  3(1) 8(1)  -4(1) 

Cl(28) 38(1)  36(1) 71(1)  -3(1) 25(1)  -4(1) 

C(14) 30(1)  36(1) 47(1)  -5(1) 8(1)  -4(1) 

______________________________________________________________________________
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Table S5. Hydrogen coordinates (x 104) and isotropic displacement parameters (Å2x 103) for DC-01-0155. 

________________________________________________________________________________ 

 x  y  z  U(eq) 

________________________________________________________________________________ 

 

H(1) 5962 5902 3528 34 

H(2) 6570(20) 4230(40) 2334(18) 35 

H(3A) 6233 4697 715 44 

H(3B) 5582 6539 799 44 

H(4A) 4517 3133 880 43 

H(4B) 3932 4635 84 43 

H(7A) 3704 9532 1625 52 

H(7B) 4551 8498 1061 52 

H(6A) 2643 7108 507 47 

H(6B) 2397 7200 1577 47 

H(8A) 5867 8680 2660 44 

H(8B) 4750 8383 3151 44 

H(9) 3740 5358 2987 33 

H(10) 5039 2248 2643 38 

H(11) 4564 1070 3924 51 

H(12A) 3487 4321 4294 95 

H(12B) 3945 2792 5104 95 

H(12C) 2673 2565 4201 95 

H(16) -920(40) 2350(60) 2260(30) 90(12) 

H(17) -571 833 895 60 

H(18) 650 701 -235 69 

H(19) 2435 2502 -22 57 

H(20A) 8143 5780 2013 41 

H(20B) 7472 7559 2187 41 

H(21A) 8381 5065 3771 59 

H(21B) 7927 7012 3899 59 

H(23) 9629 8450 2540 59 

H(24) 11750 9438 3028 67 

H(25) 13153 8512 4550 67 

H(26) 12446 6631 5610 69 

H(27) 10343 5633 5130 60 

H(14) 1720 4764 2406 46 

________________________________________________________________________________
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Table S6. Torsion angles [°] for DC-01-0155. 

________________________________________________________________ 

C(8)-C(1)-N(2)-C(3) -66.02(19) C(9)-C(1)-N(2)-C(3) 58.26(19) 

C(8)-C(1)-N(2)-C(20) 60.9(2) C(9)-C(1)-N(2)-C(20) -174.77(15) 

C(20)-N(2)-C(3)-C(4) -178.09(17) C(1)-N(2)-C(3)-C(4) -49.0(2) 

N(2)-C(3)-C(4)-C(5) 47.1(2) C(3)-C(4)-C(5)-C(13) -171.38(17) 

C(3)-C(4)-C(5)-C(6) 67.0(2) C(3)-C(4)-C(5)-C(9) -51.8(2) 

C(8)-C(7)-C(6)-C(5) -39.8(3) C(13)-C(5)-C(6)-C(7) 169.96(17) 

C(4)-C(5)-C(6)-C(7) -67.0(2) C(9)-C(5)-C(6)-C(7) 52.1(2) 

N(2)-C(1)-C(8)-C(7) 73.3(2) C(9)-C(1)-C(8)-C(7) -50.9(2) 

C(6)-C(7)-C(8)-C(1) 38.6(3) N(2)-C(1)-C(9)-C(10) 65.64(18) 

C(8)-C(1)-C(9)-C(10) -167.87(14) N(2)-C(1)-C(9)-C(5) -63.10(18) 

C(8)-C(1)-C(9)-C(5) 63.38(18) C(13)-C(5)-C(9)-C(10) 52.0(2) 

C(4)-C(5)-C(9)-C(10) -68.76(19) C(6)-C(5)-C(9)-C(10) 169.58(16) 

C(13)-C(5)-C(9)-C(1) 179.36(15) C(4)-C(5)-C(9)-C(1) 58.57(19) 

C(6)-C(5)-C(9)-C(1) -63.10(18) C(1)-C(9)-C(10)-C(11) 111.2(2) 

C(5)-C(9)-C(10)-C(11) -123.4(2) C(9)-C(10)-C(11)-C(12) 2.4(4) 

C(4)-C(5)-C(13)-C(19) -11.2(3) C(6)-C(5)-C(13)-C(19) 112.6(2) 

C(9)-C(5)-C(13)-C(19) -130.3(2) C(4)-C(5)-C(13)-C(14) 168.24(17) 

C(6)-C(5)-C(13)-C(14) -68.0(2) C(9)-C(5)-C(13)-C(14) 49.2(2) 

O(16)-C(15)-C(17)-C(18) -179.9(2) C(14)-C(15)-C(17)-C(18) -0.9(3) 

C(15)-C(17)-C(18)-C(19) 1.7(4) C(14)-C(13)-C(19)-C(18) -1.8(3) 

C(5)-C(13)-C(19)-C(18) 177.7(2) C(17)-C(18)-C(19)-C(13) -0.4(4) 

C(3)-N(2)-C(20)-C(21) -175.9(2) C(1)-N(2)-C(20)-C(21) 55.8(2) 

N(2)-C(20)-C(21)-C(22) 169.4(2) C(20)-C(21)-C(22)-C(23) 23.5(4) 

C(20)-C(21)-C(22)-C(27) -159.0(2) C(27)-C(22)-C(23)-C(24) 0.4(4) 

C(21)-C(22)-C(23)-C(24) 177.8(3) C(22)-C(23)-C(24)-C(25) 0.0(4) 

C(23)-C(24)-C(25)-C(26) -0.5(4) C(24)-C(25)-C(26)-C(27) 0.7(4) 

C(25)-C(26)-C(27)-C(22) -0.3(4) C(23)-C(22)-C(27)-C(26) -0.2(4) 

C(21)-C(22)-C(27)-C(26) -177.8(3) O(16)-C(15)-C(14)-C(13) 177.7(2) 

C(17)-C(15)-C(14)-C(13) -1.2(3) C(19)-C(13)-C(14)-C(15) 2.6(3) 

C(5)-C(13)-C(14)-C(15) -176.94(18)

________________________________________________________________ 

 



 37 

Table S7. Hydrogen bonds for DC-01-0155 [Å and °]. 

____________________________________________________________________________ 

       D-H...A d(D-H) d(H...A) d(D...A) <(DHA) 

____________________________________________________________________________ 

 N(2)-H(2)...Cl(28)#1 0.88(3) 2.36(3) 3.1700(18) 153(2) 

 C(4)-H(4B)...Cl(28)#2 0.97 2.94 3.877(2) 163.6 

 C(8)-H(8A)...Cl(28)#3 0.97 2.77 3.645(2) 150.3 

 O(16)-H(16)...Cl(28) 0.89(4) 2.16(4) 3.0289(19) 165(4) 

 C(20)-H(20B)...Cl(28)#3 0.97 2.86 3.823(2) 169.7 

____________________________________________________________________________ 

Symmetry transformations used to generate equivalent atoms:  

#1 x+1,y,z    #2 -x,y+1/2,-z    #3 x+1,y+1,z  

 

 


