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1-"HNMR (500 MHz, CDCl5) of 3, 5A and 5B
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2 - BC NMR (125 MHz, CDCl;) of 3, 5A and 5B
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3 - '"H NMR (300 MHz, CDCl;) of 4
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4 — "H NMR (500 MHz, CDCl;) of 6A and 6B
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5 - >C NMR (75 MHz, CDCl3) of 4
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6 — °C NMR (125 MHz, CDCl;) of 6A
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7 — Preparative TLCs for separation of 5§ and 6




8 — HRMS (ESI-TOF) of 3

scic_ep_020 (0.015) Is (1.00,0.01) C21H25N2RuCO 1: TOF MS ES+
§ 435.1017 2.82e12
100,
1 433.1020 434.1027 437.1024
| | o\oi
1 436.1046
] 429.‘1043 4311028 ‘ 438.1054
0 \ T n \ \ \ \ \ \ \ \
scic_ep._020 34 (0.365) Cm (32:42) 1: TOF MS ES+
435.1017 7.62e3
100
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1 436.1064
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scic_ep_020 18 (0.198) Cm (17:23) 1: TOF MS ES+
435.1023 5.51e3
100
433.1019  434.1035 437.1043
2
436.1062
429.‘1052 431.0997 ‘ 438.‘1075
O T T T ‘ T ! T T T 1 1 T T T T I m/z
428 429 430 431 432 433 434 435 436 437 438 439 440 441
Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
435.1 435.1017 435.1017 -
435.1 435.1023 435.1017 1.4
9 — HRMS (ESI-TOF) of 4
scic_ep_019 (0.015) Is (1.00,0.01) C52H45N20Ru 1: TOF MS ES+
1004 815.2590 2.45e12
814.2599 817.2601
m 813.2594
812.2595 818.2625
809.2608  810.2641 ‘ 819.2655
! |
scic_ep_019 38 (0.412) Cm (36:65) 1: TOF MS ES+
100+ 815.2581 1.10e4
] 814.2587
< 813.2581 817.2608
1 812.2581 818.2627
809.J2632 811.2603 819.2615
scic_ep_019 38 (0.412) Cm (38:60) 1: TOF MS ES+
100+ 815.2579 8.36e3
] 814.2588
°\°; 813.2588 817.2614
1 812.2580 818.2624
809'12620 811.2604 819.2616
| i /
868 869 81‘0 81‘1 81‘2 81‘3 81‘4 81‘5 81‘6 81‘7 81‘8 81‘9 8é0 8é1 8é2 BéSmZ
Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
815.3 815.2581 815.2590 1.1
815.3 815.2579 815.2590 1.4




10 - HRMS (ESI-TOF) of S5A

scic_ep_023 (0.015) Is (1.00,0.01) C29H36N3RuUCO 1: TOF MS ES+
- 556.1910 2.71e12
100+
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scic_ep_023 55 (0.595) Cm (55:58) 1: TOF MS ES+
556.1910 362
100
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0\07
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Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
556.2 556.1896 556.1910 2.5
556.2 556.1910 556.1910 -
11 — HRMS (ESI-TOF) of 5B
scic_ep_021 (0.015) Is (1.00,0.01) C29H36N3RUCO 1: TOF MS ES+
3 556.1910 2.71e12
100
E 554.1914 555.1920 558.1918
(NS
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scic_ep_021 30 (0.324) Cm (28:33) 1: TOF MS ES+
100~ 556.1901 8.09e3
1 554.1840
. 553.1857 | 0901913 ces. 1026
B )
1 551.1809
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scic_ep_021 30 (0.324) Cm (29:32) 1: TOF MS ES+
100 556.1904 5.55e3
554.1846
5531855 | 5951918
® 558.1917
551.1813
552.1792 559.1985 560.1971
0 | ‘ : ‘ ‘ m/z
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Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
556.2 936.1901 556.1910 1.6
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12 - HRMS (ESI-TOF) of 6A

scic_ep_017 (0.015) Is (1.00,0.01) C59N3H56RUCO 1: TOF MS ES+
100 936.3484 2.36e12
935.3492 937.3509 938.3497
< 934.3488
933.3488 939.3518
930.‘3499 931.3532932.3513 940.3547
0 T T ‘ T ‘ T T T ‘ T T T
scic_ep_017 170 (1.825) Cm (165:182) 1: TOF MS ES+
100+ 936.3508 1.01e5
935.3513 937.3546938.3518
. 934.3490
0333495 939.3531
930.3509
‘ 931.3535932.3519 940.3593
0 T ‘ T ‘ T T T ! T “ T
scic_ep_017 170 (1.825) Cm (166:181) 1: TOF MS ES+
1004 936.3507 9.83e4
935.3512 937.3544938.3518
" 934.3489
933.3496 939.3533
930.3509 g4 9536 932.3521 9403501
. m/z
930 931 932 933 934 935 936 937 938 939 040 oM 942 943
Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
936.4 936.3508 936.3484 2.6
936.4 936.3507 936.3484 2.5
13 — HRMS (ESI-TOF) of 6B
scic_ep_015a (0.015) Is (1.00,0.01) C59N3H56RUCO 1: TOF MS ES+
100+ 936.3484 2.36e12
935.3492 937.3509 938.3497
m 934.3488
933.3488 939.3518
930.‘3499 931.3532.932.3513 940.3547
T ‘ T ‘ T T ‘ I
scic_ep_015a 23 (0.250) Cm (22:24) 1: TOF MS ES+
100~ 936.3522 1.34e3
] 935.3527 938.3536
o 454,355 937.3547
il 933.3530 939.3541
930.3508
] | 940.3533
0 T — — T T —1 T T T
scic_ep_015a 23 (0.250) Cm (23:24) 1: TOF MS ES+
100+ 936.3518 941
] 935.3530 937 3535 938.3546
= 934.3565
1 933.3522 939.3534
930.3502
T Tt —* T T T T t T T T L T T T m/z
930 931 932 933 934 935 936 937 938 939 940 941 942 943
Peak (m/z) Experimental mass Theoretical mass Relative error (ppm)
936.4 936.3522 936.3484 4.0
936.4 936.3518 936.3484 3.6







