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6322  100.0000 628.3517 = --  Application

1038 16.4189 103.3704 s = pow

737 11.6577 73.3904 a1 557 LAMMPS NS::CommBrick::reverse comm()

502 7.9405 49.9580 b - __expl

386 5.3148 33.4408 52 = exp

316 4.9984 31.4565 -- - __jwe_etbf

207 3.4328 21.5924 77 418 Valence Angles( reax system ¥, control params ¥, simulation d
214 3.3850 71.3049 368 598  BO(_reax_system %, control_params *, simulation_data ¥, stora
186 2.9253 18.4221 == --  __isnan

168 2.6574 16.7235 947 8980  LAMMPS N3::CommBrick::forward comm fix(LAMMPS NS::Fix %, int)
168 Z2.4992 15.7389 947 3971 LAMMPS N3::FixCEgReax: :parallel dotidouble %, double %, int)

X3: AT 77 A1) T75—H4 (Procedures) A v 74 2RI

Cost % Operation (S) Start End

3652 100. 0000 362.5718 — — Application

300 8. 2147 29.7835 - - __jwe_etbf

278 1.6123 27. 5986 11 416 Valence_Angles (_reax_system * control_params * simulation_d
270 7.3932 26. 7962 511 557  LAMMPS_NS: :CommBrick: :reverse_comm ()

255 6.9825 25. 3489 368 598 BO(_reax_system * control_params * simulation_data * stora
247 6. 7634 24. 5143 34 202 vdW_Coulomb_Energy (_reax_system * control_params # simulati
202 5.5312 20. 0495 260 359 BOp(storage *, _reax_|list * double, int, int, far_neighbor_d
169 4. 6276 16. 7732 947 980  LAMMPS_NS::CommBrick: :forward _comm fix (LAMMPS NS::Fix *, int)
159 4. 3538 15. 7886 = — __Gl_strcmp

159 4. 3538 15. 7906 947 971  LAMMPS_NS: :FixQEqReax: :parallel_dot (double * double *, int)

147 4.0252 14. 5985 49 52  rvec_ScaledAdd (double * double, double %)
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void BO(--+)
{

For( i = 0: i < systemN; ++1 ) |

if (type_i < 0) continue:

if( twbp—>ove < 0.001 && twbp->vi3cor < 0.001 ) |

] o
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