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Figure 2. Phase diagram of N~TPI / PI-BPIR
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(a) PI-DBB (b) PI-BPIB
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Figure 4. Energy contour with respect to ¢, and ¢ for PI-DBB and PI-BPIB. The relative value to
the minimum energy is shown in every 1.0 kcal/mol. The region over 25 kcal/mol is not indicated.

(b) PI-BPIB
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Figure 5. Contour of terminal distance as to¢, and ¢ for PI-DBB and PI-BPIB.
The line width is 1A.
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= PI-DBB# & U'PI-BPIBO1DA2TD2S T E F IV OIART 2V ¥ — & 45Tl i
Model Steric energy (kcal/mol) Distance (A)

Initial Optimized Initial Optimized

Etotal Eintra Etotal Eintra Einter DM minDR Dy minDR
zb21la 80.31 94.98 49.79 95.42 ~45.64 5385 5385 4.080 3.609
zb213a 84.60 93.98 67.21 97.39 -30.10 7810 5.618 7.017 3.676
zb217a 90.56 95.11 59.65 96.87 -37.23 7810 6.161 5557 3.723
zb211b 93.82 94.98 55.62 96.79 —41.16 5759 5499 4412 4.446

(oAb 8723 9501 8658 @ 9497 8388 8079 6832 8024 6753
ib211a 3423 1148 1091 1164 7274 7810 7.631 7989 7.641
ib213a 1024 1113 9953 1112  -1163 9434 3290 9471 3.486
ib217a 1490 117.8 8209 1219  -39.81 5385 5.385 5005 3.527
ib211b 3210 1148 1111 1160 4929 8662 7978 8857 8253
ib217b 1147 117.8 9232 1198 -2747 5947 5609 5.099 4307

Figure 6. Conformations of the model molecules 1DA2TD ; for PI-DBB (a) before and (b) after
optimization and for PI-BPIB (c) before and (d) after optimization.
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Figure 7. Change in the molecular distance between
the two pyromellitimides.

Figure 8. A possible local nematic ordering of
N-TPI / PI-BPIB blend system.
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