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The dependence of unit cell parameters and enthalpy of tetragonal CsCl-type structure in the 

pressure range 0-550 GPa 

 
P, Gpa a, Å b, Å c, Å Enthalpy,eV 

0 2,624307276 2,624307967 3,287330064 -11,77 

10 2,583265961 2,583266525 3,231995281 -10,39 

20 2,548598609 2,548599083 3,187247069 -9,06 

30 2,518958765 2,51895919 3,15071453 -7,79 

40 2,494058954 2,494059284 3,120190581 -6,55 

50 2,471506442 2,471506774 3,092102453 -5,35 

60 2,451209004 2,451209348 3,066769175 -4,19 

70 2,433032436 2,433032735 3,044217994 -3,04 

80 2,416695401 2,416695611 3,023910691 -1,93 

90 2,401872582 2,40187267 3,005085605 -0,83 

100 2,387986821 2,387986852 2,987104366 0,24 

110 2,375164847 2,375164889 2,970225651 1,30 

120 2,363003054 2,363003038 2,95414887 2,34 

130 2,351553818 2,351553826 2,939079322 3,36 

140 2,340866967 2,340866893 2,924847718 4,37 

150 2,330785843 2,330785759 2,911480946 5,37 

160 2,321174304 2,321174216 2,898745034 6,35 

170 2,31205461 2,312054572 2,886590448 7,33 

180 2,304464449 2,304464554 2,876377979 8,29 

190 2,295934108 2,295934143 2,864931818 9,23 

200 2,288295182 2,288295189 2,853429518 10,17 

210 2,280560279 2,28056029 2,843104485 11,10 

220 2,273023721 2,273023728 2,832972106 12,02 

230 2,265781384 2,265781385 2,823159758 12,93 

240 2,258754639 2,25875464 2,813605498 13,83 

250 2,252101633 2,252101634 2,804492033 14,72 

260 2,245673999 2,245674 2,795626523 15,61 

270 2,239462151 2,239462152 2,786990868 16,48 

280 2,233438525 2,233438528 2,778534914 17,35 

290 2,227611166 2,227611158 2,77027269 18,22 

300 2,221966047 2,221966044 2,762181695 19,07 

310 2,21649988 2,216499875 2,75426544 19,92 

320 2,211197181 2,211197178 2,746501102 20,76 

330 2,206057138 2,206057134 2,738899521 21,60 

340 2,201061019 2,201061015 2,731442785 22,43 

350 2,196207972 2,196207967 2,724137326 23,25 

360 2,19148287 2,191482865 2,71697257 24,07 

370 2,186887924 2,186887919 2,709957173 24,88 

380 2,182403087 2,182403083 2,703076379 25,69 

390 2,178017559 2,178017558 2,696321162 26,49 

400 2,173747972 2,173747968 2,689717382 27,28 

410 2,169579995 2,169579988 2,68326222 28,08 

420 2,165496372 2,165496368 2,676944166 28,86 

430 2,161495616 2,161495607 2,670766459 29,64 

440 2,157572989 2,157572983 2,664722577 30,42 

450 2,153726524 2,153726523 2,658809302 31,19 



460 2,149951897 2,149951893 2,653017889 31,96 

470 2,146243699 2,146243694 2,647330881 32,73 

480 2,142607422 2,142607417 2,641747859 33,49 

490 2,139039764 2,139039759 2,636258934 34,24 

500 2,135538916 2,135538913 2,63085355 34,99 

510 2,131912203 2,131912199 2,626369228 11,94 

520 2,128457068 2,128457064 2,620973686 11,87 

530 2,125162193 2,125162188 2,615759134 11,81 

540 2,122258427 2,122258418 2,610128015 11,76 

550 2,118850594 2,118850586 2,605934929 11,7 

 
 
 
The phonon dispersion curves of tetragonal CsCl phase of NiSi at 300 GPa. 

 

 


