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1.1 Atoms

18 4+ 2 atoms
U, O, Zr
Ag In, B, C
Fe, Cr, Ni
Si, Mg, Al, Ca
Ba, La, Ru, Sr
Ar, H

Overview of NUCLEA-20
January 10, 2022

1 General Description

fuel element

control rod

vessel and internal structure
concrete

fission products

gas

1.2 Stoichiometric Condensed Phases

NTB name TDB name
AG1BAl (S) AG1BAl_S
AG2BAl (S) AG2BAl_S
AG2BA3 (S) AG2BA3_S
AG5BAL (S) AGS5BAl_S
AG2C103(S) AG2C1l03_s
AGlCAl (S) AGlcal_s
AG1CA3 (S) AGlCA3_S
AG2CA1l (S) AG2CAl_S
AG3CA5 (S) AG3CAS5_S
AG7CA2 (S) AG7CA2_S
AG9CA2 (8S) AG9CA2_S
AG2CR104 (S) AG2CR104_S
AGlIN2 (S) AGlIN2_S
AG2IN1 (S) AG2IN1_S
AG3IN1 (S) AG3IN1_S
AGlLAl (S) AGlLAl_S
AG2LA1 (S) AG2LAl S
AG5LAL (S) AG5LAl_S
AG46LA14 (S) AG46LAl14_S
AGIMG3 (S) AGIMG3_S
AG3MG1 (S) AG3MG1_S
AG201 (S) AG201_S
AG1SR1 (S) AGISR1_S
AG2SR1 (S) AG2SR1_S
AG2SR3 (S) AG2SR3_S
AG4SR1 (S) AG4SR1_S
AG5SR1 (S) AG5SR1_S
AGlZR1 (S) AGlZR1_S
AGlZR2 (S) AGlZR2_S
AL1B2 (S) AL1B2_S

continued on next page
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NTB name TDB name
AL1B10(S) AL1B10_S
AL1B12 (S) AL1B12_S
AL4B209 (S) AL4B209_S
AL4BAlL (S) AL4BAl S
AL5BAA4 (S) ALSBA4_S
AL13BA7(S) AL13BA7_S
AL2BAl104 (S) AL2BAl104_S
AL2BA306 (S) AL2BA306_S
AL2BA407 (S) AL2BA407_S

AL2BA7010 (S)

AL2BA7010_S

AL12BA1019(S)

AL12BAl1019_S

AL4C3(S) AL4C3_S
AL4C4SI1(S) AL4C4SI1_S
AL8C7SI1(S) AL8C7SI1_S
AL1CAl (S) ALICAl_S
AL2CAl (S) AL2CAl_S03
AL3CAS8 (S) AL3CAS8_S
ALA4CAL (S) ALACAl S

AL2CA3H12012 (S)

AL2CA3H12012_S

AL2CA4H26020 (S)

AL2CA4H26020_S

AL2CA1H4010SI2(S)

AL2CA1H4010SI2_s

AL4CA3MG1010 (S)

AL4CA3MG1010_s

AL16CA1MG2027 (S)

AL16CA1MG2027_S

AL28CA2MG2046 (S)

AL28CA2MG2046_S

AL14CA12033(S)Mayenite

AL14CAl12033_S

AL2CAl108SI2 (S)Anorthite

AL2CA108SI2_S

AL2CA207SI1 (S)Melilite

AL2CA207SI1_S

AL12CA13035ZR2 (S)

AL12CA13035ZR2_S

AL2CAl1SI2(S)

AL2CAlSI2_S

AL1CR2 (S) ALICR2_S
ALACR1 (S) ALACR1_S
ALSCRS5 (S) AL8CR5_S
ALI9CR4 (S) ALI9CR4_S
AL13CR2 (S) AL13CR2_S
AL2FE1 (S) AL2FEl_S
ALSFE2 (S) ALSFE2_S
AL1FE103(S) AL1FE103_S

AL2FE3012SI3(S)Almandine

AL2FE3012SI3_S

AL4FE2018SI5 (S)Ferrocordierite

AL4FE2018SI5_S

AL1H3 (S) AL1H3_S01
AL1H102 (S) Boehmite AL1H102_S1
AL1H102 (S)Diaspore AL1H102_S2
AL1H303 (S)Amorphous AL1H303_S1
AL1H303 (S)Hydrargillite AL1H303_S2

AL2H409SI2 (S)Dickite

AL2H409SI2_sS1

AL2H409SI2 (S)Halloysite

AL2H409SI2_S2

AL2H409SI2 (S)Kaolinite

AL2H409SI2_S3

continued on next page
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NTB name TDB name
AL1LAl (S) AL1LAl SO02
AL1LA3 (S) AL1LA3 S
AL2LAl (S) AL2LAl_S
AL3LAl (S) AL3LAl S
AL11LA3(S) AL11LA3_S
AL12LAS5 (S) AL12LAS5_S
AL1LAl103(S) AL1LAl103_S
AL11LA1018(S) AL11LAl1018_S
AL30MG23 (S) AL30MG23_S

AL140MG89 (S)

AL140MG89_sS

AL4MG2018SI5 (S)Cordierite

AL4MG2018SI5_S

AL18MG7040SI3 (S)Saphirine

AL18MG7040SI3_S

ALINI3 (S) ALINI3_S
AL3NI1 (S) AL3NI1_S
AL3NI2(S) AL3NI2_S

AL204SR1 (S)HT

AL204SR1_S1

AL204SR1 (S)LT

AL204SR1_S2

AL206SR3 (S)

AL206SR3_S

AL407SR1 (S)

AL407SR1_S

AL6023SR14 (S)LT

AL6023SR14_S1

AL6023SR14 (S) HT

AL6023SR14_S2

AL12019SR1 (S)

AL12019SR1_S

AL1RUL (S) AL1RUL_S
AL2RUL (S) AL2RUL_S
AL3RU2 (S) AL3RU2_S
ALG6RUL (S) AL6RULl_S
AL13RU4 (S) AL13RU4_S
AL1SRI1 (S) AL1SR1_S
AL2SR1 (S) AL2SR1_S
AL4SRI (S) AL4ASR1_S
AL2U1 (S) AL2U1_S
AL3U1 (S) AL3UL_S
AL4UO.9(S) AL4UO_9_S
AL1ZR1 (S) AL1ZR1l_S
AL1ZR2 (S) AL1ZR2_ S
AL1ZR3 (S) AL1ZR3_S
AL2ZR1 (S) AL2ZR1_S
AL2ZR3 (S) AL2ZR3_S
AL3ZR1 (S) AL3ZR1_S
AL3ZR2 (S) AL3ZR2_S
AL3ZR4 (S) AL3ZR4_S
AL3ZR5 (S) AL3ZR5_S
AL4ZR5 (S) AL4ZR5_S
B6BAlL (S) B6BAl_S
B2BA104 (S) B2BA104_S
B2BA306 (S) B2BA306_S
B4BA107 (S) B4BA10O7_S
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NTB name TDB name
B8BA1013(S) B8BA1013_S
B1C1lU1 (S) B1lClUl_sS
B2C1U1 (S) B2C1lUl_S
B2C7US5 (S) B2C7U5_S
B6CAL (S) B6CAl_S
B2CAl104 (S) B2CAl04_S
B2CA205 (S) B2CA205_sS
B2CA306 (S) B2CA306_S
B4CA1l07 (S) B4CAl107_S
B2CA108SI2(S) B2CA108SI2_S
B2CA5010SI1 (S) B2CA5010SI1_S
B1CR1 (S) BICR1 S
B1CR2 (S) B1CR2_S
B2CR1 (S) B2CR1_S
B3CR5 (S) B3CR5_S
B4CR1 (S) B4CR1_S
B4CR3 (S) B4CR3_S
B1FE1l (S) B1FEl1l_SO05
B1FE2 (S) B1lFE2_S
B1FE103(S) B1FE103_S
B1FE306 (S) B1FE306_S
B2FE104 (S) B2FE104_S
B2FE205 (S) B2FE205_S
B2FE306 (S) B2FE306_S
B2FE3U1 (S) B2FE3Ul_S
B4FE1U1 (S) B4FE1Ul_S
B5H9 (L) B5H9 L
B10H14 (C) Decaborane B10H14_S
B1H102 (C) B1H102_S
B1H303 (S) B1H303_S
B2H404 (S) B2H404_S
B3H303 (S) Boroxine B3H303_S
B1IN1O3(S) B1IN1O3_S
B4LAl (S) B4LAl_S
B6LAL (S) B6LAl_S
BI9LA1 (S) B9LAl_S
B1LA10O3(S) B1LA10O3_S
B1LA306 (S) B1LA306_S
B3LA106 (S) B3LA106_S
B2MG1 (S) B2MG1_S
B4MG1 (S) B4MG1_S07
B7MG1 (S) B7MG1_S
B2MG205 (S) B2MG205_S
B2MG306 (S) B2MG306_S
B4MG10O7 (S) B4MG107_S
B1NI1 (S) BINI1_S
BINI2 (S) BINI2_ S

continued on next page
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NTB name TDB name
BINI3 (S) BINI3_S
B7NI10(S) B7NI10_S
B27NI35 (S) B27NI35_S
B2NI205 (S) B2NI205_S
B2NI306 (S) B2NI306_S
B101.5(S) B101_5_8S
B204SR1 (S) B204SR1_S
B205SR2 (S) B205SR2_S
B206SR3(S) B206SR3_S
B40O7SR1 (S) B40O7SR1_S
B6010SR1 (S) B6010SR1_S
B1RUL (S) B1RUL_S
B2RU1 (S) B2RU1_S
B3RU2 (S) B3RU2_S
B3RU7 (S) B3RU7_S
B3SI1 (S) B3SI1_S
B6SI1 (S) B6SI1_S
B14SI1(S) B14SI1_S
B6SR1 (S) B6SR1_S
B2U1 (S) B2U1_S
B4U1 (S) B4AUL_S
B12U1 (S) B12U1l_S
B1ZR1 (S) B1lZR1_S
B2ZR1 (S) B2ZR1_S
B4ZR3 (S) B4ZR3_S
B12ZR1 (S) B12ZR1_S
BA1C2 (S) BAlC2_S
BA1C1l03(C) BA1C103_S
BA1CR104 (S) BA1CR104_S
BA1CR204 (S) BA1CR204_S
BA3CR206 (S) BA3CR206_S
BA1FE204 (S) BA1lFE204_S
BA1lFE12019(S) BAlFE12019_ S
BA2FE205 (S) BA2FE205_S
BA2FE6011 (S) BA2FE6011_S
BA7FE4013(S) BA7FE4013_S
BA1H2 (C) BAl1H2_ S08
BA1H202 (C) BA1H202_S
BA1IN1 (S) BA1IN1 S
BA1IN2 (S) BA1IN2_S09
BA1IN4 (S) BA1IN4_S
BA5IN2 (S) BASIN2_S10
BAS5IN3 (S) BA5IN3_S
BA13IN1 (S) BA13IN1l_S
BA1IN204 (S) BA1IN204_S
BA2IN205 (S) BA2IN205_S
BA3IN206 (S) BA3IN206_S

continued on next page




Overview of NUCLEA-20

1.2 Stoichiometric Condensed Phases

‘ continued from previous page

NTB name TDB name
BA4IN6013(S) BA4IN6013_S
BAS5IN208 (S) BAS5IN208_S
BA1LA204 (S) BA1LA204_S
BAIMG2 (S) BAIMG2_S
BA2MG17 (S) BA2MG17_S
BA6MG23 (S) BA6MG23_S
BAINI1O02 (S) BAINI1O02_S
BA3NI104 (S) BA3NI1l04_S
BA10O2 (S) BAl1O2_S
BA10O3SI1 (S) BA10O3SI1_S
BA10O5SI2 (S) BA10O5SI2_S
BA204SI1 (S) BA204SI1_S
BA208SI3 (S) BA208SI3_S
BA305SI1 (S) BA305SI1_S
BA3013SI5(S) BA3013SI5_S
BA5021SI8(S) BA5021SI8_S
BA104U1l (S) BA104Ul_S
BA1SI1 (S) BA1lSI1 S
BA1SI2 (S) BAl1lSI2 S
BA2SI1 (S) BA2SI1_S
BA3SI4 (S) BA3SI4_S
BA5SI3 (S) BA5SI3_S
Cl (S)Graphite C_S18
C2CAl (S) Cc2CAl_S12
C2CA1MG106 (S) C2CA1MG106_S
C1lCAl03(C) C1lCAal03_s
C2CR3 (S) C2CR3_S
C6CR106 (S) C6CR106_S
ClFE103(S) ClFE103_S
C5FE105 (L) C5FE105 L
C1H4 (L) C1H4 L11
C2H6 (L) C2H6_L13
C3H6 (L) C3H6_L14
C3H8 (L) C3H8_L15
C1H202 (L) C1lH202_L
C1H401 (L) C1lH401l_ L
C2H402 (L) C2H402_L
C2H601 (L) C2H601_L
C2H602 (L) C2H602_L
C3H601 (L) C3H601_L
C3H602 (L) C3H602_L
C3HS801 (L) C3H801_L
C3H803 (L) C3H803_L
C2LA1 (S)LT C2LAl_S
C2MG1 (S) C2MG1_S
C3MG2 (S) C3MG2_S
C1MG103 (C) C1MG103_S

continued on next page
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NTB name TDB name
CINI103(S) CINI1O03_S
C4NI104 (L) C4ANIl1O04_L
C1l03SR1 (C) C1l03SR1_S
C1l05Ul (S) Clo5Ul_s
C2RU1U2 (S) C2RU1U2_S
C1SI1(S) ClsIl_Ss
C2SI2U3(S) C2SI2U3_S
C38116U20(S) C38116U20_S
C2SR1 (S) C2SR1_S
C3U2(8S) c3u2_s
CA1CR104 (S) CA1CR104_S

CA1CR204 (S) HT

CA1CR204_s1

CA1CR204 (S)LT

CA1CR204_s2

CA2CR13020 (S)

CA2CR13020_s

CA1CR1010SI4(S)Gillespite

CA1CR1010STI4_s

CA3CR2012SI3(S)Uvarovite

CA3CR2012S1I3_s

CA1FE305 (S) (S) CA1lFE305_S
CA1FE407 (S) CA1lFE407_S
CA1FE507 (S) CA1lFES507_S
CA1lFE106SI2 (S)Hedenbergite CA1lFE106SI2_S
CAl1H2 (C) CAl1lH2_S16
CA2H2MG5024SI8 (S) Tremolite CA2H2MG5024SI8_S
CA1H202 (S) CA1lH202_S

CA1H407SI2(S)

CA1H407SI2_S

CA2H5010.5SI3(S)

CA2H5010_5SI3_S

CA3H6010SI2(S)

CA3H6010SI2_S

CA4H3011.5SI3(S)

CA4H3011_5SI3_S

CA5H6020SI6 (S)

CA5H6020SI6_S

CA5H11022.5SI6(S)

CA5H11022_5SI6_S

CA5H21027.5S1I6(S)

CA5H21027_5SI6_S

CAG6H2019SI6 (S)

CA6H2019SI6_S

CA12H14031SI6(S)

CA12H14031SI6_S

CA1IN1(S) CAlIN1_S
CA1IN2(S) CAl1lIN2_S
CA3IN1(S) CA3IN1_S
CA1MG2 (S) CA1IMG2_S

CA2MG107SI2 (S)Akermanite

CA2MG107SI2_S

CA3MG108SI2 (S)Merwinite

CA3MG108SsI2_S

CA1NI2 (S) CAINI2_S
CAINI3(S) CAINI3_S
CA1INIS5 (S) CA1INIS_S
CA2NI7 (S) CA2NI7_S
CA102(S) CAl02_S
CA103SI1 (S)Pseudowollastonite CA103SI1_S
CA204SI1 (S)Larnite CA204SI1_S
CA305SI1 (S)Hatrurite CA305S8I1_S
CA307SI2(S)Rankinite CA307SI2_S
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NTB name

TDB name

CA2012ST4ZR1 (S)

CA2012ST4ZR1_S

CA309SI2ZR1 (S)

CA309SI2ZR1_S

CA104U1 (S) CA104U1_S
CA103ZR1 (S) CA103ZR1_S
CA1SI1(S) CA1SI1_S
CA1SI2(S) CAl1SI2_S
CA2SI1(S) CA2SI1_S
CR1LA103 (S) CR1LA103_S
CR102 (S) CR102_S
CR103 (C) CR103_S
CR5012 (S) CR5012_S
CR8021 (S) CR8021_S
CR301ZR3 (S) CR301ZR3_S
CR2RU1 (S) CR2RU1_S
CR3RU1 (S) CR3RU1_S
CR1SI1(S) CR1SI1_S
CR1SI2(S) CR1SI2_S
CR3SI1(S) CR3SI1_S
CR5SI3(S) CR5SI3_S
FE1H102 (S) Goethite FE1H102_S
FE1H202 (S) FE1H202_S
FE1H303 (S) FE1H303_S
FE1LA103 (S) FE1LA103_S
FE12LA1019.5 (S) FE12LA1019 _5_S
FEINI3 (S) FEINI3_S
FE205SR2 (S) FE205SR2_S
FE206SR3 (S) FE206SR3_S

FE10022SR7 (S)

FE10022SR7_S

FE12019SR1 (S)

FE12019SR1_s

FE104U1 (S) FE104U1_S
FE1SI1(S) FE1SI1_S
FE1SI2(S) FE1SI2_S
FE2SI1 (S) FE2SI1_S
FE3SI7(S) FE3SI7_S
FE5SI3(S) FE5SI3_S
FE1U6 (S) FE1U6_S
FE4U3ZR5 (S) FE4U3ZR5_S

FE6U71ZR23 (S)

FE6U71ZR23_S

FE25U9ZR16 (S)

FE25U9ZR16_S

FE1ZR2 (S) FE1ZR2_S
FE1ZR3 (S) FE1ZR3_S
FE73ZR27 (S) FE73ZR27_S
H2LA1 (S) H2LAl S
H3LA103 (S) H3LA103_S
H2MG1 (S) H2MG1_ S19
H2MG102 (S) H2MG102_S

H2MG3012SI4 (S)

H2MG3012SI4_S
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NTB name TDB name
H2MG7024SI8 (S) H2MG7024SI8_S
H4MG309SI2 (S) H4MG309SI2_S
H201 (L) H201 L
H202SR1 (C) H202SR1_S
H204U1 (S) H204U1_S
H405U1 (S) H405U1_S
H6SI2 (S) H6SI2_S
H2SR1 (C) H2SR1_S
H3U1 (S) H3Ul_S
H2ZR1 (S) H2ZR1_S
IN1LA1l (S) IN1LAl_ S
IN1LA2 (S) IN1LA2 S
IN1LA3(S) IN1LA3 S
IN2LA1 (S) IN2LAl S
IN3LAl (S) IN3LALl_S
IN5SLA3(S) INSLA3_S
IN1IMG2 (S) INIMG2_S
IN1IMG3 (S) INIMG3_S
IN2MGS (S) IN2MG5_S
IN7MG3 (S) IN7MG3_S
ININI1(S) ININI1 S
ININI2(S) ININI2_ S
ININI3(S) ININI3_S
IN3NI2(S) IN3NI2_S
IN7NI3(S) IN7NI3_S
IN21NI29 (S) IN21NI29 S
IN203(S) IN203_S
IN204SR1 (S) IN204SR1_S
IN1SR1 (S) IN1SR1l S
IN1SR3(S) IN1SR3_S
IN2SR1 (S) IN2SR1_S
IN2SR3 (S) IN2SR3_S
IN3SR1 (S) IN3SR1_S
IN3SR2 (S) IN3SR2_S
IN5SSR1 (S) INS5SR1_S
INS5SR2 (S) INS5SR2_S
IN3U1 (S) IN3Ul_S
IN1ZR1 (S) IN1ZR1_S
IN1ZR2 (S) IN1ZR2_S
IN1ZR3 (S) IN1ZR3_S
IN2ZR1 (S) IN2ZR1_S
IN3ZR1 (S) IN3ZR1_S
LAIMG1 (S) LAIMG1_S20
LAIMG2 (S) LAIMG2_S
LAIMG12 (S) LAIMG12_S
LA2MG17 (S) LA2MG17_S
LASMG41 (S) LASMG41_S

continued on next page
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NTB name TDB name

LAINI1 (S) LAINI1_S
LAINI3 (S) LAINI3_S
LAINI5 (S) LAINI5_S
LA2NI3 (S) LA2NI3 S
LA2NI7 (S) LA2NI7 S
LA3NI1 (S) LA3NI1_S
LASNI19(S) LASNI19 S
LA7NI3 (S) LA7NI3_S
LA7NI16(S) LA7NI16_S
LA205SI1 (S) LA205SI1_S
LA207SI2(S) LA207SI2_S
LA4012S1I3(S) LA4012SI3_S
LA407SR1 (S) LA4O7SR1_S
LA409SR3 (S) LA409SR3_S
LA205ZR1 (S) LA205ZR1_S
LA207ZR2 (S) LA207ZR2_S
LA1RU2 (S) LA1lRU2_S
LA3RU1 (S) LA3RULl_S
LASRU2 (S) LASRU2_S
LASRU3 (S) LASRU3_S
LA7RU3 (S) LA7RU3_S
LA1SI1 (S) LA1SI1 S
LA1SI2(S) LAl1SI2_S
LA3SI2(S) LA3SI2_S
MGI1NI2 (S) MGINI2_S
MG2NI1 (S) MG2NI1l_S

MG1l03SI1l(S)Clinoenstatite

MG103SI1_sS1

MG103SIl (S)Enstatite

MG103SI1_sS2

MG103SI1l (S)Proenstatite

MG103SI1_sS3

MG104U1 (S) MG104Ul_S
MG2SI1 (S) MG2SI1_S
MG2SR1 (S) MG2SR1_S
MG17SR2 (S) MG17SR2_S
MG23SR6 (S) MG23SR6_S
MG38SR9 (S) MG38SR9_S
NI204SI1(S) NI204SI1_S
NI1SI1(S) NI1SI1_S
NI2SI1(S) NI2SI1_S
NI3SI1(S))HT NI3SI1_s1
NI3SI1 (S)MT NI3SI1_S2
NI3SI2(S) NI3SI2_S
NI7SI13(S) NI7SI13_S
NI29SI9(S)LT NI29SI9_S
NI31SI12(S) NI31SI12 S
NI1SR1 (S) NI1SR1 S
NI1U6 (S) NIlU6_S
NI2U1 (S) NI2U1l_S

continued on next page
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NTB name TDB name
NI5U1 (S) NI5Ul_S
NI7U5 (S) NI7U5_S
NI9U7 (S) NI9U7_S
NI39U1l1l (S) NI39Ull_S
NI77U23 (S) NI77U23_S
NI1ZR1(S) NI1ZR1_S
NI1ZR2(S) NI1ZR2_S
NI3ZR1 (S) NI3ZR1l_S
NIS5ZR1 (S) NI5ZR1_S
NI7ZR2 (S) NI7ZR2_S
NI11ZR9 (S) NI11ZR9_S
NI21ZR8 (S) NI21ZR8_S
NI23ZR17 (S) NI23ZR17_S
O2RU1 (S) O2RU1_S
02SI1 (S)Cristobalite 02SI1_s1
02SI1 (S)Quartz_ HT 02SI1_S2
02SI1(S)Quartz_ LT 02SI1_S3
02SI1 (S) Tridymite 02SI1_sSs4
O3SI1SR1(S) O3SI1SR1l_S
O4SI1SR2 (S) O4SI1SR2_S
O5SI1SR3(S) O5SI1SR3_S
02SR1 (S) O2SR1_S
O4SR2ZR1 (S) O4SR2ZR1_S
O7SR3ZR2 (S) O7SR3ZR2_S
03Ul (S) o3Ul_s
08U3(S) 0o8U3_S
09U4 (S) o9uU4_s
0O2ZR1 (S)Monoclinic O2ZR1_S
RU1SI1(S) RU1SI1_S
RU2SI1 (S) RU2SI1 S
RU2SI3 (S) RU2SI3_S
RU4SI3(S) RU4SI3_S
RU5SI3(S) RU5SI3_S
RU1U2 (S) RU1U2_S
RU4U3 (S) RU4U3_S
RUS5U3 (S) RUS5U3_S
RU12U13(S)LT RU12U13_8S1
RU12U13(S)HT RU12U13_S2
RU1ZR1 (S) RU1ZR1 S
RU2ZRL1 (S) RU2ZR1_S
SI1SR1 (S) SI1SR1_S
SI1SR2(S) SI1SR2_S
SI2SR1 (S)LT SI2SR1_S
SI3SR5(S) SI3SR5_S
SI1U3(S)HT SI1Uu3_sSs1
SI1U3(S)LT SI1Uu3_8S2
SI1.88U1 (S) SI1 88Ul_S

continued on next page
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Overview of NUCLEA-20

1.3 Condensed Solutions

continued from previous page

NTB name TDB name
SI3Ul (S) SI3Ul_S
SI5U3(S) SI5U3_S
SI511U489(S) SI511U489 S
SI1ZR1 (S) SI1ZR1 S
SI1ZR2 (S) SI1ZR2_S
SI1ZR3 (S) SI1ZR3_S
SI2ZR1 (S) SI2ZR1_S
SI2ZR3 (S) SI2ZR3_S
SI3ZR5 (S) SI3ZR5_S
SI4ZR5 (S) SI4ZR5_S
1.3 Condensed Solutions
NTB name mult atoms TDB name
ALPHAP_C2S 1 | Ca, O, Si, Mg ALPHAP_C2S
ALPHA C2S 1 | Ca, O, Si, Mg ALPHA C2S_SS04
Al12Mgl7_SS | 1 | Al Mg Al12Mgl7_SS
All3Fe4d_SS 1 Al, Fe All3Fe4_SS
Al8Fe5_SS 1 Al, Fe Al8Fe5_SS
BAC 1 |B,C BAC_SS06
BCC_A2(1) 2 Al C, Cr, Fe, In, La, Mg, Ni, Ru, Si, BCC_A2_1
U, Zr
BCC_A2(2) 2 Ag, C, Al, Cr, Fe, In, Ni, Ru, Si, U, BCC_A2_2
Zr, O
BCC_A2 (3) 1 | Ba, Ca, St BCC_A2_3
BCC_A2(4) 1 Ag, C, Ca, In, La, Mg BCC_A2 4
BCC_A2 (5) 1 | In, Ni BCC_A2 5
BCC_A2 (6) 1 | Ag, Al In, Mg BCC_A2_6
BCT_U 1 C,U,0 BCT_U
BETA_B 1 |[B,C,Si BETA_B
C2AF 1 Al, Ca, O, Fe C2AF
C2La_SS 1 C, La C2La_SS
C3AF 1 Al, Ca, O, Fe C3AF
C3La2_SSs 1 C, La C3La2_SSs
CA2F2 1 | Al Ca, O, Fe CA2F2
CAG6F6 1 | Al Ca, O, Fe CAG6F6
CAF 2 | Al Ca, O, Fe CAF_SS17
CAF3 1 Al, Ca, O, Fe CAF3
CC_La203 1 Ba, O, Ca, La, Sr, Zr CC_La203
CEMENTITE 1 | B, Cr, Fe, Ni, C CEMENTITE
CORUNDUM 2 | Al O, Cr, Fe, Zr CORUNDUM
CUB_A13 1 [ Ag, Al CUB_A13
DELTA_UZr2 1 U, Zr DELTA_UZr2
DHCP 1 La, Mg DHCP
DIA_A4 1 | B, Ru, Si, Sr DIA A4
DIOPSIDE 1 | Ca, Mg, O, Si DIOPSIDE
FCC_Al(1) 1 Ag, C, Al, Cr, Fe, In, Ni, Ru, Si, U, FCC_Al_1
Zr
continued on next page
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Overview of NUCLEA-20

1.3

Condensed Solutions

continued from previous page

NTB name mult atoms TDB name
FCC_Al(2) 1 Ag, Al, In, Mg FCC_Al_2
FCC_Al (3) 1 Ba, Ca, La, Sr FCC_Al 3
FCC_Al (4) 1 Ag, C, Ba, Ca, In, La, Mg FCC_Al 4
FCC_B1 (1) 1 | Ca, O, Fe, Mg, Ni, Sr FCC_B1_1
FCC_B1 (2) 1 | Al O, Ca, Cr, Fe, Mg, Ni, Si FCC_B1_2
FCC_B1 (3) 2 Ba, O, Ca, Fe, Mg, Ni, Sr, Zr FCC_B1_3
FCC_B1 (4) 2 [ C,U, Zr, O FCC_B1_4
Fcc_c1 2 Ba, O, Ca, Cr, Fe, In, La, Mg, Sr, U, FCC_C1

Zr
FCC_L10 1 In, Mg FCC_L10
FCC_L12 1 In, Mg FCC_L12
HCP_A3(1) 2 Ag, C, Al, Cr, Fe, In, La, Mg, Ni, Ru, HCP_A3_1

U, Zr, O
HCP_A3 (2) 1 [ Ag, Al In HCP_A3_2
HCP_A3(3) 1 |In, Ni HCP_A3 3
LAVES_C14 1 Cr, Zr LAVES_C1l4
LAVES_C15 (1) 2 | Cr, Fe, U, Zr LAVES C15_1
LIQUID 3 | Ag, Al O, Si, Ca, B, Ba, La, Sr, C, LIQUID

Cr, Fe, In, Mg, Ni, U, Zr, Ru
LaMg3_SS 1 La, Mg LaMg3_SS
M23C6_BC 1 | B, Fe C M23C6_BC
M23C6_CrFeNi 1 C, Cr, Fe, Ni M23C6_CrFeNi
M7C3 1 C, Cr, Fe, Ni M7C3
MULLITE 1 | ALB,O, Si MULLITE
OLIVINE 2 | Ca, O, Si, Fe, Mg OLIVINE
ORT_A20 1 | Fe Si, U, Zr ORT_A20
PEROVSKITE 1 [ Ba, O, U, Zr, Sr PEROVSKITE
Ru3U_SS 1 C,Ru, U Ru3U_SS
SIGMA 1 Cr, Fe, Ni SIGMA
SPINEL 1 | Al Fe, O, Mg, Ni, Cr SPINEL
Si2Sr SS_HT 1 Si, Sr Si2Sr SS_HT
Si2U3_SSs 1 C, Si, U Si2U3_SS
TCHERNOBYLITE 1 O, Si, U, Zr TCHERNOBYLITE
TET_A6 1 In, Mg TET A6
TET_METAL 1 | Al Cr, Fe, Ru, Si, U, Zr TET_METAL
TET_ OXIDE 1 Ba, O, Ca, Cr, Fe, In, La, Mg, U, Zr TET_OXIDE
WOLLASTONITE 2 Ca, O, Si, Fe, Mg WOLLASTONITE
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Overview of NUCLEA-20 1.4 Gas
1.4 Gas
NTB name TDB name
AG1 (G) AG
AG2 (G) AG2
AGl01 (G) AGl01
ALl (G) AL
AL2 (G) AL2
AL1B102 (G) AL1B102
ALIC1 (G) ALIC1
AL1C2 (G) ALlC2
AL2C2 (G) AL2C2
AL1H1 (G) AL1H1
AL1H2 (G) AL1H2
AL1H3 (G) AL1H3
ALl1H101(G)1 AL1H101_ 1
AL1H101(G) 2 AL1H101_ 2
AL1H102 (G) AL1H102
AL1H202 (G) AL1H202
AL101 (G) ALlO1
AL102 (G) AL102
AL201 (G) AL201
AL202 (G) AL202
AL203 (G) AL203
AR1 (G) AR
Bl (G) B
B2 (G) B2
B1BA102 (G) B1BA102
B1C1 (G) B1C1
B1C2 (G) B1C2
B2C1 (G) B2C1
B1H1 (G) B1H1
B1H2 (G) B1H2
B1H3 (G) B1H3
B2H6 (G) B2H6
B5H9 (G) B5H9
B10H14 (G) B10H14
B1H101 (G) 1 B1H101 1
B1H101 (G) 2 B1H101 2
B1H102 (G) B1H102
B1H201 (G) B1H201
B1H202 (G) B1H202
B1H301 (G) B1H301
B1H302 (G) B1H302
B1H303 (G) B1H303
B2H404 (G) B2H404
B3H303 (G) B3H303
B3H306 (G) B3H306
continued on next page
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Overview of NUCLEA-20

1.4 Gas

‘ continued from previous page

NTB name TDB name
B101 (G) B1O1
B102 (G) B102
B201 (G) B201
B202 (G) B202
B203 (G) B203
B10O2SR1 (G) B102SR1
BAl (G) BA
BA1H1 (G) BAlH1
BA1H101 (G) BA1H101
BA1H202 (G) BA1H202
BA10O1 (G) BAlol
BA201 (G) BA201
C1l(G) (o]
C2(G) c2
C3(G) c3
C4 (G) C4
C5(G) C5
C6CR106 (G) C6CR106
C5FE105 (G) C5FE105
C1H1 (G) C1lH1
C1lH2 (G) C1lH2
C1H3 (G) C1H3
C1lH4 (G) ClH4
C2H1 (G) C2H1
C2H2 (G) C2H2
C2H3 (G) C2H3
C2H4 (G) C2H4
C2HS5 (G) C2H5
C2H6 (G) C2H6
C3H4(G)1 C3H4_1
C3H4 (G) 2 C3H4_2
C3H4 (G) 3 C3H4_3
C3H6(G)1 C3H6_1
C3H6 (G) 2 C3H6_2
C3H7(G)1 C3H7_1
C3H7(G) 2 C3H7_2
C3H8 (G) C3HS8
C1H101 (G) C1lHI101
C1lH102 (G) C1lH102
C1H201 (G) ClH201
ClH202 (G)C ClH202_1
ClH202(G) T ClH202_2
C1lH301(G)1 ClH301_ 1
C1H301 (G) 2 ClH301_2
C1lH401 (G) ClH401
C2H201 (G) C2H201
C2H202 (G) C2H202

continued on next page
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1.4 Gas

‘ continued from previous page

NTB name TDB name
C2H401(G)1 C2H401_1
C2H401 (G) 2 C2H401_2
C2H402 (G) 1 C2H402_1
C2H402 (G) 2 C2H402_2
C2H404 (G) C2H404
C2H601 (G) 1 C2H601_1
C2H601 (G) 2 C2H601_2
C2H602 (G) C2H602
C3H401 (G)1 C3H401_1
C3H401 (G) 2 C3H401_2
C3H401 (G) 3 C3H401_3
C3H402 (G) 1 C3H402_1
C3H402 (G) 2 C3H402_2
C3H403 (G) C3H403
C3H601 (G) 1 C3H601_1
C3H601 (G) 2 C3H601_2
C3H601 (G) 3 C3H601_3
C3H601 (G) 4 C3H601_4
C3H601 (G) 5 C3H601_5
C3H602 (G) C3H602
C3H603 (G) C3H603
C3H801 (G)1 C3H801_1
C3H801 (G) 2 C3H801_2
C3H801 (G) 3 C3H801_3
C2H601SI1 (G) C2H601s1I1
C2H8SI1 (G) C2H8SI1
C4NI1l04 (G) C4NI1l04
C101 (G) clo1l
C102 (G) c102
C201 (G) c201
C302 (G) C302
ClSI1 (G) ClsIl
ClSI2(G) ClsI2
C1S1I3(G) C1s1i3
C1SI4 (G) ClsI4
C2SI1 (G) C2SI1
C2SI2 (G) C2S8I2
C2SI3(G) Cc2s13
CAl (G) CA
CA2 (G) CA2
CAlH1 (G) CAlH1
CA1H101 (G) CAlH101
CA1H202 (G) CA1H202
CAl0l (G) calol
CR1 (G) CR
CR2 (G) CR2
CR101 (G) CR101

continued on next page
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1.4 Gas

‘ continued from previous page

NTB name TDB name
CR102 (G) CR102
CR103 (G) CR103
FE1 (G) FE
FE2 (G) FE2
FE1H202 (G) FE1H202
FE101 (G) FE101
H1 (G) H
H2 (G) H2
H1IN1 (G) H1IN1
H1IN101 (G) H1IN1O1
H1MG1 (G) H1MG1
H1MG101 (G) H1MG1l01
H2MG102 (G) H2MG102
HINI1 (G) HINI1
H2NI102 (G) H2NI102
H101 (G) H101
H102 (G) H102
H201 (G) H201
H202 (G) H202
H101RU1 (G) H101RU1
H202RU1 (G) H202RU1
H203SI1 (G) H203SI1
H404SI1 (G) H404SI1
H101SR1 (G) H101SR1l
H202SR1 (G) H202SR1
H1SI1 (G) H1SI1
H2SI1 (G) H2SI1
H3SI1 (G) H3SI1
H4SI1 (G) H4SI1
H6SI2 (G) H6SI2
H1SR1 (G) H1SR1
H1ZR1 (G) H1ZR1
IN1 (G) IN
IN2 (G) IN2
IN10O1 (G) IN1O1
IN201 (G) IN201
LAl (G) LA
LAl10O1 (G) LAlol
LA201 (G) LA201
LA202 (G) LA202
MG1 (G) MG
MG2 (G) MG2
MG101 (G) MG101
NIl (G) NI
NI1lO01l (G) NI1lO1l
01 (G) (o]
02 (G) 02

continued on next page
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continued from previous page

NTB name TDB name

03 (G) o3

Ol1RU1 (G) OlRUl

O2RU1 (G) 02RU1

O3RU1 (G) O3RU1

O4RU1 (G) O4RU1

O1SI1(G) 01SsI1

02SI1(G) 02SI1

02SI2(G) 02SI2

O1lSR1 (G) O1SR1

01Ul (G) olul

02U1 (G) 02Ul

03U1 (G) 03U1

01ZR1 (G) 01ZR1

02ZR1 (G) 02ZR1

RU1 (G) RU

SI1(G) ST

SI2(G) SI2

SI3(G) SI3

SR1 (G) SR

SR2 (G) SR2

Ul (G) U

ZR1 (G) ZR

ZR2 (G) ZR2
2 Assessed Systems
2.1 Binary Systems

assessed binary systems

Ag— Al | Ag—B Ag—Ba | Ag—C |Ag—Ca|Ag—Cr | Ag—Fe | Ag—In | Ag—La
Ag—Mg | Ag—Ni |Ag—O |Ag—Ru|Ag—Si |Ag—Sr |Ag—U | Ag—Zr | Al-B
Al—Ba | Al-C Al—Ca | Al—-Cr |Al—Fe | Al—In | Al—La | Al—Mg | Al1—Ni
Al-0 Al—Ru | Al-Si | Al-Sr |Al-U Al-Zr | B—-Ba |B-C B —Ca
B—Cr B — Fe B—1In B—-La |B—Mg [B-Ni |B-0 B—Ru |B-Si
B —Sr B-U B—-7r Ba—-C Ba—Ca |Ba—Cr | Ba—Fe | Ba—In | Ba—La
Ba—Mg |Ba—Ni |Ba—O |Ba—Ru|Ba—Si |Ba—Sr | Ba—U |Ba—Z7r | C—Ca
C—-Cr C —Fe C—1In C—-La C—Mg | C—Ni c-0 C—Ru | C-5Si
C—Sr Cc-U C—17r Ca—Cr |Ca—Fe | Ca—1In | Ca—La | Ca— Mg | Ca—Ni
Ca—0 Ca—Ru |Ca—Si |[Ca—Sr |Ca—U |Ca—%r |Cr—Fe |Cr—In | Cr—La
Cr—Mg |Cr—Ni |Cr—O |Cr—Si |Cr—Ru |Cr—Sr |Cr—U |Cr—Zr |Fe—1In
Fe—La | Fe—Mg | Fe—Ni | Fe—0O Fe—Ru | Fe—Si | Fe—Sr | Fe—U Fe — 7Zr
In—La |In—Mg |[In—Ni |In—0O In—Ru | In—Si In—Sr |In—-U In —Zr
La—Mg |La—Ni |La—0O |La—Ru|La—Si |La—Sr |La—U |La—7Z2r | Mg—Ni
Mg—0O |Mg—Ru|Mg—Si | Mg—Sr | Mg—U | Mg—Zr | Ni—-O | Ni—Ru | Ni—Si
Ni—Sr |[Ni—U Ni—Zr |O—Ru |O-Si O-Sr |O-U O—7r Ru — Si
Ru—Sr | Ru—U |Ru—7Z2r | Si—Sr Si—U Si—Zr |Sr—U | Sr—Zr U-—"Zr
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Overview of NUCLEA-20 2.2 Ternary Systems

2.2 Ternary Systems

system assessed sub-systems
Al-B-0 Al,O3 — B20Og
Al—Ba—-0O | AlbO3 — BaO
Al-Ca-0 A1203 — CaO
Al-Cr—-0O A1203 — Cl"zOg
Al—Fe—-0O A1203 — FeO — F6203
Al—-In—-0O A1203 - In203
Al — La — O AlQOg - L3203
Al — Mg -0 AlQOg - MgO
Al-Ni—O Al,O3 — NiO
Al-0O-Si Al,O3 — Si0O9
Al—O—-Sr Aleg —SrO
Al-O-U AlbO3 — UOs
Al— O —"Zr A1203 - ZI“OQ
B—-—Ba—0 BQOg—BaO
B—-C-—Fe full
B-C-U full
B-C-—"7Zr full
B—-Ca—-0 BzOg—CaO
B-Cr—-0O B203 *CI"QOg
B—-—Fe—-0 B203 — FeO — F6203
B—-—Fe—-U full
B — Fe — Zr full
B-In—-0 B203 —In203
B—-La—-0 B203 — La203
B—-Mg—-0O | BoO3z—MgO
B—-Ni—O B20O3 — NiO
B-0-Si B2O3 — SiOgq
B—-0O-Sr BQOg—STO
B-0-U B20O3 — U0,
B—-0O—-Zr B203 —ZI’OQ
Ba — Ca— 0O | BaO — CaO
Ba—Cr—0O | BaO — Cry03
Ba—Fe— 0O | BaO —FeO BaO — FeyO5
Ba—In—-0O BaO — InyO3
Ba—La— O | BaO — LayOg3
Ba — Mg — O | BaO — MgO
Ba—Ni— O | BaO — NiO
Ba— 0O —Si BaO — SiOq
Ba— O —Sr | BaO — SrO
Ba—-0-U BaO — UOq
Ba— O —Zr | BaO — ZrO9
C—Cr—Fe | full
C—Cr—Ni | full
C —Fe — Ni full
C-0-U full
C-0-"7Zr full
C-U-—-"7r full

continued on next page
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2.2

Ternary Systems

continued from previous page

system assessed sub-systems
Ca—Cr—0 | CaO — CrO — Cry03
Ca—Fe—0O | CaO — FeO — FeyOs3
Ca—In—0O | CaO —1Iny03
Ca—La—0O | CaO — LasOg3
Ca— Mg — 0O | CaO — MgO
Ca—Ni— O | CaO — NiO
Ca—0—-95i | CaO — SiO,
Ca—0O—Sr | CaO —SrO
Ca—-0-U Ca0 — U0y
Ca—0—Zr | CaO —ZrOy
Cr—Fe—0O | full
Cr—Fe—Ni | full
Cr —Fe —Zr | full
Cr—In—0O Cry03 — InsOg3
Cr—La—0O | CryO3 — LayOg3
Cr — Mg -0 Cl”gOg - MgO
Cr—Ni—O | full
Cr—0-5Si CrO — Cry03 — SiO9
Cr—0O-"Sr Cry03 — SrO
CI‘ — O - U CI‘203 — U02
Cr—0O—7Zr | full
Fe—In—0O FeO — In203 F6203 - IngOg
Fe—La—0O FeO — L3203 F6203 — La203
Fe — Mg -0 FeO — MgO F6203 — MgO
Fe—Ni—O full
Fe— 0 —-Si FeO — F8203 — SiOQ
Fe— O —Sr FeO — SrO  FesO3 — SrO
Fe—0O-U full
Fe— 0O —7Z7r full
Fe —U—Zr full
In—La—-0O In203 - La203
In — Mg -0 ID203 — MgO
In—Ni—O In203 — NiO
In-0-Si Iny O3 — Si09
In—O—-Sr Iny O3 — SrO
In-0-0U In203 — U02
In—-0-7r Ins O3 — ZrOy
La— Mg — O | LaoO3 — MgO
La—Ni— O | LasO3 — NiO
La— 0O —Si La203 — SiOQ
La— O —Sr LasO3 — SrO
La—0O0-U La203 — U02
La— 0O —Zr LagO3 — ZrOs
Mg —-Ni—O | MgO — NiO
Mg —0—Si | MgO — SiOq
Mg — O —Sr | MgO — SrO
Mg—-0—-U | MgO —UOq
Mg — O —Zr | MgO — ZrOq

continued on next page
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A-20 2.3

Quaternary Systems

’ continued from previous page

system assessed sub-systems

Ni—O—=Si | NiO — SiOq
Ni— O —Sr | NiO — SrO
Ni—-O-U | NiO — UOq
Ni— O —Zr | NiO — ZrOgq
O —8i—Sr | SrO — SiO9
O-Si—U | SiO3 —UOy
O—Si—"7Zr SIOQ - ZFOQ
O—-Sr—U | SrO —UOy
O —Sr—"7r | SrO — ZrOy
O—-U-—"%2r | full

2.3 Quaternary Systems

system assessed sub-systems
Al-B-Ca—-0 A1203 — B203 — CaO
Al-B-0-Si AlsO3 — B2O3 — Si09

Al-B-0- Mg

AlgOg — B203 - MgO

Al—-Ca—Fe—-0O

A].QO3 — Ca0 — FeO — F6203

Al-Ca—-0-S5i

A].203 — CaO — SiOQ

Al—Ca—0O—"7Zr

A1203 — CaO — ZI‘OQ

Al—Fe—-0-Si

A1203 — FeO — F6203 - SIOQ

Al-0-8i—-U

Al O3 — Si02 — UO,

Al-0O—-8Si—Zr

A1203 — SIOQ — ZI‘OQ

Al—-O0—-U-—-Ar

A1203 — UOQ — ZI"OQ

B—-—Ca—Mg—-0

BQOg — Ca0O — MgO

B—-Ca—-0-Si

B203 — CaO — SiOQ

B—-—Mg—-0-S5i

B203 — MgO — SiOQ

Ca—-Cr—0-5i

CaO — CrO — Cry03 — Si02

Ca—Fe—-0—-8i

CaO — FeO — F6203 - SiOQ

Ca—Mg—0—"7r

Ca0O — MgO — 71O,

Ca—0O—-Si—7Zr

Ca0O — SiOg — ZrOy

O-Si—U-—"7Zr

SiOg — UOg2 — ZrO29
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