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Figure S1 TGA data of 9 (a) and 10 (b) under nitrogen at a heating rate of 10 °C min!.
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Figure S2 (a)/(c)/(e) CE-J, PE-J, and EQE-J curves of devices-9. (b)/(d)/(f) CE-J, PE-
J, and EQE-J curves of devices-10.
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Figure S3 FT-IR spectrum of 2.
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Figure S4 '"H NMR (600 MHz) spectrum of 2.
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Figure S5 3C NMR spectrum of 2.
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Figure S6 MALDI-TOF spectrum of 2.
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Figure S8 "H NMR spectrum of 3.
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Figure S9 3C NMR spectrum of 3.
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Figure S10 MALDI-TOF spectrum of 3.
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Figure S11 "H NMR spectrum of 5.
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Figure S12 FT-IR spectrum of 6.
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Figure S14 3C NMR spectrum of 6.
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Figure S15 MALDI-TOF spectrum of 6.
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Figure S16 FT-IR spectrum of 7.
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Figure S18 3C NMR spectrum of 7.
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Figure S19 MALDI-TOF spectrum of 7.
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Figure S22 3C NMR spectrum of 9.
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Figure S23 HR-MS spectrum of 9.
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Figure S24 FT-IR spectrum of 10.
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Figure S26 3C NMR spectrum of 10.
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Figure S27 HR-MS spectrum of 10.
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2.57647
0.21643
0.97752
-0.43242
-0.52234
-0.01445
0.83354
-0.4298
-0.89837
1.15953
0.49461
-1.65459
-3.13021
-2.46191
-2.39085
-2.88249
-1.17384
1.0295
1.51682
0.47984
-2.30686
-2.22779
2.17846
2.7083
1.15714
0.20475
-0.59615
-0.81411
1.72231
3.03768
2.48803
1.98258

esiijasiilas i asiias e Bla sl i as iasia BN O RO O O oo o oo N o oo o oo o Mool oo o N oNo o Moo IO IO IO NNQ!

-6.4084
-6.9563
-6.2735
-3.4434
-4.6601
-6.8499
-7.7732
-7.6022
-6.5111
-4.32
-3.2233
-2.3064
-2.4753
-6.346
-5.237
-8.9984
-8.9482
-9.0567
-10.2363
-8.334
-8.8856
-9.24
-8.2781
0.499
1.0576
0.4146
1.4151
-1.0912
-1.1421
0.1573
-1.0524
9.6976
5.389
10.8828
10.8632
9.6433
5.3338
1.2097
1.2349
3.3602
3.3749
3.761

5.8771
5.4965
4.7056
5.3494
5.7879
-4.7012
-5.1045
-4.8684
-4.2231
-2.949
-2.3142
-1.8989
-2.1393
-3.9764
-3.3637
-5.8203
-5.9598
-7.2036
-5.0263
5.9558
6.838
4.7454
6.7508
2.8354
1.967
2.0175
4.0321
-1.1649
-1.0239
-1.9425
0.2179
-3.7479
-3.8645
-1.6164
0.8373
2.9489
2.9941
2.0456
-2.9645
-3.3372
-5.8319
-7.0561

-4.4192
-3.2602
-2.426
-6.2751
-5.9351
1.9663
2.8453
4.1501
4.5753
5.4275
5.8539
4.9734
3.6691
5.8789
6.3077
2.3684
0.8526
3.0031
2.7641
-2.8968
-4.009
-2.7135
-1.599
-5.3291
-4.2096
-6.6111
-5.5483
5.4481
6.9637
5.0529
4.8109
-0.1947
-0.1435
-0.1978
-0.1699
-0.1277
-0.1031
-0.1783
-0.1995
1.9407
1.9162
-0.223



=sjijaniijesiiasiifcsjias i as e siianiias oo i as e sifaniias i an i oo il an e sl cii ax ji oo jias o i a vl an ji an

-8.97391
-10.00808
-8.3976
-7.25145
-8.96259
-6.46197
-7.04559
-5.82065
2.1985
4.32764
1.81693
7.58171
9.39928
9.34005
7.5242
6.03522
4.1888
2.3868
2.47419
9.41465
10.07086
8.57676
6.39167
4.49442
5.95442
8.14965
8.85567

E(zp)= -3385.419086
E(SCF)=-3386.582061 a.u.

-4.01337
-4.17178
-6.32204
-5.26922
-4.82588
-4.69919
-6.23802
-5.32877
-0.74327
0.35559
1.92102
3.65101
5.33372
6.97095
6.93848
6.8725
6.78224
5.07473
3.47987
-4.65738
-6.82667
-8.06628
-7.0746
-1.01015
0.25248
-0.70896
-2.89037

2.64659
1.22059
-0.28666
-1.13843
-1.04944
2.50348
1.85648
0.97523
-3.00332
-3.69831
0.34
-2.95434
-2.73873
-0.8608
0.76166
2.0503
3.63924
3.37892
1.50991
2.21852
1.32748
-0.23538
-0.8854
1.49933
3.01833
3.71686
2.88858

T E I I I I I E I I I I I IR EIEESIRD NIRRT DN IEIETETD DTN T IEE T T

4.1326
4.1182
3.7607
3.7432
3.6753
3.6249
3.6427
-1.0551
-3.2365
-1.3214
-0.7507
-3.8464
-1.6612
6.1902
5.6395
5.6201
8.33
9.3422
7.7586
8.6638
7.6503
9.2149
8.9521
9.4698
9.46
6.7917
5.7313
7.3009
6.4436
7.5052
5.9256
-0.8456
-1.123
-6.9584
-6.7151
-2.9996
-5.2232
-6.9858
-8.3591
-3.0751
-1.7165
-7.1217

-5.7857
-3.291
2.4529
4.9474
6.1636
4.8853
2.3907
-2.1426
-3.2296
-1.7514
1.7603
1.3171
0.2412
-7.0981
-5.6283
-5.6271
-7.0435
-5.5343
-5.572
-5.0591
-6.5674
-6.5291
6.2182
4.7199
4.7413
6.2484
4.7727
4.7709
4.2364
5.7112
5.7349
2.3021
4.3754
6.551
4.4105
5.6485
6.436
-4.9042
-5.2051
-2.1335
-1.8062
-4.2771

-2.3378
-2.3132
-2.2816
-2.2461
-0.0689
2.073
2.0375
-2.3066
-2.3438
1.8874
-2.1111
1.6273
1.7199
-0.1547
0.761
-1.057
-1.4221
-1.4306
-2.3227
1.6704
1.68
0.7548
-0.0842
0.8043
-1.0136
-1.317
-1.3273
-2.2447
1.7561
1.7675
0.8677
-3.0991
-6.7652
-5.0926
-1.4627
-7.2361
-6.6227
0.8938
4.8738
6.9288
2.9457
6.5985



T I E T I I EE IR EEIESIRI I ERNDNEETE T TNTNEEE T T

-5.0795
-9.8591
-8.9056
-8.0435
-9.9673
-9.094
-8.1516
-9.9289
-10.8016
-10.8828
-9.9099
-8.2235
-8.9265
-10.2647
-8.8373
-9.2802
-7.2267
-8.653
-8.9133
2.0741
1.1193
0.3881
1.4306
0.0069
-0.2551
0.8454
2.2688
1.8005
-0.2385
-2.0544
-1.1704
1.0615
0.1948
0.128
-1.9368
-1.0718
-0.1206

E(zp)=

E(SCF)=-4168.114557 a.u.

-3.201
-6.492
-4.9489
-6.54
-7.7367
-7.1016
-7.7829
-4.1072
-4.7408
-5.6503
7.1795
7.7226
6.257
5.0858
4.1009
4.1651
6.7969
7.7829
6.2538
1.6096
2.5647
1.0924
1.6596
2.6523
1.1433
4.9726
3.9804
4.0177
-0.4782
-0.4557
-2.0345
-1.3976
-2.0449
-2.9528
0.3462
0.994
0.3239

-4166.476863

7.3841
0.4981
0.3888
0.5634
2.6492
4.1108
2.7133
3.3115
1.8489
3.421
-3.7388
-4.143
-4.9574
-2.4433
-1.9003
-3.6624
-1.2366
-1.7804
-0.832
-4.4886
-3.2727
-4.0494
-6.891
-7.4293
-6.4498
-5.3762
-4.8361
-6.5924
7.3166
7.2525
7.4293
5.4054
3.9453
5.519
4.1475
5.6085
4.2114



