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Figure S1: FTIR spectrum of the title compound
Monoisotopic Mass, Even Electron lons
4032 formula(e) evaluated with 160 results within limits (up to 15 best isotopic matches for each mass)
Elements Used:
C:0-1000 H:0-1000 N:0-500 0:0-500
standard
Fransisca_KPMDMM_619-3496_pos 2 (0.086) Cm (24) TOF MS ES+
1.30e+004
100+ 619.3474
1 2612452 i
232141
D495 3101739 4922455 21.3607 T46.4499
5TT8 1y gy 2001963 Y I T O e o 857
LR LRy L Ry Ly L Ly LR Ly R L L Ly L L L L LAy L L L AL LA LA LR L R L L s L e e e e 1 A
100 150 200 20 350 450 500 600 650 700 750 800 850 900 950 1000
Minimum: -1.5
Maximum: 30.0 50.0 50.0
Mass Calc, Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
619,3474  619.3509 -3.5 =5, 19.5 159.0 1.6 C36 H43 N8 02
619.3370 10.4 16.8 20.5 159.3 1.8 C33 H39 NI12 ©
619.3482 -0.8 -1.3 20,5 159.3 1.9 C32 H39 N4
619, 3621 -14.7 =23.1 19,5 159.5 2.0 C35 H43 N10 ©
619,339 7.1 12.4 19.5 160.3 2.8 C37 H43 N6 03
619.3 =2.2 -3.6 4.5 160.3 2.9 C35 H47 N4 06
619, 0.5 0.8 15.5 160.5 3.1 C31 H43 N10 o4
619.3 -13.4 =21.6 14,5 160.6 3.2 C34 H4T N6 05
21,17 35.0 20,5 160.7 . ) C34 H39 NI1O 02
11.8 19.1 15.5 161.0 3.6 C32 H43 N8 05
-26.0 -42.0 19.5 161.3 3.8 C34 H43 N12
9.1 14.7 14.5 161.5 4.1 C36 H4T N2 07
-10.7 -11.3 15,5 161.7 4.2 C30 H43 N12 03
619,3482 -0.8 -1.3 9.5 162.0 4.6 C34 H51 010
619,3455 1.9 34 10.5 162.1 4.7 C30 H47 N6 08

Figure S2: HRESI Mass spectrum of the title compound
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Figure S4: 3C NMR spectrum of the title compound



2D MDL MOLFILE OF THE TITLE COMPOUND

ACD/Labs08021717462D

45490000000 0 1Vv2000

17.6682 -6.1899 0.0000N 000000000O0O0CO
17.1254 -7.4091 0.0000C 00O0OO0OO0O0OO0OO0O0OOO
18.1172 -8.3021 0.0000C 0 0O0OO0OO0O0O0OO0O0OOO
19.2730 -7.6348 0.0000C 0 0O0OO0OO0O0O0OO0O0O0OOO
18.9955 -6.3294 0.0000N 0OOOOOOOOOOO
20.4922 -8.1776 0.0000C 00O0O0OO0O0O0OO0O0OOO
15.8200 -7.6866 0.0000C 0 0O0OO0OO0O00OO0O0O0OOO
21.5720 -7.3932 0.0000C 0O0O0OO0OO0O0O0OO0O0OOO
14.9269 -6.6948 0.0000C 00O0OO00O000O0O0O0OOO
22.7912 -7.9360 0.0000C 0O0O0OO0OO0O0O0OO0O0OOO
13.6215 -6.9723 0.0000C 0 0O00OO0O0O0O0000O0OO0OO
22.9307 -9.2633 0.0000C 00O0O0OO0O0OO0OOOO
24.1500 -9.8062 0.0000C 0OO0OO0OO0OOO0OO0OOOO
25.2297 -9.0217 0.0000C 00O0OO0OO0OO0OO0O0OOO
25.0902 -7.6944 0.0000C 0O0O0OO0OO0OO0OO0O0OOO
23.8709 -7.1516 0.0000C 00O0OOOOOOO0OOO
12.6778 -6.0286 0.0000C 0 00O0O0O0O0000O0O0O
11.3886 -6.3740 0.0000C 0 0O0OO0OO0O0OO0O0OOO
11.0432 -7.6632 0.0000C 00O0OO0O0O0O0OO0O0OOO
11.9869 -8.6069 0.0000C 00O0OO00O0O0O00O0O0O0OOO
13.2760 -8.2615 0.0000C 0 0O0OO0OO0O0O0OO0O0O0OOO
24,2895 -11.1335 0.00000 000OO0O00O00OO0OO0OO

26.4490 -9.5646 0.00000 0000O0O0000O0O0O0O



11.6415 -9.8961 0.00000 00 0O0O0OO0O0O0OO0O0O0O

9.7540 -8.0086 0.00000 00O0OOO0OO0OOO0OOOO

10.4449 -54303 0.0000C 00O0OO0OOO0OO0OO0O0OOO

26.1699 -6.9099 0.0000C 0OO0OO0OO0O0O0OO0O0OOO

27.3892 -7.4528 0.0000N 0OOOOOOOOOOO

9.1557 -5.7758 0.0000N 000000000O0O0O

28.3329 -6.5090 0.0000C 0OOOO0OOOOOOOOO

27.7346 -8.7419 0.0000C 00O0OO0OO0O0O0OO0O0OOO

29.0237 -9.0874 0.0000C 00O0OO0OO0OOO0O0OOO

29.9675 -8.1437 0.00000 000OO0O0O0OO0OO0O0O0O

29.6220 -6.8545 0.0000C 00O0OO0OO0O0OO0OOOO

8.2120 -4.8321 0.0000C 0 0OO0OOOOOOOO

6.9228 -5.1775 0.0000C 00O0O0O0O0OO0OO0O0OO

6.5774 -6.4666 0.00000 0000000O00O0O0O

7.5211 -7.4103 0.0000C 00OO0OOOOOOOOO

8.8103 -7.0649 0.0000C 00OOO0OOOOOOOO

12.5852 -10.8398 0.0000C 0 0O00OO0OO0O0O0OO0O0O0O0O

30.5657 -5.9108 0.0000C 00O0O0OO0OO0OOO0OO0OOO

29.3692 -10.3765 0.0000C 00OOOOOOOOOOO

7.1757 -8.6995 0.0000C 00O0O0OO0OOOOO0OOO

5.9791 -4.2338 0.0000C 00O0O0O0OOOOO0OOOO

25.5087 -11.6763 0.0000C 0 0O0O0O0O0O0O0OO0O0OO

1220000

1510000

2310000

3420000

4510000



4610000

2710000

6820000

7920000

81010000

91110000

101210000

1016 20000

121320000

131410000

141520000

1516 10000

211110000

171120000

171810000

181920000

192010000

202120000

132210000

142310000

202410000

192510000

1826 10000

152710000

272810000

262910000

302810000



2831 1

3034 1

3132 1

3233 1

3334 1

29351

2939 1

3536 1

3637 1

3738 1

3839 1

2440 1

3441 1

3242 1

3843 1

3644 1

2245 1

M END



3 D Structure of the title compound



