HR-LC/MS-MS data of SKC3 (positive mode)
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Major mass 1258.3 Da
Cmpd 2, AutoMSn(1259.3330), 45.7 min
Intens +MS, 44.9-46 4min #2667-2754| Intens +MS2{1259.3330), 55.2eV/, 44.9.45 4min #2666-2755
x1od 1+ x104]
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500 1000 1500 2000 2500 3000 miz 500 1000 1500 2000 2500 3000 miz
jid mz z | SN Res. # mz_z | S/N__ Res.
1 5412831 1+ 6257 724 10844 1 4791090 1+ 7854 16375 11367
2 5503021 1+ 3004 4508 10382 2 4961354 1+ 11014 22963 11412
3 5966423 2+ T114 8214 11882 3 5481315 1+ 25555 53277 10642
4 5971438 2+ 4608 5321 11464 4 5491334 1+ 7871 16410 11489
5 6051554 2+ 8532 9851 11872 5 6441614 1+ 7106 14815 12432
6 6056558 2+ 6378 7364 11646 6 6621733 1+ 28496 59410 11293
7 6211681 2+ 3743 4322 12372 7 6631746 1+ 10758 22428 12370
8 12503330 1+ 26530 30632 13308 8 0882144 1+ 6266 13064 13892
9 12603344 1+ 18362 21778 14278 9 10162093 1+ 11511 23999 13513
10 12613332 1+ B781 10139 14312 10 1017.2120 1+ 6190 12905 13779
Meas. m/z # lon Formula Score m/z err [mDa] err [ppm] mSigma rdb e Conf N-Rule Adduct
1259.333020 1 C64H55N6022 11.75 1259.336394 34 2.7 21.3 40.5 even ok M+H
2 CB63H59N2026 38.53 1259.335056 20 1.6 225 355 even ok M+H
3 CB65H180N3016 18.99 1259.335813 2.8 2.2 255 -225 even ok M+H
4 C61H47N16016 3584 1259.335046 20 1.6 26.1 46.5 even ok M+H
5 CB0H51N12020  81.12 1259.333709 0.7 05 277 415 even ok M+H
6 C62H43N20012 9.97 1259.336383 34 27 289 515 even ok M+H
7 C61H176N90O14 100.00 1259.333128 0.1 0.1 30.2 -21.5 even ok M+H
8 C62H172N13010 48.90 1259.334465 1.4 1.1 30.4 -16.5 even ok M+H
9 CH8H39N26010  74.20 1259.333698 0.7 05 31.6 525 even ok M+H
10 C59H55N8024 72.72 1259.332371 -0.6 -0.5 33.0 36.5 even ok M+H
11 C57H43N22014  71.68 1259.332361 -0.7 -0.5 33.3 47.5 even ok M+H
12 C59H35N3006 30.18 1259.335035 20 1.6 33,5 57.5 even ok M+H
13 C60H180N5018  51.52 1259.331790 -1.2 -1.0 33.7 -26.5 even ok M+H
14 C70H55N2021 5.26 1259.329183 -3.8 -3.0 33.8 445 even ok M+H
15 C63H168N1706 15.48 1259.335803 2.8 2.2 343 -11.5 even ok M+H
16 C58H164N2304  87.08 1259.333117 0.1 0.1 35.8 -10.5 even ok M+H
17 C58H168N1908  48.16 1259.331780 -1.2 -1.0 36.1 -15.5 even ok M+H
18 C56H47N18018  27.07 1259.331023 -2.0 -1.6 38.2 425 even ok M+H

19 C55H31N3604 62.15 1259.332350 -0.7 -0.5 38.6 58.5 even ok M+H




Meas. m/z #

lon Formula
CB0H31N3402
C60H160N27
CHBH27N40
C58H59N4028
C64H164N2102
C55H160N2902
C68H43N16011
C71H51N6017
C55H51N14022
C57H63032
C69H39N2007
CBB6H31N300
C72H47N10013
C70H164N170
C70H35N2403
C73H43N1409
C72H176N3011
C76H51N4015
C74H168N1103
C73H172N707
C74H39N1805
C75H55019
C77H47N8O11
C75H35N220
C77H176NO9
C78H172N505
C79H168N90O
C84H43N806
C85H39N1202
C35H168N5
C38H47N208
C90H39N10
C39H43N604
C93H4706
C100H430

Score
7.88
39.61
59.99
2563
3.1
14.91
3.96
15.29
6.70
6.00
11.12
2.82
29.24
5.47
20.52
33.20
422
15.04
25.20
9.45
10.45
20.64
3.32
2.22
9.06
2.30
0.38
042
0.64
0.08
0.39
0.10
0.12
0.01
0.01

m/z err [mDa] err [ppm] mSigma

1259.336373
1259.334455
1259.333687
1259.331034
1259.337140
1259.330432
1259.329173
1259.330521
1259.329686
1259.329696
1259.330510
1259.329162
1259.331858
1259.329929
1259.331848
1259.333195
1259.329940
1259.334543
1259.332615
1259.331277
1259.334533
1259.333206
1259.335881
1259.335870
1259.333963
1259.335300
1259.336637
1259.330008
1259.331345
1259.329427
1259.332693
1259.335368
1259.334030
1259.336716
1259.330842

34
14
0.7
-2.0
4.1
-2.6
-3.8
-2.5
-3.3
-3.3
-2.5
-3.9
-1.2
-3.1
-1.2
0.2
-3.1
1.5
-04

27
1.1
0.5
-1.6
3.3
-2.1
-3.1
-2.0
-2.6
-2.6
-2.0
-3.1
-0.9
-2.5
-0.9
0.1
-2.4
12
-0.3

38.6
38.8
39.9
405
41.0
42.3
439
441
452
49.2
54.3
54.7
54.9
59.5
65.2
66.0
67.3
67.6
70.8
76.0
774
78.5
791
89.0
89.2
99.2
100.7
119.9
132.0
138.9
152.2
152.7
163.7
173.8
186.3

rdb e Conf N-Rule

62.5
-5.5
63.5
31.5
-6.5
-9.5
55.5
495
37.5
265
60.5
66.5
545
-2.5
65.5
59.5
-13.5
535
-3.5
-8.5
64.5
48.5
585
69.5
-9.5
4.5
0.5
67.5
725
45
66.5
76.5
71.5
70.5
79.5

even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even
even

ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok
ok

Adduct
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H
M+H




DOSY spectra of SKC3
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Red dotted line represents the presence of single component in SKC3

Diffusion coefficient of SKC3: 3.4x101° m?s?
Radius of SKC3 particle: 1.055 nm (determined by Stoke’s Einstein Equation)



'H-NMR spectra of SKC3
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3C-NMR spectra of SKC3
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DEPT spectra of SKC3
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HSQC spectra of SKC3
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COSY spectra of SKC3
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HMBC spectra of SKC3
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ROESY spectra of SKC3
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