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Appendix IV - Cited in Chapter 7 
 

Appendix IV.I. Comparison of means of the activity of Phlomis purpurea root extract (PRE) HPLC fractions on Phytophthora cinnamomi 

mycelial growth and respective control using T-test for independent samples. 
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Appendix IV.II. Analysis of variance of the mean of activity of commercially supplied natural compounds on Phytophthora cinnamomi mycelial 
growth. 
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Appendix IV.III. Comparison of means of the activity of commercially supplied natural compounds on Phytophthora cinnamomi mycelial 
growth. 

 

 
 
Appendix IV.IV. Experimental details of x-ray-diffraction 
 
Crystal data 
Chemical formula   4(C29H46O6) Na CH4O 5(O) 
Mr     1100.83 
Crystal system, space group  Monoclinic, C2 
Temperature (K)   100 
a, b, c (Å)    51.762 (10), 8.7460 (17), 26.208 (5) 
β (

ο
)     96.91 (3) 

V (Å
3
)     11778 (4) 

Z     8 
Radiation type    Synchrotron monochrome, λ= 0.97625 Å 
µ (mm

-1
)    0.20 

Crystal size (mm)   0.4 × 0.05 × 0.05 
 
Data collection 
Diffractometer    MD2 (MAATEL) diffractometer 
Absorption correction  Multi-scan 
Tmin, Tmax    0.897, 0.992 
No. of measured,  32427, 9594, 8160 
independent and 
observed [I > 2σ(I)] 
reflections 
Rint     0.097 
Ѳmax (

ο
)    27.7 

(sin Ѳ/λ)max (Å
-1

)   0.476 
 
Refinement 
R[F

2
 > 2σ(F

2
)], wR(F

2
), S   0.092, 0.264, 1.14 

N
o
. of reflections   9594 

N
o
. of parameters   1632 

N
o
. of restraints   1755 

H-atom treatment   H-atom parameters constrained 
∆ρmax, Δρmin (e Å

−3
)   0.49, .0.47 

Absolute structure  Flack x determined using 3119 quotients [(I+)-(I-)]/[(I+)+(I-)] (Parsons, Flack and Wagner, Acta Cryst. 
B69 (2013) 249-259). 

Absolute structure parameter 0.11 (17) 
 
Computer programs: ESRF ID23-1 Beamline, XDS (Kabsch, 2010), AutoPROC (Bricogne et al., 2011), SHELXD (Sheldrick, 2008), SHELXL2014 
(Sheldrick, 2014), ORTEP-3 for Windows (Farrugia, 2012), WinGX publication routines (Farrugia, 2012). 
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Appendix IV.V. Pictures of the cristal structure of phlomispurpentaolone. A. The molecule is represented by the carbon atoms in grey, the 
hydrogen atoms in white and the oxygen atoms in red; B. and C. Two molecules connected to a Na atom; D. The molecule is represented by 
the carbon atoms in blue, the hydrogen atoms in white, the oxygen atoms in red and the bonds in black; E. The same molecule as in D. but 
labelled. 
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Appendix IV.VI. Structure of four molecules of the cristal structure of phlomispurpentaolone. 

 

 


