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dooog bbbbobooobbobooooooo
goooobogboobooboooboonbooba
gobboooooobooobogooboo
gboobooboobobooboboboboboo
O0ooooogooooooogooo
00000 -000 (Isabella Karle; 1921/12/2-
2017/10/3) 00000000 00000000
oooooboobobooboboooboobobo
gooooboogn

0000000 Herbert Aaron HauptmanO O
0000 Jerome KarleDOOOOOOOOOOO
198 00 00000000000000O0O0O
252 0O0O0OO0OOOOOOOOOO

0000000 (Symmetric center) 00 OO
00000D0000U0o0oOooO o0 «(180°)
O000000oooooo 200000000
gbooooboogoooobooooooonoog
goooodbob goooboooobooobo
goooobogoo

goboooboobooooboon

F, = /Ce” p(r) exp[—i27(h - r)]dv (2.1)

:/ p(r)exp[—i2w(h - r)]dv

+cell/2

+/ p(—r)exp[+i2n(h-r)|dv. (2.2)
—cell/2

oooof,,dwDD00 100000000
00 [, e, 000000000000000
Jevenpdv 00OOOOOOOOOOOOOD
OO0p(r) 00000000 r 000000000
h(= ha* +kb*+lc*) 00 DD0O00DO0O0O00DO
0000000000000000 A [p.20]00
000D0000D00000000000000
D00D0000000p(-1)=p(r) 000000
0(22)010002000000000000
00000000, A/ 000000000000
00 AR, 00000020000000000
000D0000D0000000000000
0000D00000000000 000000
000D00000D00000000000000
000D0000000000000000000
000000000 ROODOODOODOO0OO
000D000000000000000000
0oooo
000D00000D0000000000000
000D0000D00000000000000
00000000LO0DOODODOOOOOL
000D0000000000000000000
0000000
253 000000000
00000000 00(1] AutoD0DOO0DOD
000D00000D00000000000000
000D0000D00000000000000
000000000000
000D0000D0000000000000
000D0000D00000000000000
000D0000D00000000000000
000000 SIR2000000000000
ooo
0 2.15[p.8] DM O M Solve D00 M OOO



8 020 CrystalStructure 0000000000
| | ” LU S HELXL 2013 R |
Solve v Ref M: i |
SIR2011 : ine fain | Restraints & Constraints | Twin |
{;’ MNext E-map SIR2008 » Number of cycles: [~ f
Mode! Patterson Methods »  SIR2004 » S e o [ Fetie extoctin |
Orientation Search »  SIR2002 » z 2
; ESCl bl iat I™ Edit input file before SHELXL run
& Translation Search »  SIR47 4 — s [ Fe S
 EESTT = amping factor:
= o SIRu2 9
SIRES »  Hard X Report Resolutions (2theta): [0000 0.000
{} SAPI9T b. o Weight = 1/[siema(Fa2)"2 + (  [0.1000 *P)2+ [0.0000 *P]
- Report I

SAPII0 >

0215 0DO00O0O0O0O0O0OO0ODOOODOOODOOD

Meszages:
CRYSTALS DOMNE

ir = Ci¥¥data¥¥l Ok itouds
Solve structure successful

0216 DO0OOOOOOODOOO

0217 ODODOOOOOOODOOO

0000 SIR200000000 000 Default
dododoooobobobobobboboboobooo
OodooogooooSIROOO00O00o0od
oooooooooobooboboboboobooo

CrystalStructure 0000000 OCOOO0O
0216 00SIR2000000000000O0O
0000000 0boboooooooooooo
oooooooooooboobbooboboooo
00 217000000000000DO0000ODO
0000000000000000O 216000
0o0o0ooooooobooboobooooooon
0000 217000000D00OO0DOOO0OO
ggd

02150 Defanlt OO O ODOODOODOOO

Gorrection Options
[V Apply absorption correction r

Select Program =
& SHELXL € SHELX ‘ Use recommended weights

Fourier Options

IV Fourier after LS Number of peaks:  [25
Coefficients: [Difference - ¥ Plot molecule

Save Options

I Save current project [V Save current atom data

[ ok | ] Cancel | |

0218 0D00OO0OO0OOO0ODDOOD (Shelxl)

nced | Restraints | Constraints | Special | Weieht | Twin |
Mode: Refine -
Number of cycles:  [5 [V Gonvergence test
20 |¢000: Use all data)

Sigma cutoff:

a [" Refine extinction |
= Report I Refine Flack parameter
Refine on ﬂ € F-squared
ights:  [Unit — +]
Correct tion Options

~Fourier Options
¥ Run Fourier after LS

[V Scan Map for Peaks ‘

Save Options

[~ Save current project [ Save current atom data ‘

[ Run | ] Cancel | A |

0219 000000000000 (Crystals)

D000000Default 000 Hard OO OO O
O000000o0oU0ooodooooooooo
00000D0Doooooooo SIROOOOO0
000000 SIRODODO0O0OO0O0O0OO0OD0OO0O00
0000 B [p25|0000000OOOOOOOO
0000000000000 000D0O0OA0C Crystal
Structure 0 00000000 OCOOOOOO
00 M struct\tmpOO 00000000 *.cif_od
O0o0odoooooooooooooooooo
00§21 [p.3)00000000O0O0OOO

26 00OODOOODOO

261 OD0O0OODOOOOOOOO
000000000 Refine 00000000
0000000 MM Least SquaresI Fourier[1TJ
00000 Least SquaresdO OO O0O0O0O0O0O
0210 [p.5) 000000000 OO Shelx120130
OOCrystalsOOO OO0 OOO00OO0OOOOO



26 00000000

E——

| Cycle: 4
62

iy

Ix

CRYSTALS: Refinement Results

After 4 cycles
R1 [1>2.0sigma(l)] 513
R [1>2.0sigma(l) 513
WwR [1>2 0sigma(l)] 624

Observations: 2852
Goodness of it 11.050

Comvergence

Sum of squares of ratios 0.00
Maximum shift/error 0.007

I~ Check Acta

ok | View output file | Gancel

Z

0220 0O0O0O0OO0OO0OOOOOOOOO

000 21800000 219000000000
ooogad

O00CrystalsOOOODOOO0O0ODOOOOOO
O00MShelxl20130 00 0000O0O0O0DOO0O
00000000 0 21800 Use recommended
weights 0000000000000 O0OKOO
000000000000 m CrystalsOO OO0
ddoooooooobobobbooboboooo
0000000000000 OD (DOooobo)o
000000o0o0o0oooooooo 218000
0 Refine extinction 0 000000000000
0000000000 000 ORefine Extinction
00000000 ROODOOODODOOOOOO
ooooooooooooboboboooobooo
2.18 0 0 O Refine extinction 0000 0COO OO
gbgboboboboboooooooonon
ogod

0 2.19 0 O Sigma cutoff:0 2.0, Refien on:0
F, Weihts:O Unit 0000000 Run OO 000
g00oo0odooooooooooogoooo
00 220000000000000000000
O00000D00000DOO0O0OdSigma cutoff:
000 000 (CODODD0DDO0DO0ODOOOOOOO
00o000ooo)ooooo

PRINTER  connected to refine.out
Checking SPECIAL positions subject to tolerance of .60000
Ref inement directives (LIST 12) processed to activate const
Floating origin in v direction

Refinement of 93 parameters in 1 block(s)
requiring 4573 elements for the least sauares matrix - |
36 Blocks,

Space reauired on DISK is 9 records,

1 Symmetry restraints written to LIST 17

Sucrose(f

Structure factor least souares calculation number 5

h k | Fo Fe

3.37 2.78
3.19 4.36
3.17 4.07
5.91 7.29
3.04 2.18
37.97  44.59
6.61 7.89
3.23 2.17
14.93  17.50

v oo Lddhdd

~ WD ww DD D s
coocoooooo

0221 OO0O0OO0OO0ODOOODOOODOOODOOOOO

C:¥data¥K (¢
)& B o | £ | @ ]

vi|3|m|¢ e m| 4]

0222 0000000 ON/OFFOODOO
oooooooooooon

0 2.20 00000 View output file 0 0000
goooooooo 2210000000000
dodoooooooobobobbooboboo
0oo00oooooOoo |F,looooooooo
goodoooooooooooooooooo
|F.|000000000000000000O0OO
oooooooo

022000000000000000O0DOO
goodooooooooooooooooogo
000000 2.22 00]1] Peak ON/OFF OO
dddddoooooooooooooo
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020 CrystalStructure 0000000000

Open Project |

O

Evaluate Data |

Name and Renumber
Refinement attributes

Add hydrogens

b Ref  Delete atoms
Bonds+#neles
Least 5¢ Distance
O fngle
 Packing
Fouri Symmetry expansion
Move atoms

fitoms On/Off
Peaks On/Off
Remove ghost peaks
Spin atoms

0223 DO00O0O0O0O0OO0ODOOODOODOOD

x|
All non-hydrogen
v _aniso (U) All hydrogen
I~ occupancy E
Fitkine Clear selections
atom  temperature factor xyz OCCUPaNncy
01 isotropic refine fixed -
02 isotropic refine fixed
03 isotropic refine fixed
04 isotropic refine fixed
(013 isotropic refine fixed
06 isotropic refine fixed
07 isotropic refine fixed
08 isotropic refine fized
09 isotropic refine fixed
010 isotropic refine fixed
011 isotropic refine fixed
C12 isotropic refine fized
€13 isotropic refine fixed
C1l4 isotropic refine fixed
C15 isotropic refine fixed
Cl6 isotropic refine fixed L]
oK | Cancel | Apply |

0224 0DOOO0OOOODOOOOOOO

262 00000O0O0OO0OOOOOO
dodooooooboboboboboboboobooo
gbogoooooobobobboboooonon
000ooooooooooobobooobooon
oooooooooooboobobooboboooon
ggad
O00000000ModelOODOOODOOODO
0 0O 2.23 000 00O Refinement AttributesOO
000000000 2240000000000
0 Mxyz(xyzOOOOOO)OOO aniso(0D 00O

0000)0000000000 All non-hydrogen

~ Refine type
¥ xy2 All non-hydrogen
|~ Biso
[V aniso (L) All hydrogen
[~ occupancy
Ehne Clear selections
(e s
atom (temperature factor xyz 0CCUpancy
08 anisotropic| refine fized :]
09 anisotropic| refine fized
010 anisotropic | refine fized
011 anisotropic| refine fized
C12 anisotropic | refine fized
G13 anisotropic| refine fized
Cl4 anisotropic| refine fized
C15 anisotropic| refine fized
Cl6 anisotropic| refine fized
€17 anisotropic | refine fized
Cc18 anisotropic | refine fixed
€19 anisotropic | refine fized
c20 anisotropic | refine fized
G21 anisotropic| refine fized
€22 anisotropic| refine fized
€23 \anisotropi;/ refine fized b
0K | Cancel ] Apply |

022 0000O00O0OOO0OOOODOODO

0226 000O00DDO0OODOOODOODODOOO

O0000Apply 000000000 OOOOO
0220000000000D0ODOD0OCO
O0xyz(xyzOODOOODO)OODaniso(0OO0O
0000) 0000000000000 0MmMOK
gogbogobooboboobooooboooo
ob226000000000000D0OD0O0OO
ooboooobooboboobboooboooo
00O0D0OooOO 227000000000 OOOd
Oo0ooKOOoooooooooooooooo
gbbooobooboooboobooobb
gobooobooboboobooobooboo
0000000000 222 [p.9] 0001 Peak
ON/OFFOUOOUODOOOOOODOOO
263 ODOOO0OOOODOODOO
2621 00000000000
O00000000OModelDDOOOQOODO
0 2.28 00000 Refine Attribute 00 00 0O

0 Add hydrogens0 DO O OO0OODO 0O[1] Add



26 00000000
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|
| Cycle: 4
6.2
R
5 54 51 St
' \
wR 6.2 6.2 6.2 6.2
fl 2 3 4 5

CRYSTALS: Refinement Results

After 4 cycles:

R1 [I=2.0sigma(l)]
R [1>2.0sigma(l)]
wR [I>2.0sigma(l)]
Variables:
Observations:
Goodness of fit:

Convergence:
Sum of squares of ratios:
Maximum shift/error:

[~ Check Acta

ok |

View output file

5.13
5.13
6.24
208
2852
11.050

0.00
0.007

I Cancel I

0227y 0OOOO

Refinement Tool
GRYSTALS

goooboobaoobod

oo z|o|s|E|| o] 8

] Auto ]

Open Project l

O

Evaluate Data l

O

Solve l

O

Mot

Name and Renumber

Bonds+Angles
Distance
L Anele

Packing

Least €

Symmetry expansion
Move atoms

Atoms On/Off
Peaks On/Off
Remove ghost peaks

’ [1] Add hydrogens "2~ ‘

Spin atoms

0228 0O

gooooo

0229 0D00O0OOO0OOOOOODO

0231 000OOCOOOO

hydrogen 000000000 OCOOOO 2.290
obobOooOobOooOobOobbooOg 22900
O Generate all hydrogen atoms geometically O
gobooobooboboobboooboooo
ggbogoboobobooboooboooboo
ggbogoboobbooboooboobo
goboooboobobooboooboooboo
ggo
26220000000000000
02290000Noned0 00000 OOOODO
oo ooooooooo
gbooobbooobooooooobooboogo
O0MApply 0000000000 OOODOOO
o0ob0 230 00000000000DO0O0



12 020 CrystalStructure 0000000000

x|
-Refine tiie
All non-hydrogen
[~ Biso
I~ aniso (U) All hydrogen
|~ occupancy
e Clear selections
atom  temperature factor xyz occupancy
H7 fixed refine| fized A
HB fixed refine| fixed
H9 fizxed refine| fixed
H10 fired refine| fixed
H11 fixed refine| fized
H12 fixed refine| fixed
H13 fized refine| fixed
H14 fizxed refine| fixed
H1S fized refine| fixed
0232 O0O00OoOoOooOooo Hi6  fixed refine| fixed
H17 fized refine| fized
Hi8 fized refine| fixed
H19 fixed refine| fixed
H20 fixed refine| fixed
H21 fixed refine| fixed
H22 fized \refine/ fixed o
oK | Cancel | Apply I

0235 000000000000000

Least squares refinement menu ] x|

Default IAdvancad | Restraints | Gonstraints | Special | Weight | Twin |

0233 0DO000000O00ODOO0OO0ODOOODOOOO toce Pefine |
Number of cycles: IR— ¥ Convereence test
Sigma cutoff: ( 0.00: Use all data )
Solve I Refine extinction 'W

O I~ Refine Flack parameter

Refiwon:
MName and Renumber WWeights: | [Sheldrick -

ient attributes

Model

Add hydrogens
Delete atoms

~Correction Options
‘ ¥ fpply absorption correstion I~ Apply decay correction ‘

- Fourier Options

Least Square Bonds+fneles ¥ Run Fourier after LS ¥ Scan Map for Peaks
Distance
G fnele Save Options
Packine ’7 [ Save current project V¥ Save current atom data ‘
Fourier

Symmetry expanzion
0 Move atoms Run ] GCaricel | Save |

ftoms On/Off
Peaks On/Off
Remove ghost peaks
Spin atoms

- Report
023 0DO00O0O0O0OO0OO

0234 000DO0OOoOoooOooOo

"Default | Advanced | Restraints | Constraints | Special Twin |

Parameters for Sheldrick weighting:

goooobogbobooboooobooonbooba
000000 HydroxydODOOOOOOOO
O0000OApply 0000000000000

0231 [pll]j00000000O0DOODOOO

Weight =

jhe /o 00064 *Fo™2 + [1.0000 * sigmaFo™2 + |0.0000 )

Parameter 1 Parameter 2 Parameter 3

Default values | Calculate values I

Weight above is divided by 4Fo™2 for F-squared refinement.

000000000000MethineDOOO00O0O Crystols |
00000000 OApplyDODDOOOOO @ e couin
0000023200000000000000

OK

0000000000 MethylenedOO 0000 —r
00000000 Apply 00000000000
0000000000000000000K OO 0237 DoODObooOOOOOOOOO

000000000000 233000000000
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| Cycle: 5

[N Refinement results x|

CRYSTALS: Refinement Results

After 5 cycles:
R1 [I>2.0sigma(l)] 2.86
R [all data] 3.05
WR [all data] 6.71
Variables: 214
Observations: 3062
Goodness of fit: 0.918
Convergence:
Sum of squares of ratios: 372
Maximum shift/error: 0.496
I~ Check Acta
oK I iew output file I Gancel I

0238 0OO000O0O0O0O00COO

262300000000000

O0O000O000OModelDODO OO OOO
0234 000000000000 Refinement
attributesO0 000000000 2350000
go0bo000bDbO0xyzOQOoODOOOoooDOO
0000000000 Al hydrogens 0 0O 0O [
ODApply00000O0O0O0000O0O0O0DOOOO
go0ooodoooooooooogogoooo
OO00000ooooooKOOoOOoOoOoooooo
ggad

O00000D000Refine0 00000000
000000000 Least squares0 000000
00000 023600000000 Sigma cut-
off:0 0.00, Refien on:0 F-squared, Weihts:O
Sheldrick 00000000 2.37 000 Weight
O00000000MmM Calculate values 00 0 00O
oo ooobooobooobooo
O0oo00oooooooooo@moOKOoOooOoo
ORuwmOO0O0OOCOOOOOO0OODODOO 23800

" Default | Advanced | Restraints | Gonstraints | Special Twin |

Parameters for Sheldrick weightine:

eight =

if vE A ID,UUUZ * Fo72 + |1,DUUU * sigmaFa”2 + ]U-UUUU )

Parameter 1 Parameter 2 Parameter 3

Default values I | Calculate values ||

Weight above is divided by 4Fo™2 for F-squared refinement.

CrystalStructure x|

‘0‘ Finished calculation.

I Run I Cancel I Saye I

0239 000000O0O0OODOOOOOOO (O)

x4
Advanced | Restraints | Gonstraints | Special | Weight | Twin |
Mode: Refine v]
Number of cycles: [ v Convereence test

0.00 { 0.00: Use all data )
[V Refine extinction 0.00000
[V Refine Flack parameter

Refineon: ¢~ F (& F-squared

Weights:  [Sheldrick v I

F’Jorrec( ion Options ‘

Sigma cutoff:

|V | Apply absarption correction I” Apply decay correction

Fourier Options
[ ¥ Run Fourier after LS |V Scan Map for Peaks ‘

Save Options
[ |~ Save current project [V Save current atom data ‘

[ Run ” Cancel I Save I

0240 0DO00O0DOOOOO (D)

gogbogoboobboobooobooboo
2624000000000000
00000000000 00000 Weight O
000000 Calculate values 0 D OO0O0O00OO
000000 2390000000000 MmMm 0K
000000000000 00Defanlt000CO0O
000 24000000000000000 (Ex-
tinction; 0000 00) O Flack Parameter(O
0000000O000O00D0O0O) DoOOoOooo
gboobooobooboobogobog boo
O0O000Shelx1201300 0000000000
0000000 2.18 [p.8] OO Refine extinction
ooooooooobooooooobobbboboon



14 020 CrystalStructure 0000000000

[ File View Display Parameters HKL| Utilities |Graphics Tools  Window

List Atoms
| Cycle: 2 Refinement Tool——————————————  |ist Peaks
’7 — Compare formula to model
Cell reucton i
&I _ fs of symmetry
TLS
Open Project | Hydrogen bonds
Systematic absence analysis
0 Ai;solute configuration a:alysis
Evaluate Data | Analyze LS results »
Sort atoms lis »
0 Rel:ovter old at‘oms file
0 1 2 13 4 5 Solve | PLATON »
x| COD Database Search
0 Anele ..
CRYSTALS: Refinement Results Madel Rieid eroup .
— Dummy Atom »
After 2 cycles:
R1 [1>2.0sigma(l)] 2.85 0244 00O0000OO0O
R [all data] 3.05
WR [all data] 6.29
Variables: 216
Observations: 3062
Goodness of fit: 1.019
(FRack parameter 1.1% | OMRumOIOO0OO(@UOODOKOOOO)O
Convergence:
gSumofsquaresofratiosz 112 Oododoooooobooooobooooon
Maximum shift/error: 0.301
24100000000 Flack parameter 000 O
000000000 o0o00doooo1oooo
(o)
=l e 0000000000000000000000
— 000 Flack parameter 1.1950 000000
0241 DOO0ODOOODOO(O) odooooooooooooobooboooogao
godoodoooooobooooobooooon
000 Check ActaD0 O 00O0O0000OKOO
[Ghection s x| oooooooooon
0 2.42 0 00 Max. Shift / Error00 0000
rra g | 050 0000 Acta Cryst. CO0O0O0O0DOD000
@ D00000DDOALARTOOOOO A, B, C
T e e 0300000000ALART AODOOOOO
= ogoooaad

0 2.39 [p.13], 240 [p.13],241 000000
0000000o0o0oooog 243 000ALART
00000 BOOOODOOOODO 24100000
000 Flack parameter 0000 OOO0OO0OO

0 242 Acta Cryst. 000000

R - D0000D0D000000000 2440000
N 00000000ty 0000000000
i | e 00000 Invert structure 000000000

o e 00O000000000000000
RN 0 2.39 [p.13], 2.40 [p.13], 241 000000

0000000000 Max. Shift / ErrorD O O

0000000000 Goodness of it O O
010000000000 R1OwROOOO
goooooooooooooooooogogg

0 2.43 Acta Cryst. 000000 (O)



277 0O0O0OOOO
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| Cycle: 3
3.0 u 3.0 3.0
R B
63 /GX 6.3 6.3
wR
0 1 2 3 4 5
i
CRYSTALS: Refinement Results
After 3 cycles:
R1 [I>2 0sigma(l)] 2.86
R [all data] 3.05
WR [all data] 6.29
Variables: 276
Observations: 3062
Goodness of fit: 1.019
Flack parameter: -0.205
Convergence:
Sum of squares of ratios: 0.07
Maximum shift/error: 0.012
[V Check Acta

0K ] View output file Cancel l

A

0 245 ActaCryst. 0000000 (0O)

x
Check for Acta
Mu xR T 0.029
Data Completeness : 0.990
Refl / Param ratio  : 11.094
Max sin(theta)/lambda: 0.6491
R1 2 0.0286
WR : 0.0629
Max. shift / Emor  : 0.012
Goodness of fit s 1.019
Close

0 246 ActaCryst. 000000ODO (0OO)

oo000000 024500 2460000000
gobooooogooooooDo

27 0O0OOOOOO

0247 000000000000DO0O0ORe-
port 0000000000 DOOOOOOORe-
port(I1] CIFIT ValidateO O 30000000
gdddddooooooooooboboboobooo
goboooobooon

- Feport

Report
Sr
CIF
S

Walidate

U S —

0 247 Report 000 O0O0OO0OO0O0ODOOOOO
O03000000000000

[Fobies meny S

Structure factors

— IX

Extra Bonds and Aneles

xy2/Uij | Bonds and Aneles | Torsion aneles | Planes
4
[V Separate hydrogen tables
Field width: |14
Omit hydrogen atom
L 2 No. of decimals: 4
v Remove parenthese
Thermal parameters —————————————
Likieezads Field widt: |11
I~ Double space No. of decimals: 4

[ Create report ﬂ Cancel I Create tables I

0248 0O0OOOOUOOOODOOOOO

a = T7713QA
b = 86642)A B = 103.014(5°
c = 10812(3)A
V = 704.0(4)A3

For Z = 2 and F.W. = 34230, the calculated density is 1.615 g/cm3. Based on the
reflection conditions of:

0k0: k=2n

packing considerations, a statistical analysis of intensity distribution, and the successful
solution and refinement of the structure, the space group was determined to be:

0249 0D0OO0O0DOODOO (etf00000O0OD)

271 rtfO0O0OOOO

ODO00OO00OOOReport00O0O0O0OO0OODO
248 0000000 Create report 0 00O 0O
00000000 OooDoooooooon rtfo
00000000 24900000000 O0kO
k=2n000k0000000O0k000C0C0O0OO
dodoooooooooooboboooooon
0P2,(#4)00000000000000O0O0OOO
0000000000000 00 B[p25)00
oooooooo



16 020 CrystalStructure 0000000000

GrystalStructure 3 ] x| 8% http://journals.iucrorg/serv 0 ~ & HY.: Yahoo!7JL >4 —: 2015%:

| Wirite CIF reflection file 7
e retisstion e checkCIF/PLATON (basic structural check)

Welcome to the checkCIF/PLATON service, which is operated by the IUCr. You
St | Please upload your CIF using the form below.
T.‘Iid:;,:;:_Okitsu\Zm4_09_28_VariMaij§F . r—‘lSem'lCIFforchetm;l
0254 Send Cif 000000 OOODOOO
Cif.Cif 0 IUCr00oooooooooooo
oogn

0 250 Cif.cif00oO0O0ooo

Validate CIF

|sa

[CF file Al
C¥data¥K_Okiteu¥2014_09_28 VariMax Sucrose¥structure solved_2015_02_06_00 T¥CIF cif | ‘

L
1) Copy above string of CIF file. Copy to Clipboard b N
e‘ R http://vmo2b.iucrorg/cgi-bi O v & || ¥ Yahoo! L2 4—: 2015828 | 32
2) Open the internet browser and paste this string. Open a Browser =

BEIAD(A — AT Z(H

3) Push “Send CIF for checking” button on IUCr web site.

LJ checkCIF/PLATON report (basic structural check)

No syntax errors found. CIF dictionary
Please wait while processing .... Interpreting this report

0 251 OpenaBrowser 000D0O00O00O0DO Datablock: Sucrose_2014_09_28_001
Bond precision: C-C = 0.0033 & Wavelength=0.7107
Cell: a=7.712(3) b=8.662(3) c=10.812(4)

alpha=90 beta=102.983(5) gamma=90
Temperature: 273 K
Calculated Reported

Volume 703.8(4) 703.8(4)

( Space group P 21 P 289
Hall group P 2yb P 2yb
Moiety formula 12 H22 011 €12 H22 011
Sum formula C12 H22 011 Ci12 H22 011

0255 0D00O0OOO0OOO0OOOOPLATONDO
checkCIF/PLATON (basic structural check) ooooooooo

Welcome to the checkCIF/PLATON service, which is operated by the IUCr. Yc
Please upload your CIF using the form below.

File name:

[ &8 . || SendCIF for checking |

aAlert level A

PLAT415_ALERT_2_A Short Inter D-H..H-X H8 .. H1BA .. 1.73 Ang.
0252 IUCt0O0DO0OOO0OOOOD PLAT417_ALERT 2_A Short Inter D-H..H-D  H6 .. HS ..  1.58 Ang.
PLATONOOOOOOOO eAlert level B

PLAT420_ALERT_2_B D-H Without Acceptor 08 - HB8 .. Please Check

@Alert level C

STRVAO1_ALERT 2 C Chirality of atom sites is inverted?

From the CIF: _refine_ls_abs_structure_Flack 0.800
From the CIF: _refine_Is_abs_structure_Flack_su 0.500

PLAT415_ALERT_2_C Short Inter D-H..H-X H8 -HAGA .. 2.10 Ang.
2 v FLWIAIIS— PLAT482_ALERT_4_C Small D-H..A Angle Rep for 06 .. 010 .. 99.50 Degree
.. apps ~l 2 9Alert level G
CHEMS02_ALERT_1_G Please check that you have entered the correct
'] data L] atomS_back _publ_requested_category classification of your compound;
1. K_Okitsu |_| average.det
0256 DO00O0OO0O0OO0OOOOO
J/ 2014_07_07_001 |_| average.out
J 2014_07_31_004 | || average.sun
: || bond.tmp
), 2014_09_28_VariMax_Sucrose .
3 || bond_h.tmp
J. structure_1992 b [ CiFcif
1y structure_2011 [ contact
J. structure_org || crfile.dsc 272 CIFODODOOOOO
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a and b represent h, k, or

eee

eeo0 eoe
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K ee e0 \
tot| obsd <I/sig> totl obsd <I/sig>
49.5 36 58.0

hhi refl 27 24 35
h-hl refl 30 [2] 28 49.2 37 35 55.7
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