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Date: 13/03/2014Time: 08:05:50 File: 1 User: DIFFRACTION
No. os. [2Th]  |[FWHM [°2..|Area calc. Assignment h Multiplicity [F obs. F cate.

20,7591 0,163 0,000 0,000000 0,000000
21,8487 02244 0,0000 0,000000( 0,000000
265279 01224 0,0000] 0,000000 0,000000
283017 02856 0,000 0.000000 0,000
2981720 0,6528] 0,0000 0,000000 0,
312362 02854 0.0000 0,000000 0,000000
353559 0.2448] 0,0000 0,000000 0,000000
359706 02856 0,0000 0,000000) 0,000000
36,4791 01224 0,0000 0.000000) 0,000000)
393464 0,1020 0,0000) 0,000000 0,000000
402125 0244 0,0000 0,000000) 0,000000
233120 01632 0,0000) 0,000000 0,000000
415288 03672 0,0000) 0,000000] 0,000000
456714 0,1632 0,0000) 0, 0,000000
46,7648 04896 0,0000 0, 0,000000
483566  0.4080 0. 0,000000) 0,000000
50,0698 01836 0, 0,000000 0,000000
538757 0.4896 0, 0,000000) 0,000000
547968 0.2040 0. 0,000000 0,000000
5525000 02448 0,0000| 0,000000 0,000000)
568502  0.3264 0,0000 0,000000) 0,000000
5982600 0,124 0,0000 0.000000) 0,000000
61,702 0,4896 0,0000 0.000000) 0,000000
63,9444 02040 0,0000 0.000000) 0,000000
67.6988  0,1836 0,0000 0,000000 0,000000
68,0268 01428 0,0000 0,000000 0,000000
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Date: 13/03/2014Time: 08:05:50 File: 1 User: DIFFRACTION

[Area [cts*°2Th.] Derivation |Backgr [cts] ld-spacing [A] Height [cts] IK-A2 /K-Al Ratio  [Matched

511,10{Pure K-Alphal 604,86 4.27546, 234881
1476.67[Pure K-Alphal 614,00 4,06462 493538
2006.39il’ure K-Alphal 5370 3,35734 12294.08
1 ll.ﬁ‘)lPure K-Alphal 489.00| 315082 29331
38.83fPure K-Alphal 463,00 2.99404 4461
I4l,32EPure K-Alphal 444,00| 286118 371,11
74.95|Pure K-Alphal 425,00 2.53666 229,62
265, 16|Pure K-Alphal 420.00| 249471 696,34
208.22|Pure K-Alphal 40343 246109 1275.84)
96, 18|Pure K-Alphal 336,00 2,28810) 707.17
127, 18fPure K-Alphal 332,00 2.24079 389,66
143.08[Pure K-Alphal 333.00) 213341 657.53
56.34|Purc K-Alphal 315,00 2,03309 115,08
80.51|Pure K-Alphal 308.30 1,98485] 369.99
92,58lPure K-Alphal 304.00f 1,94096 141,83 3|
94 52/Pure K-Alphal 314.25 1,880721 173,75
260,87|Pure K-Alphal 305, 1,82030 1065.65
37.99|Pure K-Alphal 296,00) 1,70035| 58,2
104.51|Pure K-Alphal 299,01 1.67393] 384.23
33,13fPure K-Alphal 301,74} 1.66126| 101.5
85.54|Pure K-Alphal 316.00) 1.61824] 196,55
203.33Pure K-Alphal 307.0 1,54466 1245.90) |
41,88/Pure K-Alphal 296,00| 1,50212 64, 16|
52.46[Pure K-Alphal 294,00 1,45474) 192.86
140,57|Pure K-Alphal 304,00 1.38291 574.21 ¥
163,62|Pure K-Alphal 307,00 1,37704) 859,34

20f3
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Date: 13/03/2014Time: 08:05:50

File: 1

Matched by IRel. Int. [%] Source IStatus
1-083-0539: 01-075... 19.11[Search Peaks lIncluded
00-001-0438: 01-075... 40, I4§earch Peaks Included
01-083-0539 100,00 carch Peaks ncluded
00-001-0438: 01-075... 2.39|Search Peaks included
01-075-1404 0.36Search Peaks included
01-089-3615: 00-001... 3.02Search Peaks Included
01-075-1404 1,87|Search Peaks Included
00-001-0438 5,66§eamh Peaks [Included
01-083-0539: 01-075... lO.BBISearch Peaks [Included
. [01-083-0539: 01-075... 5.75|Search Peaks [Included
1-083-0539 3.17|Search Peaks [Included
1-083-0539; 01-075... 5.35!Search Peaks lincluded
1-089-3615; 01-075... 0.94lSearch Peaks [Included
01-083-0539; 01-075... 3.01|Search Peaks lincluded
00-001-0438; 01-075... 1.15/Search Peaks Included
101-075-1404 1.41[Search Peaks lIncluded
01-083-0539. 01-075... 8.67|Search Peaks lincluded
1-075-1404 0.47Search Peaks included
01-083-0539: 01-075... 3,13|Search Peaks lIncluded
01-083-0539: 01-08Y... 0.83|Search Peaks Included
01-083-0539 l.(’OISearch Peaks lIncluded
1-083-0539 10.13[Search Peaks Included
01-075-1404 0,52|Search Peaks Included
[01-083-0539: 01-075. . I,STISearch Peaks Included
(01-083-0539: 01-075... 4‘67Fearch Peaks Included
{01-083-0539: 01-075... 6_9‘?IScarch Peaks lIncluded
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Date: 03/04/2014Time: 12:11:00 File: 03 User: DIFFRACTION

INo. os. [°2Th.] IFWHM [°2... [Area calc. Assignment h K l Multiplicity [F obs. F calc.
11,6520 0,0816| 0,0000f 0,000000f 0.0000004
20,7294 0,1224| 0,0000| 0,000000f 0,000000|
23,3767 0,2448| 0,0000] 0,0000004 0,000000
26,6066 0,3264 0,0000] 0,000000f 0,000000|
29,1327 0,0816] 0,0000] 0,000000, 0,000000f
31,0341 0,3264 0,0000f 0,000000f 0,000000|

date: 03/04/2014Time: 12:11:00 File: 03 User: DIFFRACTION

Area [s*2Th]  [Derivation [Backer fets) |d-spacing [A] Height [cts] [K-A2/K-A1 Ratio  Matched
98.21fPurc K-Alphal 588,16 7,58856 902,68 ]
62,18Pure K-Alphal 785,00 428150 3809 =
42,76[Pure K-Alphal 816,00 3.80229 131,02 G
73,76jPure K-Alphal 834,00 3,34758| 169,43 &
46,90[Pure K-Alphal 81500 3,06281 431,08 3]
95, 16Pure K-Alphal 772,00 287936 218, ]

Date: 03/04/2014Time: 12:11:00 File: 03 User: DIFFRACTION

Matched by [Ret. nt. %] [Source Status

00-036-0432 100,00{Search Peaks Included

100-036-0432: 01-083.. 42 21|Search Peaks Included

00-036-0432 14.51]Search Peaks fincluded

01-083-0539 18.77|Search Peaks [Included

00-036-0432 47.76/Search Peaks Included

00-036-0432 24 221Search Peaks |Included
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User: DIFFRACTION
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Date: 13/03/2014Time: 08:11:24 File: 4 User: DIFFRACTION

0. 0s. [“2Th.] IFWHM [°2...]Area calc. |Assignmem lh k [Multiplicity [F obs. F calc.

197007 04896 0.0000| 0.00000 0.000000
207838 0.1632 0.000 0,000000 0.00000

229694 02448 0.0000 0.000000 0.000000
265036  0.1020) 0.0000 0.000000) 0.000000
203571 0.1020) 0,0000 0,000000) 0.000000)
346692 06528 0.0000) 0.000000 0.00000

35,8005 0,163 0,0000) 0.000000 0,000000
364205 02448 0,0000) 0.00000 0.000000
393722 02040 0.0000 0,000000 0.000000
400748 02448 0.0000 0.000000 0.000000
42,4027 03672 0.0000f 0.00000 0,000000
43,1082 0.1224 0.0000) 0.000000) 0.00000

474038 02040 0.0000 0.000000) 0.000000
48,4643 0.2448 0.0000 0.00000¢ 0,00000

50,0058 0,142 0.0000 0000000} 0,000000
573346 0.3264) 0.0000] 0.000000] 0.00000

50.8483 0.244 0,0000 0.000000) 0.000000)
646107 03264 0,0000 0.000000) 0.000000)
68.0775  0.2448 0,000 0.000000) 0.000000)

10f3
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Date: 13/03/2014Time: 08:11:24 File: 4 User: DIFFRACTION

|Area [cts*°2Th.] lDerivalion IBackgr.[cts] ld-spacing [A] IHeight [cts] [K-A2 / K-Al Ratio  |Matched
90,94]Pure K-Alphal 764,001 450268 139.3
92 99{Pure K-Alphal 802,00 427042 427,34
47,16[Pure K-Alphal 853,00| 3.86878 144,48
264.18[Pure K-Alphal 851,22 3.36036 1942.53
185.86{Pure K-Alphal 720.63 3.04035 1366.65
76.57|Pure K-Alphal 532.00) 2,58532 87.97
38, 27|Pure K-Alphal 526.,00( 2,50009) 175,88
53,54[Pure K-Alphal 516.00| 246492 164,03
92.62[Pure K-Alphal 451,00f 2.28666) 340,50|
30.71[Pure K-Alphal 447,03 2,24280) 94.08}
50,70[Pure K-Alphal 427,01 2,12998| 103.56
37.04[Pure K-Alphal 42148 2,09674| 226,93
68 .64]Pure K-Alphal 392,00, 1,91627 252,33
73 46[Pure K-Alphal 386,00, 1.87679) 225 08| [¥]
40,29[Pure K-Alphal 377.0 1,82248 211,59 ]
38.87|Pure K-Alphal 348, 1,60572 89,31
45 22|Pure K-Alphal 353.00 1,54414 138,54
41.35|Pure K-Alphal 332.00| 144134 95,01
46.19[Pure K-Alphal 320,70| 1.37614) 141,51

20f3
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Date: 13/03/2014Time: 08:11:24 File: 4 User: DIFFRACTION

Matched by [Ret. tnt. 2] Source Status
1-070-3754 7.17|Search Peaks included
1-083-0539: 01-070... 22,00(Search Peaks Included
1-072-1937: 01-070... 7.44|Search Peaks Included

01-083-0539; 01-070... 100.00{Search Peaks Included

01-072-1937 70,35Search Peaks Included

01-070-3754 4,53|Search Peaks Included

01-072-1937: 01-070.... 9.05|Search Peaks [Included
1-083-0539: 01-070... 8.44{Search Peaks Included

01-083-0539: 01-072... 17.53|Search Peaks Included
1-083-0539: 01-070... 4.84{Search Peaks IIncluded

01-083-0539: 01-070... 5,33Fiearch Peaks [Included

01-072-1937 11 68fSearch Peaks Included

01-072-1937 12,99|Search Peaks Included

01-072-1937; 01-070... 11,59(Search Peaks lIncluded

01-083-0539; 01-070... 10,89|Search Peaks Included
1-083-0539; 01-072... 4.60|Search Peaks Included
1-083-0539: 01-070... 7,13[Search Peaks Included
1-072-1937; 01-070... 4.8‘)ESearch Peaks Included
1-083-0539: 01-070... 7,28|Scan:h Peaks [Included

30f3
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Date: 02/04/2014Time: 11:19:03 File: 05 User: DIFFRACTION

INo. 0s. [°2Th.] IFWHM [°2... |Area calc. |Assignment lh | IMultiplicity [F obs. IF calc.
20,9141 0.1632 0.0000, 0.000000] 0.000000y
21,9564 0.2040f 0.0000) 0.000000| 0.000000|
26,7075 0.1224 0.0000) 0.000000f 0,000000/
36,6153 0,0816] 0.0000f 0.000000f 0.000000)
39,5022 0,2448) 0,0000f 0.000000 0.000000)
40.,34006| 0,1224 0,0000( 0.000000) 0.00000
42.4870) 0,1224 0,0000f 0,000000( 0.0000004
45,873 0,1632, 0.0000| 0,000000| 0,000000/
50.2014f 0.0816| 0.0000) 0,000000| 0,000000
54.9198] 0,1224 0.0000) 0,00000 0,00000
59.9985 0.2040| 0.0000) 0.000000/ 0.000000
67,7573 0,1224 0,0000) 0.000000 0.000000
68,2002] 0.3264] 0,0000] 0.000000 0,0000004
Date: 02/04/2014Time: 11:19:03 File: 05 User: DIFFRACTION
|Area [cts*°2Th.] IDerivation [Backgr.[cts] |d-spacing [A] IHeight [cts] IK-A2 /K-Al Ratio  [Matched
315.66[Pure K-Alphal 1140,99| 4.24410| 1450,64) El
I23,09|Pun: K-Alphal 1173,00| 4,04493 452,55 ]
1235,03{Pure K-Alphal 987,23 3.33516| 7567,59 E
88.81[Pure K-Alphal 512.41 245225 816,26 ~
110.80Pure K-Alphal 450.60| 2.27943 339.47] ~
34.94[Pure K-Alphal 44728 223397 214,11 |
42 68[Pure K-Alphal 412,00 2,12595) 261,54
55.50{Pure K-Alphal 390.00) 1,97659| 255,06
89, 14|Pure K-Alphal 346.,00| 1.81584 819,32 [~]
33.80/Pure K-Alphal 333.00| 1.67047 207.09
84,49|Purc K-Alphal 328.00| 1.54063 310,63
57,83lPure K-Alphal 326.00| 1.38186| 354,37 4]
131,76[Pure K-Alphal 319,00 137396 302,76
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Date: 02/04/2014Time: 11:19:03 File: 05 User: DIFFRACTION

Matched by Rel. Int. [%] Source Status

110850794 19.17/Search Peaks Included
]}1?!\\)1174157 b 5,98|Search Peaks Included o
11-085-0794 100,00{Search Peaks Included
01-085-0794 o !_(]_"y-’r);c:lrch- Peaks Included
01-085-0794 4. 49|Search Peaks Included
)1-085-0794 o ) 11\‘:;”\{1 Peaks Included
)l-thi-;?i}-l 3.46{Search Peaks Included o
)1-085-0794 o o 3,37|Search Peaks Included
)1-085-0794 - 7 10 873 Search Peaks Included
)1-085-0794 2 74iSearch Peaks o Included
lrliljxr'ull"“')rl i 4,10{Search Peaks Included
»Vlvus.ﬂ'—nf’lgr 4.68|Search Peaks Included o
l.i_IINi-U?‘N P 4.00{Search Peaks Included

5 e gl 50 ol Gadl as e ol & qudal) afile 5 oganl s
due T Y) Wle K Llgad 0 Lol 5 bl e capmill 23 ol IV dlagh
LIS dagml) sl Lo Jallailly ALl 5 3y paal) AESH (p

485 diluay 5 NM2591.63 4y ISl jb5e piiy 20.91 Lmuagll b

9019.17 ousy 5 A=4.24 Jol

Sy e Glbigin € s Hseday 21,95 dmagll 4 Hdsall pmidid -
95.98 oy 5 A=4.04 ol 488 dileay 5 NM1625.55

5 NMB554.82 40y slucail N 5, yiige adiiyy 26.70 dpagll b Ll
%100 4 5 A=3.33 Jolas 4 daley

Alica G 5 AL LSy 48U gl 5 1 pdise paidy & -
CsSe J185 135 96100 sty FolsSl) s Al o3¢l (ol (sSal) o s ade
seal phall ampt vie 5zl Aae jaall M ey Gl 5 i S
dclia 4 cleiad ) QA Sl e i g 5 crade mlas daxd 55
sl g =)
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Date: 02/04/2014Time: 11:20:40

File: 06 User: DIFFRACTION
INo 0s. [°2Th.] FWHM [°2... {Area calc. Assignment h i Multiplicity [F obs. IF calc.

11,6257 0.0816) 0.0000| 0,000001 0,000000
20,7161 0,1020} 0,000 0,000000/ 0,000000
23,3741 0.1020 0,0000) 0.000000f 0,000000
28.0597| 0.1020) 0.0000 0.000000| 0,000001

29,0971 0.1224 0,000 0.,000000) 0.000000
30,9569 0.0612 0.0000| 0,000000) 0.000000
32,0738 0.1224) 0.,0000) 0,000000/ 0.000000
32,7042, 0.1224] 0,0000] 0,00000 0.00000

33.3400) 0.1020) 0,000 0,000000| 0.000000|
35.3799) 0.0816 0,0000 0,000000)| 0,00000

373756 0.1020 0,0000| 0.000000) 0,00000

39,2718 0,2448 0.0000/ 0.000000f 0,000000|
40,6217 0.1224) 0.0000 0,000000) 0,000000
42,1479 0,1428| 0,0000 0.00000( 0.000000)
43,3289 0,0612] 0,0000) 0,000000 0.000000)
44,1715 0.1020) 0.0000 0.000000| 0000000
45,4955 0,102 0,0000| 0,000000) 0,000000
46,4058 0,1224] 0.0000) 0,000000 0,000000
47.8085] 0.1224 0,000 0,000000 0,000000
48,3498 0.1224) 0.0000f 0,000000) 0.000000
50.2962 0.1224) 0,0000 0,000000) 0,000000
51,12001 0,1224 0.000 0.000000f 0.000000}
53,5801 0,2448 0.,0000{ 0,000000 0,00000

54,4215 0,244 0,0000/ 0.000000 0.000000|
55.8218 0,1632 0,0000| 0.000000| 0,000000
56,7375 0,1428 0,0000| 0.000000) 0,000000)
58.1418 0,1020f 0.0000| 0.000000) 0.000000)
59.8531 0.1428 0.0000 0,00000 0.000001

60,3374 0.1428] 0.0000| 0,000000 0,000000
60,8480 0,1224] 0,0000 0,000000| 0,000000
61.2258 0.1632) 0,0000) 0.000000f 0,000000)
63,7060 0,102 0.0000 0,000000) 0.000000)
64,6881 0.1224) 0.0000 0.000000) 0,000000
65,7900 0.1632 0.0000{ 0,000000| 0,00000

67412 0.1020 0,0000 0,000000) 0.000000)
68,6626 0,142 0,0000) 0,000000/ 0.000000)
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Date: 02/04/2014Time: 11:20:40 File: 06 User: DIFFRACTION

|Area [cts*°2Th.] [Derivation Backer [cts] Id-spacing [A] [Height [cts] K-A2 / K-Al Ratio  [Matched
6311.82|Pure K-Alphal 630,00 7.60567] 5801308
1131,65Pure K-Alphal 394,32 4,28422) 8320.94
217227|Pure K-Alphal 368,00 3.80271 1597256
34.99/Pure K-Alphal 265.69 3,17745) 257,27
1686,50[Pure K-Alphal 294,00 3,06647 10333.94
282.17|Pure K-Alphal 279,26 2,88636) 3457.92
80.79lPure K-Alphal 229,56, 2,78835 495,07
lS.‘)‘)anre K-Alphal 229,52 2,73602 116,34 O
375103[Pnn: K-Alphal 237.00) 2.68529| 2757.55
94_0||Pum K-Alphal 198,00 25349 872.34] ™
64.,01|Pure K-Alphal 184,69 2.40409| 470,65} 4}
11.57Pure K-Alphal 162,15 229227 35.46) O
240.30[Pure K-Alphal 192,74 221916 1472.41
18.46{Pure K-Alphal 154 00| 2,14226 96,95} =
140,90[Pure K-Alphal 2185 2.08657 1726.68 [¥]
46.83[Pure K-Alphal 234,07 2,04870) 344.36
109.93{Pure K-Alphal 174,10 199211 808,30
12.26{Pure K-Alphal 163.0( 1.95513] 75.14 [¥]
522 42|Pure K-Alphal 234,02 1.90099) 3201.09
113.02|Pure K-Alphal 236,00 1.88096 692,55 E
177.82{Pure K-Alphal 229,69 1.81264] 1089.56| 2]
152.36Pure K-Alphal 229,00 1,78535 933,56/
9,05{Pure K-Alphal 122,00 1,70903 27.73 O
14,90Pure K-Alphal 125,01 168458 45.66)
62 46/Pure K-Alphal 143,00 1.64559 287.05
332.31[Pure K-Alphal 153.76| 1,62119 174532
51,17Pure K-Alphal 146,00 1,58533 376.26
34.49|Pure K-Alphal 129,52 1.54403 181.14
46.73IPure K-Alphal 135.00| 1,53279 24545 [l
34,53IPure K-Alphal 149.00| 1,52114 211.57] 4]
2u.5a|]=mc K-Alphal 161,48 1.51266] 94.57 O
47 48JPure K-Alphal 139.85 1,45961 349.11 O
31.30{Pure K-Alphal 141,85 1,43981 191.79
17.39{Pure K-Alphal 131,00 141833 79.93
18.85[Pure K-Alphal 112,00 1.38810; 138.6
161,61[Pure K-Alphal 132,28 1,36583 848.79 @
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Date: 02/04/2014Time: 11:20:40 File: 06 User: DIFFRACTION

Matched by Blel, Int. [%] [Source tatus
00-021-0816 100.00{Search Peaks {Included
[00-021-0816 14.34{Search Peaks [Included
[00-021-0816 27.53|Search Peaks [Included
[00-021-0816 0.44{Search Peaks Included
[00-021-0816 17.81|Search Peaks Included
1-073-2324: 01-089... 5.96{Search Peaks Included
100-021-0816 0.85[Search Peaks Included
0.20fSearch Peaks Included
100-021-0816 4.75|Search Peaks Included
01-073-2324 1.50fSearch Peaks Included
100-021-0816. 01-073... 0.81]Search Peaks [Included
0.06{Search Peaks [included
00-021-0816 2.54{Search Peaks [Included
[00-021-0816 0.17|Search Peaks {Included
00-021-0816: 01-086... 2.98[Search Peaks [Included
0-021-0816 0.59Search Peaks Included
00-021-0816 1.39|Search Peaks lIncluded
100-021-0816 0.13[Search Peaks Included
00-021-0816 5.52fSearch Peaks Included
100-021-0816; 01-086... 1,19]Search Peaks Included
00-021-0816 l.83[§earch Peaks lIncluded
1-073-2324 l.f)lkearch Peaks Included
0.05Search Peaks Included
100-021-0816 0,08Search Peaks Included
100-021-0816 0.49{Search Peaks Included
100-021-0816: 01-086.... 3.01{Search Peaks Included
100-021-0816 0.65(Search Peaks Included
01-073-2324 0,31|Search Peaks Included
0.42(Search Peaks Included
00-021-0816: 01-086... 0.36(Search Peaks Included
0,16[Search Peaks Included
0.60{Search Peaks Included
100-021-0816: 01-073... 0.33[Search Peaks [Included
00-021-0816 0,14Search Peaks [ncluded
1-073-2324 0,24{Search Peaks Included
1.46|Search Peaks Included
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