
calculation fixed solved for the equation that closes it worked answer what has to iterate, and why

one equation, four questions  worked at x1 or y1 = 0.4 (methanol)

BUBL P T,  xi P,  yi P =
i
xi i Psat

i
P = 71.646 kPa
y1 = 0.7353

explicit  no loop
0 iterations

DEW P T,  yi P,  xi 1/P =
i
yi/( iPsat

i ) P = 42.197 kPa
x1 = 0.0787

loop on x: i needs the answer
15 composition steps

BUBL T P,  xi T,  yi
i
xi i Psat

i (T) = P T = 338.163 K
y1 = 0.7372

loop on T: Psat
i  not yet computable

9 temperature steps

DEW T P,  yi T,  xi
i
yi/( iPsat

i (T)) = 1/P T = 350.814 K
x1 = 0.0838

loop on T with the x loop inside it
13 outer × 75 inner steps
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isothermal section, T = 340 K    the two P calculations

BUBL P:  x1 = 0.4
 P = 71.65 kPa,  y1 = 0.7353

DEW P:  y1 = 0.4
 P = 42.20 kPa,  x1 = 0.0787
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isobaric section, P = 66.52 kPa    the two T calculations

BUBL T:  x1 = 0.4
 T = 338.16 K,  y1 = 0.7372

DEW T:  y1 = 0.4
 T = 350.81 K,  x1 = 0.0838

BUBL P, DEW P, BUBL T, DEW T:  the same equation, specified four ways

methanol (1) + water (2), doi:10.1021/je300613v  NRTL (  = 0.3, 12 = -0.4521, 21 = +1.3988) fitted to the 16 published points by Barker's method, rms T = 0.163 K.  Ideal vapour ( i = 1) throughout; both sections lie inside the 327 362 K range the data cover.
Iteration counts are counted by the solvers in this script, which are written out in full; every converged answer is checked against vlekit.regress / vlekit.flash and agrees to better than 1e-10 in P or T.


