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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

400

1600

3600

6400

 223_2-18mue.CAF

 Peak List
 01-078-2315
 00-009-0466
 00-009-0478
 00-034-0782
 00-001-1098
 00-029-1491
 00-001-1295

 

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 

"C" 81 64 Quartz Si O2 0.920 01-078-
2315 

-0.009 3.100

"S";UE 47 11 Albite, 
ordered 

Na Al Si3 
O8 

0.033 00-009-
0466 

0.047 0.650

"I";UE 39 9 Anorthocl ( Na , K ) 0.025 00-009- -0.010 0.600
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ase, 
disordere
d 

( Si3 Al ) 
O8 

0478 

"O";UE 26 4 Fraipontit
e-
1\ITO\R
G 

( Zn , Al , 
Cu )3 ( Si 
, Al )2 O5 
( O H )4 

0.011 00-034-
0782 

-0.130 0.650

"B";D;U
E 

27 10 Muscovit
e 

H2 K Al3 
( Si O4 )3

0.019 00-001-
1098 

-0.004 0.400

"I";UE 19 2 Saponite-
15A 

Ca0.2 
Mg3 ( Si , 
Al )4 O10 
( O H )2 
!4 H2 O 

0.004 00-029-
1491 

0.298 0.400

"B";D;U
E 

10 - Pyrite Fe S2 0.004 00-001-
1295 

-0.035 2.670

 

Pattern 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 

26 0.590 Quartz, 
syn 

0.005 Si O2 26 10 3 0 0.084 01-
083-
2468

24 0.000 Orthoc
lase 

0.013 K Al 
Si3 O8 

59 33 5 0 0.019 00-
022-
1212

23 0.610 Quartz 0.005 Si O2 25 9 4 0 0.004 01-
083-
2469

21 0.740 Orthoc
lase 

0.015 K Si3 
Al O8 

146 70 15 0 -0.001 01-
071-
1540

19 0.000 Orthoc
lase 

0.014 K Al 
Si3 O8 

79 44 8 0 0.011 00-
019-
0931

18 0.750 Sanidi
ne 

0.005 ( K , 
Na ) ( 
Si3 Al 
) O8 

66 36 8 0 -0.044 00-
019-
1227

18 0.750 Adular
ia 

0.014 K4 Al4 
Si12 
O32 

151 71 18 0 -0.011 01-
071-
0956

18 0.680 Sanidi
ne 

0.010 K0.65 
Na0.35 
Al Si3 
O8 

160 72 17 0 0.005 01-
083-
1657
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17 0.600 Microc
line, 
ordere
d 

0.013 K Al 
Si3 O8 

79 54 9 0 0.013 00-
019-
0926

17 0.750 Adular
ia 

0.011 K ( Al 
Si3 O8 
) 

151 65 13 0 -0.020 01-
071-
1543

 

Document History: (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 

14.611
86 

6.0488 57.29 0.4684 0.63 0.4760 00-
029-
1491

0.57 0.27 26.47 Yes

9.9535
2 

8.8844 132.13 0.0836 1.45 0.0850 00-
001-
1098

1.33 0.11 10.90 Yes

7.1701
2 

12.344
8 

93.48 0.2676 1.03 0.2720 00-
034-
0782

0.94 0.25 24.68 Yes

6.3695
5 

13.903
7 

26.41 0.2007 0.29 0.2040 00-
009-

0466; 
00-

009-
0478

0.26 0.05 5.23 Yes

5.9062
4 

15.000
4 

10.59 0.4015 0.12 0.4080 00-
009-

0466; 
00-

009-
0478

0.11 0.04 4.20 Yes

4.9859
6 

17.789
7 

47.74 0.1004 0.52 0.1020 00-
001-

1098; 
00-

029-
1491

0.48 0.05 4.73 Yes

4.4673
4 

19.874
8 

60.32 0.1673 0.66 0.1700 00-
001-

1098; 
00-

029-
1491

0.60 0.10 9.95 Yes

4.2563
0 

20.871
0 

2036.5
4 

0.1004 22.39 0.1020 01-
078-
2315

20.43 2.02 201.63 Yes
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4.0292
9 

22.061
2 

118.83 0.1004 1.31 0.1020 00-
009-
0466

1.19 0.12 11.76 Yes

3.7742
7 

23.572
5 

79.79 0.1338 0.88 0.1360 00-
009-

0466; 
00-

009-
0478; 

00-
029-
1491

0.80 0.11 10.53 Yes

3.6643
7 

24.290
1 

69.23 0.1673 0.76 0.1700 00-
009-
0466

0.69 0.11 11.42 Yes

3.5734
2 

24.918
2 

52.95 0.2007 0.58 0.2040 00-
009-

0478; 
00-

034-
0782

0.53 0.11 10.48 Yes

3.4747
4 

25.637
7 

66.07 0.2007 0.73 0.2040 00-
009-

0466; 
00-

009-
0478; 

00-
001-
1098

0.66 0.13 13.08 Yes

3.3449
8 

26.650
1 

9097.5
3 

0.0836 100.00 0.0850 01-
078-

2315; 
00-

001-
1098

91.25 7.53 750.61 Yes

3.2887
1 

27.114
8 

140.31 0.1004 1.54 0.1020 1.41 0.14 13.89 No

3.2468
5 

27.471
2 

337.27 0.0836 3.71 0.0850 00-
009-
0478

3.38 0.28 27.83 Yes

3.2148
6 

27.749
9 

181.48 0.0669 1.99 0.0680 00-
009-
0478

1.82 0.12 11.98 Yes

3.1912
7 

27.959
3 

271.85 0.1171 2.99 0.1190 00-
009-

0466; 
00-

001-
1098

2.73 0.31 31.40 Yes
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2.9930
3 

29.852
7 

48.72 0.1673 0.54 0.1700 00-
009-

0478; 
00-

001-
1098

0.49 0.08 8.04 Yes

2.9296
7 

30.513
9 

50.27 0.1004 0.55 0.1020 00-
009-

0466; 
00-

009-
0478

0.50 0.05 4.98 Yes

2.9039
4 

30.790
9 

47.41 0.1673 0.52 0.1700 00-
009-
0478

0.48 0.08 7.82 Yes

2.8594
3 

31.282
4 

27.29 0.1673 0.30 0.1700 00-
009-

0466; 
00-

001-
1098

0.27 0.05 4.50 Yes

2.7098
1 

33.057
7 

51.24 0.1338 0.56 0.1360 00-
001-
1295

0.51 0.07 6.76 Yes

2.5631
2 

35.009
0 

53.28 0.2007 0.59 0.2040 00-
009-

0466; 
00-

001-
1098

0.53 0.11 10.55 Yes

2.4586
8 

36.547
5 

563.57 0.0669 6.19 0.0680 01-
078-

2315; 
00-

009-
0466

5.65 0.37 37.20 Yes

2.3856
8 

37.707
3 

11.10 0.2676 0.12 0.2720 00-
009-

0466; 
00-

034-
0782; 

00-
001-
1098

0.11 0.03 2.93 Yes

2.3357
3 

38.545
1 

16.12 0.3346 0.18 0.3400 00-
009-
0478

0.16 0.05 5.32 Yes

2.2806
9 

39.479
6 

527.67 0.0816 5.80 0.0680 01-
078-

5.29 0.58 57.41 Yes



Christoph Vogt Page 6 2/12/2009 

     

2315; 
00-

009-
0466; 

00-
001-
1098

2.2360
5 

40.301
4 

268.59 0.0612 2.95 0.0510 01-
078-
2315

2.69 0.22 21.92 Yes

2.1612
3 

41.796
9 

33.12 0.1338 0.36 0.1360 00-
009-
0478

0.33 0.04 4.37 Yes

2.1273
9 

42.456
7 

409.32 0.0816 4.50 0.0680 01-
078-

2315; 
00-

009-
0466; 

00-
034-

0782; 
00-

001-
1098

4.11 0.45 44.53 Yes

2.1269
7 

42.576
3 

199.29 0.0612 2.19 0.0510 2.00 0.16 16.26 No

1.9796
4 

45.798
4 

284.57 0.0816 3.13 0.0680 01-
078-

2315; 
00-

009-
0466

2.85 0.31 30.96 Yes

1.9791
3 

45.931
3 

142.53 0.0612 1.57 0.0510 1.43 0.12 11.63 No

1.9266
6 

47.132
7 

19.30 0.1224 0.21 0.1020 00-
009-

0466; 
00-

009-
0478

0.19 0.03 3.15 Yes

1.8898
5 

48.108
0 

8.95 0.3264 0.10 0.2720 00-
009-
0466

0.09 0.04 3.89 Yes

1.8177
5 

50.145
1 

914.27 0.1020 10.05 0.0850 01-
078-

2315; 
00-

009-
0466

9.17 1.25 124.34 Yes
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1.8175
6 

50.284
0 

462.16 0.0612 5.08 0.0510 4.64 0.38 37.71 No

1.8013
0 

50.635
2 

57.60 0.1632 0.63 0.1360 01-
078-

2315; 
00-

009-
0466

0.58 0.13 12.53 Yes

1.6715
8 

54.880
0 

254.51 0.0816 2.80 0.0680 01-
078-
2315

2.55 0.28 27.69 Yes

1.6713
5 

55.036
3 

146.58 0.0612 1.61 0.0510 1.47 0.12 11.96 No

1.6589
0 

55.335
5 

111.12 0.0816 1.22 0.0680 01-
078-
2315

1.11 0.12 12.09 Yes

1.5415
4 

59.959
4 

608.31 0.0816 6.69 0.0680 01-
078-

2315; 
00-

034-
0782

6.10 0.66 66.18 Yes

1.5412
1 

60.138
3 

307.61 0.0816 3.38 0.0680 3.09 0.34 33.47 No

1.4977
3 

61.902
6 

13.29 1.1424 0.15 0.9520 00-
001-

1098; 
00-

001-
1295

0.13 0.20 20.24 Yes

1.4525
9 

64.050
3 

112.64 0.1020 1.24 0.0850 01-
078-

2315; 
00-

001-
1295

1.13 0.15 15.32 Yes

1.4524
7 

64.234
7 

56.17 0.0816 0.62 0.0680 0.56 0.06 6.11 No

1.4169
2 

65.864
0 

19.57 0.2448 0.22 0.2040 01-
078-

2315; 
00-

034-
0782

0.20 0.06 6.39 Yes

1.3820
5 

67.746
6 

341.00 0.1020 3.75 0.0850 01-
078-
2315

3.42 0.47 46.38 Yes

1.3820
8 

67.936
2 

172.76 0.0816 1.90 0.0680 1.73 0.19 18.80 No

1.3750 68.141 399.66 0.1020 4.39 0.0850 01- 4.01 0.55 54.35 Yes
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1 1 078-
2315

1.3717
1 

68.327
9 

436.61 0.1020 4.80 0.0850 01-
078-
2315

4.38 0.60 59.38 Yes

1.3716
8 

68.522
7 

126.49 0.0612 1.39 0.0510 1.27 0.10 10.32 No

1.2877
6 

73.477
9 

122.84 0.1224 1.35 0.1020 01-
078-
2315

1.23 0.20 20.05 Yes

1.2878
9 

73.681
5 

59.51 0.1020 0.65 0.0850 0.60 0.08 8.09 No

1.2558
9 

75.664
0 

163.06 0.1020 1.79 0.0850 01-
078-
2315

1.64 0.22 22.18 Yes

1.2557
4 

75.896
4 

76.72 0.1224 0.84 0.1020 0.77 0.13 12.52 No

1.2281
9 

77.685
3 

77.98 0.0612 0.86 0.0510 01-
078-
2315

0.78 0.06 6.36 Yes

1.2254
2 

77.893
7 

51.92 0.1020 0.57 0.0850 01-
078-
2315

0.52 0.07 7.06 Yes

1.1998
3 

79.883
3 

118.93 0.1224 1.31 0.1020 01-
078-
2315

1.19 0.19 19.41 Yes

1.2002
8 

80.085
7 

88.94 0.1224 0.98 0.1020 0.89 0.15 14.52 No

1.1841
6 

81.158
8 

125.37 0.1020 1.38 0.0850 01-
078-
2315

1.26 0.17 17.05 Yes

1.1801
8 

81.490
5 

142.55 0.1632 1.57 0.1360 01-
078-

2315; 
00-

001-
1295

1.43 0.31 31.02 Yes

1.1801
7 

81.736
8 

65.15 0.1020 0.72 0.0850 0.65 0.09 8.86 No

1.1529
8 

83.840
5 

95.59 0.1020 1.05 0.0850 01-
078-

2315; 
00-

001-
1295

0.96 0.13 13.00 Yes

1.1529
7 

84.097
1 

40.19 0.0816 0.44 0.0680 0.40 0.04 4.37 No

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

* 223_2-18mue 3.0080 84.9820 0.0170 14/02/2007 
02:32:28

 
More items… (Bookmark 7) 
 
Insert Measurement: 
- Scan name = "223_2-18mue.xrdml" 
- Modification time = "14/02/2007 12:05:54" 
- Modification editor = "Universitaet Bremen" 
 
Interpolate Step Size: 
- Step Size = "Derived" 
- Modification time = "14/02/2007 12:05:54" 
- Modification editor = "Universitaet Bremen" 
 
Determine Background: 
- Correction method = "Automatic" 
- Bending factor = "0" 
- Use smoothed input data = "Yes" 
- Add to net scan = "Nothing" 
- Modification time = "14/02/2007 12:08:08" 
- Modification editor = "Universitaet Bremen" 
 
Search Peaks: 
- Minimum significance = "1.00" 
- Minimum tip width = "0.05" 
- Maximum tip width = "1.00" 
- Peak base width = "5.00" 
- Method = "Minimum 2nd derivative" 
- Modification time = "14/02/2007 12:10:56" 
- Modification editor = "Universitaet Bremen" 
 
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" 
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- Allow pattern shift = "Yes" 
- Two theta shift = "0" 
- Identify = "No" 
- Modification time = "14/02/2007 12:15:23" 
- Modification editor = "Universitaet Bremen" 
 
More items… (Bookmark 8) 
 
More items… (Bookmark 9) 
 
More items… (Bookmark 10) 
 
More items… (Bookmark 11) 
 
More items… (Bookmark 12) 
 
More items… (Bookmark 13) 
 
More items… (Bookmark 14) 
 
More items… (Bookmark 15) 
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