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Shifts: 0.0000 0.0000 0.0000
Mosaicity: 0.5800
Sigma: 0.0029
Shift: 0.0000
Detector:

0
DetTrans: ¥Shift, Yehift, Distan: -0.293 0.823 34.994
Sizmas: 0.0015 0.0014 0.0078
Shifts: 0.0000 0.0000 0.0000

DetRots: RotdboutBeam, 2Theta, R: 0.103 10.278 -0.018
Sizmas: 0.0041 0.0067 0.0068
Shifts: 0.0000 0.0000 0.0000

Source
Wavelength, Rotl, Rot2: 0.7107 0.000 0.000
Sigmas: fixed fixed fixed
Shifts: fixed fixed fixed

Ref inement residuals

rmsResid (4-1) = 0.00089

meResid (m) = 0.0443 EXCELLENT, less than or equal to 1 pixel (0.137 m). h
meResid (Deg) = 0.0474 EXCELLENT, less than 174 the mosaicity.

Ref lect ions in list: 70

Ref lect ions accepted [blue]: 5109

Reflections rejected [ red]: 0 (|¥obs-Hcalc| >= 1 mm, |Yobs-Ycalc| >= 1 mm,
or |Rotobs-Rotcalcl >= 2 des)

Ref lect ions ignored [green]: 661  (I/sigl < 10
or outside resolution of 6.79 1o 0.77,
or Lorentz factor too large, etc)

direfine - INFO wrote header file dtrefine.head

dtref Inmerge: Copyright (c) 1986 Molecular Structure Gorporation
HTREK version 7.1881 -- May 1 2001
Command | ire:
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(Data Analysis)

000000000000 O000D0O00D0DOCentricityd Space GroupOteXsanO OO OO OO0 OoOoOoooOOoOoO
O00D0Lae0 00000000000 DOODOODO0O0ORUNOOOODOOODOOOOODOOOOOOK
oooooood

Laue H 3
Max R-meree Iu_1 RO000 ,,I Reflection List
Idtintegrate.ref j
Highest Laue Symmetry  [all -

¥ Only check Laue eroups compatible with
current cell

¥ fverage Bijvoetz (Azsume I+ = )

Run I Cloge Save Defaults...

Laue Results
Laue LInicjue: Calc Ohserved
Clazs Axis Groups Bt Putt Rimerge Pass?
=l 9 2670 1.00 240 003 [PASE]
2im a 2697 200 3.30 0.03 [PASE]
2625 200 323 003 [PASE]
2840 200 321 003 [PASS]
2218 4.00 438 003 [PASE]

OOOCentricityd0000O00D0COOOOClosed0DOCOOOODO

Reflection List

dtinteerate.ret ﬂ

TR T Close Save Defaults..
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(Numerical Abs Cor)

O0000OOO000Oo00oDoOo0oOoU0U0bDDOEmpiricalD 00 0D0OOO0O00ODOOODOOOODDO
gogo

O0000O0OO0ODOOOONumericalDO0ODOOOOOODODOOODODOOOODODODOOODOOOODO

000000000 Show manual Instrument Controld O O w 0000000 Manual Instrument ControlO O O
oooooooooa

oJ00O00OMovetoOOOODOOMovelDODOOODOOO
20000000MovetoOD O OOMovelDODOODOOODO
xBUOODOOOMovetoODO DO OMovelDODDODOO
o0 0DO0OD0MovetodOUDOOMovelUDOODOOOO

gobooobooobobooobb4boogboooboobobooobboobbooobobon

RaxvideoOOOOOOOOOOOOOOOOOOOCODOODOOViewCrystalD OO @DDDDDDD
RaxvideoD OO O OOOOOOOONOODODO

0 O O Flow bar] Numerical Abs Cord O 00 O O O O O Numerical Absorption Correction0 OO0 O OO O O00O0O
OO0O00OD00OFormulad ZvalueO O OO OOOOODOOOOODOODOO

Mumerical Absorption Correction

—Formula
DEM3CAHT3

Empirical Formula: OBMNaCAHT3

—Unit Cell VYalume ——— —& walue

Observed: I'IEIE'."JE Sugeested: 379 Lze
E:xapseeccfendn 7 |'|'|'|4.54 Btual: |4

— fbzorption — Density
i 126 Observed fE/om-30 153
— Retlection File ———— —iGrids

Idtintegrate.ref ;I I'I 2

R&xshape |
R I Cloze | Save | Defaults..
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O O O Numerical Absorption Correctiond O OO OO RAXShapeD OO0 DO OO O0ODOODOOOODODOOO
0 RAXShapeO O O 0 O O O Crystal shape measurement0 D0 000000000

File Measure Setup View Color Help
Project name 8 shape [-Frame list -
Project directory : D:rigakuTest/cytidine
crystal comment ¥ offline mode (AFCT_MERCURY})
-

0O O O Crystal shape measurementd O 0 0 0O 0 MeasureD O 0O 0O O TakePhotoD O OO DO OOOODOODOOOO
Omanual0d 000000000 0O0ORaxvideoOODOOODOOODODODOOODOODOOODODOODOOOODOO
O¢é0 00 0xy0000000000000>>>000000000000manuald00000Take photold
O00O0OO0ORaxvideoDOODOOOOOOOOOUOODOOODOODOOOODOOUODOOOODOO
0odoooO00oooO0U00oDOoO00O0ooOUooOOooO00oOoOoOodDOOoU0oDOoOoUOoDooboooOoo
0000DooOOo00ooOo20010000ooooooooooo o"ookoooooogo

manual [_ O] %]
Gahiometer{MERCURY) Capture; ———————————————

omega : <«| e | = u_uuuil > | ES ST Take photo

@ Do vou register this outline data 7
GAMGEL-> clear outline data

NI L1L1i(ﬂ)| -H‘Jt.lla|

& Paint interval iz narrow. Repair & delete?




O000D0O00O0ODODODOCrystal shape measurementd OO0 000000000 ODOOOOODOODOOO
g000o0O0ooO00O0O0ooO0obOo0oO00o0ooO0obO0o0oOU0DO0obOO0obOO0OoDOU0oDOOobOoOUOobOOoDOOooDOon
Oo0O00oDoOoO00oooO0U0DbOoOooOoDboOoooooOooooOgreobDbooDsaeddoooooon

vstal shape measurement [shape004.ppm]

File Measure Setup View Color Help |
Project name :  shape [rEIElisY
hape001 ppm =
Project directory : D:tomuraTestProjecticy-3 Fapen2 ppm
hape003 ppm
crystal comment : offine mode (MERCURY} hape004.ppm
Filename :  |shapessf.ppn |

Filename : |shapeDD1 ppm @I

0Ok | Cancel |

gbboodeoobooobboobbuoobbooboboooobooobbooboooobobooon
gbooboobobooboobooboecobobb4o0boobooboobon

OO0OFileODOODOOutputDOOOKOODOODOOOODODODODOODOOOImageD OO0 ODOODOO3DOO
gooboboooooooooooooospuogoooooooooooooooooobobogn
Oo0O00pO0O060000cO0DOyDDOODOOODOOOOODOOOshapedat 000000

dataout

17 shape001.ppm (MERCURY} omega: 0.000 chi: 0.000 phi: 0.000 kappa: —--
™ shape002.ppm (MERCULY) omega: 0.000 chi 0.000 phi: 90000 kappa: —--
I shape003.ppm (MERCURY) omega: 0.000 chi: 0.000 phi: 180.000 kappa: —--
¥ shape004.ppm (MERCURY) omega: 0.000 chi: 0.000 phi: 270.000 kappa: —--
Smooathing:
a -
fingle : [0 — Face : |0.0001 <=
Ok | Cancel

18

3 AFCT MERGURY

phi=0.00
chi=0.00

omega=—1.
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O00OFileDODOOOQuitDOORAXShapeO D OO OORaxvideoDOOOOOODOOODOOODOOOFFODO
oo

ood 0 0O O 0O O Numerical Absorption Correction0 OO O ODOOORunOOOOOOOOODOOOO
000000000000 (numabs.log) O OOOO0OOOOODOOOCcorrection factorD O O000OOOOOOO
O000D000DO0000Odtnumabs.ref0 000000000000 DOODOO Scale and Averagell 0 00O
ooooooo

-0.00430 -0.00638 -0.99997 5.100 -

.89 -0.18
.86 -7.83
-0.02040 -0.03024 0.99933 -5.09 410,53 1479
-0.55908 -0.82886 0.02040 0.24 11.84 7.84 .1948

1 0 0.1545
2 1 0
3 1 0
4 1 0
5 -0.69603 0.75468 -0.00943 -0.16 -10.24 10.06 0.1845
B 1 0
7 0 0
3 1 0

0.557 2047

1 0.82585 -0.08622 0.09 -1

0.00831 -0.00726 0.39995 -5.10 08 0.1 1512
0.65594 -0.75457 0.01904 011 10,25 -10.06 1288
-0.61378 -0.78560  0.07319 -0.06 11.32  8.69 1909

Interplanar ansles

angle
89.57
97.04
105.04
2.02
38.69
179.45
78.95

anzle
90.73
94.04
95.09
91.08
105.01
91.09
85.41

#  anzle
30174
790,98
5 7501
4
3
3
7

anzle
85.49
179.21
176.22
175.99
88.37
74.98
101.01

86.74
83.43

B GO R RS — e
L N A
[ R N —
M g GO Ry — 3
00 T2 1 U1 TP 00 = TE
ERNRL EFULY N RSy
Ol T T =l 7 <

88.36

vertices

X v
1393 -0.2484 0.0126
1463 -0.0735 -0.2837
1680 0.2008 0.0319
1641 0.1708 0.7756
1598 0.0203  0.3000
-0.1708 -0.2451 -0.0001
-0.1801 -0.0738 -0.2736
-0, 1656 -0.1875  0.0620
-0.1360 0.0233 0.2899
100 -0.1499 0.0414 -0.1495
11 -0.1262 0.2103  0.0330
12 -0.0820 0.2093 0.0355

S0~ T A I GO R —
coocoo

Max imun Dimensions along direct crystal axes

a: 0.339 mn b: 0.457 mm ct 0.574 mn
Gaussian intezration
Grid size: 12 % 12 x 12

Sampl ing points: 1728 points
Crystal volume: 0.03833 mm"3

number of reflection corrected: 10275
max imum  correction factor: 0.967375 h
minimum  correction factor: 0.951508
averaged correction factor: 0.960868

least-sauares scale for Fobs will be increased by a factor: 1.020160

19



(Scale and Average)
00 0Flow bard Scale and Averagel OO0 0000000 OOOOODOO0OMaindAdvancedD OO D OOO
000000000 0RIMOODOOOOOOOOO0ODOOOO

000000000000 ONumericalDOD0ODOODO

dtintegrated.ref
dtintrejects ref

e
’V Max Fraction Rejected =] I

S —
o~ Fneree =]

Reflection List[] dtnumabs.refl] Corrections [J Absorption Correction (Reqab) 0 0 0 0 0O 0O 0O O O Advancedd 0
0 0 00O O Optional Outputd Corrected, Unaveraged ReflectionsC] O O O O O O O Output Nameld f2.datd Output
hkl, I, Sigl, NoHeaderO OO OO0 O OOO0OO
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O00O0OO0EmpiricalD0000000ODO0ODOOODOODOOOOODOODOO

—
ECI

25
_ Max Fraction Rejected =] u

{r

Scale and Average

Reflection Lists[] dtintegrate.ref(] CorrectionsJ Absorption Correction (Reqab)0 O 0 00O 0O 0O 0O O O Absorption
Correctiond Method Spherical 4,30 0O O O Advancedd O O O O O O Optional Outputd Uncorrected, Unaveraged
Reflections with Correction Factorsd 00 0 O 0 O O O Output Name f2plus.datt] 0 O O

21



O00000000DO0O0OD0O0D0O0DO0ODODOORmerge vs. Resolutiond Completeness vs. Resolutiond O O
00 0O00ORmerged 0 0O0.030 0 O Completeness0 95% 0 0 0 0 0 0000000O0ODOODOODOODODOO
0000000 Cumuld OO ddtscaleaveragelogd OO OO0 00O O0O0OO0OO0OOOOODOOOOODOOOO
O Window O O 0O O FileView:D:¥user( :¥project :¥sample[ :¥dtscaleaverage.log0 OO0 0000000000
oo0oooo

I Completen

G B[ Epe & B[ Epe
Rmerge ws Resolution Completeness vs Resolution
0.08 100 v
@
B0
0.06 2
z =
[t o BD
@ £
£ 004 — 3
" 40
0.02
20
-#=Shell & Shell
W Curmul MW Curul
0.00 0
1.65 1.15 097 0.87 0.80 1.65 1.15 0.97 0.87 0.80
Resolution Resolution

imerge ws Ih Emal imerge ve B
Gl B[ Eope G B iR
REmerge vs IntensitySigmal Rmerge vs Batch
0.50 0.03 . T T T T
4 Rmerge Batch
M RFrnerge Curnul
0.40 0.02
& )
£ 030 g 00
& &
0.20 ,/“’“' 0.01
S
0.10 r T 0.01
Curnul
0.00 0.00 L L L L L
20 16 12 8 4 1001 1003 1005 1007 2001 3001 4001
Intensity/Sigmal Batch
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O00000000000000000000000000000Show manual Instrument Controld O O @D
O000000Manual InstrumentControlD OO0 O00O0O0O0O0OCOO0O

oJOO00O0OMovetoOOOOOOMovelDOODOODOOO
20000000MovetoOOODOMovelDODOODODO
xUOOOOOMovetoO OODO O OMovelDODDOODOOO
o0 O00O0OMovetolOO O OOMovelDODOODOODOO
o000000Movetod-150000MovelD0OOD0OO0O
20000000Movetod-150000MovelD0D0ODOOO0O

goooooboobobooooboobbooboobboobboobbooobocececboboooodgeb
goboooooboooboobobboboooobon

DDDFiIeDDDDDEXitDDDDDDDDDDDDDDD|DDDDCryStaICIearDDDDDD

O00fp0 0000000000 DOCO00O0ODOCOUOO0ODOOOOfCODOCOOfMpOOO00ODOOOODO
O00OteXsanDOOODOOOOOODOODOADO CrystalClear.cifd f2.datd Empirical D0 0000000 DO0O
00000000fRplusdatD OO0 00000 O0OOver.1.11000000teXsanD OO OOOO0OOOOOO
0 dtintegrate.logd dtscaleaverage.logtd numabs.logdd Numerical D O O 0D 00000000000 OOOOODO0O
gooooOoboOooO0o0ooOoOoDOo0o0OoDOoooooOfp0d0fesciddOOOoOOoOoOoOoOoO
00000 O"D:¥userd ¥projectd ¥sampleO "OD 0 0000000000000 ODOODOODOOImaged 00O
0000000000 DimagesDO0O0O00OOCDO3OMBOOODOOOOOODOODOOODOOOODODO
DVD-RAMOOOOUOOUOOOimageC 0O OD0OODODOOODOODOOOOOODODOOOFRIeDOOODO
Delete Projects/Samples..0 0000000000000 O0ODOOCO0OODOOOOODOOOO

gboboooooboooobobouoorFFO OO OXOoboooooooboo

00000 d CrystalClear.cifd f2.dat(f2plus.dat) D D O OteXsanO O O OO0 0D OO0 O0O0ODOOOOCODODOO
0000000000000 00D00000DO0D0O0O0DOOOProcesst 000 OO Parametersd O O
0 O Data Collection ParametersC] O O O Absorptiond OO0 OO0 OD0OOO0OO0O0OODOOEmpirical0 000000
0000000000000 ooooooooOOfplusdatC 00000 OCOOOOOOOOO0O0O
Empirical D00 0O0O0O0OODODOODO

Lattice type

Conditions

Temperature (C): | 230 Collimator size (mm): I 05
}(—T’E_l_y' power: | soo kY 100.0 ma

Mumber of refs.: | 5274

Indéxing

ZBmin: | 2R 2Bmax: 5497

‘Data collection:

Number of toral refs: | 447 R-merge (‘_}‘o_)- |4 aza

Ahsarption

Absorption flag: 4 on - off

Absarption type: L Mumerical 4 Empirical

Transmission factor Min: I 0.9634 ha: I 0.9861

=

23



0000000000000 bO0O0O00DCOOO0DOOO0OImage CollectiondODOOOO0ODOOOODO
O0000OD0O0O0ODCOCOOOCCollectedDOO0O0ODOOODOOODODOImagel 00 O00O0ODOOODODOO
gooo7uooobobbido0rRigbobboogsoDbbboooobooooobobboo1bbo

O0O00ODO0O0DOODOSchedule/Collectiond D OO O OO OOO 1-6,

1

S0 bdbpbooboooboogn

O00D0000O0Oimge0 0 0D00O0ODOODOOODOODOOOODOOOOODODOODO™IDO ™DOOO

gooo

[V Dezingered Exp

Screen Schedules

osure Bin Mode
(a4
(+12H2

Collect Schedules

GOD Default x| [SCD Default =] Remave Soan |
Scan Scan Det =V Rot | Start | End # [Complete- Start | Exp Eched| Sched | &
ICr Template Dist | 28 |=iniDe @ T f | Axis | Angle | Angle | Width mages| ness #  |lime (= End
0 | 550 :
1 cyd??rrimg 350 100 550 00 00 - ¢ -800 1000 050 360 - 1 PR [ i B0-360
2 cydPEYTimg 350 100 550 -- 800 00 ¢ -300 200 050 100 - 361 a5 361-460] 361-460 30.0 200
4 cyd?PYimy 350 100 550 - 900 900 @ -300 200 050 100 - 461 5 461-560 461-560 300 200 LI
—Time egtimate Required disk space Total digk gpace (L
Scan O hrs 0 min (Morn Jun 25 11:30 A} Scan 0 MB D% Available 15,817 MB
Schedule 2 hrg 36 min (Mon Jun 25 0207 M) Schedule 291 MB Remaining 15526 MB
—Completeness
Preferences I
Update |
R I Cloze | Save I Import... |

[v Dezingered Exposure Bin Mode
1%
& 2H2

Screen Schedules

Collect Schedules

Add Collect

Add Screen | Remave Scan |

GCD Default | |oCD Detault =]
Scan Scan Det [l =ve Rot | Start | End # [Complete- Start | Exp Total Schedule hed| Sched |~
[n] Template Dist | 28 [=in(Dg @ T h | Axis | Angle | Angle | Width mages| ness # [ime(s] Images Collecte Collection Encl
950 — 1-6 1-6
cyd T img 350 100 550 00 00 - ¢ -80.0 1000 050 360 - 1 50 1-380 1-79 1-360
30 100 550 --- 4900 00 g -300 200 050 100 - 361 5 361-460 3641-460 0.0 200
350 100 530 ---- 8900 900 -300 200 050 100 - 461 5 461-560 451-560 0.0 200 ;I
—Time estimate Required disk space Tatal disk gpace (Lt
Scan Ohrs 2 min (Man Jun 25 11:33 &M} Scan 3 MB (% fvailable 15817 MB
Schedule 2 hrs 59 min (Mon Jun 25 02:31 PM) Schedule 333 MB Remaining 15,484 MB
—Completeness
Preferences I
Update |
Rur I Close | Save I Impart... |

A

It appears that you are eoine to re-collect with the current collection schedule.
overwrite results obtained by processing these previously collected images.

Do you wish to continue Image Collection uzing thiz collection schedule?

1l VAN |

This may be undesirable in that you may overwrite previously collected images as well ag
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goooooobooobboob20b0boooobooobbooobbboobboobDbooboboo
0000000 DO000D0OD0O00O0ODODO0O0O0OD0ODO<ENTER>O000D0DOO0O0ODODOOOODOOOOO

[II]EI[II]DDDDI][II]EI[IDDDEDDDDDEDDDDDDDDDDDDDDDD

| 8BicProgram Files¥Rigaku. | MBCHPromram Files¥Riesku.
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0000000000000 000DODOORefined OO0 DetectorD O O OO O O O XShift,YShift, Distance,
RotAboutBeam, 2Theta, RotYO OO D OO ODOODOODOODOODOODOODOOODOODOODODODO
OO0O0OFnd SpotsCOO0OO0OOOOODCOOOOOOOODCOOUOODOOODOOOOODODOOOOO
gobooooobbooobbodbDetectorl 00D 0O0O0O0DOODODOO0ODOOO0OODOOOODDOO

I:I'-I
00000 dShow Processing State Displayd O O 7 00000000 Processing State Displayd O 0O 00O
O00O0O0OODetectorD 00006000000 OO O XShift, YShift, RotAboutBeam, RotYD O O O O 0.0000
0 O Distanced 35.00000 D O OO OO OO 2Thetad 1000000 D000 O0O0OOO0OOOOOOOOOODOOO
Save Changes ToNew State 1 O 0 O 000000000000 O0O0OOODOOOOOKOOOODOOOOOOO
O00000OFindSpotsD OO O OOO

Current State
|46 Fun: Scale

— Detector

Set e Durrent | HShift *Shift Diztance

San - I—D.3243 ID.SDD4 ISE.DDSS

IScanD: tntapznb_zcreen™ T ime: 1-6 ;I Rt About
Crystal Beam 2Theta Rt
—~Cryzta =
. . . —— ID.0956 |1EI.2893 I 00106
= Unknown :
I22.9033 I1Q.6119 I'IQ.S'I'I'." - Direct Beam at @ =0
o B " Crystal System R |‘199-55DS Pixel Size:
IQD.DSSE I115.3?DD Iﬁ4.626? ITricIinic LI ¥ |513_gggn IGS m
Rotl __ Rot?2 _ Rot3 F”mber Fﬂme
IQ.EEES |2.5899 I24.5305
—Source
Mos. Wolume 2-P-1 Wavelength Rotl Rot2
ID_53 I?Dgg 07107 0.00 0.00
Mask File Haye Bhateeso Hew State |

ID:¥uno¥tntapznb¥mask.img
iseard Ghanees: |

00000000 <tomura@ims.ac.jp>
gooddddddddddoooooogo
2001/10/24
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