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Figure S1. The detailed synthetic route of each step of PSTCN-2F.!

Table S1. The MOC evaluation of PSTCN-2F.

PSTCN-2F (1g)

Reagent Quantity Unit Cost($)

Pd,(dba); 0.021g 36.189$/1g 0.760

P(o-tol)s 0.054¢ 4.954$/5g 0.0534

;
Mt e 0.58g 468.115%/5g 54.301
NBS 0.42¢g 2.7528/25¢ 0.0462

CioH21
/ \CBH" 5.07g 6.6058/5¢ 6.700
s> snu,

Pd(PPhs), 0.15¢g 378.4$/25¢ 2.270
DMF 27.62ml 2.752$/100ml 0.760
FeCl; 0.00414g 2.752$/100g 0.000114
NcS\ff? 0.19¢ 8.806%/5g 0.335

Total Cost 65.226
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Figure S2. The detailed synthetic route of each step of the acceptor unit of PTVT-T.?

Table S2. The MOC evaluation of the acceptor unit of PTVT-T.

The acceptor unit of PTVT-T (1g)
Reagent Quantity Unit Cost($)
NBS 0.545¢ 2.752%/25¢g 0.060
Pd(PPhs), 0.0577¢ 378.4$/25¢ 0.873
AIBN 0.0044¢ 3.448/25¢g 0.000605
CAHS-{E% 0.585g 331.3418%/2.5¢ 77.534
CaHy
Gut A 0.569¢ 181.6328/25¢ 4.134
DCC 1.36¢ 2.064$/25¢ 0.112
DMAP 0.322¢g 2.752%/25¢g 0.0354
o 0.908g 100.173$/25¢ 3.638
Total Cost 86.387
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Figure S3. The detailed synthetic route of each step of the acceptor unit of PTVT-BT.3

Table S3. The MOC evaluation of the acceptor unit of PTVT-BT.

The acceptor unit of PTVT-BT (1g)

Reagent Quantity Unit Cost($)
NBS 0.518g 2.752%/25¢g 0.057
Pd(PPhs), 0.0593¢ 378.48/25¢ 0.898

AIBN 4.273mg 3.448/25¢g 0.000588
0.5624¢g 331.3418%/2.5¢ 74.538
0.547g 181.632$/25¢ 3.974

DMF 1.1397ml 2.752%$/100ml 0.0314
DCC 1.4429¢ 2.064%/25¢g 0.119
DMAP 0.3426¢g 2.752%/25¢g 0.0377
0.965g 100.173$/25¢ 3.867

Total Cost 83.523
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Figure S4. The detailed synthetic route of each step of the acceptor unit of PTQ10.4

Table S4. The MOC evaluation of the acceptor unit of PTQ10.

The acceptor unit of PTQ10 (1g)

Reagent Quantity Unit Cost($)
Glyoxylic acid 0.1440g 2.064%/25¢g 0.012
AcOH 19.4800ml 38.115%/500ml 1.485
1-bromo-2-
0.5825¢g 4.128%/5g 0.481
hexyldecane
t-BuOK 0.2565¢g 2.752%/25¢g 0.028
CH;0H 19.4800ml 6.8808/500ml 0.268
Q 0.5883g 217.4088/5g 25580
Total Cost 27.854
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