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Table S1. Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters 
(Å2×103) for hibiscus acid. 

Atom x y z Ueq* 
C1 6594 (2) 4917.2 (17) 6499.1 (17) 23.9 (4) 
C2 6908 (2) 6431.9 (17) 6560 (2) 30.8 (4) 
C3 8725 (2) 6546.3 (19) 6369.0 (19) 28.4 (4) 
C4 8250 (2) 4373.5 (17) 7028.1 (18) 25.3 (4) 
C5 8675 (2) 3024.4 (18) 6426.0 (19) 29.0 (4) 
C6 5129 (2) 4537.5 (17) 7348.9 (18) 26.3 (4) 
O1 9447.7 (16) 5366.2 (14) 6649.7 (14) 30.9 (3) 
O2 9497 (2) 7515.4 (15) 6041.3 (16) 39.5 (4) 
O3 6340.5 (17) 4575.5 (14) 5179.5 (12) 30.4 (3) 
O4 7534 (2) 2148.1 (14) 6752.0 (19) 41.5 (4) 
O5 9855 (2) 2804.7 (16) 5765.9 (17) 43.1 (4) 
O6 5410.3 (17) 4662 (2) 8607.0 (14) 40.2 (4) 
O7 3841.3 (18) 4209.0 (17) 6882.1 (15) 38.3 (4) 
O8 2424.9 (19) 4810.5 (15) 9551.0 (14) 34.6 (3) 

*Ueq is defined as 1/3 of the trace of the orthogonalised UIJ tensor. 

Table S2. Anisotropic Displacement Parameters (Å2 × 103) for hibiscus acid. *. 

Atom U11 U22 U33 U23 U13 U12 
C1 22.9 (7) 21.7 (7) 27.1 (8) −0.6 (6) −0.8 (6) 0.9 (6) 
C2 27.4 (9) 21.2 (8) 43.9 (10) −1.4 (7) −1.3 (8) 0.1 (7) 
C3 30.2 (9) 25.4 (8) 29.6 (9) −3.5 (7) −0.8 (7) −2.4 (7) 
C4 22.9 (7) 24.6 (8) 28.4 (8) −1.0 (6) 0.5 (7) −0.1 (7) 
C5 29.3 (9) 23.9 (8) 33.7 (9) 0.4 (7) −1.5 (7) 4.1 (7) 
C6 24.7 (8) 22.7 (8) 31.5 (8) 0.9 (6) 0.0 (7) 1.5 (7) 
O1 23.2 (6) 27.5 (6) 41.9 (7) −1.6 (6) 0.2 (5) −1.3 (5) 
O2 37.5 (7) 28.7 (7) 52.3 (9) 1.4 (6) 2.4 (7) −9.2 (6) 
O3 32.7 (7) 31.6 (7) 27.1 (6) 0.9 (5) −1.2 (5) −7.5 (6) 
O4 39.8 (8) 24.8 (6) 60.0 (9) −6.0 (7) 7.0 (7) −1.9 (6) 
O5 41.0 (8) 33.7 (8) 54.5 (9) −8.8 (7) 13.3 (7) 6.0 (7) 
O6 26.6 (6) 65.8 (10) 28.3 (7) −2.9 (7) 2.3 (5) −0.4 (7) 
O7 28.6 (7) 50.6 (9) 35.7 (7) 5.6 (6) −3.0 (6) −11.4 (6) 
O8 33.3 (7) 33.3 (7) 37.1 (7) −4.3 (6) 10.4 (6) −2.3 (6) 

* The Anisotropic displacement factor exponent takes the form: -2π2 [h2a*2U11+2hka*b*U12+…]. 

Table S3. Bond Lengths for hibiscus acid. 

Atom Atom Length/Å 
C1 C2 1.526 (2) 
C1 C4 1.558 (2) 
C1 C6 1.528 (2) 
C1 O3 1.400 (2) 
C2 C3 1.508 (3) 
C3 O1 1.343 (2) 
C3 O2 1.199 (3) 
C4 C5 1.513 (2) 
C4 O1 1.444 (2) 
C5 O4 1.320 (3) 
C5 O5 1.198 (3) 
C6 O6 1.307 (2) 
C6 O7 1.203 (2) 
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Table S4. Bond Angles for hibiscus acid. 

Atom Atom Atom Angle (°) 
C2 C1 C4 100.33 (14) 
C2 C1 C6 110.66 (14) 
C6 C1 C4 113.93 (14) 
O3 C1 C2 107.61 (15) 
O3 C1 C4 112.14 (14) 
O3 C1 C6 111.46 (14) 
C3 C2 C1 103.65 (15) 
O1 C3 C2 110.10 (15) 
O2 C3 C2 128.21 (19) 
O2 C3 O1 121.68 (18) 
C5 C4 C1 111.56 (14) 
O1 C4 C1 105.39 (13) 
O1 C4 C5 109.81 (14) 
O4 C5 C4 108.51 (15) 
O5 C5 C4 125.04 (18) 
O5 C5 O4 126.46 (18) 
O6 C6 C1 113.07 (16) 
O7 C6 C1 122.30 (17) 
O7 C6 O6 124.57 (18) 
C3 O1 C4 110.54 (14) 

Table S5. Hydrogen Atom Coordinates (Å × 104) and Isotropic Displacement Parameters (Å2 × 103) 
for hibiscus acid. 

Atom x y z Ueq* 
H2A 6325 6900 5868 37 
H2B 6582 6799 7404 37 
H4A 8210 4296 7988 30 
H3 5802 3881 5138 46 
H4 7739 1416 6417 62 
H6 4551 4592 9013 60 

H8A 2171 5074 10319 52 
H8B 1785 4182 9315 52 

*Ueq is defined as 1/3 of the trace of the orthogonalised UIJ tensor. 


