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A Lithiui(l)/water radial distribution function
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60.80043
6176332
62.7288
63.7210
64.74400
66.79036
66.83974
6792331

INTILE)
000000

000000
000000
000000
000000
000000

R
6.70000
6.75000
880000
685000
6.90000
6.95000
900000
905000
9.10000
9.15000
920000
925000
9.30000
9.35000
940000
945000
9.50000
9.55000
960000
965000
5.70000
9.75000
980000
9.85000
990000
9.95000

1000000

030000
0.35000
040000
045000
050000
055000

gL

091524
091218
091873
091157
09677
091727
091524
091218
091873
091157
091577
091727
09154
091218
091873
091157
091577
091727
091524
091218
091873
091157
091577
091727
091157
091577
091727

JiR

INTLO
69.82260
1087309
1194319
1306548
1419788
53808/
69.82260
1087309
1194319
1306548
1419788
143808/
1432260
1487309
1494319
505548
508/88
5.3308/
69.82260
1087309
1194319
1306548
1419788
153808/
1306548
1419788
533087

INTLN

000000 0,00000

000000
000000
000000
000000
000000

000000
000000
0,00000
000000
000000

E(U')

0.90238
091230
091577
091719
091417
08%33
090238
091230
091577
091719
091417
08%33
090238
091230
091577
091779
091417
090533
090238
091230
091577
091719
091517
091577
091719
091617

gy
000000

0.00000
0.00000
0.00000
000000
0.00000
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HTLH
89633 6901440
1010211
7118973
1229410
1341357
1456679
69.01440
010211
71118973
1229410
13413/
1456679
69.01440
1010211
1118973
1229410
1341357
1456679
69.01440
1010211
7118973
1229410
1341357
1456679
1229410
343N
1456679

INTLH
000000

0.00000
0.00000
0.00000
0.00000
0.00000



B. Lithium(l)/amionia radial distribution function

R
0.60000
065000
0.70000
0.75000
0.80000
085000
0.90000
0.95000
100000
105000
110000
115000
120000
125000
1.30000
1.35000
140000
145000
150000
1.55000
160000
165000
1.70000
175000
180000
185000
190000
195000
200000
205000
210000
215000
220000
225000
2.30000
2.35000
240000
245000

8(hH

0.00000
0.00000
0.00000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
001220
00465/
018346
03348
0.74264
13155
1630%
189173

INTILN
0.00000
0.00000
000000
000000
000000
000000
000000
000000
000000
0.00000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
0.00000
0.00000
000000
000000
000000
0.00000
0.00000
0.00000
000000
000000
000020
000101
000434
001071
00245
006272
008797
01309

I

0.00000
0.00000
000000
0.00000
000000
000000
0.00000
000000
000000
000000
000000
000000
0.00000
000000
0.00000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
0.00000
000000
0.00000
000000
000709
002204
00259
004360
007023

I
00000

000000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
000000
000000
0.00000
000000
000000
000000
000000
0.00000
000000
0.00000
0.00000
0.00000
000000
0.00000
0.00000
000000
0.00000
0.00000
000000
000000
0.00040
000172
000333
000616
001091

R
250000
255000
260000
265000
2.70000
275000
280000
285000
290000
295000
300000
305000
310000
315000
320000
325000
3.30000
3.35000
340000
345000
3.50000
3.55000
360000
365000
3.70000
3.75000
380000
385000
390000
39000
400000
405000
410000
415000
420000
425000
430000
435000

()
226887

217249
18963
178556
150%5
147660
1448%
133173
136939
162328
168921
166032
167719
177081
187619
193100
210766
2121%
190403
196906
191540
188745
165890
143401
137782
L3ATO7
125781
13140
132859
146762
165820
175039
199768
213576
234757
241333
260847
271603

IHIL
0152

023634
028502
033209
037340
041531
045798
04984
054176
05%79
065185
0.70%3
0.77083
08328
090839
0984%
107110
116049
124310
133108
141915
150843
158913
166064
173164
180274
187092
194404
201989
210634
220643
231319
243924
257131
213274
28%636
30776
32096

W
010189

024139
037814
052749
0.76528
098677
129048
15669
167974
173459
199118
21268
21559
221102
220465
215263
2107
19738
1.883%6
17188
167524
168603
166444
1.55182
145065
141467
139633
126045
122244
118019
110266
L141m7
109008
114001
106879
115701
119720
132720

106

INTLH
001808
003575
006454
010625
016307
025311
036103
05108
06643
083%41
1042
126401
149732
L7431
199853
225462
251500
2.15807
301029
324067
347176
371108
39393
413674
44103
463431
485141
507180
523117
543852
56319
583308
6.10442
6.32051
6.53/81
6.77314
10240
133520



B. Lithiua(l)/ammonia radial distribution function

P
440000
445000
4.50000
455000
460000
465000
470000
475000
480000
485000
490000
495000
500000
505000
510000
515000
5.20000
525000
5.30000
535000
540000
545000
550000
555000
560000
565000
5.70000
5.75000
580000
585000
590000
595000
6.00000
6.05000
6.10000
6.15000
6.20000
6.25000

g(H
311887

340382
33312
346771
301760
287109
2556%9
2337148
19836
158776
12484
09872
06619
05549
048209
038856
03627
041198
041669
054808
062840
064229
0.70628
082027
091724
10283
10834
113043
121501
116839
124916
126397
138276
130928
128264
132467
1.31249
125093

INTLH
34%40
3.74%1
401847
A281%
452161
476062
4975%
517301
530
54859
55910
568390
5.70102
580414
5812
583%89
592564
96327
60120
607108
6.1396
6.2147
6.29167
6.38650
640447
661769
6.70041
6.89069
1041
119420
135741
1553
17122
1891
80718
82504
8443711
863213

(8]
13838
144713
148003
157615
162568
173072
184583
196765
208038
216468
217265
214289
206612
19368
18558
170678
158565
140138
14164
126662
11990
103002
095653
094694
086146
084004
085385
087543
0.90439
09019
097990
0.996%4
106887
106374
108591
106231
108266
112061

INTLY
760679

192948

826143

863486
90220

944519

9.904%3
1040993
1094%7
1152306
1211046
1270172
1320805
138375
1430023
1488998
1537276
158364
1628366
1669189
1708578
1743028
17,7610
18,0845
1838875
1869104
1900342
1932933
1967192
2008107
041516
2081259
2124184
2168021
21321
2.5%2
230648
235712

R
6.30000
6.35000
640000
6:45000
6.50000
6.55000
660000
665000
6.70000
6.75000
630000
685000
6.90000
6.95000
700000
105000
110000
1.15000
720000
125000
1.30000
1.35000
740000
145000
1.50000
1.55000
760000
165000
1.70000
1.75000
180000
185000
790000
195000
800000
805000
810000
8.15000

O[Ty
13168

1268/
12902
113446
111516
1.06559
1.043%
1.06569
10661/
115693
115569
112569
11243
110133
110761
116613
1.06464
1,063/
104486
106224
106127
10304
0%180
094383
096677
0%37%
09996
087635
084%3
0.7%78
0.750%
0.77114
081367
085531
0874%
085869
061080
087259

IHTLN
BT

902027

92094

938640

95632

0.73464

990653
1008077
1025873
1045659
1066717
1085643
11,0602
11210
1145041
1167697
11,8220
1208682
1229013
24911
12,7099
12.918%
1311460
1331114
135156
13715%
139329
1412510
1431417
1449425
146657
148411
1503470
1523761
144779
15,6566
158633
160738

fily
1105%

L1771
11436
115731
114870
116824
118634
118630
120563
11931
117082
L1757
11469
114273
10715
101563
097628
09776
09810
095034
092164
087763
083436
082788
0807%
0.776%9
0.77518
0.76600
0.78090
081610
085521
087229
089980
09113/
09368/
092388
0.924%
09316/
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INTLE
240520

2458649
2511369
2565585
2620236
26.76674
21,3839
21 93%4
285906
216232
20.771%
0380
3100809
3162%4
322089
32.78%31
3334349
3390060
A 46024
3502806
38121
611508
3662956
3114697
3165874
315747
3866165
39.166M4
3968719
4024016
4082605
4143134
4206369
4271230
4338141
4406163
4474498
454463



E Lithiui(1)/aiBODIa radial distribution function

X
820000
8.25000
8.30000
8.35000
840000
845000
8.50000
8.55000
860000
865000
8.70000
8.75000
8.80000
885000
8.90000
89000
900000
905000
9.10000
9.15000
920000
9.25000
930000
9.35000
940000
945000
9.50000
9.55000
960000
965000

9.70000
975000
980000
9.85000
9.90000
9.95000
1000000

N
087198

087686
09186/
091542
089388
088333
03493
082046
080913
081239
083975
084657
085011
084156
085/%
086007
086307
086427
086407
086507
086517
086607
086627
08663/
086627
086657
08668/
086707
086727
086767
086807
086827
036816
08683/
086224
086221
086224

IHIX
16.293%
1651797
16,7550
16,9909
1723183
174685/
1769904
17,9416
1814877
18,3769
18,5892
18.79010
1897906
1915601
1931287
19521%
19731%
1994294
201534
20373%
205834
0.714%
09424
2100434
21,2024
214645
21.681%
2180645
202%
2,260
2.418%
2.71%
2B1%
232004
23481%
23631%
24,0004

olH

09284
094289
091450
089021
083146
08113
0.7642
0.734%
0.70101
0.7368
0.76244
08319
086170
089274
09048
091774
091774
091784
0917%
091804
091834
091804
091854
091874
091904
09194
091944
092064
092074
092174
092244
09204
092224
09254
092304
092314
09234

INTLY
114667

4681231
4758173
4828064
A7
4959361
502153
5082034
51.3%633
5196526
25049
5306190
5357658
40993
46299
5615973
5615073
5618973
5619973
.2073
52973
02913
56.25973
5628013
56.25973
56.30973
534913
5.30973
5638073
5640973
542973
545913
5647973
5548013
54913
5550643
5630673
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¢. later/iater radial distribution function

F
190000
195000
200000
205000
210000
215000
220000
229000
230000
235000
240000
245000
250000
255000
260000
265000
2.70000
275000
280000
285000
290000
295000
300000
305000
310000
315000
320000
325000
3.30000
3.35000
340000
345000
350000
3.55000
360000
365000
3.70000
3.75000

3(0)
000000
000000
000000
000000
000000
000000
0.00000
000006
000029
000%9
0014%
00584
017939
041450
0.78646
126601
176146
21533
231553
284171
231752
212623
188876
164812
144928
127562
113832
104078
096316
0916%
087990
085636
083973
083305
083509
08409
084654
08553

INKO)
000000
000000
000000
000000
000000
000000
000000
000000
00008
000025
000161
00076
002531
006871
01561
029705
050420
076642
106628
1383
169720
196512
22881
2515665
2730
29870
313137
33837
347813
36481
38078
397169
413731
4306
448060
466009
484750
504125

i@
108309

108171
10179
091211
0.794
063679
05812
049136
042414
037161
033363
0.30807
029338
028%1
02470
031417
0.34662
03081
046113
054792
065613
0.77938
091667
106278
120821
133569
14452
15196
156010
157131
155582
151168
14533
1.386%
131621
124140
118563

N
046077

05982
0.72434
084777
096073
1062%
1153%
123365
130600
137208
1433%
14931
1.552%
161318
167732
L7431
182974
192566
204208
21853
236308
258149
284715
31651
3.53042
396620
44215
499
590658
607442
6.65342
12308
18063
8.36%21
891851
945364
997634

11325 1048919

)
004064

008268
015337
025883
039774
0.56%6
0.75374
09841
110007
12338
1329
1.37667
138800
136037
130169
1231%
11534
107231
100073
094345
0893%
085904
083286
03196
081400
081682
082458
083647
085580
087831
090624
093783
097016
100647
104599
108133
110882
11364

INTHH
000187
001800
003175
007278
0.129%
021408
0.331%
048405
067144
089083
113621
140230
168165
196650
22495
252843
2.7%16
306029
331298
395910
380163
404236
428313
452915
478104
504203
53138
55084
58084
6.215%
6.95292
691231
1209071
170433
6.14085
8.60475
909356
960645
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c. Tater/iater radial distribution function

R
000000
00000
010000
015000
020000
0400
030000
03000
040000
045000
050000
05000
060000
06000
070000
000
080000
08000
090000
0900
100000
108000
110000
115000
120000
125000
130000
135000
140000
143000
130000
158000
160000
165000
170000
173000
180000
185000

a0
000000

000000
000000
000000
000000
000000
00000
000000
Q00000
Q00000
Q00000
000000
000000
Q00000
Q00000
000000
000000
Q00000
000000
000000
000000
000000
000000
000000
000000
Q00000
Q00000
000000
000000
Q00000
Q00000
0100000)
Q00000
Q00000
000000
000000
0100000)
000000

INCD)
000000

Q0000
Q0000
Q0000
Q0000
Q0000
Q0000
Q0000
0100000
Q0000
Q0000
00000
Q0G0
00000
Q0000
00000
00000
Q0000
00000
00000
00000
00000
Q0000
00000
00000
Q0000
0100000
Q0000
Q0000
00000
Q0000
00000
00000
00000
00000
Q0000
00000
0.00000

©)
000000

000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
000000
00000
000000
000000
000000
000000
000000
000000
0100002
00008
0024
00118
004001
01097
02342
041875
06338
085348
10036

IN®)
000000
000000
000000
000000
000000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
00000
000000
000000
000000
000000
000000
000000
000000
00300
000000
000000
000000
000000
000000
000000
000000
0.00002
01000114
000103
000413
001319
003373
00720
01%21
02245
033487

g
00000

000000
000000
000000
000000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
000000
0100000
000000
00000
000000
0100000)
000000
000000
00000
000000
000000
000000
000000
000000
0[00000)
000000
0.00000
000000
0[00000)
000000
00004
000019
Q0077
00275
000/
001812

INES
Q00000
Q00000
000000
00000
00000
Q00000
00000
000000
0.00000
00000
(.00000
0.00000
0.00000
0.00000
(.00000
000000
000000
000000
00000
00000
00000
0100000
00000
000000
000000
Q00000
Q00000
00000
00000
Q00000
00000
000000
00000
0.00002
00001
00006
Q00115
000315
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¢. Bater/water radial distribution function

R
380000
38000
390000
3900
400000
4065000
410000
41500
420000
429000
430000
433000
440000
445000
451000
455000
460000
465000
470000
473000
480000
48000
490000
495000
500000
50800
510000
51300
520000
52300
530000
5300
540000
545000
55000
55000
560000
568000

(00)
08387
083500
08333
091061
09246
(OleLTig
0A0A
0980
0966
091077
09833
100164
10002
101972
10256
104433
10482
106080
10675
10675
10654
10651
10607
10635
10630
104834
103336
102841
10286
101652
100824
082
001
09836
09832
098377
09836
0983%

1ST(0)
S24337
543
567401
K974
61404
63870
664223
69B%
11770
7441
7.73313
te{053L0)
8312
8604
9Bx?
93316
97330
1010372
1047978
10836
112580
11.66418
120781
1249590
12919%
133011
137837
1422064
146384
151206
155806
1603397
1650830
169704
1748072
17901
184673
18BHA

5(06)
10306
1107
10180
0954
09780
0930
0995
0B
01e731g
(017773}
0931
098P
Q93000
09613
0337
o144
0938
09x2
Q90
0980
093P
09A11
QHALS
09819
0B337
Q%47
(01¢30%0)
00166
100838
10145
1P/M8
10321
100p
106557
1066
107207
10/30
10880

INT@)
109807

114975
1199630
1249723
1300127
1351277
140BX6
145153
1510012
1564034
1620830
1677833
17330
1798%
1856107
1916634
19061
24371
2109731
27718
24630
31100
23880
246463
54183
21283
2710330
2183074
B0
0648
0IB36
R{7S3)
568
BB
ASTA
A8
K708
3184315

g(Hi)

114468
114933
114553
1130
111887
100878
107965
10847
1027
10067
101806
101382
100804
10062
100406
100043
10065
10075
10129
101512
101887
101765
10173
101717
101471
10244
10009
100808
10043
0505
09670
0965
Q%88
%87
100067
10029
100815
101000

INiH)
1013871
1068730
11.248%
18192
12368
12914
135657
1414814
147446
1533767
1593
1656130
171880
1783080
1848382
1915378
198381
205041
212004
219856
27538
235281
2431168
S04
SB112
267654
27889
284650
D340
0286
311281
0488
921
3BAR
HA91465
Rateasul
BX7H
379650
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¢. Water/water radial distribution function

R
57000
5700
5800
5800
59000
59500
6.00000
606000
6.10000
615000
6.20000
623000
630000
63500
640000
645000
650000
655000
660000
665000
60000
67300
680000
685000
690000
695000
700000
7.08000
7.10000
713000
7.2000
7.2000
7.30000
7.3300
740000
743000
750000
755000

9@
0872

0108
10032
100807
101916
103463
10431
10484
10274
1088
10071
107574
108176
100080
100444
10966
10064
1048
10044
10844
108191
10444
1025
10638
10686
108/%6
10351
10%%67
10165
100787
100187
0%BA
0938
09B3%
0843
0989
0900
092

K@
1947028
199786

3L2178
RiReS003)
7740
REISS020
ABLD
34l
Raleiety
B 736l
3757118
B30
2186
DD
408838/
4761
2.5/
434371
4306555
K185
46058
465852

9@
10804

10058
10277
109387
108923
1082
1081%
10782
10735
107137
10656
108973
106310
10483
104333
10406
1034
10304
10%17
102246
1019%
10156
10120
10100
10065
10038
084
0970
09418
0%
040
09832
093
09833
091
037
0480
01

IN(®)
BEH

401455
4133181
L2555
437610
4962
4624809
475194
48864
011119
5143176
A6
A%
D470
%801
BA0L
D17
6LO713
25152
6397153
48
LA
844171
Gelesers
7151273
7307310
JAI SR
628/6
18227
Jiels000%
8L132
88410
845640
8B625H6
<1043
8810
9163810
B

gt
101671

102187
1056
10356
1030
1060
1(I%
106604
10150
106221
105564
105581
106423
10645
106146

INIH)
Re[0250)
ON7A
4122838
.33A7
4353168
447240
AB9313
471883
4844078
A9
SLO7231
R417%
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¢. Sater/water radial distribution function

K
7.60000
7.68000
7.70000
7./3000
780000
788000
790000
798000
800000
808000
810000
813000
820000
82000
830000
83000
840000
845000
850000
855000
860000
863000
8000
873000
880000
883000
890000
85000
900000
908000
910000
915000
920000
92000
9300
9300
940000
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¢. Sater/water radial distribution function
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D. AMonia/mer radial distribution function
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D.Aiionia/iater radial distribution function
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D. Aiioria/water radial distribution function
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D. Auonia/nater radial distribution function
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D. Aiionia/iater radial distribution function
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E iater/anonia radial distribution function
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E fater/auonia radial distribution function
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E iater/auonia radial distribution function
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E. iater/aiionia radial distribution function
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34318
3046
352
36856
373238
381856
3908
3B
4083/
41731
427816
43B1P
448038
460146
47184
4841127
49531
10
22400
aBP

o@®
1 (338

10012
0977163
0959
Q 9616
0 808
0885
08856
0 8334
08241
0 831
Q 82
Q8B
Q780
0 2%
QA48
08216
0 8126
Q84337
083873
0 8B4
0 82
0 8//®
0 800
0 et
Qa1
Q94
0 Bx/
09108
09972
0 %60
Q985
Q 90
Q97
QB2
Q¥h
Q 9
Q P

IN(®)
6530

6738
6AA8
1.14%
1.3468
754315
7.74116
79385
813776
833776
85481
87460
8%634
91632
937815
95333
9826
1005333
1029718
1054619
1084
1107173
135
1163630
119235
1223713
125H)%
128736
132086
134744
138946
4533
146243
1500110
153577
577MHA
161712
1658734

Ny
108801

1065933
142
0B
09538
0933
086%
0830
0&75
083
01320%9)
08
Q™75
037
07848
Q7213
073
0787141
0727
087
0888
0818»
08416
0836
0841456
08438
&P
08b
08773
082
08001
0931
091730
0938
0B
0®B20
0B
09100

INTNH
43078
45307
467819
48185
49873
a0/
a23191
oA
o553
96379
QA3
a9l77
604775
618767
63207
64724
66415
677100
6960
10866
1.2908
149A
759634
1.0129
7960
81469
83448
8543b
87498
8%29
91815/
9427
963/4
981l
1012148
103748
106337
1090061
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E later/auonia radial distribution function

R
6.10000
613000
6.20000
623000
630000
633000
640000
645000
650000
65000
660000
662000
6./0000
673000
680000
685000
690000
69000
7.00000
7.06000
7.10000
715000
7200
7.2000
730000
733000
74000
745000
75000
755000
760000
7.66000
7.70000
7.0
78000
780000
790000
799000

9@
101966

10684
10880
10/1
108183
10006
109717
11005
110
11038
10830
10897
1082
10r%%6
10438
10633
104880
10/6b
104120
10397
10356
1088
1042
10185
101319
1004
100103
104
10385
10043
10074
10000
101111
101164
101610
10194
101914
1230

Ny
S5
S1600%
o833
90
61515/
63166/
64356356
6637
68342
701015
71898
73110
15640
77310
19218
81085
8258
84343
86/48
8810
901/
96
94601
96536
9833
1007129
102714
104858
1069774
1091267
1113106
1136407
115710
118%16
1208734
1277311
12511%
1250

9@
0%

0%eE8
096H
09611
02
0960
100019
10082
10086
100010
100830
10104
101
1047
10148
1028
1055
102480
1280
1815
103471
103307
10330
10338
1041
10341
106730
10349
103181
1033
1@2/2
1006%
13/
1@72
102815
1020/
10218
10556

INT(®)
170083

17427143
17889
1829650
18/4211
19196
19668
D168
20867
210238
2138763
2008
2680P3%
231230
2366143
241962
247402
A29067
L8488
4138
21812
216515
B23137
88108
24109
301058
D746
333
056
A
337148
A08L/
AZA
H4KD0
3136
K826
31345
B4

Ny
0978l

QB0
090
10000
101611
1713
1033
104046
10430
10468
10478
100038
10464
108807
16IA
10450
10433
10418
10460/
1048
104616
104716
1062
104673
104019
10439
1041%
104146
10385
1033
1090
10437
102166
1019
10168
101539
1008
100633

INTNS.
111748
114638
117453
1208356
123032
126003
129537
13280
1362480
13%171
14318
146625
1500637
15335
15720
1600833
1647336
16834
1723301
17624
180443
184630
1883313
1924615
1965467
008777
25138
D957
213350
21.830%
22(%
2721%8
2318221
2364171
2410619
245731
5082
AH556
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E later/auonia radial distribution function

X
8.00000
808000
8.10000
813000
8.20000
82300
830000
83300
840000
845000
850000
85000
860000
86800
8000
87300
880000
88000
890000
800
900000
90800
910000
91300
920000
9400
9300
9310
940000
94300
95000
95800
960000
965000
900
97300
98000
98800

(&)

1087
102374
102071
10222
1.02222
102373
1231
101847
10158
10158
101607
101307
10130
10078
10064
10072
1046
10084
10130
1018%
1087
102374
102071
1%
1.02222
102373
1231
101847
10158
10158
101607
1.3
10130
10078
1004
10072
10646
10084

KTH

1300113

191760
19305
19560
198736
015811
04335
07264
DXRH6
2023
2512
217240
21846
226100

&y

1050
102653
10230
10229
1019%
1018%6
101361
101144
100834
100682
10034
10008
0%kl
0278
09838
09610
082
09730
09300
09520
09850
10083
10030
109
1019%
1018%6
101361
101144
102834
10582
10134
100086
101561
10228
10188
101510
10002
10150

HIY

0B
7B
405385
43038
20MA38
L8N
4364217
ZLINIC %3]
R34
460464
46820
47656
435156
OB
0190
510417
3186
X730
3362331
ALH
0B
7B
45385
43038
P08
L8N
4364217
456
R34
460464
468230
476846
435156
O3B0
01X
510417
3186
X730

oy

1000
100187
10051
100211
10097
10472
1006580
10064
100763
100771
10071
10073
10m17
100823
086
0%
0B
042
08I0
09715
10020
100187
10051
100211
10097
10472
100680
1064
10073
100771
10071
10073
10017
10823
086
glesse
0B
0B42

INTINY

2600/A
26403
229830
27485/8
21 9AB
289810
200815
03431
Rel0sse
306219
3L1/44
3L72/48
R B¥6
RUSINSS
B4/
BB
AGIHD
D143
R7X77
316
2600/A4
26403
229830
274858
21 9AB
285810
200815
03431
oA
306219
3L1744
317248
RUWTS
RS INSS
B4/
BBH
AxIHD
D143
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E iater/auonia radial distribution function

R

9

HQY

900 10130 2523
B0 10186 28872
1000000 101987 2308113

Q)
101800

1020
1050

IN(®)
SR633L

ANH
0B

F Auonia/aiionia radial distribution function

R
0(00000)
0[05000
010000
013000
020000
000
03000
0300
040000
045000
05000
0500
063000
0600
0000
0/A0
08000
08000
09000
0900
100000
10500
110000
11500
120000
12500
13000
13500
140000
14300
13000

oM
000000

0(00000)
00000
00000
00000
00000
00000
00000
00000
00000
00000
000000
00000
00000
00000
000000
00000
000000
00000
00000
000000
000000
000000
(0100000
00000
000000
000000
000000
000000
(0100000
000000

INNY
00000
000000
0[08000)
0000
0100000
000000
000000
000000
0[00000)
00000
(0(00000)
0100000
0[00000)
000000
000000
000000
000000
(0[08800)
00000
00000
00000
00000
00000
00000
00000
00000
00000
00000
00000
000000
00000

)
000000

00000
000000
000000
000000
00000
00000
000000
000000
000000
00000
000000
000000
000000
000000
000000
00000
00000
00000
000000
000000
00000
00000
00000
00000
000000
000000
000000
000000
00000
000000

ININH
00000
00000
00000
00000
00000
000000
0000
0[00000)
00000
(0100000)
000000
00000
000000
003030
Q00000
000000
000000
000000
000000
00000
(0100000
000000
0[00000)
0[00000)
00000
00000
00000
00000
00000
00000
00000

()
09810

097615
1020

(0[08000)
000000
(0100000)
00000
000000
000000
00000
00000
000000
Q0000
000000
00000
00000
00300
0[00000)
0[00000)
000000
0000
0[08000)
0000
0000
0[08000)
0000
0000
0000
(0[08000)
Q000
0000t/
00016
0[000¢74
Q04

INTQN)
Y/l
31
2600764

INIH
0000
(0[08000)
0000
(0[00000)
0[08800)
00000
(0[08800)
00000
00000
00000
0000
00000
00000
00300
0000
0000
00000
00000
00000
00000
0000
000000
00000
000000
000000
000000
Q000
000000
Q000
0(0000%
Q004
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F. Anonia/aiionia radial distribution function

R
15500
160000
168000
17000
17300
180000
185000
19000
19900
2,00000
208000
2.10000
21300
2.20000
22300
23000
2300
24000
24500
2500
25800
260000
268000
20000
2.0
28000
2800
290000
29800
300000
308000
310000
31300
32000
3200
330000
3300
340000

gIM)
000000
000000
00000
00000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
000000
000000
000000
000000
000000
000000
000000
000000
00000
0(00000)
00000
0[00000)
00000
000136
000431
001337
00eA7
00b/76
Q178
0131%
01890

‘024124

03178
031D
04320
04%678
05A1L
06138

HINY
Q00000
Q00000
Q00000
000000
0.00000
0.00000
0.00000
0.00000
0.00000
0.00000
Q00000
Q00000
00000
00000
Q00000
Q00000
00000
Q00000
000000
Q00000
(0[00000)
000000
0.00002
0000®
Q008
00006/
0004/
00039
00069
001074
001738
0102303]
0080
0105%5¢]
00071
Q0L
0113%
0130

gy
0.00000

0.00000
0.00000
0.00000
0.00000
00015
0.00021
00078
000137
000307
00062
00063
0011%
0[011307!
0[02437!
004034
0[051%20)
006330
00838
011230
013431
01%7/6
0183
021311
02473
0.28%66
031916
034836
037337
040147
043157
0458
04837
051137
05638
0532
05086
061063

INI{6)
0.00000
0.00000
0.00000
0.00000
0.00000
000001
0.00001
0000
0.00010
(08027
000055
0.00102
0001135
00043
0038
00063
00066
00143
0010
0L
0B/B
00461
0014
0813
0100
012316
01576
01900
02268
026767
031288
022
041678
045
07
08087
063330
07a3®

gth
000183

0028
0048
Q0047
00158
Q@27
004143
0[03¢ 2%
Q0775
00323
011656
01402
015775
0174/
019523
0203
02077
024423
Q147
0%/48
02830
0940
031142
0353
034343
03B/
03510
03730
03747
030
04%19
042563
043101
04630
0450
Q5471
Qs387
0155005

INIH)
0000®
000016
000
000050
000115
0015
0006/
0[005¢
004
00134
0018%
034
003415
Q04377
0040
006737
008172
0006
01154
0134%
01483
01775
020188
02283
025783
02808
03247
03B/
0334
04337
0482
05247
05/330
0656/
06833
Q74672
08136
08337
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F. Aiionia/auonia radial distribution function

R
313000
350000
35800
360000
368000
300
37300
360000
3800
390000
39000
400000
405000
410000
413000
420000
429000
430000
4330
440000
445000
451000
45000
460000
465000
470000
4000
480000
480000
490000
4600
S00000
a0800
910000
91300
820000
92300
5300

g0\
0eAB

07290
Q73875
07830
07875
080048
080l
08302
08330
083X0
083307
08364
08337
091450
09350
092
09538
0574
gleses7;
0%8B/8
00136
09780
100107
100%09)
10363
104780
10618
10774
100690
110082
11219
110237
109781
10463
1084
10441
10681
10639

INTIK

01/0%
0%kl
02400
027874
03180
QBB
04036
04480
04%643
05481
0582
0625
Q05
0646
08%%l1
08313
0%/
10229
1024
11644
123812
131280
1303
14807
1543
16401
17208
1821/
19200
20190
212233
222501
23386
243113
25619
260623
2760
2877l

o

06140
06353
Q64827
066776
067312
06333
0680
Q7235
073/ b
Q7576
Q747
QA%
08068
08122
08310
8%
08621
08356
09138
Q9147
0B%/
0%1%

INTNY

0137532
0330
10519
112264
12232
133180
144027
1580
16819
181178
19714
200055
22363
23507
25635
27245
290043
3084%
32770
347507
36530
39348
412915
43733
4807%
43123
511146
53101
563147
5857
65X5)

633633
721634
7582
791290
82786
8662

06333

Q744
02i4
Q77128
Q73672
081130
082132
083/8
08112
0863
0864
09
Q%330
021
QBB
Q%815
101223
10836
104346
10643
10883
10830
1030
1124
113
110735
112246
113834
113776
1132

INTH

0930
10476
11359
12289
1370
143%7
15364
1640
1781
19%b
20340
21736
231917
24088
263017
AR
29M0%
315339
33436
354448
37483
39421
42031
440144
468791
490
9081
548283
o766
603016
63617/
66720
60187
731913
1.6643%
79945
8358
871210
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F. Auonia/aiionia radial distribution function

R
230
40000
245000
95000
5000
260000
26000
S A00
S A0
28000
8000
2900
29600
6.00000
608000
6.10000
613000
6.20000
623000
630000
63000
640000
645000
650000
65000
660000
6.65000
6./0000
673000
680000
685000
690000
69000
700000
708000
710000
71500
7.20000

oW

10626
108974
109101
11108
115467
1199)
122467
126033
1364
13313
13760
137442
14004
143>
1455
142115
133301
13719
13071
137846
127201
123624
118583
11594
11384
110831
107983
104533
100126
0114
0AM
0900
137000]
0833
08371
083
0817
08144,

INTNK

29181
311108
3230
33X
3429
36330
3”12
3B
40068
42040
44404
4642
483301
a4
21990
aPB
S52A
Sl
aB3b
61856
63793
65330
67310
693318
112231
73030
143284
768006
78330
80000
81648
83973
848146
86441
88107
8727
911415
9276

0y

1282
12174
123118
12330
1249
12533
1290
122561
1240
121743
12078
1200
12073
1267
11976
11847
117245
11656
116131
114624
11404
11310
11175
1105%
1097%
108103
107381
10308
10346
10180
0965
09785
0930
glecesih
09201
091225
08316
08%15

INTIN

90465

94458

98337
1027718
107000
1114632
18P
120350
1240146
1295263
1341834
13802
143710
14800456
15320
1584501
1630912
168406
173488
1787717
183616
189160
194461
1995678
2040337
21713
2. %1%
200772
2685
2315013
23630
28204
273181
5513
51630
028477
K806
273199

otH

114172
113677
11401
11430
114839
115317
116230
11650
116247
116481
11645
11601
117168
1171015
1110/6
115676
114355
113307
112372
1.11002
110477
108%
1076
10856
10630
1044
10356
12710
1013P
100097
0B/
09784
09733
095337
09%x1
0219
09D
0B/713

INTH)
90800
94636
985
102381
106531
11.08%4
11450334
1187100
123080
1275104
131986
1366/
1412475
1453011
150816
155565
1606347
165461
1703080
175388
180870
185211
1904710
19544
200620
205/38L
2100448
21.614%
2130
20648
31565
PRYVUS]
242315
2476311
AH30H
AH8H
3727
X346
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F. Anonia/anonia

R
72900
730000
733000
740000
74000
75000
750000
760000
7.60000
7.70000
7./3000
7.800
785000
790000
799000
8.00000
808000
8.10000
813000
8.20000
823000
830000
83000
840000
845000
850000
8500
860000
8600
8000
8/A0
880000
88000
890000
8000
900000
908000
910000

9
081678
08BED
081151
078
07870
Q7807
07B37
Q73107
08109
0874
08105
Q7o
08513
08273
08158
080772
08By
08073
08138
082064
08258
084127
0855
08538
08438
03605
085314
0851
080M
0872%
0838
Q8067
Q911D
091718
09354
09354
09354
09354

radial distribution function

HT (9
94319
956l
9807
940
100830
102533
104234
1052
10773%
109635
1137
13178
115082
1160166
18an
120/014
12278
1247347
126/634
128836
130831
1331114
13525
137330
1398630
142150
14400
1468733
1A88
1K1e2
1543167
156118
15%127
162336
165140
16880
17192
175142

g

083000
0812
082
084
08181
08486
08%6%6
083xb
0830
08373
083763
084
08106
084727
084%b
0861
08481
08x1
0880
08437
0825
08032
08183
08782
087240
08710
08745
08716
08%
08348
08850/
08850
080
0834
08%673
08673
08%673
08%673

INTIKH

21840b
837
88424
D433
20950
D42%6
31058
3B
21341
RS eISY
328D
383417
A4
301314
a1
RVA(05]
H&l17
3748100
31215
1314
4171
0038
AN7e3P
4145753
21413
8634
435578
A3
A0AA
AL3A
465/
4713615
4813107
80174
QO721%
O72%
QO720%
QO720%

9
09316

ale 217y,
09152
091410
oML
0832
0830
087/
087148
08100
0881
08232
Q8B
08411

INTHH)
214802

280334
285615
21581
Q7855
K ON.0(0%
Kotseul
31408
0047
25677
R1%G7
R7EIB
A0
A7
BB
$H213%6
3H3B13
37018
R14115
R7012
D661
401435
NP
415000
RN
L7713
4364151
A.3531
Vi s\05e)s)
pisteigeh
Vi ST %
4735742
48123P
4890163
4843
08843
08843
08843
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F. Anonia/aiionia radial distribution function

R
91500
A0
923000

Y
0B
0534
0B84
04
0B
0B
0B84
0B
0B84
0B
0B84
0B
olei 7
0B84
0BA
olei 7
0B84
olei)

INTING;
175

181042
184742
182
19042
19440
19722
20042
03742
0742
21642
24149
27242
20852
243
216/
230040
234810

o)
08%73

08%673
0873
08%73
08%73
08%673
08%673
08%673
08%673
08%673
08%673
08%673
08%73
08%73
08%73
08%73
08%73
088673

INTINY
Q721%

DO71%
Q720%
QO720%
QO720%
D 721%
DO721%
QO720%
D 7210%
QO720%
QO721%
Q721%
D721%
O710%
Q721%
O721%
DO7210%
D 7210%

g
08776

087786
087786
087786
087786
087786
087786
087786
087786
087786
087786
087786
087786
087786
087786
08778
087786
08778

INIH
068143
68143
06143
068143
068343
40683143
068143
4068343
06143
4068143
68143
46343
206843
406543
203843
43843
206343
4068343
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132

555 CONTINUE INROOS00
WWRITE*PARAM) LNROGS10
REAIND 10 LNROGS20

111 CONTINUE INRO0530
READ(10,(A) END=222) LINE INROO540
IF { INDEX(LINE,RD7) EQ. 0 ) GOTO 111 INROO550
60T 333 INRO0560

222 CONTINUE INROO570
WRTIE(**) 1 *** START OF THE RDF - TABIi; has not been FOUND ***' INROO580
GOTO 400 LNROOS%)

333 CONTINUE INRO0GO0
READ(10, ROFPT, ERR=400, FND=55) INRO0610
+ (X(1) LLVEX(1) IVEK(I) LOVEK() INRO0G20
HNVEX(1) 1LAVEK(1) HHVFX(1) GHVIX(1), INRO0G30
H00VEKU) HNVEK(l) HAVEX(D) CNVIX (1), INRO0GA0
1 HOAVHCY) NAVEK(1) MIVEX(1) AAVEX()) |=0MSTEP) INRO0G50

55 CONTINUE INROO720
in YO LNROOT30
WAZAHLPAZALP INRDOT40

INDINS = ELDIM**3*M3ZAHLI (Z*NICNL*NICNZ*VIF3"PI*AUFLCE*NSTART) INRDO760
LADENS = EU)IM*3*MOZAHL/(E*NICNLI*NICNZ*VIERPI*AUFLCE*NSTART) INROO770

RLNVEX(0)= 0.0 INRO0790
RLAVEK(0)= 0.0 INRO0B00
INHN(O) = 0.0 INR00S20
INDIA()) = 0.0 INR00S30

D0 200, 1=1,STEPS INROOB40
RINVEX() = REAL(INVEX(1)*INDENS/(REAL{1)*AUFLOE)**2 INRO0B50
RLAVEK() = REAL (LAVEX(1))* LADENSI(REAL (1) *AUFLOE)**2 INRO0BT0
INTIN(1) =VH3RPI* (REAL(l) * AURLDE) **2*RINVEK (1) *AUIDOE*NICNY  LNROOBY0

+ ELDIM* 3+ INTLN(I) LNROOY0O
INDIA(1) =VIERPI* (REAL () * AUFLOE)“ 2RLAVEX(1) *AUFLOE*NICNL3/  INF.009L0

+  ELDIV 3+ INILA(I) LNF.00920
200 CONTINE INRO0340
WRITEQ,1(/A/,2A /], (5F10.5)) ") ' NORVALIZED DENSITY VECTOR ', LNROO%0
+' DISTANGE LN INTEGRAL |, INRO0970
+ LA INTEGRAL INRO0980
+(X(1) RINVEX(l) INFLN(1) RLAVESC() INILA(l) ,1=0,STEPS) INR0990
STOP 'FINISHED LNRO1020
400 CONTINE INRO1030
STOP ' CHECK INPRDF FILES' INROL040

B\D INR01050



APENDIX 1 FROGRAVIDISTRIBUTION GOCROINATION NVBERS
FRORM DN

Q ick'k'k'k'k'kickick-k'kickk'kickicicicirk'k-kickle'k-kiFtrkicick'kic'kick'ki¢ 'kickirk-k-klc'k 'kickli-K'irkic
¢ THIS FRORAM CALCLLATES THE DISTRIBUTION QOCROINTION NMER
¢ FROMTHE HISTORY FILES (WATERAVMONA AROUND LITHUM 10N

¢ *oeepR [ THUERWATER A\D LITHUVAVVINA oekiek
INEGER MOZAHNLOINNUMLO) NJMING)
REAL PLO(0) PIN(30)
PARAVETER (VCZH. = 200)
INTECER SPECIMZAH.) SPEC SPECIMAXNSET TOTLOTCTIN
REAL RLORINRLHRLARES
REAL MOCROMIZAH) YOFDMIZH)
REAL APHAMOZAH) FETAVCZAH.), GAAMZAH)
REAL MINLOMININYG,Y5.25,X6,Y6.26
(HRACTER LINEL*80LINEZ*%)
DATAMINLDMININ2 75,380
DATA MAXIY

OPEN(l|Fng="INPCN)
OPEN'ETLEDISOUT)
RBAND (L1)

005 1=130
MMLQ)) =0
NUVLN()
PLO(
PINI)

5 (NINE
NET =
D=0
TOTN = 0

100 QONINE
FED(LL/ (A)) LIND
RO, (A)) UND
READ/1L, 15X 5 6F 105))

OO O
OO
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DIS00010
DIS00020
DIS00030
DIS00040
DIS00060
DIS00060
DIS00060

DIS0009%0
DIS00100
DIS0110
DIS00120
DIS00130
DIS00150
DIS00L/0
DIS0190
DIS00200
DIS0210
DIS0220
DIS00230
DIS00240
DIS00250
DIS0260
DIS00270

DIS00280
DIS0020
DIS00300
DIS00310

DIS00320
DIS00330
DIS00350

+ (SPEC() XKDORDY) YKCCRDY) 1ZKOORDI) ALPHA(T) BEIA(I) 1MWA(1) DISO0360

+ 1= MZAH)
NSEMISET+L
D010 1=1, MZAH.
SPECI=SPEC()

DIS00370
DIS00440
DIS00450
DIS00460



13F

IFSPECINE.3) goto 10 DISO470
X5 = XKDARY() DIS00480
Y5 = YKDCRD) DISO04%0
5 = KDORD) DIS00500
=0 DISN0520
IN=0 DIS00530
D020 ELMZAH DIS00550
¢ S C0UNT NUVER OF NTROGEN A\D OXYGEN AROUND AIQM LITHIUME - DIS00560
SPECFPECY) DIS00570
IFSPECINE3) THEN DIS00530
X6 = XKOCR)() DISO05%0
Y6 = YKDARD() DIS00600
2 = ZKDORD)) DIS00610
BA\DIF DIS00620
C DISI0630
¢ *CAIEULATETCE distance bet Li-0 ADLI-N #xxsres DIS00640
R = ((X6-X5**2HY6-Y5)*2+(Z6-25)*2) DIS00660
Crver| () DISTANCER v DIS00680
ISPBCIIQLAND.RS6LEMINUS*MINUO) - LO=U0f DISO060
Croor LN distance™™** DISN0700
3T(SPECIEQ2 ANDRSG.I MININFMININ) INEIN+L DIS00710
2 CONTINLE DISI720
NMOLONMD()+1 DISN730
NMN(IN) NIVIN(IN) +1 DISN0740
10 CONTINEE DIS00750
IF (NSETEZMAX) G010 200 DISN0760
@010 100 DISO0770
0 DBJ=130
TCILO = TOMLCH\UM.DY)
TCTLN = TOUNINLMIN()
5 QNINE
03HI1=130
RUD()-NUMUO(1) *100.0REAL (TOTLO)
PIN(1)=i02IN (1) *L000/REAL (TOTIN
3 OQNINE
VRnEtfm|B)) NSETVNSET DIS00810
WRITE(9*) 'DISTRIBUTION CF GOCRDINATICN NMER AROND ANATOML  DIS00820
WRITEQ) ' | PIOLO) PIN(N)* DIS00830
WRTIEQ, " (3X,13.8X F8.29X,F8.2) ) (LPLO(I) PIN(I) , 1=130)  DIS00840
STCP 'FINISHED' DIS00850

B\D DIS00660



135
AFPENDIX IV DISTRIBUTIONS CF ANAES

¢ FRORAVIGCBIA 10:0000
Q GOSITR)
¢ THS FRORIMICALOLLATES THE DISTRIBUTION CF THE ANALLAR (0800
¢ CF WWATER AROLND LITHUM ION FRVTTHE HSTCRY FILES COSUE)
C COSUR)
c COSOO
IVEGER NCZAH, NSET, M ICCBAKOCSVTOTO0S COR00080
PARAVETER (MZAHL = 200) COSO)
PRAVETR (005 200) 10,0000
INTECER SPEC{MCZAH.), SPEC), SPEC] ICS (0084 00000

REAL ABSAARSBRS6 COSWVECABA(L) POCS (20) COS00L2)

REAL ALRLCEVNDIS MNDSS CCRICI3)
PIRAVETRR (AUFLOE0) CCRICAD

REAL QT (MZH) CCRICIS)
PO (M) COS0LA)

b 200 (MM COSIILT0

b AR (M) COSIL8)

b OEA (M) COSOL9)

b GMA MM COSI)
REAL HNXHNYH\Z COSI210

REAL ALPBET. GAMHIXHLY HIZHXH2Y,HZ HIXHIY HIZX5 Yo 2o, COSI020
XAV YAVIZAVIXG, Yb, 26, FBX FBY; H3Z HAX HAY, HAZ HBX HBY, HiZ 00114

REAL SINALP SINBEr SINGAMVICOSALP 008BEr CO8GAM 00800240
+ ALLA12 AL3 A2LA22 A23 AL AR A3 003110
(HRACTRR LBE1*80 LINEZ*80 000210
DATA HINDISMAXDIS00,2.75/ 00811%:)
X = 200 0030020
YHLST=0.75669 0030030
YH2ST=-0.75669 00300310
ZHST=058589 0030030
INST02677 00300330
CFEN(LFILE=SAVHIS ) 00800340
CFEN(OFILE=WAOR) 000030
NSETH) 003000
TOTO50 003003710
D0 11 K=1201 COS00380
ROOS(K)=0.0 00301440

ICOSK)=0 (GO300400
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11 QONINE C0S00410
******************************************************************* COS00
WRITE* ) HAE YOU AREADY CHECKED THE MAXDISTANCE ?' C0S00440
1 QONINE C0S00460
READ(11/(A)) LINEL C0S004T0
FEAD(11,(A)) LINE2 C0S00480

READ(1L,'(5X,I15,6F10.5) END=222) (SPEC{)XKOORDI) YKOORDY),  COS00430
b ZKOORD)) JALPHA) BETAY) GAVMA() [ELMIZAH) 0 5

NET = NEEFHL 0510
D010 ELVOZAH 0 520
SPEC = SPEQY) 0 530
IF (SPECINE3) G010 0540
Y6 = XKORO() ) 550
Y5 = YKOQRD)) 0 560
25 = KOORD) ) 570
10 =0 0 590
[0 20 ELMIZAH. 0 006
********** VJPQLE VECTOQR****xxkx% COSOO610
SPEC) = SPEQY) ) 00620

IF (SPECIEQ)) THN ) 00630

Y6 = XKOORDY) 6000640

Y6 = YKOORY{) 0030 50

= ZK00RD) 0 0 60
APAPHY)) 0010
BEMm()) 00 80

00 90

SNALPSHALP) 0730
COSALP-0CHALP) )40
SINBET=SINEET) 0750
COSEEVMOS (BEN) ) 760
INGAVESINGA 0710
CCBANCORGA) 780
A00EA PINCAVESINALP*SINBEO08AM 8
AR POOSGAMISINALP'SINBEFSINGAY| ) 810
A= SIHALPXOORRET ) 820
A3LSINALP*SINGAM-COSALP*SINBET*COSGATY B30
AD-SINAIPOOSGAMHAISALP*SINBEINGA| 0 840
A33OCBA PCCEEET ) 850
HIXAFYHISTHASIZHST + X6 0 870
HIY=A2*YHISTHA*ZHST + Y6 0 880
HIZ=AMYHISTHARKZHST + 76 0 890



X
10

222
200

HXGAZPAYHISTHAIAZHST + X6
HOY-AZXHSTHAR'ZHST + Y6
HZ=A3YHSTHABZHST + 26

MIXASLZVET + X6

MIY=ARZVET + Y6

MIZZABVET + 2o

HNYXHDGH2XY 2.0

HNYARLYH2YY 2.0

HNZ=(HIZ+H22)120

R% = SRT((X6-X5) 2+ (Y6-Y5) 2+ (6-25) **2)

IF (RS6CEMIM)ISANDRGLEMAXDIS) THN

CH = SRT((HNYemX) =2+ (HNYHLY) =2+ (NZHIZ) **2)
O = SCRT((HHD) =2+ (HNYHY) 2+ (NEHZ) *2)
VB = (X5-X6)* (HNXX0)
b HYBYERHNY-Y
b HBIOHNZZ

ABA= R

ABSB = SR (XG-HNX 2+ YO-HNY)2HZ6-HNZ)*™2)
cosw = VECAR(ABSAYABS)

KOCBA/= COBAMIOCHIL

ICOSKOCBA) = ICCEKOCB}L

E\DIF

FDF
CONTINE

CONTINE

IF (\SETBOMAY) Q00 20

G0 100

CONTINE

0D 38 MH|201

AN =(M-100)/2000

TCTOOS<TOTOOSHACAM)

CONTINE

WRITE(+) TCTOS

0% ML

IF (ICOS(M).(Tr.0) POCSMM=REAL(ICOSM) REAL(TOTODS))

CONTINE
WRITEG,” (9X, 5)1) 'NSEr=" NGET
VRNE(9F*)'

B 100SM!
WRITES,' (LXF8.25XF9.4,3X18) ') (M) POOSIM) JOOSM) MEL20Y)

STCP FINISHED
END
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C0S03900
COS0DA10
0503920
COS0D%30
COS00940
C0500950
C0S00970
C0500980
C0500990
C0S01040
COSC1040
COSC1080
0501090
C0S01120
COS01130
C0OS01140
C0S01160
COS01170
COS01190
C0S01200
COS01210
C0501220
C0501230
C0501260
C0S01210
00501290
C0501300
COS01320
COS01340
C0S01350
GDS01360
C0S01370
C0501380
C0501390
C0S01400
C0S01410
COS01440
C0S01430
C0S01460
C0S01480
C0501490



APPENDIX V' DISTRIBUTIONS OF ANGLES

¢ PROGRAM COSAM

¥

Q

kkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkk

¢ m s PROGRAM CALCULATES THE DISTRIBUTION OF TOE ANGLULAR
¢ OF WATER AROUND LITHIUM 10N FROM TOE HISTORY FILES

Q

¥

kkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkk

INTEGER MOZAHL NSET, MAX, ICOSW, KCOSW,TOTCOS
PARMNETER (MOZAHL = 202)
PARANETER. (1COSW = 201)
INTEGER SPEC(MOZAHL) SPESCI.SPECJ,ICOS (ICOSW)
REAL ABSA ABSB,R56.COSW,VECABA(201)PCOS(01)
REAL AUFLQE MAXDIS HINDIS
PARAMETER (AUFLOE=0.03
REAL  XKOORD (MOZAHL)

YKOORD (MOZAHL),

ZKOORD (MOZAHL),

ALPHA. (MOZAHL),

BETA  (MOZAHL)

GAVMA (MOZAHL)
REAL YHLAM YHOAM ZHAM ZMAM XCAM ZCAM HNX HNY HNZ
REAL ALP BET,GAM HIX HLY H1Z H2X H2Y HOZ HTX HTY HTZ.X5 Y525
FXAM,YAM ZAM.X6.Y6.26 H3X H3Y H3Z HAX HAY HAZ HEX HY HBZ
REAL SINALP SIHBEr SINGAM COSALP.COSBET COSGAM,
; ALTAL2 AL A2LA2LA23ASLA32AS
CHARACTER LDEL*80,LINEZ*80
DATA HINDISIMAXDISN.0 3.0/
MAX = 200
YHIAM=081209
YHIAM=081205
ZHAN060454
ZMAM=-04861 1
XMAM=-088806
XCAM=-0.11850
ZCAMO0.10030
OPEN (Il ETLE="SAMHIS)
OPEN(YFTLE='AMCOS)
NSETO

+ + + + +
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£0500010
COS0i0020
£0S00030
COS00040
C0S03050
£0S0D0H0
COSDONT0
C0S00080
£0S000%0
£0800100
£050010
C0S00120
C0S00L30
COS00L40
C0S0Q150
COS00L50
C0S00L70
£DS00180
C0S00L80
60300200
C0S00210
£0S00220
00300230
C0S00240
C0S00250
C0S00260
C0S00210
60300280
£0S00230
£0S00300
C0S00310
£0SC030
C0S00330
C0SCO30
C0SCO3s0
C0SCO%0
C0S00370
C0S00380
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T80 0 390
0011 K=1,201 0 004
RIB(K)=0.0 COS00410
ICOSK)0 COS40
11 QONTNE 0 430
0 * % *****i ****************************************** KR KRR KKK AR 0 00440
C 0 00450
¢ WRITE*®) HAE YOU ARZDY GHEKED THE MAXDISTANCE ?' 0 00460
¢ WRITER?) 'IF BERYHNGOK , | HOFE YQUWILL "GOODLUCK" 0 00470
1 QONINE 00310730
READ(11,'(A)) LINEL 0 0049
READ(11,'(A)) LINE2 0 5
READ(LL, ' (5X,15,6F105) ' 0€=222) '(SPEC(I) XKOORD(),YKOORD(I), 0 510
+ ZKO0RD() ALPHA() BETA) ) JHMOZAH) 0 520
NSET = NET+ 0 530
D010 ELMBZAHL 0 540
SPECI = SPEC()) 0 50
IF (SPECINES3) Q010 0 560
X6 = XKOORD() 0 570
Y5 = YKOORD() 0 580
5 = ZKORY|) 0 590
C 0 6
KIB=0 00 10
020 ELMIZAH 002
[ dioeek3ee YO \ECTOR¥ ek 0 630
[
SPEC) = SPEC() 00 40
IF (SPEC). 2.2) THU 0050
X6 = XKORDY) 0060
Y6 = YKOORDY) 0070
26 = ZKOORY) 00 80
ALP-ALPHA)) 009
BETBETA) 0 037
0 03710
C 0 00720
SINALPSINALP) 0 750
CCBALP005ALP 0 760
SINBET=SINBET) 0 770
QBT (BEN) 0 780
INGAVESNGAW) 0 790
AW 0 8



AI-00BE*005GAM

A2=Q0SBETSINGAM

Ai3=SiINBEr
A2XSALPSINGAVESINVIP*SNBE*C0SGAM
AN POCECAVISINALP*SINBET*SINGAM
A23=-SINMPCCRBET
A31=SDGPASINGAVHESALPASIVBEC0SGAM
A2NNAIFECERAVOOSALP*SINBE*SINGAV]
A33-0CRA POOSBET

HXGATYHAAS'ZHM + X6
HBYSA2 YHAVHAR ZHM + Y6
HIZABAYHAIRASSZHAM + 26
HOGATYHAVASL'ZHAM + X6
HYSA2 YHAAR ZHM + Y6
HIZABYHAASZHM + 26
HOCALTXVAVASE 2VAM + X6
HY-AZXVAVEAR2VAM + Yo
HZZABXVIRITASAVAM + 76

HNGHRXHDGHY 3.0
HYSHBYAHIVABY) 3.0
H\ZHRZHHIZAH2) 3.0

RB6 = SCRT (X6-Y6) 2+ (Y6-Y5) #0+ (Z6-25) +9)
IF (RS6.GEM\DISANDRESLEMAXDIS) THN

TH. = SR/ (HXHEX) M 2HHNY-HIY 24 HNZHZ™)
[H = JRT( (HNHD) =2+ (HNYHIY) 22+ (HNZHIZ) )
Hi3 = SORT] (HNX-HEXH2HHNY-HBY) ™ H\Z-HBZ™2)

\EDIB = (X6:X5)(HNX-Y6)
+ +(Y6-Y5)*(HNY-Y6)
¥ +(Z6-25)(HNZ-26)

ABA = RS
PEB = QRT(OGHNG2HYEHNY) 24 Z6HND) )

cosv = VECAB/(ABSAAB)
KIBA/= cosw*ioonoi

105 (B = 1005 (KCOBApL

CD0BT0
COSO08%0
COS008%0
0080090
00800910

COS01060

6030/(0)
CO01120

CO0L140
c0soil50
COLIR0
CO0LL0
COS0L180
COS01190
COS01200

000120
0001230
0001240
G120
0001260
0001270



11

ENDIF C0S0L280
ENDIF C0S01240
C0S0L300

20 CONTINUE C0S0L320
10 CONTINUE COSIL330
COSIL340

IF (NETRMAY) GO0 XL COSIL350
&0 100 COSL360

1 COSIL3T0
22 QONINE COSIL380
' C0S0L340
00 003 MEL20L COS0L400
AN =(M-101)/100.0 COSIL410
TOTQOS=TCTOCHOOM) C0SIL420

3 QNUIE COSIL430
WRITE(:#) TCTOCS COSIL40
0035 MELLOL COSL450

IF (ICOSM)CT.0) POOSIM=REAL(ICOSMYREAL(TOTCCH) C0S0L460

% CONINE COS0L4T0
ARTTEQ,« (9X, 15) *) 'NSET= NGET C0SOL500
WRITEQY' AM  POBAI)  1COS(l) COS01510
WARITE, " (LX,F8.2,5X,F9.4,3X,18) ") (M) POCBM),ICCBIM) M=1,201)C 0501520

STP "FINISHED! COSL540

© C0S01550
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APPENDIX VI: PROGRAM DISTRIBUTION OF ENERGIES

PROGRAM DISINE LWE00010
LWE00060

¢ THIS PROGRAM CALCULATES HE DISTRIBUTION OF TOE ENERGIES LWE00070
¢ OF WATER AND LITOIUM ICN INTERACTION FROM TOE HISTORY FILES LWE00080
¢ Khkkkkrkkhkkhkkrhhrhhrhhhhhhhkhrhhrhhrhhhhhhhkkrhkxhkrdkrhdkk LWE00090
INTEGER MDZAHLNSET MAXKE LWEQ0L10
PARAMETER (MDZAHL = 202) LWE00120
INTEGER SPEC (MDZAHL) SPECI,SPEEJ,IENER(L21) LWE00130

REAL R56,A(121), TOTALPDIST(121) E LWEQ0140

REAL AUFLDE MAXDISHINDIS LWEQ0150
PARAMETER (AUFLDE=0.05) LWEQ0160

REAL  XKOORD (MDZAHL), LWEQ0170

t YKOORD (MDZAHL), LWE00180

t ZKOORD (MDZAHL), LWE00190

t AIRHA (MDZAHL) LWE00200

t BETA  (MDZAHL), LWE00210

t GAMMA  (MDZAHL) LWE00220

REAL ALPBET GAM HIXHIY HIZH2X H2Y H2Z HTX HTY HTZ X5,Y5,Z5,  LWE00230

FXAM,YAM ZAM X6.Y6,26 H3X H3Y H3Z HAX, HAY,HAZ HOX HBY H8Z LWED0240
REAL SINALP SINBET SINGAM COSALP.00SBEFCOSGAM, LWEDZ50

; ALLATZAITAZLAZLAZ3ASL AT AR LWEQL250
REAL YHIST YHST ZHST ZMST LWEQE210
CHARACTER LINEL*80,L INE2*0 LWEQL240
DATA HINDIS MAXDISILO 18,5285 LWEDOZ90
MAX = 200 LWED0300
YHISTO. 75669 LWED3L0
YHST=-0.75669 LWED0320
ZHSTO. 58589 LWED0330
ZMST=0.2677 LWED0340
OPEN(ILFrUE='INPCOS LWED0350
OPEN(3,Fnt='DLWOT!) LWED350
NSET=0 LWED3T0
TCTAL=0 LWEL340
00 11 K=1,121 LWED0390
PDIST(K)=0.0 LWED0400
IDIST(K)=0 LWEQRA10

11 CONTINUE LWE00420



I CONTINUE
READ( , (A)") LBEL
READ(11,'(A)') LINE2
READ(LL, " (5X,15,6F10.5) *,00=222) (SPEC(I) XKOORD(I) YKDORD() 1
b ZKQCRD()ALPHA(IBETA().GAMMA() =L MDZAHL)

¢ NSET = NSET#
00 10 1=L MOZAHL
SPECI = SPEC(]
IF (SPECINE 3) 60TO 10

¢ X5 = XKOCRD()
Y5 = YKDORD()
25 = ZKOORD()
KE = 0
D0 20 J=L MDZAHL
C **********DlP(EE VECTOR********
SPECY = SPEC()

IF (SPECJ £Q.)) THEN
= XKXRD()
= YKOORD()
= ZKOCRD()

Aw ALPHA()
BEOSETTA()
GAVEGAMMIA()

SINALP=SIN (ALP)
COSALP=COS(ALP)
SINBETD=SIN (BETT
COSBET=00S(BET)
SIN3AM=SIN (GAM)
COSGAEHCOS (GAM)

A21=COSAUSSINGAMASINAIP*SINBET*COSGAM
A22=COSAIP*COSGAM-SIMLP*SITBET*SINGAM
A23===-3INALP*COSBET
A3L=SINATISINGAM-COSAIjP*SINBET*COSGAM
A32=SINAIP*COSGAM+COSAU*SINBET*SINGAM
A33=COSAU>*COSBET

® » 450
® » 460
® »470
® 00480
LWE00490

D005

LHEQ0510
§00520
9)0530

® 540
®00550
®00560

90580
D059

® 730
®» 740
®»750
® » 760

® » 780
®» 790
®»

® »810
® » 820
® 8§30



Ci#4i##fCALCULATE COORDINATE CF WATER MXIEnJLE##fst #4444 LWE00850

HIX=ALLFYHIST+ASLIZHST + X LWEQU870
HLY=A2*YHISTRASAZHST + Vi LWED0E80
HLZ=A2SYHIST+ASIFZHST + Z6 LWED0EH0
RIN=ALIFYHIST+ASLFZHST + X6 LWEQU900
HY=ALFYHIST+ASDFZHST + Yo LWEQE910
HOZ=ALSFYHISTHASBFZHST + Z LWENS20
MTX=ASLFZMST + X6 LWEQUS30
MTY=ASZZMST + Y6 LWEQU940
MTZASFIMST + 76 LWEQU350

v
RS = SQRT((X6-X5)**24(Y 6-Y5)r*24(26-25)%+2) B10980
Ceat###CAICULATE distance between LrnmIM AND WATER MOLECULE#####  LWEOLOL
¢+ SPRCI = LI SPECT = HOOM LWEDLC30
XRELT = HIX-X5 LWEQL0
YRELT = HIY-Y5 LWEDL050
IRELT = H1Z-Z5 B 31060
XRELS = HIX-X5 9)1070
YREL = H2Y-Y5 9)1080
IRELS = HIZ-Z5 911090

b
RHT = SQRT(XRELT*+YRELT#M4+ZRELT™) B} 00
RHS = SORT(XRELBHJ+YRELE47RELE) 9)1110
C kkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkx ®}1120
¢ LmHUM-WATER-POTENITAL FUNCTION LWELLA!
C kkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkx ®} 40
F={ B}1150
E= (-15 20/R56+1499.04EXP(-3 93¢R56)- 8. 109/R 56++2 B)1150
F 47 G00RHT+L DEXP(-5 7RHT) LWEDLLT0
b 43.030RHTH) B} 0
b 47 609/RHB+191 0|EXP(-5 BTHRHY) LWEDLL90
b 43 93RHE*2)*14 3836 9 1200

/]
KE=E*2481 9 1240
UNER (KE)=IENER (KE) +1 B 1260

C
WRITE(*¥) 'IENER(KE)=MINER (E) 9 1270
ENDIF 9 1290
20 CONITNUE B 10

10 CONTINVE ® 1320



IF (\SETRZMIAY) Q010200

G0 100

222 QONTIN.E
200 DO ML121

C

AM=(MHL0)/ 2.0
TOTAL=TOTALAENR ()

3 CQONTINE

3

VRITE(#) TCTAF' total

03 MEL12L

IFAHIEROO.Gr.0) PDISTIVI=HVERMYTOTAL
QONTINE

WRTIE(Q.1(3X 15)1) 'NSEr=" NSET

VRITE(9,1(8X F10.5)') TOTAL=| TOTAL

WRITERH)  AM) PDIST(M)

WRITE(S, (n,F10.2,5X,02.5)')  (A(M)PDIST(M)M=1121)

STOP 'FINISHED'
END
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®01340
LBIL30
®013/0
LWEDL30
®01400
®01410
®01420

LTI

®)1450
LEILB)
LRI

LWEO1500
LWE01510
LWE01520
LWE01530
LWED1540

® 01550
LWE01560



APPENDIX VI PROGRAM DISTRIBUTION OF ENERGIES

PROGRAM DISENE LAE00010
Q A aakox LAE00060
¢ THIS PROGRAM CALCULATES TOE DISTRIBUTION OF THE ENERGIES LAE00070
¢ OF AMMONIA AND LITHIUM ICN INTERACTION FROM TOE HISTORY EUES LAE00080
C LAE00100
INTEGER MOZAHLNSET MAX KE LAE00110
PARAMETER (MOZAHL = 202) LAE00120
INTEGER SPEC (MOZAHL) ,SPECI SPECJIENER (201) LAE00130
REAL R56 A (201), TOTALPDIST(201) E LAE00140
REAL MAXDIS MINDIS LAE00150
REAL  XKOORD (MOZAHL), LAE00160
' YKOCRD (MOZAHL), LAE00170
' ZKOORD (MOZAHL), LAEC0180
' Aim  (MOZAHL) LAE00190
' BETA  (MOZAHL), LAE00200
' GAVIVA. (MOZAHL) LAE00210
REAL YHIAM, YH2AM ZHAM,ZMAM XCAM.ZCAN,HNX HNY HNZ LAE00220
REAL AU>BET GAM H1X H1Y H1Z HIX H2Y H2ZHTX HTY HTZ X5 Y525, LAE00230
+XAM YAM ZAM X6.Y6.Z6 HAXA HEYA HAZA HBXA H8Y A HZA H1OXA, LAE00240
UflOYA H10ZA H3XA H3Y A H3ZA ANGALU ALUANG LAE00250
REAL SINALP SINBET SINGAM QOSALP.COSBET.COSGAM. LAE00260
' ALLAL2AL3A2LA22 A23 A3 A32,A33 LAE00270
CHARACTER LINEL*80,LINE2*80 LAE00280
DATA KINDIS,MAXDIS/L0,26 .21/ LAE00290
YHIAM=081209 LAE00300
YH2AM=-0.81225 LAE00310
ZHAKO. 60454 LAE00320
IMAM=H). 48611 LAE00330
XMAM=-0.88806 LAE00340
XCAM=-0.11950 LAE00350
ZCAtt=0.10030 LAE00360
ALUANG=0529167 LAE00370
ANGAUM 8897626 LAE00380
MAX = 2 LAE00390
OPEN(II,FTLE=, INPOCS) LAE00400
OPEN(9ETLE="DLAOUF) LAE00410
NSET=0 LAE00420

TOTAL=0.0 LAE00430



¢

11

100

+

00 11 K=i, 201
PDIST(K)=0.0
IENER(K)=0

OCNITNUE

OCNTINUE
READ( 1(A)) UNES,
READ(IL,1(A)) LINE2

READ( ,1(5X15,6F10.5)1,00=222) (SPEC(1) XKOORD(1), YKDORDI(),
ZKDORD(1)Aim(1).3m (1) GAMMA(1),|=IMDZAHL)

NSET = NSET+!
00 10 =1 MDZAHL
SPECI = SPEC()

IF (SPECINE.) GOTO 10

X5 = XKDOUXI)
Y5 = YROORD()
25 = ZKOORD()

D0 20 J=L MOZAHL
SPECI = SPECJ)
2) 7001

IF (SPECJ.

X6 = XKOORD()
Y6 = YKOORD()
26 = ZKOORD()
ALP=ALIPHA()
BET=BETA()
GAMEGAMMA()

SINAIP=SIN(ALP)
COSALP=COS ALP)
SINBET=SIK (BET)
COSBET=C0S (BET)
SINGAM=SIN (GAM)
CQSGAM=COS(GAM)

Al1=COSBET*COSGAM
A12=-COSBET*SINGAM
A13=SINBEr

LAB00440
LAE00450
LAB00460
LAEQ0470
LAE00480
LAE00490
LAE00500
LAE00510
LAE00520
LAE00530
LAEQ0540
LAE00350
E00560
LAE00570
LAEQ0580
LAE00590
LAEQ0600
LAE00610
LAE00620
LAEQ0630
LAEQ0640
LAEQ0650
LAEQ0660
LAEQ0670
LAEQ0680
LAE00690
LAEQ0700
LAEQ0T30
LAEQ0T40
LAEQ0T50
LAEQ0760
LAE00TT0
LAE00780
LAEQ0790
LAE00800
LAEQ0810
00820
|AE00830
00840
|AE00850
E00860



A21=COSAIP*SINSAM+SINALP*SINBETr*COSGAM
A22=COSAlI*COSGAM-SINAIXSINBET*SIN3LItM
A23=-33NAIP*COSBET
A3I-SINALTSSINGAVHIOSAI I SINBEC0SGAM
AP-INALPOCBCAVHICSALP INBET*INGAM
A33=COSALP*COSBET

RS6 = SORT((X6-X5)%*24(Y 6-Y5)#+2+(26-25)*2)
IF (R56.GE HINDISAND R56.JEMAXDIS) THEN

¢

Ce#tet##CALCULATE COORDINATE OF AVMONIA MDLEHJIEsestssests

(

C ** SPECI = LI : SPEC] = NH3™
HIXAALLFYHIAMSASLEZHAM + X6
H3YA=ALFYHIAHIASZ ZHAH + Y6
HAZAALEYHIAHHASIZHAH + 26
HOXA=A2LFYHOARTASLIZHAH + X6
HAYAA2ZYHOAMHABZEZHAM + Y6
HUZAUI3YHOAMFASSFZHAM + Z6
MBKASALLXMAMHASLIZHAH + X6
HBYA=ALZXMAMSASZMAH + Y
HGZA=AL3YHAMHABSZMAH + Z6
HIOXA=ALLXCAMASLFZCAN + X6
MOYAALZYCAMIASZZCAM + Y6
HIOZAALSXCAMSASZCAM + Z6

(

CostetsteCALCULATE DISTANCE BETWEEN LITOIUH AND AMNIA###88 888t

(

XRELL = H3XA-XS
YRELL = H3YA-Y5
IREL = H3ZA-Z5
XREL? = HIXAXS
YREL? = HIYAYS
IRELY = HIZA-Z5
XRIL3 = MBXA-XS
YREL3 = MBYA-YS
IREL3 = MGZAZ5

¢ *+ CALC. OF TOE DISTANCEES **+
RKL = SORT (XRELL**2+YRELL*24ZRELL*2) *ANGAUI
RH2 = SQRT (XREL2**24YREL2#Q4ZREL2*2) *ANGALU
RH} = SQRT (XREL3*2+YREL3#24ZREL3*2) *ANGAU

LAE00870
LAE00880
LAE00890
LAEQ0900
LAEQ0910
LAE00920
LAE00930
LAE00940
LAE00950
LAEOO%0
LAEQ0970
LAE00980
LAE00990
LAEOIO00
LAE01010
LAE01020
LAE01030
LAEQ1040
LAE01050
LAE01060
LAE01070
LAE01080
LAE01090
LAEOII00
LAE0L110
LAE01120
LAE01130
LAE01140
LAE01150
LAE01160
LAE0LLTO
LAE0L180
LAE01190
LAE01200
LAE01210
LAE01220
LAE01230
LAE01240
LAE01250
LAE01260
LAE0L270
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Q kkkkkkkkkkkkkkkkkkkk LAmm.O
C LmnibAManA-POT LAROI30
¢ LARNI3Y
E=0.0 LAFOL340
EL=-(-43772.16987) 1 (RA6*ANGALU) **6+10717.0%EXP (-453 .0*R56*AN3AUJ) LARDL3ND

£ +1025571898%(-0.74207)%(1.0) | (RSG*ANGALU) LAEOL36)
E2=-(-31164.80898)/Rffl**6-54.7651824T*EXP(-0.5763549897*RH1) LAEL3/0
F+1025.571898%(0.24736)%(1.0) | RAL LARL38)

+ +31164.80898/RH2**6-54,7651824T¥EXP(-0.5763549897*RH2) LAEL30
F+1025.571898%(0.24736)%(1.0) | RH2 LAEDLA

+ +31164.80898/RH3**6-54,7651824T*EXP(-0.5763549897*RH3) LAE01410
F+1025.571898%(0.24736)*(1.0) | RH3 LARO4N)

E- El4E2 LARNI430
KE=E*2+81 LAH01460

am (KE)=IENER(KE)#] LAFL/)

ENDIF LAE0I500
ENDIF LAH01510

C LARNIS0
20 CONTINUE LAHI530
10 CONTINUE LAFIX0
C LARNISE0
IF(NSETEZMAX) GOTO 200 LAHI50

GOTO 100 LAHNI5/0

C LARNIS0
222 CONTINUE LAH01590
C LAR1600
200 DO 33 M=l201 LAE01610
A(M)= (W201.0) /2.0 LAFL6N
TOTAI"TOTAL+ENEK(M) LAHNI630)

33 CONTINUE LAF01640
WRITER*) 'TOTAL=\TOTAL LAH01660

00 35 &=1,101 LAE016/0
IF(INER(M).(7r.0) PDIST(M)=IENER(M)TOTAL LAE1690

35 CONTINUE LAEOLA00
WRITE(S, " (9X 15) ') 'NSET=' NSET LAROLTX)
WRITE(9, ' (9X,FL0.5) ') 'TOTAL=" TOTAL LAROL7Y)
WRTTEQH)'  AM) PDIST(M)' LARLTAO
WRTIEQ.L(LX,F10.2,5X F12.5) ") ( AMM) IPDIST(M) M=1,101) LAROLTS0

STOP 'FINISHED' LAROLTT0

END LARL)
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APPENDIXMIIT - FROGRAVIDISTRIBUTION CF DISTANCES AND ANGLES
FR TWO AWWINA MOLELLES IN THE FIRST SHHLL

CF UTHUM ICN
¢ FRORM QA 1030100
C Feroox COS00030
¢ THIS FRORAM CALAULATES TCE DISTRIBUTIONS GF DISTANCES A\D 00300040
¢ ADANGLES KR TWD AMINA MILEULES IN THE FIRST SHHELL CF Li(1) (0030000
C kkkkkkkkkkkkkkkkkkkk COS(HY)O
INTECER MOZAHNSETMAX ICCBVKO06V, TOTCOSNNDIST, TOTDIS COS00080
PARAVETRR (MOAHL = 202) 0080009
PARAVETER (ICCBWV= 201) @30
INTECER SPEC(MOZAHL) SPECI, SPECI 100SdC0SW),IDIST(181) £0500N0
REAL ABSA ABSB Rb6,COSW,VECAB,A(201) PCOS(201),PDIST(181) COSI0L0
REAL AUFLEMAXDISMINDISB(181) C0S00130
PARAVETER (AUFLOE-0.05) 00800140
RAL MO (MIZAH), 00800150
t YOO (MOZAH) (00300160
- A0 (MZAH) 1 00800170
¥ APHA (MOZAH) 00300180
¥ BETA  (MOZAH) 0080010
+ GMA (MIAH) GD0200
REAL ALP BET. GAMHIXHLY,HIZH2XHY HZ HIXHTY HIZ)X5 Yo, COS00210
TXAMYAMZAVIXG, Y626 H3X HAY H3Z HAX HAY, HIZ HBX HBY HZ 0080020
REAL SINALP SINBET,SINGAVICOSALP, GCBBET,CO8GAMD, 00800230
¥ ALLAL2 AL3 A2LA22 A23 A3LA32A33 00800240
REAL X3,Y3.Z3 00800250
CHRCTR LBIEL*80 LINE2*80 00800260
DATA MINDIS,MAXDIS/0.0,38/ 00300270
X = 144 00800280
IK3.80 0080020
OPEN(LLF [B=SAV) 00500300
OPEN(9,FTLE=COS0QT) COS00310
OPEN(12FILE=DIST') CDSN030
NET) (X)S00330
TOTO5) 00800340
TODISA 0050080
D011 K=1,201 aCB00360
PCOS(K)=0.0 00800870
ICOS(K)-0 0050030

[0 12 J=11181 (C0S003%0



PDIST(J)=00
IDIST(J)A0
12 GONTINE
11 QNINE

Q iiticicicic'kkick 'kickk'k-kicide-k'kkick'k'kic'k kic-kiik kicirk'kirk"-kirk kickic'k-k'kickic'k"-k-kick kic-k-kk k-k

¢ WRITEYY) 'HAE YOU AIGDY GHEHED THE MAXDISTANCE 7

100 GONTINE
RA0(1L,'(A)) LD
R, (A)) UNE2

READ/LL, ' (X, 15,6F10.5)1,00222)  (SPEC() XKCORD() YKOORY() L
+ ZKOORO() APH(T) TBETA() GAWWA() -LVDZAH)

NET = NEET4L
D010 FIMZAH.
FE] = SPEQY)
IF (SPECINE3) QD10
¥6 = YOO
Y5 = WOR)
7 = 200R)
kG5 =0
DIST = 0
A= 0
0D 20 HMZAHL
o WeeekeekoDIPOJE yector PRk
SPEC) = PO
IF (PECIE22) THEN
Y3 = XKOOR)
Y3 = YKOoRD)
= XIHY)

23
= SORT((X3-X0)*2+{(Y3-YO)™*2+(Z3-25)**2)
(R6LED) NNANNHL
Q

IF (NNEQ2) THN

X = XOR))

Y7 = YXOOR))

2 = )
RB7 = SQRT((X6-X7)*2+{YE-YT)*2Z6-Z7)**)
EDB = (XB-X6)* (XI-X6)
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0 5
(COS0e10
00311520
0 530
COS0R40
0500550
00 560
0031171
0 580
0 59
Q0800610
008006X0
00800630
080640

CXS060
Q08060

Ul
GOS0
Co80710
0 720
COS0760
003 780
o 8
0 810
00 820
00 830
0 840
9
910
920
930
940
960

OO OO OO



2
10
i

222
200

+ +(Y5-YO)* (Y7-Y6)

+ +(Z5-Z6)*(Z1-Z6)
ABSA = SQRT((X5-XE)™*2+{(Y5-Y6)*2+(Z5-26)**2)
ABSB = SQRT((X5-XT)**2HY5-YT)**2+(Z5-Z7)**2)
cosw = VBCAB/(ABSARGY)
KOCBV= CCBWRL(XHIOL
ICOSKOCHN) = 10CHKOOBNHL
DIST=R67*20-19
IDIST(DIST)=IDIST(DIST)+1
ey 0}V

o
BDIF

QONTINLE

QONTINLE
QCONTINLE
IF (NSITB2MAX) GJT0 200
Q010 100
QCONTIN.E
[0 33 MEL201
AM =(M-101)/100.0
TOTQCBTCTACEHOB (V)
QONTINLE
D044 N=1,181
B(N=(N+19.0)/20-0
TOTDISSTOTDISHDIST (N
QONTINLE
WRITE(**) TCICB
0035 M=,201

IF (IG0S(M).(7r.0) POCVREAL (05 (MIREAL (TCTOCE)

QONTIN.E
[0 36 N=1,181

IF dDIST(V)CT.0) PDIST(M=REAL(IDIST(MIREAL(TOTDIS)

CONTINE
WRITH9, ' (9X,15) *) "NSET:
WRIrE(9¥)
VRTTHS " (
VRITE(12,*

' IDIST(M)MEL181)
STCP 'FINISHED
130

CAM PCIBM\J IC0§M*
1XF8.2,5XF9.43X,18) ) (AM) POOEM) J0SM) M=1,200)
) BM  FDISTM  IDIST(M)
WRITE2, * (1X,F8.2,5X,F9.4,3X,18) *) (B(V) PPDIST(M)
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008910
(CCH0980
0080080
00:000)
00801080
008100
COS)108)
008)10H)
00810
00810
003000
00s0ll0
001X
008
0081140
081180
CDRLLT0
00N
00801210
00810
00810
00801240
0080150
00S)L8)
008270
00180
OCHI%0
0080130
0081310
(X510
00813
O)SII30
YLD
0081390
00810
0080400
081410
00RIL4Y
000140
001450
001480
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