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3C NMR (CDCls, 101 MHz) of compound 3a
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Spectrum from 20210225 OMe D.wiff (sample 1) - TuneSamplelD, +TOF MS (100 - 1000) from 1.618 to 1.721 min t
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ipectrum from 20220609_Dsyn3-column-main. wiff (sample 1) - TuneSamplelD. +TOF MS (100 - 1000) from 0.749 to 0.907 min t
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‘Spectrum from 20210225 Br B methanol wiff (sample 1) - TuneSamplelD. +TOF MS (100 - 1000) from 0.809 to 1.070 min i
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pectrum from 20220929_data_kankahukati_CF3re.wiff (sample 1) - TuneSamplelD. +TOF MS (100 - 1000) from 0.725 to 0.902 min
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Spectrum from 20221020_Data_kankahukatai_NO2 wif (sample 1) - TuneSampleiD, +TOF MS (100 - 1000) from 2.325 to 2.3%0 min
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Spectrum from 20210225 CN E.wiff (sample 1) - TuneSamplelD. +TOF MS (100 - 1000) from 2.381 to 2.492 min t
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Empirical formula 2(C22H21N505),C7Hs
Formula weight 1059.01
Temperature (K) 103(2)

Crystal system triclinic

Space group P-1(#2)

a=9.7580(1) A, b = 13.4229(2) A
¢ = 20.8536(3) A, & = 100.707(1)°, B =
96.142(1)°, 7= 108.673(1)°

Unit cell Dimensions

Volume (A) 2501.60(6)

Z 2

Peale (geem™) 1.406

Absorption coefficient (mm™)  0.107

Orange (°) 2.239t0 30.195
Reflections collected 12117

Independent reflections 9643

Completeness to 6 100

Goodness-of-fit 1.083

Final R indices [ > 2o(])] R1=0.0415, wR, = 0.1095
R indices (all data) R1=0.0555, wR,=0.1162
Largest diff. peak (esA) 0.432

Largest diff. hole (e*A) —0.286

CCDC number 2217872
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