Zoom Window Data & Display

Jade utilizes the zoom window data & display for a number of analysis tasks besides printing. The
following 'View | Zoom Window' menu is provided so that you have greater control over some of the
display properties in the zoom window:

Auto Scale Ctrl+End
EullRange Ctrl+Horme
Display Range...  Chl+D
Faint Feaks (Auto)  Cirl+
Paint Feaks (Full)  Ctrl+'

¥ Faint Info-Box(s) Ctrl+H

¥ Beflection Plot Crl+7
ErrerEy Brofiles

v [Data Points OFF  Chrl+.
Diata Foints O
Data Points Dnly

v Giid OFF Cirl+,
Grid ON ()
Grid ON ()
Grid O [+

v Yedical Marker

You can also bring up this menu by right-clicking in the right side of the zoom window. The 'Auto Scale'
and 'Full Range' menu items reset the display range in the zoom window and their functions are readily
duplicated on zoom & pan toolbar. The 'Paint Peaks (Auto/Full)’ menu items paint and integrate peaks in
the zoom window. See paint & integrate peaks for more information. The 'Reflection Plot' menu item
hides or shows the reflection plots which are generated in the zoom window from analyses such as
FWHM curve plot, theta calibration, cell refinement, and pattern indexing.

You can display a background grid in the zoom window to simulate strip charts, and put little dots or
circles on individual data points in the observed pattern. Jade won't display these dots when there are
more than 1001 points in the zoom window. You can choose small (1-pixel) or large (2-pixel) dot size on
the Display tab of user preferences dialog. An example of a dot view is given below:
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When the zoom window has the keyboard focus and 26 range is less than 20 degress, you can also print
a fine d-scale where the mouse points at by pressing the 'D' key, for example,

[Dizplay fine d-zcale by preszzing the ‘D" key in zoom window)

1.861 1.841[2] 1.821

1.911 1.891[2] 1.8

OPesks | 27=49470 | d=1.8409 | 1598 | ZTheta] |28V [ 4




Jade prints 10 scale ticks on either side of mouse pointer with dynamic scaling and intelligent digits, and
the number in square brackets gives the d-spacing increment between the tick marks which are not

equally spaced in 26 axis. While these d-scale prints are not permanent in the zoom window, you can
print them in the print preview window as well by pressing the 'D' key and produce a hardcopy.

Display Range & Statistics:
The 'Display Range..." menu item brings up the following dialog:

izl Display Range and Statistics

Beset | Paint Peaks |

— Display A ange and Statisticz — Half or Full Size Dialog 'window

¥ |30.0 {520 I Lock Lock Display Range for New File
il 30,000 /53.000 j- Save II Saved Reqgions for Peak Painting
af |2377 I Lock
IS.:.Iid Opaque Style & Color for Primary Patters
ISI::Ii-:I Opagque Style & Color for Difference Pattemn
Pattem Statistics. . I Data.. I = Chck Colurn Header ta 5 ave Statistics
MHumber of Steps 1153
kirirnum Counts 43 b
M axirurn Caunts 2264 Summary Statistics of Dbzerved Pattemn
Average Countz 179
Integral Counts 207140 ;I

—Scan Parameters (2301 Data Paoints]: ——

IED.D I?E.D ID.UE ak II You can alter scan parameters here

The precise display ranges can be specified on this dialog if consistent and comparable views or prints
are desired. You may even enter a display range that's wider than the scan range of your data. Jade
accepts display ranges of +360 degrees but will not calculate d-spacing when the cursor is below 0.001
or above 180 degrees.

If you check the X and/or Y Locks, the current display range is locked only for reading a new pattern file.
The locks do not prevent you from scrolling the current zoom window. When the range is unlocked, Jade
always displays a new pattern file in its full range. The Reset button on this dialog lets you toggle the
zoom window display between full range and the last few zooms. You can also save and restore a list of
display ranges for purposes such as painting peaks. See paint & integrate peaks for more information.




You can select the fill styles to view the primary & difference patterns in opague mode on the above
dialog. If you have the derived pattern (such as the smoothed or simulated pattern), Jade paints it
instead of the primary pattern. You can set the opaque colors independent of the trace colors by clicking
the color rectangles. Refer to scan overlay list dialog for how to set opaque properties of scan overlays.
An example of an opaque view with two pattern overlays is given below:
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Note: opaque visualization is limited to <4002 data points per pattern in the zoom window, and to <8002
points on the printout.

Summary Statistics of the Observed Pattern:

Summary statistics of the observed pattern in the current display range are also shown on this dialog.
These statistics may be useful in pattern characterization and comparison. If there is a background curve
in the zoom window, the 'Areas above BG' will be calculated as percentage of total (integral) counts for
the data in the zoom window as well. If there are peaks located in the zoom window, you can produce a
report file (*.sta) of more complete pattern statistics by clicking the column headers, and browse it from
the 'View | Reports & Files | Browse Report File...' menu, for example:



0 _Dx
Close [Pint|  ~ 5~ 3 ..~ . .4 ..~ .5 . .~ ‘#ls|v
JADE: Pattern Fange & Statistics =
DATE: Friday, Feb 1&, 2001 05:1%9p
FILE: [DEMOOE MDI] REed Paint Pigment MHizxture
SCAN: 20.0-.78.0-0.02-4(=ec), Cu, I{max)=5188, 01.-01-99 12:00
STAT: 2-Theta Range = 30.0 — 53.0
Humber of Step=z = 1153
Hinimum Counts = 43 a5n. 72
Maximum Counts = 2264 @36 .1
Average Counts = 179
Integral Counts = 207140
Areas above BG = 49 06¥%
Hin. BG Counts = 53 w49 4
Max. BG Counts = 172 w29 . 98
Hean BG Counts = 91
Humber Of Peaks = 12
Hin. PE Counts = 49 @43 Spd
Max. PE Counts = 2143 @36 . 103
Mean PE Counts = 732
Hax. PsNH Ratio = 22.5
Min. Pealk FWHHM = 0.169 @36.103
Hax. Pealk FWHHM = 0.482 @48 06 praae
Mean Pealk FUHM = 0.286 -
K 4

You can also create and browse the above report file simply by selecting the 'View | Reports & Files |
Pattern Statistics...' menu. You can produce a summary report of pattern statistics from multiple data
files, using the following task macro, for example,



, Fit Background [Current Settings]
save Feak Listing (AL Find All Feaks [Current Zettings]
save Peak Listing (*.D=F)

save Peak Listing (. FKS)

save Fhase D Report (“RFT)

Save Sizefstrain-Fit Flot Wik -
search/bdatch [Current Settings) =]

|.i‘-.vailal:u|e bacro Tazks [DbICIck to Select] | Tazks in Current Macro [DBIChSk to Eraze] -

When this macro is run with multiple data files on read pattern file dialog, it will generate a report file that
looks like this:

i@ c:\program filesmdi jade 6.0%sz\Example.sta [IKE] >
Close | Pint | Clear | 5. ..~ 3.~ . .4 ...~ .5 .~ ‘#|s[v
JADE: Pattern Range & Statistics =

DATE: Fridaw. Feb 16, 2001 05:22p
FROZ: Pattern Statiztics

FILE: [DEMO01 MDI] Demc01: 37-1497 4-733 9-169 18-303 9-77
SCAN: 5.0-70.0-.0.02-1({=sec). Cu, Iimax)=1542. 01-01-99 12:00 —
STAT: 2-Theta Range = 20.0 - 50.0

Min. Peal FWHH
Max. Pealk FVHM
Mean Pealk FVHM

0.128 @39 .16
0.444 @44 817
0.239

Humber of Steps = 1503

Hinimum Counts = 3 @3g . 5
Maximum Counts = 1542 w3l . 96
Average Counts = 108

Integral Count=s = 163170

Areas abowe BG = 91 . 08%

Min. BG Count=s = & w35 . 02
Maxz. BG Counts = 19 @159, 98
Mean BG Counts = 9

Humber COf Peaks = 44

Min. PE Counts = 28 @49 036
Ma=x. PE Counts = 1533 @31l . 959
Hean PE Counts = 302

Max. PsN Fatio = 19.5

FILE: [DEMOOZ MDI] Demc02: 36-1451 25-1135 4-471 27-1402
SCAN: S5.0-70.0-.0.025-2(=sec), Cu, I{max)=2916, 01-01-99 1200
STAT: 2-Theta Range = 20.0 - 50.0

Humber of Steps = 1203

Minimum Counts = 100 @39 .4
Maximum Counts = 2916 @25 225
Average Counts = 3410

Integral Counts = 409704




Min. Peal FVHH
Max. Pealk FVHM
Mean Peall FWHH

0.128 @39 16
0.444 @44 817
0.239

Humber COf Peaks = 44

Min. PE Counts = 28 @49 036
Hax. PE Counts = 1533 @31 . 959
Mean PE Counts = 302

Ma=x. PN REatio = 19.5

FILE: [DEMOOZ MDI] Demc02: 36-1451 25-1135 4-471 27-1402
SCAN: 5.0-70.0-0.025-2{=ec), Cu, I{max)=2916, 01.-01-99 12:00
STAT: 2-Theta Fange = 20.0 - 50.0

Humber of Steps = 1203

Minimum Counts = 100 w3 . 4
Mazimum Counts = 2916 @25, 225
Average Counts = 340

Integral Counts 409704 =
( Iﬁ

Refer to task macro topic for how to concatenate results in a report file like the *.sta in this example.

If there is a derived pattern being overlayed in the zoom window, an agreement R-value between it and
the primary pattern will be calculated using the following formula: R% = 100 * Sqrt(sum((I(r)-1(d))"*2/I(r)) /
sum(l(r)), where the sum is over the data points in the current zoom window. A similar R% value is also
calculated using all data points in the patterns, and displayed in the main status bar. You can clone the
derived pattern as a pattern overlay by selecting the 'Filters | Clone Derived Pattern' menu.

Alter or Correct Scan Parameters:

While Jade does its best to read all types of pattern files created by other vendors, there may be
occasions when you need to alter or correct the scan parameters (i.e., starting, ending, and stepping
angles) of the pattern being displayed.

Scan Parameters (2901 Data Paints]: ——
’7|2':'-':' I?E‘-D |':'-':'2 Ok, || Y'ou can alter scan parameters here

In case the parameters were read incorrectly, you should try other file types first or review the Ascii
import filter carefully before altering the parameters from the above dialog. Jade will maintain the same
number of data points in the pattern when you alter the scan parameters. But you will be prevented from
doing so (i.e., the bottom frame of the above dialog will be hidden) when derived data such as peak
listings are present in the zoom window.



