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This is the simple example template containing only headers for each report item and the 
bookmarks. 
Modify it according to your own needs and standards.  

Measurement Conditions:  (Bookmark 1) 
 

Position [°2Theta]
10 20 30 40 50 60 70 80

Counts

0

100

400

900  003 2mue.udf

 Peak List
 00-029-1488
 00-039-0381
 01-085-1780
 00-013-0259
 00-027-1275
 00-046-1311
 00-021-0550
 01-080-1831
 01-075-1190
 00-029-1492

 

Main Graphics, Analyze View: (Bookmark 2) 
 

Recognized Minerals: (Bookmark 3) 
 

Quality Score SemiQua
nt [%] 

Compoun
d Name 

Chemical 
Formula 

Scale 
Factor 

Ref. Code Displace
ment 

[°2Th.] 

RIR 

"B";UE 50 17 Kaolinite-
1\ITMd\R
G 

Al2 Si2 
O5 ( O H 
)4 

0.680 00-029-
1488 

-0.097 0.600

"B";UE 48 16 Chlorite-
vermiculi
te-
montmori

Na0.5 
Al6 ( Si , 
Al )8 O20 
( O H )10 

0.422 00-039-
0381 

-0.068 0.400
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llonite 
Mixed 
layer 
Clay 

! H2 O 

"C" 29 2 Quartz Si O2 0.475 01-085-
1780 

0.045 2.990

"O";UE 29 20 Montmori
llonite-
14A 

Na0.3 ( 
Al , Mg 
)2 Si4 
O10 ( O 
H )2 !x 
H2 O 

0.545 00-013-
0259 

0.024 0.400

"B";D;U
E 

38 7 Clinochry
sotile 

Mg3 Si2 
O5 ( O H 
)4 

0.286 00-027-
1275 

-0.021 0.600

"B";UE 36 10 Muscovit
e-
2\ITM\R
G, 
ammonia
n 

( K , N 
H4 , Na ) 
Al2 ( Si , 
Al )4 O10 
( O H )2 

0.278 00-046-
1311 

0.075 0.400

"I";D;UE 33 7 Palygorsk
ite 

( Mg , Al 
)5 ( Si , 
Al )8 O20 
( O H )2 
!8 H2 O 

0.286 00-021-
0550 

-0.126 0.600

"C" 26 1 Zeolite Si O2.267 0.269 01-080-
1831 

-0.119 5.180

"C" 26 4 Orthoclas
e 

K ( Al 
Si3 ) O8 

0.201 01-075-
1190 

0.045 0.680

"O";UE 34 15 Sepiolite Mg4 Si6 
O15 ( O 
H )2 !6 
H2 O 

0.599 00-029-
1492 

0.018 0.600

 

Candidate  List: (Bookmark 4) 
 
Score RIR Compo

und 
Name 

Scale 
Factor 

Chemi
cal 

Formul
a 

Total 
Lines 

Matche
d Lines

New 
Matche
d Lines

Strong 
Unmat
ched 
Lines 

Displa
cement 
[°2Th.] 

Ref. 
Code 

31 5.890 Ashcro
ftine 

0.078 K10 
Na10 
Y24 ( 
O H )4 
( C O3 
)16 ( 
Si56 
O140 ) 

141 72 2 0 -0.021 01-
086-
1693
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( H2 O 
)16 

23 0.000 Magad
iite 

0.190 Na Si7 
O13 ( 
O H )3 
!3 H2 
O 

34 20 2 0 -0.123 00-
020-
1156

22 0.000 Tarana
kite 

0.194 H6 K3 
Al5 ( P 
O4 )8 
!18 H2 
O 

45 27 1 0 0.033 00-
029-
0981

22 0.000 Magad
iite 

0.158 Na Si7 
O13 ( 
O H )3 
!4 H2 
O 

44 29 2 0 -0.109 00-
024-
0698

17 0.760 Boggsi
te 

0.253 ( Ca , 
Na , K 
)11 
Si78 
Al18 
O192 
!70 H2 
O 

31 20 1 0 0.121 00-
046-
1350

15 0.000 Liskear
dite 

0.069 ( Al , 
Fe )3 
As O4 
( O H 
)6 !5 
H2 O 

21 15 1 1 -0.010 00-
011-
0146

12 0.000 Meta-
alumin
ite 

0.037 Al2 S 
O4 ( O 
H )4 !5 
H2 O 

24 17 1 0 0.145 00-
020-
0060

11 0.000 Beidell
ite-
18A, 
glycero
l 

0.058 Ca0.2 
Al2 
Si4 
O10 ( 
O H )2 
!6 H2 
O 

19 12 1 1 -0.025 00-
019-
0150

11 0.000 Szmiki
te, syn 

0.190 Mn S 
O4 ! 
H2 O 

52 28 2 0 -0.126 00-
033-
0906

11 7.230 Labrad
orite 

10.763 Na.48 
Ca.52 
Al1.52 
Si2.48 
O8 

129 75 2 0 -0.129 01-
075-
0650
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Peak List: (Bookmark 5) 
 

d-
spacin
g [Å] 

Pos. 
[°2Th.] 

Height 
[cts] 

FWH
M 

[°2Th.] 

Rel. 
Int. 
[%] 

Tip 
width 

[°2Th.]

Match
ed by 

Height 
[cps] 

Area 
[cps*°
2Th.] 

Area 
[cts*°2

Th.] 

Match
ed 

17.204
10 

5.1367 215.49 0.5952 47.94 0.4960 2.16 0.86 85.51 No

16.245
60 

5.4400 220.48 0.0200 49.05 0.0167 2.21 0.03 2.94 No

15.531
79 

5.6902 283.58 0.4910 63.09 0.4092 2.84 0.93 92.82 No

14.786
22 

5.9774 330.07 0.8323 73.43 0.6936 00-
039-
0381

3.31 1.84 183.14 Yes

14.362
26 

6.1540 295.96 0.0200 65.84 0.0167 00-
039-
0381

2.97 0.04 3.95 Yes

13.529
48 

6.5332 372.26 0.4332 82.82 0.3610 00-
013-
0259

3.73 1.08 107.52 Yes

12.806
67 

6.9024 360.88 0.3749 80.28 0.3124 00-
029-
1492

3.62 0.90 90.20 Yes

12.583
61 

7.0249 347.99 0.7923 77.41 0.6602 01-
080-

1831; 
00-

029-
1492

3.49 1.84 183.80 Yes

12.181
25 

7.2572 302.66 0.7165 67.33 0.5971 01-
080-

1831; 
00-

029-
1492

3.04 1.45 144.57 Yes

11.792
17 

7.4970 250.25 0.0200 55.67 0.0167 01-
080-
1831

2.51 0.03 3.34 Yes

10.593
83 

8.3465 155.34 0.6985 34.56 0.5821 00-
021-
0550

1.56 0.73 72.33 Yes

9.9918
1 

8.8503 86.74 0.2007 19.30 0.2040 00-
046-
1311

0.87 0.17 17.18 Yes

7.7334
6 

11.442
5 

115.00 0.2617 25.58 0.2181 00-
039-

0381; 
00-

027-
1275; 

1.15 0.20 20.06 Yes
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00-
029-
1492

7.5073
8 

11.788
3 

173.79 0.3319 38.66 0.2766 00-
027-

1275; 
00-

029-
1492

1.74 0.39 38.45 Yes

7.3845
8 

11.985
0 

235.80 0.0200 52.46 0.0167 00-
027-

1275; 
00-

029-
1492

2.37 0.03 3.14 Yes

7.1392
2 

12.398
5 

449.51 0.1338 100.00 0.1360 00-
029-
1488

4.51 0.60 59.34 Yes

4.9648
7 

17.865
9 

14.71 0.4015 3.27 0.4080 00-
046-
1311

0.15 0.06 5.83 Yes

4.5281
4 

19.605
2 

141.05 0.3142 31.38 0.2618 00-
039-

0381; 
00-

013-
0259; 

00-
027-

1275; 
00-

046-
1311; 

00-
021-

0550; 
01-

080-
1831; 

01-
075-
1190

1.41 0.30 29.54 Yes

4.4640
7 

19.889
5 

189.21 0.2007 42.09 0.2040 00-
029-

1488; 
00-

039-
0381; 

00-
013-

1.90 0.38 37.47 Yes
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0259; 
00-

046-
1311; 

00-
021-

0550; 
01-

080-
1831; 

00-
029-
1492

4.4022
8 

20.171
6 

190.10 0.5138 42.29 0.4281 00-
029-

1488; 
00-

039-
0381; 

00-
013-

0259; 
00-

046-
1311; 

00-
029-
1492

1.91 0.65 65.11 Yes

4.3379
4 

20.473
9 

151.29 0.8688 33.66 0.7240 00-
021-

0550; 
00-

029-
1492

1.52 0.88 87.63 Yes

4.2511
5 

20.896
5 

140.28 0.1004 31.21 0.1020 01-
085-

1780; 
00-

021-
0550; 

01-
080-

1831; 
01-

075-
1190

1.41 0.14 13.89 Yes

4.1553
9 

21.383
7 

86.43 0.2676 19.23 0.2720 00-
046-

1311; 
00-

0.87 0.23 22.82 Yes

     



Christoph Vogt Page 7 2/12/2009 

021-
0550; 

01-
080-

1831; 
01-

075-
1190

3.6627
7 

24.300
9 

94.60 0.9565 21.04 0.7971 00-
027-

1275; 
00-

046-
1311; 

00-
021-

0550; 
01-

075-
1190

0.95 0.61 60.32 Yes

3.6226
0 

24.574
6 

170.30 0.3029 37.89 0.2524 00-
029-

1488; 
00-

027-
1275; 

01-
080-

1831; 
01-

075-
1190

1.71 0.34 34.39 Yes

3.5752
1 

24.905
4 

348.71 0.1673 77.57 0.1700 00-
029-

1488; 
01-

080-
1831; 

01-
075-
1190

3.50 0.58 57.54 Yes

3.5406
4 

25.152
6 

265.20 0.0200 59.00 0.0167 00-
029-

1488; 
00-

039-
0381; 

01-
080-

1831; 

2.66 0.04 3.54 Yes
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01-
075-
1190

3.4987
8 

25.458
6 

184.60 0.7797 41.07 0.6498 00-
039-

0381; 
00-

046-
1311; 

00-
021-

0550; 
01-

075-
1190

1.85 0.96 95.96 Yes

3.4923
9 

25.505
9 

153.40 0.0411 34.13 0.0342 00-
039-

0381; 
00-

046-
1311; 

00-
021-

0550; 
01-

075-
1190

1.54 0.04 4.20 Yes

3.4691
8 

25.679
5 

137.50 0.0200 30.59 0.0167 00-
039-

0381; 
00-

046-
1311; 

00-
021-

0550; 
01-

080-
1831; 

01-
075-
1190

1.38 0.02 1.83 Yes

3.3447
4 

26.652
1 

310.84 0.0836 69.15 0.0850 01-
085-

1780; 
00-

013-
0259; 

00-
046-

3.12 0.26 25.65 Yes
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1311; 
00-

021-
0550; 

01-
075-

1190; 
00-

029-
1492

3.3105
4 

26.932
6 

115.80 0.0200 25.76 0.0167 01-
085-

1780; 
00-

013-
0259; 

00-
046-

1311; 
01-

080-
1831; 

01-
075-

1190; 
00-

029-
1492

1.16 0.02 1.54 Yes

3.2846
2 

27.149
2 

107.70 0.1123 23.96 0.0936 01-
080-

1831; 
01-

075-
1190

1.08 0.08 8.07 Yes

3.2208
1 

27.697
7 

72.93 0.5835 16.22 0.4863 00-
013-

0259; 
00-

046-
1311; 

00-
021-

0550; 
01-

075-
1190

0.73 0.28 28.37 Yes

2.5939
3 

34.580
0 

76.72 0.4937 17.07 0.4114 00-
013-

0259; 
00-

0.77 0.25 25.25 Yes
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027-
1275; 

00-
046-

1311; 
00-

021-
0550; 

01-
080-

1831; 
01-

075-
1190; 

00-
029-
1492

2.5633
5 

35.005
8 

95.15 0.4015 21.17 0.4080 00-
029-

1488; 
00-

039-
0381; 

00-
027-

1275; 
00-

046-
1311; 

00-
021-

0550; 
01-

080-
1831; 

01-
075-

1190; 
00-

029-
1492

0.95 0.38 37.68 Yes

2.5052
8 

35.844
4 

99.40 0.3843 22.11 0.3203 00-
029-

1488; 
00-

039-
0381; 

00-
013-

0259; 

1.00 0.26 25.47 Yes
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00-
046-

1311; 
01-

075-
1190

2.4550
0 

36.604
2 

100.00 0.3629 22.25 0.3024 00-
029-

1488; 
01-

085-
1780; 

00-
027-

1275; 
00-

046-
1311; 

01-
080-

1831; 
01-

075-
1190; 

00-
029-
1492

1.00 0.24 24.19 Yes

2.4395
0 

36.845
1 

80.50 0.5382 17.91 0.4485 00-
029-

1488; 
01-

085-
1780; 

00-
046-

1311; 
01-

080-
1831; 

01-
075-

1190; 
00-

029-
1492

0.81 0.29 28.88 Yes

2.4088
1 

37.331
8 

87.30 0.1906 19.42 0.1588 01-
080-

1831; 
01-

075-

0.88 0.11 11.09 Yes
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1190
2.3851

7 
37.715

7 
53.71 0.2007 11.95 0.2040 00-

029-
1488; 

00-
046-

1311; 
01-

080-
1831; 

01-
075-
1190

0.54 0.11 10.64 Yes

2.3640
1 

38.066
2 

91.20 0.1252 20.29 0.1044 00-
029-

1488; 
00-

039-
0381; 

00-
046-

1311; 
01-

080-
1831; 

01-
075-
1190

0.91 0.08 7.62 Yes

2.3423
5 

38.432
0 

101.08 0.2911 22.49 0.2426 00-
029-

1488; 
00-

039-
0381; 

01-
075-
1190

1.01 0.20 19.62 Yes

1.9958
6 

45.445
0 

26.71 0.8029 5.94 0.8160 00-
029-

1488; 
00-

039-
0381; 

00-
046-

1311; 
01-

080-
1831; 

01-

0.27 0.21 21.16 Yes
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075-
1190

1.8178
4 

50.186
9 

18.76 0.2007 4.17 0.2040 00-
039-

0381; 
01-

085-
1780; 

01-
080-

1831; 
01-

075-
1190

0.19 0.04 3.72 Yes

1.7912
7 

50.984
0 

14.33 0.4015 3.19 0.4080 00-
029-

1488; 
01-

080-
1831; 

01-
075-
1190

0.14 0.06 5.68 Yes

1.6697
1 

54.996
1 

39.07 0.4015 8.69 0.4080 00-
029-

1488; 
00-

039-
0381; 

01-
085-

1780; 
01-

080-
1831; 

01-
075-
1190

0.39 0.16 15.47 Yes

1.4889
0 

62.368
0 

36.32 0.4015 8.08 0.4080 00-
029-

1488; 
01-

080-
1831; 

01-
075-
1190

0.36 0.14 14.39 Yes

1.3742
3 

68.249
5 

16.98 0.2007 3.78 0.2040 00-
029-

1488; 

0.17 0.03 3.36 Yes
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01-
085-

1780; 
01-

080-
1831; 

01-
075-
1190

1.2863
2 

73.573
3 

7.31 0.9792 1.63 0.8160 00-
029-

1488; 
01-

080-
1831; 

01-
075-
1190

0.07 0.10 9.55 Yes

 
More items… (Bookmark 6) 
 
Visible Scan Name Start pos. [°2Th.] End pos. [°2Th.] Step [°2Th.] Measured 

Date/Time 
* 003 2mue 3.0080 84.9820 0.0170 28-jun-2007 19:24

 
More items… (Bookmark 7) 
 
Insert Measurement: 
- Scan name = "003 2mue.udf" 
- Modification time = "09/07/2007 16:52:50" 
- Modification editor = "Administrator" 
 
Interpolate Step Size: 
- Step Size = "Derived" 
- Modification time = "09/07/2007 16:52:50" 
- Modification editor = "Administrator" 
 
Determine Background: 
- Correction method = "Automatic" 
- Bending factor = "0" 
- Use smoothed input data = "Yes" 
- Add to net scan = "Nothing" 
- Modification time = "09/07/2007 16:53:00" 
- Modification editor = "Administrator" 
 
Search Peaks: 
- Minimum significance = "1.00" 
- Minimum tip width = "0.01" 
- Maximum tip width = "1.00" 
- Peak base width = "5.00" 
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- Method = "Minimum 2nd derivative" 
- Modification time = "09/07/2007 16:53:09" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "6.9024" 
- Modification time = "09/07/2007 16:53:21" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "6.5332" 
- Modification time = "09/07/2007 16:53:22" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "6.1540" 
- Modification time = "09/07/2007 16:53:23" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "5.9774" 
- Modification time = "09/07/2007 16:53:24" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "5.6902" 
- Modification time = "09/07/2007 16:53:24" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "5.1367" 
- Modification time = "09/07/2007 16:53:25" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "5.4400" 
- Modification time = "09/07/2007 16:53:26" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "7.0249" 
- Modification time = "09/07/2007 16:53:28" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "7.2572" 
- Modification time = "09/07/2007 16:53:29" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "7.4970" 
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- Modification time = "09/07/2007 16:53:30" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "8.3465" 
- Modification time = "09/07/2007 16:53:31" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "11.9850" 
- Modification time = "09/07/2007 16:53:33" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "11.7883" 
- Modification time = "09/07/2007 16:53:34" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "11.4425" 
- Modification time = "09/07/2007 16:53:37" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "20.4739" 
- Modification time = "09/07/2007 16:53:57" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "20.1716" 
- Modification time = "09/07/2007 16:53:58" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "19.6052" 
- Modification time = "09/07/2007 16:54:00" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "24.5746" 
- Modification time = "09/07/2007 16:54:02" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "25.1526" 
- Modification time = "09/07/2007 16:54:03" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "25.4586" 
- Modification time = "09/07/2007 16:54:03" 
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- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "25.5059" 
- Modification time = "09/07/2007 16:54:04" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "25.6795" 
- Modification time = "09/07/2007 16:54:05" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "24.3009" 
- Modification time = "09/07/2007 16:54:06" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "26.9326" 
- Modification time = "09/07/2007 16:54:10" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "27.1492" 
- Modification time = "09/07/2007 16:54:11" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "27.6977" 
- Modification time = "09/07/2007 16:54:12" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "35.8444" 
- Modification time = "09/07/2007 16:54:15" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "36.6042" 
- Modification time = "09/07/2007 16:54:16" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "34.5800" 
- Modification time = "09/07/2007 16:54:18" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "37.3318" 
- Modification time = "09/07/2007 16:54:20" 
- Modification editor = "Administrator" 
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Insert Peak: 
- Peak position [°2Th.] = "36.8451" 
- Modification time = "09/07/2007 16:54:20" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "38.0662" 
- Modification time = "09/07/2007 16:54:21" 
- Modification editor = "Administrator" 
 
Insert Peak: 
- Peak position [°2Th.] = "38.4320" 
- Modification time = "09/07/2007 16:54:33" 
- Modification editor = "Administrator" 
 
Search-Match: 
- Data source = "Profile and peak list" 
- Restriction = "Restriction set" 
- Description = "Minerals subfile only" 
- All of: elements = "" 
- At least one of: elements = "" 
- None of: elements = "" 
- Maximum no. of elements = "105" 
- Skip marked as deleted by ICDD = "No" 
- Skip marked as deleted by a user = "No" 
- Quality marks set = "" 
- Subfiles = "M" 
- Scoring schema = "Multi phase" 
- Auto residue = "Yes" 
- Match intensity = "Yes" 
- Demote unmatched strong = "Yes" 
- Allow pattern shift = "Yes" 
- Two theta shift = "0" 
- Identify = "No" 
- Modification time = "09/07/2007 16:54:52" 
- Modification editor = "Administrator" 
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