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C Zinc

*x% 7N Zn -4 0 2. 0000
*xx 7N Zn -4 0 2. 0000
*xx 70 Zn -4 0 2. 0000
**x o 7n Zn -4 0 2. 0000
*

C Calcium

** %  CAL Ca -4 0 2. 0000
**%  CAL Ca -4 0 2. 0000
**% CA Ca -4 0 2. 0000
***  CA Ca -4 0 2. 0000
*** Ca Ca -4 0 2. 0000
**%  Ca Ca -4 0 2. 0000
*

C Barium (as Ca)

*xk BA Ca -4 0 2. 0000
*xx o BA Ca -4 0 2. 0000
*** Ba Ca -4 0 2. 0000
**%  Ba Ca -4 0 2. 0000
*

C Sr (as Ca)

**% SR Ca -4 0 2. 0000
**%x SR Ca -4 0 2. 0000
*kx o Gr Ca -4 0 2. 0000
*¥kx o Gr Ca -4 0 2. 0000
*

C Sodi um

*xx NA Na -6 0 1. 0000
*x%  NA Na -6 0 1. 0000
**%  Na Na -6 0 1. 0000
**%  Na Na -6 0 1. 0000
*

C 1lron

***x FE Fe -6 O 3. 0000
**%  FE Fe -6 O 3. 0000
**% Fe Fe -6 0 3. 0000
***  Fe Fe -6 0 3. 0000
*

C Chlorine

I **x* CL CL_B -6 0 -1.0000
I *x* CL CL B -6 0 -1.0000
C Titanium

*xx T Ti -6 O 4. 0000
*xk T Ti -6 O 4. 0000
*x kT Ti -6 0 4. 0000
*Ek T Ti -6 0 4.0000
*

C La (as Ti)

*Ek LA Ti -6 0 4.0000
*xk LA Ti -6 0 4.0000
**x | a Ti -6 0 4.0000
**%  |La Ti -6 O 4. 0000

*

C Rut heni um
**x RU Ru -6 0 3. 0000
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**x  RU Ru -6 0 3. 0000
*** Ru Ru -6 0 3. 0000
***  Ru Ru -6 0 3. 0000
*

C Yittrium (as Ru)

FrEOY Ru -6 0 3. 0000
*rEoY Ru -6 0 3. 0000

*

*

C Bromne conversion to Dreiding atomtype
BR BR Br 1 0

*



