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Table 1. Crystal data and structure refinement for 4-AcO-DMT fumarate.  

Identification code  UMD1651e_a  

Empirical formula  C18H22N2O6  

Formula weight  362.37  

Temperature/K  296 

Crystal system  monoclinic  

Space group  P21/c  

a/Å  13.0233(11)  

b/Å  7.4823(6)  

c/Å  19.1016(15)  

α/°  90  

β/°  103.251(3)  

γ/°  90  

Volume/Å3  1811.8(3)  

Z  4  

ρcalcg/cm3  1.328  

μ/mm–1  0.100  

F(000)  768.0  

Crystal size/mm3  0.27 × 0.22 × 0.20  

Radiation  Mo Kα (λ = 0.71073)  

2Θ range for data collection/°  5.87 to 50.818  

Index ranges  –15 ≤ h ≤ 15, –9 ≤ k ≤ 9, –22 ≤ l ≤ 23  

Reflections collected  43099  

Independent reflections  3320 [Rint = 0.0366, Rsigma = 0.0144]  

Data/restraints/parameters  3320/0/251  

Goodness-of-fit on F2  1.037  

Final R indexes [I ≥ 2σ (I)]  R1 = 0.0419, wR2 = 0.1024  

Final R indexes [all data]  R1 = 0.0522, wR2 = 0.1118  

Largest diff. peak/hole / e Å–3  0.34/–0.24  
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Table 2. Fractional Atomic Coordinates (× 104) and Equivalent Isotropic Displacement Parameters (Å2 × 103) for 4-AcO-
DMT fumarate. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor. 

Atom x y z U(eq) 

O1 768.2(10) 7064.4(16) 4532.0(6) 47.6(3) 

O2 1302.9(12) 9574(2) 5142.5(7) 64.6(4) 

O3 4888.1(11) 3621.4(17) 3794.7(8) 58.7(4) 

O4 6255.3(10) 3995.4(15) 3318.3(7) 50.3(4) 

O5 7345.0(13) –2334.5(19) 3013.4(11) 79.7(5) 

O6 5897.2(10) –2677.1(16) 3410.1(8) 54.7(4) 

N1 2709.6(15) 8395(2) 2832.8(10) 56.6(5) 

N2 3150.3(12) 3081.5(19) 4305.2(8) 41.6(4) 

C1 898(2) 7003(4) 5775.1(12) 75.8(7) 

C2 1013.3(14) 8069(3) 5139.2(10) 48.2(4) 

C3 815.6(13) 7910(2) 3880.6(9) 38.3(4) 

C4 –66.0(15) 8716(3) 3485.2(11) 53.9(5) 

C5 –42.6(18) 9510(3) 2829.2(11) 63.2(6) 

C6 840.5(19) 9476(2) 2561.4(10) 57.3(5) 

C7 1728.8(15) 8615(2) 2962.1(9) 43.0(4) 

C8 3330.8(15) 7520(2) 3392.7(12) 52.6(5) 

C9 2793.0(13) 7139(2) 3907.2(9) 39.4(4) 

C10 1748.3(12) 7828(2) 3637.9(8) 33.7(4) 

C11 3268.9(15) 6338(2) 4623.4(11) 51.1(5) 

C12 2910.2(16) 4498(2) 4792.1(10) 49.8(5) 

C13 2277(2) 2805(3) 3667.5(12) 74.0(7) 

C14 3446.2(19) 1379(3) 4698.5(14) 66.4(6) 

C15 5584.1(13) 3028(2) 3514.5(9) 36.0(4) 

C16 5672.7(13) 1049(2) 3436.0(9) 39.8(4) 

C17 6481.1(13) 239(2) 3286.2(9) 41.1(4) 

C18 6613.9(13) –1710(2) 3221.2(9) 39.5(4) 
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Table 3. Anisotropic Displacement Parameters (Å2 × 103) for 4-AcO-DMT fumarate. The Anisotropic displacement factor 
exponent takes the form: –2π2[h2a*2U11+2hka*b*U12+…]. 

Atom U11 U22 U33 U23 U13 U12 

O1 57.2(8) 43.9(7) 48.4(7) –4.4(6) 26.0(6) –8.6(6) 

O2 80.9(10) 59.8(9) 58.3(8) –15.7(7) 26.3(7) –22.7(8) 

O3 57.7(8) 39.1(7) 92.8(10) –1.2(7) 45.3(8) 2.6(6) 

O4 64.1(8) 23.0(6) 76.8(9) –1.6(6) 43.1(7) –3.1(5) 

O5 70.7(10) 43.2(8) 144.9(16) –7.1(9) 65.5(11) 1.7(7) 

O6 56.9(8) 22.1(6) 97.5(11) –2.2(6) 43.5(7) –1.1(5) 

N1 80.0(12) 42.8(9) 60.5(10) –4.9(8) 44.3(10) –7.7(8) 

N2 45.7(8) 30.9(7) 52.0(9) –4.3(6) 19.3(7) –5.5(6) 

C1 100.6(18) 81.7(17) 55.1(13) –0.2(12) 38.7(12) –14.5(14) 

C2 46.9(10) 55.1(12) 48.5(10) –8.4(9) 23.0(8) –7.0(9) 

C3 41.8(9) 34.5(9) 40.3(9) –7.3(7) 12.6(7) –4.3(7) 

C4 41.4(10) 53.2(11) 64.7(12) –14.1(10) 6.9(9) 3.6(8) 

C5 67.3(13) 52.4(12) 57.0(12) –9.5(10) –12.5(10) 15.4(10) 

C6 95.7(16) 35.9(10) 35.2(9) –3.3(8) 4.2(10) 3.5(10) 

C7 65.5(11) 28.3(8) 38.5(9) –6.9(7) 18.5(8) –5.4(8) 

C8 48.2(10) 40.0(10) 78.0(13) –14.6(10) 32.1(10) –5.5(8) 

C9 39.0(8) 27.8(8) 52.4(10) –9.2(7) 12.4(7) –2.8(7) 

C10 41.1(8) 25.0(7) 36.2(8) –6.7(6) 11.3(6) –4.5(6) 

C11 50.3(10) 35.6(9) 59.7(11) –12.0(8) –3.2(8) 6.2(8) 

C12 67.5(12) 41.6(10) 40.5(9) –2.7(8) 12.7(8) 10.3(9) 

C13 82.2(16) 69.9(15) 63.6(13) –20.4(12) 3.5(12) –16.9(13) 

C14 80.3(15) 33.3(10) 92.8(16) 7.8(10) 34.5(13) 2.3(10) 

C15 40.7(8) 26.8(8) 43.3(9) 1.9(7) 15.2(7) 0.5(7) 

C16 42.0(9) 25.1(8) 55.6(10) 0.9(7) 17.9(8) –6.3(7) 

C17 43.3(9) 26.9(8) 56.8(10) 1.0(7) 19.2(8) –6.2(7) 

C18 38.0(9) 30.7(8) 53.0(10) 0.2(7) 17.1(7) 1.2(7) 
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Table 4. Bond Lengths for 4-AcO-DMT fumarate. 

Atom Atom Length/Å   Atom Atom Length/Å 

O1 C2 1.357(2)   C3 C4 1.362(3) 

O1 C3 1.410(2)   C3 C10 1.397(2) 

O2 C2 1.187(2)   C4 C5 1.394(3) 

O3 C15 1.2360(19)   C5 C6 1.362(3) 

O4 C15 1.2565(19)   C6 C7 1.391(3) 

O5 C18 1.207(2)   C7 C10 1.414(2) 

O6 C18 1.296(2)   C8 C9 1.361(3) 

N1 C7 1.365(2)   C9 C10 1.435(2) 

N1 C8 1.353(3)   C9 C11 1.492(3) 

N2 C12 1.490(2)   C11 C12 1.512(3) 

N2 C13 1.478(3)   C15 C16 1.495(2) 

N2 C14 1.484(2)   C16 C17 1.302(2) 

C1 C2 1.490(3)   C17 C18 1.477(2) 
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Table 5. Bond Angles for 4-AcO-DMT fumarate. 

Atom Atom Atom Angle/˚   Atom Atom Atom Angle/˚ 

C2 O1 C3 117.16(13)   N1 C8 C9 111.00(17) 

C8 N1 C7 109.27(16)   C8 C9 C10 105.57(16) 

C13 N2 C12 112.46(16)   C8 C9 C11 124.86(17) 

C13 N2 C14 111.02(17)   C10 C9 C11 129.29(15) 

C14 N2 C12 111.21(15)   C3 C10 C7 116.73(15) 

O1 C2 C1 110.61(17)   C3 C10 C9 136.17(15) 

O2 C2 O1 122.83(17)   C7 C10 C9 107.10(14) 

O2 C2 C1 126.53(19)   C9 C11 C12 118.53(15) 

C4 C3 O1 119.10(16)   N2 C12 C11 113.29(15) 

C4 C3 C10 121.46(16)   O3 C15 O4 123.46(15) 

C10 C3 O1 119.38(15)   O3 C15 C16 118.71(14) 

C3 C4 C5 119.87(19)   O4 C15 C16 117.75(14) 

C6 C5 C4 121.62(18)   C17 C16 C15 124.60(15) 

C5 C6 C7 118.01(18)   C16 C17 C18 126.45(15) 

N1 C7 C6 130.62(18)   O5 C18 O6 123.26(16) 

N1 C7 C10 107.06(16)   O5 C18 C17 121.76(16) 

C6 C7 C10 122.28(17)   O6 C18 C17 114.97(14) 

  

Table 6. Hydrogen Bonds for 4-AcO-DMT fumarate. 

D H A d(D–H)/Å d(H–A)/Å d(D–A)/Å D–H–A/° 

N1 H1 O41 0.86(3) 2.03(3) 2.866(2) 165(3) 

O6 H6A O42 0.99(3) 1.56(3) 2.5465(16) 178(3) 

N2 H2 O3 0.90(2) 1.80(2) 2.6922(19) 168(2) 

11–X,1/2+Y,1/2–Z; 2+X,–1+Y,+Z 
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Table 7. Torsion Angles for 4-AcO-DMT fumarate. 

A B C D Angle/˚   A B C D Angle/˚ 

O1 C3 C4 C5 –178.04(16)   C6 C7 C10 C3 1.8(2) 

O1 C3 C10 C7 176.57(13)   C6 C7 C10 C9 –177.53(15) 

O1 C3 C10 C9 –4.4(3)   C7 N1 C8 C9 –0.2(2) 

O3 C15 C16 C17 –165.73(18)   C8 N1 C7 C6 177.58(18) 

O4 C15 C16 C17 11.3(3)   C8 N1 C7 C10 –0.11(19) 

N1 C7 C10 C3 179.69(14)   C8 C9 C10 C3 –179.62(18) 

N1 C7 C10 C9 0.40(17)   C8 C9 C10 C7 –0.54(17) 

N1 C8 C9 C10 0.5(2)   C8 C9 C11 C12 –115.2(2) 

N1 C8 C9 C11 –173.97(16)   C9 C11 C12 N2 62.5(2) 

C2 O1 C3 C4 –90.7(2)   C10 C3 C4 C5 –1.2(3) 

C2 O1 C3 C10 92.34(18)   C10 C9 C11 C12 71.8(2) 

C3 O1 C2 O2 –3.3(3)   C11 C9 C10 C3 –5.5(3) 

C3 O1 C2 C1 178.44(16)   C11 C9 C10 C7 173.59(16) 

C3 C4 C5 C6 1.3(3)   C13 N2 C12 C11 –91.2(2) 

C4 C3 C10 C7 –0.3(2)   C14 N2 C12 C11 143.59(17) 

C4 C3 C10 C9 178.74(17)   C15 C16 C17 C18 178.39(17) 

C4 C5 C6 C7 0.2(3)   C16 C17 C18 O5 172.8(2) 

C5 C6 C7 N1 –179.10(18)   C16 C17 C18 O6 –7.9(3) 

C5 C6 C7 C10 –1.7(3)           
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Table 8. Hydrogen Atom Coordinates (Å × 104) and Isotropic Displacement Parameters (Å2 × 103) for 4-AcO-DMT 
fumarate. 

Atom x y z U(eq) 

H6A 6040(20) –3960(40) 3366(14) 90(8) 

H1 2950(20) 8740(40) 2473(15) 93(9) 

H2 3707(17) 3420(30) 4128(11) 58(6) 

H1A 732 7785 6132 114 

H1B 1546 6389 5973 114 

H1C 340 6147 5630 114 

H4 –683 8736 3653 65 

H5 –645 10078 2568 76 

H6 849 10013 2124 69 

H8 4032 7218 3422 63 

H11A 3139 7151 4989 61 

H11B 4027 6292 4673 61 

H12A 3251 4196 5284 60 

H12B 2155 4524 4756 60 

H13A 2512 2049 3329 111 

H13B 2058 3938 3447 111 

H13C 1694 2250 3812 111 

H14A 3619 504 4377 100 

H14B 2865 958 4884 100 

H14C 4046 1575 5089 100 

H16 5111 348 3498 48 

H17 7029 959 3213 49 

 

 


