Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2019

Bioassay-guided Purification of Sesquiterpsnoids from the Fruiting

Bodies of Fomitopsis pinicola and Their Bioactivity

Shih-Huang Tai,* 2 Ping-Chung Kuo,” 2 Ching-Che Hung,® Ying-Hsuan Lin, Tsong-
Long Hwang,® Sio Hong Lam,® Daih-Huang Kuo,"Jin-Bin Wu,* Hsin-Yi Hung,>*

Tian-Shung Wu >f*

& Departments of Surgery and Anesthesiology, and Institute of Biomedical
Engineering, National Cheng Kung University, Medical Center and Medical School,

Tainan 701, Taiwan

bSchool of Pharmacy, College of Medicine, National Cheng Kung University, Tainan

70101, Taiwan
¢ Department of Chemistry, National Cheng Kung University, Tainan 70101, Taiwan

d Department of Environmental Sciences, University of California, Riverside,

California 92521, United States

¢ Graduate Institute of Natural Products, College of Medicine, Chang Gung
University; Research Center for Industry of Human Ecology, Research Center for
Chinese Herbal Medicine, and Graduate Institute of Health Industry Technology,
College of Human Ecology, Chang Gung University of Science and Technology; and
Department of Anesthesiology, Chang Gung Memorial Hospital, Taoyuan 333,

Taiwan

fDepartment of Pharmacy, College of Pharmacy and Health Care, Tajen University,

Pingtung 907, Taiwan



*Jen-Li Biotechnology Company, Taichung, Taiwan

AThe authors contribute equally to this work.



Table of Content

S 1H NMR (400 MHz, CDCls) spectrum of fomitopin-A (1)......cccccceevevevriereeeieereeesieeenans 7
S 2 13C NMR (100 MHz, CDCI3) spectrum of fomitopin-A (1)......c.ccccevevvvrierererereeeesiereenans 8
S 3 COSY spectrum of FOMItOPIN-A (L1)...ccveireeeeeiiiieiie e 9
S 4 HSQC spectrum and key of HSQC spectrum of fomitopin-A (1).....c.ccccevevivivevciiesiiennene 10
S 5 HMBC spectrum of Fomitopin-A (1), ...cccoveiiiiiiiieie e 11
S 6 ECD spectrum of fomitopin-A (L). ...ccooiiiiiieiececee ettt 12
S 7 ORTEP drawing of FOMItOPin-A (L). ...coveeeieiiisesesie e 13
S 8 'H NMR (400 MHz, CDCls) spectrum of fomitopin-B (2).......ccccoervrirvrirrriririsinisisiniennns 14
S 9 3C NMR (100 MHz, CDCl3) spectrum of fomitopin-B (2)..........ccceevvveeivverereeeeriereenan 15
S 10 COSY spectrum of fFOMItOPIN-B (2).....c.coveviiiiiiiiie e 16
S 11 HSQC spectrum and key of HSQC spectrum of fomitopin-B (2)..........cccocvvvviviiviienns 17
S 12 HMBC spectrum of fomitopin-B (2)......ccccoveiiiiiiiieieee e 18
S 13 ECD spectrum of fomitopin-B (2). .....c.ccovviiiieiece e 19
S 14 'H NMR (400 MHz, Acetone-ds) spectrum of fomitopin-C (3).......ccccovvvrrrrrririnnnnn 20
S 15 3C NMR (100 MHz, Acetone-ds) spectrum of fomitopin- C (3). ..c.ccccecveveveveeevrvcierenne. 21
S 16 COSY spectrum of fFomItopin-C (3)......cccviiiiiiiiiie e 22
S 17 NOESY spectrum of fomitopin-C (3). ....ccovvieriiiriie e 23
S 18 HSQC spectrum and key of HSQC spectrum of fomitopin-C (3).......cccccevcvvieirvirniennne 24
S 19 HMBC spectrum of fomitopin-C (3).....coveiiiriiiriiie e 25
S 20 ECD spectrum of Fomitopin-C (3). .....ceoiiiieiiiie e 26
S 21 'H NMR (400 MHz, CDClI3) spectrum of fomitopin-D (4).......ccccevrvrvrvrriririririsiereiennnns 27
S 22 3C NMR (100 MHz, CDCls) spectrum of fomitopin-D (4)........ccccevvvvivivirriiererirererennen. 28

S 23 COSY spectrum of fFomitopin-D (4)......ccovieieiiiie e 29



S 24 NOESY spectrum and key of NOESY spectrum of fomitopin-D (4). ......cccccevevveiienne 30

S 25 HSQC spectrum and key of HSQC spectrum of fomitopin-D (4).......cccccoovvevviveivinnnnnn 31
S 26 HMBC spectrum of fomitopin-D (4). ....coveoveiiiiiiiie e 32
S 27 ECD spectrum of fomitopin-D (4). ....ccooi i 33
S 28 'H NMR (400 MHz, CDCls) spectrum of fomitopin-E (5). ....cccccrerervrirvrernereneririnenisennns 34
S 29 13C NMR (100 MHz, CDCls) spectrum of fomitopin-E (5). .......cccceevvrreeveerereererrererennn. 35
S 30 COSY spectrum of fFOMItOPIN-E (5). ...coveveiiiiiiiiiie e 36
S 31 NOESY spectrum and key of NOESY spectrum of fomitopin-E (5)........ccccceveviviiienns 37
S 32 HSQC spectrum and key of HSQC spectrum of fomitopin-E (5).......cc.ccccevvrviviirnnnnnn 38
S 33 HMBC spectrum of fomitopin-E (5).....ccccieiiiiie e 39
S 34 ECD spectrum of fOMItoPIiN-E (5)....cccciiiiiiiiiiiiie ettt 40
S 35 'H NMR (400 MHz, CDCls) spectrum of fomitopin-F (6). ........cccoovrvrvrvrrrirrisissininnns 41
S 36 3C NMR (100 MHz, CDCls) spectrum of fomitopin-F (6). .........ccceevevvvevrreererrererenae 42
S 37 COSY spectrum of fFOmMiItopin-F (8). ......ccveviiiiiiiiiie e 43
S 38 NOESY spectrum of Fomitopin-F (6)........ccccoeiiiiiiiiiicic e 44
S 39 HSQC spectrum and key of HSQC spectrum of fomitopin-F (6). .........ccccoverevieiirnnnnnn 45
S 40 HMBC spectrum of fomitopin-F (6). ........cccooiiiiiii i 46
S 41 ECD spectrum of fomitopin-F (8). ......cccooveiiiiiiiiiie e 47
S 42 'H NMR (400 MHz, CDClI3) spectrum of fomitopin-G (7)......cccccccovrvrvrvririririersisieieiennans 48
S 43 3C NMR (100 MHz, CDCls) spectrum of fomitopin-G (7)......cccceeevvvvivivirvrieririreerenen. 49
S 44 COSY spectrum Of FOMItOPIN-G (7)....coveeeeeiiiiiieie e 50
S 45 HSQC spectrum and key of HSQC spectrum of fomitopin-G (7).......cccccevevvveieicvnienne 51
S 46 HMBC spectrum of fOmMitopin-G (7). ..vooveeeeiiiiiiie e 52

S 47 ECD spectrum of FOMItOPIN-G (7). ..eeeeiiiiee et 53



S 48 'H NMR (400 MHz, CDCls) spectrum of fomitopin-H (8).........ccccccevvveevvercreieieiiereenn 54

S 49 3C NMR (100 MHz, CDCls) spectrum of fomitopin-H (8)..........cccccoveverririerereesinnnns 55
S 50 COSY spectrum of fFomitopin-H (8).......cceoviiiriiiriiiieeee e 56
S 51 HSQC spectrum and key of HSQC spectrum of fomitopin-H (8)..........cccccvvveviiviienns 57
S 52 HMBC spectrum of fomitopin-H (8). ....ccveoviiiiiiiiie e 58
S 53 ECD spectrum of fomitopin-H (8). .....c.ccovviiiiiiie e 59
S 54 'H NMR (400 MHz, CDCls) spectrum of fomitopin-I (9). .....ccccovrvrvrvrirrnrririsesienen 60
S 55 3C NMR (100 MHz, CDCls) spectrum of fomitopin-1 (9). ........ccceevvveevevereeeeesieeeen 61
S 56 COSY spectrum of fFOmMItopin-1 (9). ....coveveiiiiiiiieie e 62
S 57 HSQC spectrum and key of HSQC spectrum of fomitopin-1 (9). .....cccceevevviviiiiieiiiens 63
S 58 HMBC spectrum of fomitopin-1 (9). .....ccccveiiiieiie e 64
S 59 ECD spectrum of Fomitopin-1 (9).....cccoeieiiiiiiiresie e 65
S 60 *H NMR (400 MHz, CDCls) spectrum of fomitopin-J (10).........ccceceveeeevevereeerirereeeae 66
S 61 °C NMR (100 MHz, CDCls) spectrum of fomitopin-J (10)........ccccovvvrvririririrrsirieiennnns 67
S 62 COSY spectrum of fFomitopin-J (10)......ccccieiiiiiiie e 68
S 63 NOESY spectrum and key of NOESY spectrum of fomitopin-J (10)..........cccceevvivrvrnne 69
S 64 HSQC spectrum and key of HSQC spectrum of fomitopin-J (10).........ccccceevveveieiienns 70
S 65 HMBC spectrum of fomitopin-J (10)........coveiriririnieieieieeeeeee e 71
S 66 ECD spectrum of fomitopin-J (10).......ceoueireriririnie e 72
S 67 'H NMR (400 MHz, Acetone-ds) spectrum of fomitopin-K (11). .....ccccccevvvvvvreveererenenee. 73
S 68 °C NMR (100 MHz, Acetone-dg) spectrum of fomitopin-K (11). .......cccccovvvrrrrrrrrrrnnnne. 74
S 69 COSY spectrum of fFomItopin-K (L11).....ccoooieriiiie e 75
S 70 HSQC spectrum and key of HSQC spectrum of fomitopin-K (11)........cccceevvvviniirnnnnnn 76

S 71 HMBC spectrum of fomitopin-K (L11). ...cocceoiiiie e e 77



S 72 ECD spectrum of fomitopin-K (11). ...ccoiiioieiiie e 78

S 69 'H NMR (400 MHz, CDCls) spectrum of fomitopin-L (12). ....ccccorvrvrvrrrrneninnsinennns 79
S 70 3C NMR (100 MHz, CDCls) spectrum of fomitopin-L (12). .....cccccocevverririerereennnnnns 80
S 71 COSY spectrum of fFomitopin-L (12). ....ccoccveieiiie e 81
S 72 HSQC spectrum and key of HSQC spectrum of fomitopin-L (12)........ccccovevvvvvivinnnnnn 82
S 73 HMBC spectrum of fomitopin-L (12).......cccooeiiiiie i 83
S 74 ECD spectrum of FOmMItopin-L (12).....cccoveieiiiiirisie e 84
S 75 Anti-inflammatory activity of Fomitopsis pinicola fractions............cccoccvevviicieciiennns 85

Table 1. Crystal data and structure refinement for FOmitopin A........cccccooviiiieneicicin 86



S 1'H NMR (400 MHz, CDCIs) spectrum of fomitopin-A (1).
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S 2 3C NMR (100 MHz, CDCls) spectrum of fomitopin-A (1).
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S 3 COSY spectrum of fomitopin-A (1).
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S 4 HSQC spectrum and key of HSQC spectrum of fomitopin-A (1).

FP-5-v9 CDC13 102/09/14 AVIII400 HSQC
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S 5 HMBC spectrum of fomitopin-A (1).
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S 6 ECD spectrum of fomitopin-A (1).
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S 7 ORTEP drawing of fomitopin-A (1).
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S 8 'H NMR (400 MHz, CDClIs) spectrum of fomitopin-B (2).
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S 9 13C NMR (100 MHz, CDClzs) spectrum of fomitopin-B (2).

FP-6252-t7 CDC13 103/08/02 AVIII400 (C13)
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S 10 COSY spectrum of fomitopin-B (2).
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S 11 HSQC spectrum and key of HSQC spectrum of fomitopin-B (2).
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FP-6252-t7 CDC13 103/08/02 AVIII400 (HMBC)

S 12 HMBC spectrum of fomitopin-B (2).
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S 13 ECD spectrum of fomitopin-B (2).
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S 14 'H NMR (400 MHz, Acetone-ds) spectrum of fomitopin-C (3).
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S 15 13C NMR (100 MHz, Acetone-ds) spectrum of fomitopin- C (3).
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S 16 COSY spectrum of fomitopin-C (3).
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S 17 NOESY spectrum of fomitopin-C (3).
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S 18 HSQC spectrum and key of HSQC spectrum of fomitopin-C (3).

FP-5-7-5C Acetone-d6 103/7/31 AVIII400 (HSQC)

o J{

Y

]

i 1 1,

ppm

~100

~120

140

160

—180

—200

80 75 70 65 6.0 55 50 45 4.0 35 3.0 25 20 15 1.0 05

ppm

FP-5-7-5C Acetone-d6 103/7/31
ppm
@ ~15
A F20
N @}
~25
) 0
~30
Y
~35
40
5 g0
~45
I \ \ \ \ \ \ \ \ \
2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0 0.8 ppm



S 19 HMBC spectrum of fomitopin-C (3).
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S 20 ECD spectrum of fomitopin-C (3).
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S 21 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-D (4).

CDC13 104/05/21 AVIII400 (H1)
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S 22 13C NMR (100 MHz, CDClIs) spectrum of fomitopin-D (4).
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S 23 COSY spectrum of fomitopin-D (4).
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S 24 NOESY spectrum and key of NOESY spectrum of fomitopin-D (4).
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S 25 HSQC spectrum and key of HSQC spectrum of fomitopin-D (4).
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S 26 HMBC spectrum of fomitopin-D (4).
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S 27 ECD spectrum of fomitopin-D (4).
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S 28 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-E (5).
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S 29 13C NMR (100 MHz, CDClIs) spectrum of fomitopin-E (5).

FP-4-4+5-3-h1 CDC13 104/05/26 AVIII4O00 (C13)
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S 30 COSY spectrum of fomitopin-E (5).

FP-4-4+5-3-h1 CDC13, 104/05/26 AVIII400 (COsY90)
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S 31 NOESY spectrum and key of NOESY spectrum of fomitopin-E (5).

FP-4-4+4+5-3-hl CDC13 104/05/26 AVIII400 (NOESY)
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S 32 HSQC spectrum and key of HSQC spectrum of fomitopin-E (5).

FP-4-4+5-3-h1 CDC13 , 104/05/26 AVIII400 (HSQC)
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S 33 HMBC spectrum of fomitopin-E (5).
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S 34 ECD spectrum of fomitopin-E (5).
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S 35 'H NMR (400 MHz, CDCls) spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDCL3 2015/06/03 AV500
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S 36 1*C NMR (100 MHz, CDCIs) spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDC13 2015/06/03 AV500 C13
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S 37 COSY spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDC13 |104/05/30 AVIII400 (COSY90)
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S 38 NOESY spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDC13 ,104/05/30 AVIII400 (NOESY)
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S 39 HSQC spectrum and key of HSQC spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDC13 ,104/05/30 AVIII400 (HSQC)
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S 40 HMBC spectrum of fomitopin-F (6).

FP-4-4+5-3-h2 CDC13 ,104/05/30 AVIII400

(HMBC)

ppm

—100

~120

140

~160

—180

—200

T T T T T T T T T T
80 75 7.0 65 6.0 55 50 45 4.0 35 3.0 25 20 15 1.0 05

ppm

FP-4-4+5-3-h2 CDC13 104/05/30 AVIII400 (HMBC)

== = = = - 20
= - = - -
- - co k40
- - N = - 88
- 60
- =
L 80
100
120
-
L]
140
160
- &
. F180
2.6

24 22 20 18 16 14 12 10 ppm

FP-4-4+5-3-h2 CDC13 104/05/30 AVIII400 (HMBC)

ppm

o

E 50

E 60
°

E 70

E 80

E 90

£100

110

°-
F120
° °
.

F130
3

140
e a

£ 150
° o o

160

T T T T T T T T T T T T T
70 68 66 64 62 60 58 56 54 52 50 48 46 ppm




S 41 ECD spectrum of fomitopin-F (6).
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S 42 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-G (7).

CDC13 104/05/21 AVIII400 (H1)
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S 43 13C NMR (100 MHz, CDClz) spectrum of fomitopin-G (7).

FP-4-2+3-t4 CDC13 104/05/21 AVIII400 (C13)
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S 44 COSY spectrum of fomitopin-G (7).

FP-4-2+3-t4 CDC13 04/05/21 AVIII400 (COSY90)
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S 45 HSQC spectrum and key of HSQC spectrum of fomitopin-G (7).
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S 46 HMBC spectrum of fomitopin-G (7).

FP-4-2+3-t4 CDC13 04/05/21 AVIII400 (HMBC)
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S 47 ECD spectrum of fomitopin-G (7).
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S 48 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-H (8).

FP-5-9-3-1 Acetone 102/10/23 AVIII400 (H1)
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S 49 13C NMR (100 MHz, CDClz) spectrum of fomitopin-H (8).

FP-5-9-3-1 Acetone-D6 102/10/9 AVIII400 (H1)
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S 50 COSY spectrum of fomitopin-H (8).

FP-5-9-3-1 Acetone 102/10/23 AVIII400 COSY90
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S 51 HSQC spectrum and key of HSQC spectrum of fomitopin-H (8).

FP-5-9-3-1 Acetone 102/10/23 AVIII4O00 HSQC
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S 52 HMBC spectrum of fomitopin-H (8).

FP-5-9-3-1 Acetone 102/10/23 AVIII400 HMBC
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S 53 ECD spectrum of fomitopin-H (8).
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S 54 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-I (9).
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S 55 13C NMR (100 MHz, CDClz) spectrum of fomitopin-1 (9).

FP-6252-t5 CDC13 103/08/02 AVIII400 (DEPT135)

o N © 0~ — 010

< ] Q © o AN — o~ o000 O~
ITe) I 9] < ™ o 0O < N M o ©n o~
) ~ i} < < o ~ o~ SO E D
— — — — - — ~ n < NANANN A A

“““““ e e e e e R
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 ppm



S 56 COSY spectrum of fomitopin-I (9).

FP-6252-t5 CDC13 103/08/02 AVIII4O00 (COSY90)
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S 57 HSQC spectrum and key of HSQC spectrum of fomitopin-1 (9).

FP-6252-t5 CDC13 103/08/02 AVIII400 (HSQC)
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S 58 HMBC spectrum of fomitopin-1 (9).

FP-6252-t5 CDC13 103/08/02 AVIII400 (HMBC)
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S 59 ECD spectrum of fomitopin-1 (9).
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S 60 'H NMR (400 MHz, CDCls) spectrum of fomitopin-J (10).
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S 61 13C NMR (100 MHz, CDClz) spectrum of fomitopin-J (10).

FP-62-10-5-5-t1 CDC13 103/09/20 AVIITI400 (DEPT135)
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S 62 COSY spectrum of fomitopin-J (10).

FP-62-10-5-5-t1 CDC13 103/09/20 AVIII400
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S 63 NOESY spectrum and key of NOESY spectrum of fomitopin-J (10).

FP-62-10-5-5-t1 CDC1
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S 64 HSQC spectrum and key of HSQC spectrum of fomitopin-J (10).

FP-62-10-5-5-t1 CDC13 103/09/20 AVIII400 (HSQC
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S 65 HMBC spectrum of fomitopin-J (10). T e e

ppm
FP-62-10-5-5-t1 CDC13 103/09/20 AVIII400 (HMBC) - 0
e o
Los
s - 60
ppm = 80
0 100
S e, - 20
. k120
¢ % — 40 140
}°55D98
’ 8 Sa 1160
~ 60
= 180
e; L 80 0‘8 0‘.6 ppm
FP-62-10-5-5-t1 CDC13 103/09/20 AVIII400 (HMBC)
—100
[ . ppm
§ 120 3 -
06 60
00
g s
140 - &0
o 100
HE ¢ 160
—4f & 8 k120
[
° =180 F140
. ° o 2 ° 160
~200
F180
—3 o (=]
B T N I A U I 200
9 8 7 6 5 4 3 2 1 ppm 9‘.5 9‘.0 8‘.5 8‘.0 7‘.5 7‘0 ppm



S 66 ECD spectrum of fomitopin-J (10).
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S 67 'H NMR (400 MHz, Acetone-ds) spectrum of fomitopin-K (11).
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S 68 13C NMR (100 MHz, Acetone-ds) spectrum of fomitopin-K (11).

FP-5-13-8-2C Acetone 102/12/15 AVIIT400 (C13)
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S 69 COSY spectrum of fomitopin-K (11).

FP-5-13-8-2C Acetone 102/12/15 AVIIT400 (COSY90)
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S 70 HSQC spectrum and key of HSQC spectrum of fomitopin-K (11).

FP-5-13-8-2C Acetone 102/12/15 AVIIIA4O00 (HSQC)
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FP-5-13-8-2C Acetone

S 71 HMBC spectrum of fomitopin-K (11).
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S 72 ECD spectrum of fomitopin-K (11).
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S 69 'H NMR (400 MHz, CDCIs) spectrum of fomitopin-L (12).

FP-6256-t1-t2 CDC13 103/08/18 AVIII400 (H1)
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S 70 3C NMR (100 MHz, CDClz) spectrum of fomitopin-L (12).

FP-6256-t1-t2 CDC13 103/08/18 AVIII400 (C13)

194.98
——155.06

_—147.93

T—146.19
118.69
118.49
118.31
77.21

—52.06

4485
4154
~—39.66

| ' | ' | ' | ' | ' | ' | ' | ' | ' | ' | '
220 200 180 160 140 120 100 80 60 40 ppm



S 71 COSY spectrum of fomitopin-L (12).

FP-6256-t1-t2 CDC13 103/08/18 AVIII400 (COSY90)
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S 72 HSQC spectrum and key of HSQC spectrum of fomitopin-L (12).

FP-6256-t1-t2 CDC13 103/08/18 AVIII400 (HSQC)
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FP-6256-t1-t2 CDC13 103/08/18 AVIII400 (HMBC)

S 73 HMBC spectrum of fomitopin-L (12).
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S 74 ECD spectrum of fomitopin-L (12).
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S 75 Anti-inflammatory activity of Fomitopsis pinicola fractions.

) Superoxide anion Fraction Elastase release
Fraction
1Cs0 (LM)? Inh % ICs0 (uUM) @ Inh %
FP1 >10 1645+ 1.75  *** FP1 >10 16.10 + 5.06 *
FP2 >10 19.68+1.91  *** FP2 >10 17.05+3.73 *
FP3 252+0.24 | 6855+1.61  *** FP3 >10 1759+ 348  **
FP 4 222+0.17 | 68.73x1.20  *** FP 4 1.88+0.26 | 94.52+555  ***
FP5 1.64+0.01 | 90.26+0.68  *** FP5 285+0.66 | 95.39+6.53  ***
FP 6 406+0.24 | 84.46+2.07 *** FP 6 3.38+0.89 | 89.15+£891  ***

Percentage of inhibition (Inh %) at 10 uM concentration.

*P<0.05, **P<0.01 compared with the control value.

aConcentration necessary for 50 % inhibition(ICso)



Table 1. Crystal data and structure refinement for Fomitopin A.

Identification code Fomitopin A

Empirical formula C15H18 04

Formula weight 262.29

Temperature 150(2) K

Wavelength 1.54178 A

Crystal system Orthorhombic

Space group P212121

Unit cell dimensions a=6.6564(2) A a= 90°.
b =10.3704(3) A b= 90°.
c=17.9622(6) A g =90°.

Volume 1239.92(7) A3

Z 4

Density (calculated) 1.405 Mg/m3

Absorption coefficient 0.831 mm-1

F(000) 560

Crystal size 0.45 x 0.36 x 0.32 mm3

Theta range for data collection 4.92 to 72.19°.

Index ranges -7<=h<=5, -12<=k<=12, -21<=I<=21

Reflections collected 4664

Independent reflections 2382 [R(int) = 0.0183]

Completeness to theta = 72.19° 98.3 %

Absorption correction Semi-empirical from equivalents



Max. and min. transmission
Refinement method

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

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter

Largest diff. peak and hole

1.00000 and 0.96185
Full-matrix least-squares on F2
2382/0/180

1.022

R1 =0.0375, wR2 = 0.0975
R1 =0.0407, wR2 = 0.1000
0.0(2)

0.216 and -0.192 e.A -3



