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1 | Ag2Al2Ce | -19.5361 | -3.90722 ;4'80 CeAl2 ands 4563 | 1 Ag E‘f’m 2764 | 2 -19.217 -0.31909 -0.06382 Yes
2 | Ag2AI2Th | -21.9739 | -4.30477 ;0'79 ThAI2 ﬁﬁf]m 5418 | 1 Ag E‘f’m 2764 | 2 21782 -0.19185 -0.03837 Yes
3 | cd2Al2ce | -16.0301 | -3.20603 52'59 CeCd1l ::]‘ 1315 | 0125 | ceAl3 ;6:/”‘ 4443 | 066 | cecds gn”; 2216 | 0208 | -15.6672 -0.36297 -0.07259 Yes
4 | cdocacce | -14.8794 | -2.97589 22'12 CeCd1l ng 1315 | 018 | CeGa3 Eff’m 4084 | 036 | CeGa2 Efrf]m 4303 | 045 -14.619 -0.26044 -0.05209 Yes
5 | Co2Al2Ce | -201445 | -58280 | 16.74 | AlCo ng 6032 |2 Ce Efc‘?’m 4776 | 1 -28.904 -0.24051 -0.0481 Yes
P6/m P6/mm
6 | CozB2Hf | -40.9287 | -818573 | 10.12 | HfCo3B2 | "o | 8010 | 0667 | HB2 | 8794 | 0333 -40.7942 -0.13445 -0.02689 Yes
7 | co22Th | -37.6418 | -7.52835 12'64 gthOBl Pbam | -7.445 3'090 ThCo | Cmem | -7611 | 08181 | CoB | Pnma | 7295 | 1.09 -37.1687 -0.47302 -0.0946 Yes
8 | co2B2zr | -30.3587 | -7.87173 ;0'34 21co3B2 | R3 | 7772 | 0667 | zrB2 &6/ mm | 8203 | 0333 -30.3074 -0.05124 -0.01025 Yes
9 | Co2GazCe | -27.7202 | -5.54583 ;6'60 CeGa2 ;%m 4303 |1 Co Fm-3m | 700 | 2 -27.089 -0.64016 -0.12803 Yes
55.20 Pm- Fm-
10 | CozTizce | -40.028 | -80056 | . CeTI3 fm | 8238 |05 | cCeTl | Pmam | 395 |05 Co | 09 2 24611 -15.417 -3.0834 Yes
11 | cuAl2ce | -22.2397 | -4.44795 ;7'28 AlCu coim | 3933 |2 gesm core | -4305 | 05 CeAl2 gi 4563 | -05 -19.65 -2.58973 -0.51795 Yes
1832 0.166 P6/m
12 | CuAl2Th | 242706 | 485411 | 1 ThCu6 Pama | 4343 | ¢ Alcu3 | Pmmn | 3892 | 0333 | Thalz | "™ | 5418 | 08333 | 238012 -0.46939 -0.09388 Yes
13 | cuGazce | 21128 | -4.22559 ;7'83 CeGa2 ri]%m 4303 |1 Cu Fm-3m | 3716 | 2 -20.341 -0.78696 -0.15739 Yes
14 | cuGa2Th | -22007 | -45814 | 1816 | ThGa2 ::j’a 5127 |1 Cu Fm-3m | 3716 | 2 22813 -0.09399 -0.0188 Yes
15 | Fe2Al2Ce | -30486 | -6.00719 ée.so CeAl2 gg] 4563 | 0333 | CeAl | Cmem | -464 | 0667 | AlFe3 gn”; 7354 | 0667 | -30.3562 -0.1298 -0.02596 Yes
16 | Fe2B2Ce | -37.7133 | -7.54266 ;2'53 CeFedB4 542/ 7585 | 05 | Ce E:”mm 4026 | 05 -36.1455 -1.56781 -0.31356 Yes
17 | Fe2B2Th | -30.484 | -7.89679 33'07 Fe2B (':ﬁr’]m 8077 | 0.777 gm':e Pe3mc | -7.81 | 0.1079 Qé':e Pbam | -7.527 | 0.1223 | -30.2204 -0.26156 -0.05231 Yes
18 | 2Al2Ce | -34524 | -6.9048 ;7'28 CeAllr Phma | -6559 | 1 Allr pm-3m | 7247 | 1 34171 -0.35301 -0.0706 Yes
New
19 | Ir2B2Ce -40.2509 | -8.05019 ;4'63 ceB2r2 | Fadd | -7873 | 1 -30.365 -0.88593 -0.17719 Yes Zﬁ?ﬁfm
m)

20 | Ir2B2Hf 444562 | 889124 | 12.42 | HfB4Ir3 ;63/ 8431 2‘333 Hfr3 | Pm3m | 9931 | 0333 | HfB2 ;%m 8794 | 0333 | -44.2119 -0.24435 -0.04887 Yes
21 | Ir2Ga2Ce | -32.8529 | -6.57057 }8'41 Ga2lr g]mc 5415 | 0667 | Celr2 | Fd-3m | -8.112 | 0667 | CeGa2 Eﬁ;m 4303 | 0333 | -31.2015 -1.56134 -0.31227 Yes

Acknowledgment: This work has been performed under the course work of MSE 458 (Atomic scale computational materials science) in winter 2019 quarter.
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22 | w2GazTh | 347141 | 694282 | | Thealr | | 7355 | ) Thiz | Fd-3m | 9196 | 0333 | Gaar | - 5415 | 06667 | -34.5802 -0.13391 -0.02678 Yes
23 | M2B2Ce | 385045 | 7.71801 | ,°%° | mnB Phma | -8352 | 2 Ce Eff’m 4716 | 1 -38.184 -0.41085 -0.08211 Yes
24 | Mo2Al2Ce | -35.6827 | -7.13654 | 19.21 | CeAl2 P& | 4563 | 0333 | CeAl | Cmem | 464 | 06667 | AMo3 | E™ | 9308 | 06667 | -35.4958 -0.18694 -0.03739 Yes
25 | Mo2B2Ce | -42.2349 | -8.44698 ;4'20 BMo m/a 0263 | 2 Ce 21603"“ 4716 | 1 -41.828 -0.40688 -0.08138 Yes
26 | Mo2Ga2Ce | -34.6132 | -6.92264 18'85 CeGa2 r';% m o 4303 |1 Mo m3m | oo | 2 -34.605 -0.00818 -0.00164 Yes
27 | Nb2AICe | -34.6042 | -6.92084 30'97 CeAl 2’“ -4.64 1 Nb2AI ﬁf’m 8274 |1 -34.102 -0.50218 -0.10044 Yes
2041 P6/m :
28 | Nb2Ga2Ce | -33.7689 | -6.75377 CeGa2 4303 |1 Nb Im-3m 2 -33.097 -0.67185 -0.13437 Yes
5 mm 10.094
20 | Ni2AlCe | 26653 | 533050 | 7% | ceaNi | p | 5161 |1 ANi | Pm3m | 5326 | 1 -26.135 -0.51795 -0.10359 Yes
30 | Ni2B2Ce -31.81 -6.362 ;3'06 CeB4 E;’m -6.817 (7)'428 f;g?' cmm2 | -5.89 | 0.1428 | CeNi Emc -5.43 0.1428 | -31.305 -0.50499 -0.101 Yes
31 | Ni2GazCe | -25.2115 | -5.0423 17'13 Ga3Ni5 Emm -4.993 3'090 CeNis ﬁmm 5.655 | 0.1363 ﬁieGaZ ﬁmm 4712 0.8636 | -24.5359 -0.67559 -0.13512 Yes
32 | Os2Al2Ce | -37.1683 | -7.43366 | 1856 | Ce30s Phma | 6431 | 0333 | Os ;‘13’ ™| L1 | 0667 | Al20s amo | eson |1 -36.4472 -0.72106 -0.14421 Yes
New
33 | OszBace | 435821 | 871641 | 1°%° | ceB20s2 | F222 | 852 1 426 -0.98207 -0.19641 Yes gj‘;ﬁ('
m)
New
34 | pdoAlCe | -27.4849 | -5.49607 | 1999 | cearpdz | PN | sara | 1 -26.87 -0.61487 -0.12297 Yes | Phase(l
8 mm 4/mm
m)
35 | Pd2B2Ce | 316702 | 633404 | 2490 | cems Pm- | 6895 | 0.333 | CePd3 | Pm3m | -5.768 | 0.6667 -31.2703 -0.39989 -0.07998 Yes
36 | Pd2Ga2Ce | -25.7766 | -5.15531 ;9'27 §EGa3Pd E]%m 4716 | 05 gzeGaP Phma | 5371 | 05 -25.07 -0.70656 -0.14131 Yes
37 | PRAICe | -30.2447 | -6.04893 ;8'96 CeAl2Pt3 &%m 6.155 2'166 cePt | cmem | 6478 | 05 ggA'S Phma | 5661 | 0333 | -20616 -0.62867 -0.12573 Yes
38 | PwB2Ce -34.0578 | -6.81155 ;3'84 CeB6 ::T']‘ 6895 | 02 geBPt P6222 | 6776 | 04 geBP‘ :‘m 6762 | 04 -34.0186 -0.03915 -0.00783 Yes
39 | PGa2Ce | -28103 | -5.6206 ;8'90 Ga3Pt2 :ml 4842 | 0222 gteeas Fmm2 | -4787 | 0.444 | CeP2 ggq 6608 | 0555 | -27.0205 -1.08253 -0.21651 Yes
40 | Re2B2Ce | -44.9828 | -8.90656 | 1473 | Ce2Re3B | oo | go7g | 0286 | Resg | cmem | 0.4 Ce P63/ | 4776 | 04665 | -44.4037 -0.57906 -0.11581 Yes
8 6 6 11.183 mmc
41 | Rn2al2ce | 318903 | 637807 | 1™ | ceaRh | Poma | 6021 |1 ARh | Pm3m | -6605 | 1 31273 -0.61734 -0.12347 Yes
42 | Rm2B2ce | -36.8865 | -7.37731 é“l CeRh Emc 6621 |02 | cema E:"mb 6817 | 02 %BZR Efr:]m 7281 | 06 -35.677 -1.20955 -0.24191 Yes
43 | Rh2ca2ce | -30.0084 | -6.01968 ;8'38 CeGarRh | Pnma | 5796 | 1 GaRh | Pm-3m | 584 |1 -29.068 -1.03042 -0.20608 Yes
44 | RuzAl2ce | -34.0878 | -6.81756 [118'50 AlRu ::T']‘ 7137 | 12 | Al2Ru | Fadd | 6277 | 02 g;i?' R3 | -6.23 0.2 -33.355 -0.73278 -0.14656 Yes
New
45 | Ru2B2Ce | -39.8888 | -7.97776 }13'80 CeB2RU2 | Fddd | -7.776 | 1 -38.88 -1.0088 -0.20176 Yes E?ris:](l
m)
2078 Pzl
46 | Ta2Al2Ce | -37.679 | 75381 | 2 Ta2Al P2 o |1 CeAl | Ccmem | -464 | 1 -37.483 -0.19603 -0.03921 Yes
20.09 P6/m :
47 | Ta2Ga2Ce | -36.7624 | 735249 | CeGa2 Po/m | 4303 |1 Ta m3m | 1y ges | 2 -36.615 -0.14744 -0.02949 Yes

Acknowledgment: This work has been performed under the course work of MSE 458 (Atomic scale computational materials science) in winter 2019 quarter.




48 | TczBace | 411764 | 823528 | (“F | cesa pam | ee17 | 9755 | ce POIM | 4776 | o714 | Terea | PO | o573 | 02857 | 405014 -0.67496 -0.13499 Yes
49 | voB2Hf 445157 | 890314 | M4 | hirB2 POM | g704 | 0333 | vaB2 | "YU | g75 | 0667 | Hf POY | o055 | 0667 | 445122 -0.00345 -0.00069 Yes
50 | V2B2zZr 42,9658 | -8.59316 ;1'61 Z1B2 Eq% M | 203 | 0333 | vaB2 :” mb | 75 | 0667 | zr Eﬁﬁé 8547 | 0667 | -43.0747 0.108844 0.021769 No gﬂbfeta“
51 | Rh2B2Th | 386315 | 7.7263 | 4% | Thea PAM | 7446 | 025 | ThRN2 | P™ | 8146 | 05 [BAR | P2 7618 | 025 -38.667 0.035507 0.007101 No | Metest
52 | Nb2Ga2Th | -35.5811 | -7.11621 20'71 Nb3Ga2 E;’m 7633 |05 | Nb m3m | 10 oes | 05 ThGa | Phma | 5747 | 1 -35.6235 0.042448 0.00849 No | Meast
53 | Ni2B2Hf | 375017 | 751833 | 1%%° | hirs2 Eﬁf} M | 8794 | 0777 | Ni3B | Pnma | -6.111 | 0444 | HN3 | R3m | -7.003 | 0222 | -37.6774 0.085695 0.017139 No | Mot

Acknowledgment: This work has been performed under the course work of MSE 458 (Atomic scale computational materials science) in winter 2019 quarter.




