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Run list 2 (optimized for coverage, Sp.Gr. P1, distance 41 mm)
CrysAlis run list data
Total number of frames:6262 (scan: 6014, reference: 248) 
Disk space: 6599.22Mb
Approximate data collection time: 179:00
#  t   start      end      width    exposure speed-rat   omega     theta     kappa      phi  
# to do   # done
 1 o   -85.369    11.445     0.500    20.000     0.000     -       -17.000   -79.000  
174.000       193       193
 2 o   -28.502    72.000     0.500    20.000     0.000     -         0.000    21.000 
68.000       201       201
 3 o   -28.502    72.000     0.500    20.000     0.000     -         0.000    21.000 
270.000       201       201
 4 o   -15.556    36.078     0.500    20.000     0.000     -        19.000    90.000 
277.000       103       103
 5 o     1.000    38.652     0.500    30.000     0.000     -        35.000    89.000 
5.000        75        75
 6 o   -19.211    82.889     0.500    35.000     0.000     -        50.000   -87.000 
147.000       204       204
 7 o   -19.049    68.000     0.500    35.000     0.000     -        50.000   -45.000 
356.000       174       174
 8 o    23.555   120.369     0.500    35.000     0.000     -        52.000    79.000  
240.000       193       193
 9 o    25.666   121.158     0.500    35.000     0.000     -        53.000    77.000  
197.000       190       190
10 o    25.111   121.264     0.500    35.000     0.000     -        53.000    78.000  
38.000       192       192
11 o    24.555   121.369     0.500    35.000     0.000     -        53.000    79.000  
86.000       193       193
12 o    24.555   121.369     0.500    35.000     0.000     -        53.000    79.000  
138.000       193       193
13 o    24.555   121.369     0.500    35.000     0.000     -        53.000    79.000  
297.000       193       193
14 o    25.555   122.369     0.500    35.000     0.000     -        54.000    79.000  
354.000       193       193
15 o   -12.474    97.556     0.500    35.000     0.000     -        58.000   -99.000 
289.000       220       220
16 o    46.555   143.369     0.500    60.000     0.000     -        75.000    79.000  
114.000       193       193
17 o    47.555   144.369     0.500    60.000     0.000     -        76.000    79.000  
175.000       193       193
18 o    51.555   148.369     0.500    60.000     0.000     -        80.000    79.000  
318.000       193       193
19 o    76.000   173.474     0.500    60.000     0.000     -       105.000    80.000 
240.000       194       194



20 o    75.948   177.106     0.500    60.000     0.000     -       108.000    86.000 
185.000       202       202
21 o    76.777   176.895     0.500    60.000     0.000     -       108.000    84.000 
20.000       200       200
22 o    75.948   177.106     0.500    60.000     0.000     -       108.000    86.000 
339.000       202       202
23 o    87.900   177.927     0.500    60.000     0.000     -       108.000    36.000 
112.000       180       180
24 o    84.999   178.610     0.500    60.000     0.000     -       108.000    29.000 
338.000       187       187
25 o    90.142   176.659     0.500    60.000     0.000     -       108.000    49.000 
72.000       173       173
26 o    76.222   177.000     0.500    60.000     0.000     -       108.000    85.000 
144.000       201       201
27 o    37.631   147.000     0.500    60.000     0.000     -       108.000   -98.000 
344.000       218       218
28 o    90.000   176.757     0.500    60.000     0.000     -       108.000    48.000 
281.000       173       173
29 o    39.526   137.000     0.500    60.000     0.000     -       108.000   -80.000 
59.000       194       194
30 o    90.000   176.757     0.500    60.000     0.000     -       108.000    48.000 
241.000       173       173
31 o    37.631   147.000     0.500    60.000     0.000     -       108.000   -98.000 
175.000       218       218
32 o    75.948   177.106     0.500    60.000     0.000     -       108.000    86.000 
0.000       202       202



Run list 3 (optimized for scaling, distance 41.5 mm, high theta cut, CCD cover 
removed)
CrysAlis run list data
Total number of frames:6462 (scan: 6210, reference: 252) 
Disk space: 6809.99Mb
Approximate data collection time: 179:04
#  t   start      end      width    exposure speed-rat   omega     theta     kappa      phi  
# to do   # done
 1 o   -17.857    68.658     0.500    10.000     0.000     -         0.000    49.000 
0.000       173       173
 2 o   -36.753    71.999     0.500    10.000     0.000     -         0.000    16.000 
120.000       217       217
 3 o   -69.799    69.959     0.500    10.000     0.000     -         0.000     1.000 
240.000       279       279
 4 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
0.000       193       193
 5 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
60.000       193       193
 6 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
120.000       193       193
 7 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
180.000       193       193
 8 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
240.000       193       193
 9 o     9.556   106.368     0.500    20.000     0.000     -        38.000    79.000 
300.000       193       193
10 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
10.000       193       193
11 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
50.000       193       193
12 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
90.000       193       193
13 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
130.000       193       193
14 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
170.000       193       193
15 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
210.000       193       193
16 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
250.000       193       193
17 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
290.000       193       193
18 o    47.556   144.368     0.500    50.000     0.000     -        76.000    79.000  
330.000       193       193
19 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
15.000       189       189
20 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
40.000       189       189
21 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
65.000       189       189
22 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
90.000       189       189
23 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
115.000       189       189
24 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
140.000       189       189
25 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
165.000       189       189



26 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
190.000       189       189
27 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
215.000       189       189
28 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
240.000       189       189
29 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
265.000       189       189
30 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
290.000       189       189
31 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
315.000       189       189
32 o    84.306   178.999     0.500    60.000     0.000     -       112.750    79.000 
340.000       189       189



  ********************************************************************************
**<Pr.sc0> COMPOSITE SCALE FACTOR FILE (CCD and frames maps, Figs. 4 and 
6)
  ********************************************************************************
==MAIN SCALE FACTOR
--MAIN SCALE FACTOR
## <Scale Factor marker> :>[SCALES]
## <[Scale_OneIso]>:>    2.63856334364877
==ASPHERICAL SCALE FACTOR
--ANHARMONICAL SCALE FACTORS
##! The number of values per line is 6,10,15,21,28 (depends on rank)
## <[Scale_Anhr_2]>:>  1 1 1 0 0 0
## <[Scale_Anhr_3]>:>  0 0 0 0 0 0 0 0 0 0
## <[Scale_Anhr_4]>:>  0 0 0 0 0 0 0 0 0 0  0 0 0 0 0
## <[Scale_Anhr_5]>:>   0.000
## <[Scale_Anhr_6]>:>   0.000
--MULTIPOLE SCALE FACTORS
##! not used
==MULTI SCALE FACTOR
--THE MULTI DIVISION
##        32  [1..999]  <The number of runs> (the number of lines)
##         3  [0..999]  <The rank of polynom> starts with 0 (the number of values 
per line)
--MULTI SCALE FACTORS (by FRAMES, RUNS, FILES)
## <[Scale_Mul  1]>:>   0.9974613703   2.070712881E-004  -3.705168102E-006 
1.104571249E-008
## <[Scale_Mul  2]>:>   0.9999724437   2.614121514E-004  -4.018643458E-006 
1.225829342E-008
## <[Scale_Mul  3]>:>   1.0226201925  -9.059981281E-005   2.364540202E-006 
-8.554636175E-009
## <[Scale_Mul  4]>:>   1.0064832660   2.054303657E-004  -8.403775844E-006 
4.189713614E-008
## <[Scale_Mul  5]>:>   0.9991914080  -6.409038595E-004   3.325727843E-006 
6.996913464E-009
## <[Scale_Mul  6]>:>   0.9946276454  -7.739159148E-004   7.436215562E-006 
-1.195404940E-008
## <[Scale_Mul  7]>:>   1.0000359472  -1.925019229E-004  -9.179136736E-007 
1.158353007E-008
## <[Scale_Mul  8]>:>   1.0053875159  -1.752391670E-004  -4.006765117E-006 
3.076964360E-008
## <[Scale_Mul  9]>:>   1.0078143117  -7.291077513E-004   6.540725954E-006 
-1.018705816E-008
## <[Scale_Mul 10]>:>   1.0038411491  -1.132381061E-003   1.700615139E-
005  -4.626766680E-008
## <[Scale_Mul 11]>:>   0.9987160709  -1.075310116E-003   1.906410983E-
005  -5.905436658E-008
## <[Scale_Mul 12]>:>   0.9940881979  -6.475981789E-004   1.196558177E-
005  -3.498361812E-008
## <[Scale_Mul 13]>:>   0.9865613005  -5.094784604E-004   8.952012628E-
006  -2.389086220E-008
## <[Scale_Mul 14]>:>   0.9764414538  -2.466426743E-004   3.387434477E-
006  -1.635195171E-009
## <[Scale_Mul 15]>:>   0.9770262784  -6.094717276E-004   7.293055680E-
006  -7.858831444E-009
## <[Scale_Mul 16]>:>   0.9872229429  -1.026326629E-003   1.660997161E-
005  -4.491979298E-008
## <[Scale_Mul 17]>:>   0.9986723076  -6.324209969E-004   1.032953562E-
005  -2.241647407E-008



## <[Scale_Mul 18]>:>   1.0057032755  -9.507280704E-004   1.366875353E-
005  -3.400170968E-008
## <[Scale_Mul 19]>:>   1.0200760342  -7.706039560E-004   1.532662053E-
005  -5.130208854E-008
## <[Scale_Mul 20]>:>   1.0173242456  -5.589276750E-004   1.169064255E-
005  -3.779521856E-008
## <[Scale_Mul 21]>:>   1.0140806949  -4.440359681E-004   9.175520078E-
006  -2.743256357E-008
## <[Scale_Mul 22]>:>   1.0059691361  -5.493536010E-004   9.276588506E-
006  -2.562832903E-008
## <[Scale_Mul 23]>:>   0.9971188777  -5.978477081E-004   9.357054977E-
006  -2.476241855E-008
## <[Scale_Mul 24]>:>   0.9903549782  -7.499873473E-004   1.046126318E-
005  -2.495374325E-008
## <[Scale_Mul 25]>:>   0.9831805767  -9.774809578E-004   1.347384706E-
005  -3.196750991E-008
## <[Scale_Mul 26]>:>   0.9832293575  -1.323484174E-003   2.023615731E-
005  -5.531568720E-008
## <[Scale_Mul 27]>:>   0.9986501500  -1.367001111E-003   2.288246092E-
005  -6.875993480E-008
## <[Scale_Mul 28]>:>   1.0089392290  -7.889512697E-004   1.496659069E-
005  -4.338180618E-008
## <[Scale_Mul 29]>:>   1.0186946209  -8.422430542E-004   1.473178545E-
005  -4.022037576E-008
## <[Scale_Mul 30]>:>   1.0255031433  -1.273857934E-003   2.186830208E-
005  -6.774352853E-008
## <[Scale_Mul 31]>:>   1.0250538641  -1.224322798E-003   2.303972216E-
005  -7.853111347E-008
## <[Scale_Mul 32]>:>   1.0144842025  -8.047503181E-004   1.619550702E-
005  -5.474607641E-008
==CCD-DETECTOR INHOMOGENEOUS SCALE FACTORS
--THE CCD DIVISION
##        16  [1..512]  <The number of detector division along Y> (the number of 
lines)
##        16  [1..512]  <The number of detector division along X> (the number of 
values per line)
##         1  [1..1]  <The number of radial division lines>
--RECTANGLE GRID SCALE FACTORS
## <[Scale_CCD_ 1]>:>   1.00185859   1.00790115   1.03189913   1.04702390 
1.05094283   1.04942593   1.05072774   1.04377726   1.03377603   1.02152957 
1.01579536   0.99520139   0.97671070   0.94578361   0.90433468   0.93444934
## <[Scale_CCD_ 2]>:>   1.00547923   1.01432774   1.03407557   1.04648162 
1.04943898   1.04841290   1.04656605   1.04146494   1.03054946   1.02153883 
1.00513471   0.98683040   0.97429337   0.95614429   0.91471017   0.92524885
## <[Scale_CCD_ 3]>:>   1.02090743   1.02985214   1.03508222   1.03937462 
1.04080399   1.04221637   1.04429317   1.03882372   1.03045545   1.01841612 
1.00405330   0.98792065   0.97684394   0.96502371   0.93788520   0.94974812
## <[Scale_CCD_ 4]>:>   1.03336733   1.03485433   1.03691433   1.03407513 
1.03656658   1.04011053   1.04072680   1.03558732   1.02714166   1.01597368 
1.00041676   0.99212454   0.98564840   0.97770958   0.96567233   0.96905835
## <[Scale_CCD_ 5]>:>   1.03721650   1.03764261   1.03181999   1.02998489 
1.02819238   1.03166557   1.03579483   1.02423616   1.02051939   1.01058342 
0.99992398   0.99375666   0.99956946   0.99896966   0.99235157   0.98632453
## <[Scale_CCD_ 6]>:>   1.03679536   1.03269232   1.02649444   1.02093283 
1.01955042   1.02806051   1.02078653   1.01173561   1.00531006   1.00370859 
0.99905650   1.00377547   1.01261417   1.01857538   1.01756980   1.01150242
## <[Scale_CCD_ 7]>:>   1.03210707   1.02650496   1.02250296   1.01613509 
1.01429108   1.01527458   1.00974215   1.00323270   1.00198752   1.00055668 
1.00283367   1.00992254   1.02543372   1.03524766   1.03326324   1.02418967



## <[Scale_CCD_ 8]>:>   1.02585512   1.01750965   1.01503650   1.01124105 
1.00703677   1.00299272   1.00116064   0.99901525   0.99575618   0.99747292 
0.99726298   1.00985901   1.01588608   1.02943135   1.03088851   1.02334098
## <[Scale_CCD_ 9]>:>   1.02218802   1.01230963   1.00752651   1.00284240 
1.00203750   0.99616698   0.99363443   0.99382436   0.99485726   0.99261023 
0.99800041   1.00167104   1.01045556   1.02260488   1.03152394   1.02223684
## <[Scale_CCD_10]>:>   1.01384279   1.00556408   0.99626060   0.99564106 
0.99494704   0.98944533   0.98915247   0.98660921   0.98703855   0.98926372 
0.99130292   0.99233177   0.99623897   1.00744414   1.02127542   1.01559770
## <[Scale_CCD_11]>:>   1.00316785   0.99501825   0.99143179   0.99093150 
0.99446278   0.99025325   0.98703103   0.98201973   0.98356357   0.98107884 
0.97934336   0.97730405   0.97405370   0.98621500   0.99586020   0.99403569
## <[Scale_CCD_12]>:>   0.99031042   0.98702190   0.99111601   0.99083239 
0.99360871   0.99236431   0.98774523   0.98475671   0.98334293   0.97763020 
0.97224898   0.95856230   0.94958239   0.95309494   0.96345660   0.96624710
## <[Scale_CCD_13]>:>   0.97660807   0.98281796   0.98709427   0.99039523 
0.99490710   0.99424882   0.99237125   0.98907576   0.98680206   0.97891950 
0.96817662   0.94760090   0.92244874   0.91406163   0.92552828   0.94274142
## <[Scale_CCD_14]>:>   0.95947841   0.97272074   0.98158301   0.98741822 
0.99298794   0.99329797   0.99203746   0.99420269   0.98924545   0.98290071 
0.96581574   0.94077562   0.90940796   0.88666472   0.88156186   0.90802272
## <[Scale_CCD_15]>:>   0.93911948   0.95561841   0.97296001   0.98469154 
0.98742418   0.99107402   0.99096620   0.99118298   0.99172544   0.98354786 
0.96548595   0.94190592   0.90858411   0.87588294   0.84928786   0.88416079
## <[Scale_CCD_16]>:>   0.92373172   0.93752181   0.95921545   0.97309695 
0.98474979   0.98443268   0.98331485   0.98215273   0.98493896   0.97672923 
0.96509618   0.94639044   0.91119737   0.88630182   0.86057816   0.88300161
--RADIAL SCALE FACTORS
## <[Scale_CCD_Ra]>:> 1.000
==DRIFT and DAMAGE SCALE FACTORS
--INSTRUMENTAL DRIFT SCALE FACTORS
## <[Scale_Drift1]>:>   1.000
## <[Scale_Drift2]>:>   1.000
--SAMPLE DAMAGE SCALE FACTORS
## <[Scale_Damag1]>:>   1.000
## <[Scale_Damag2]>:>   1.000
=**=END-TASK



Sample  Ca3TaGa3Si2O14  (2).  Photographs  in  two mutually  perpendicular  planes  and  photograph  of 
sample surface.






