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1. X-Ray crystal data for compound 4am

4am

4am 4am

Table 1 Crystal data and structure refinement for 4am

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group
a/A
b/A
c/A

o/°

pre
y/°
Volume/A3
Z
Pealcg/cm?
wmm'!
F(000)
Crystal size/mm?
Radiation
20 range for data collection/°
Index ranges
Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3

yes-21
Cp4H17FN,O¢
448.39
149.99(10)
triclinic
P-1
8.7150(8)
10.4907(8)
12.3492(6)
92.135(5)
101.797(6)
108.263(7)
1043.27(14)
2
1.427
0.927
464.0
0.16 x0.13 x 0.11
CuKa (A=1.54184)
7.356 to 147.674
-10<h<9,-10<k<13,-15<1<15
6860
4079 [Rin = 0.0186, Ryjgma = 0.0232]
4079/0/305
1.013
R;=0.0400, wR, =0.1075
R; =0.0422, wR, =0.1098
0.22/-0.27
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Crystal structure determination of 4am

Crystal Data for C,4,H;;FN,O¢ (M =448.39 g/mol): triclinic, space group P-1 (no.
2),a= 8.7150(8) A, b= 10.4907(8) A, c= 12.3492(6) A, a= 92.135(5)°, = 101.797(6)°, y =
108.263(7)°, V= 1043.27(14) A3, Z= 2, T= 149.99(10) K, w(Cu Ka)= 0.927 mm!, Dcalc =
1.427 g/cm?, 6860 reflections measured (7.356° < 20 < 147.674°), 4079 unique (R;, = 0.0186,
Rgigma = 0.0232) which were used in all calculations. The final R, was 0.0400 (I > 2o(I))

and wR, was 0.1098 (all data).
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2. The copies of '"H NMR and '3C NMR spectra for compounds 4
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Item name: Yes-1
Item description:

Intensity [Counts]

5.5e6
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3.5e6]

3eb ]

2.5e6]

2eb ]

1.5e6

Teb -

5e5

403.07095
384.09765

128.91 872\232.04067\

406.07982

438.10582
/

Channel name: 1: Average Time 0.1420 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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|
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Item name: Yes-2

Item description:

Intensity [Counts]
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Channel name: 1: Average Time 0.1174 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
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Item name: Yes-3
Item description:

Intensity [Counts]

1.5e6
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Item name: Yes-6

Item description:

Intensity [Counts]
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Item name: Yes-7
Item description:

Intensity [Counts]
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ltem name: Yes-8
Item description:

Intensity [Counts]
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Channel name: 1: Average Time 0.1174 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
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Item name: Yes-10

Item description:

Intensity [Counts]

Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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[tern name: Yes-11-2

[tem description:

Intensity [Counts]

Channel name: 1: Average Time 0.1217 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
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Item name: Yes-12
Item description:

Intensity [Counts]
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Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESI+ : Centroided : Combined
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ltem name: Yes-15 Channel name: 1: Average Time 0.1132 min : TOF M5 (50-1500) ESI+ : Centroided : Combined
Item description:

Intensity [Counts]
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Item name: Yes-17

Channel name: 1: Average Time 0.1132 min : TOF MS (50-1500) ESI+ : Centroided : Combined
ltem description:
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Item name: Yes-20 Channel name: 1: Average Time 0.1174 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: Yes-21
Item description:

Intensity [Counts]

Channel name: 1: Average Time 0.1277 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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Item name: Yes-22 Channel name: 1: Average Time 0.1377 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: Yes-23 Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ES|+ : Centroided : Combined
Item description:
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[tern name: TAF-3 Channel name: 1: Average Time 0.1131 min : TOF MS (50-1500) ESl+ : Centroided : Combined
[tem description:
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Item name: TAF-4 Channel name: 1: Average Time 0.1174 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: TAF-5 Channel name: 1: Average Time 0.1720 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: TAF-6
Item description:

Channel name: 1: Average Time 0.1291 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
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[tern name: TAF-7

[tem description:

Intensity [Counts]

Channel name: 1: Average Time 0.1174 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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ltem name: TAF-9 Channel name: 1: Average Time 0.1462 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
Item description:
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ltem name: TAF-11 Channel name: 1: Average Time 0.1217 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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ltern name: TAF-15 Channel name: 1: Average Time 0.1217 min : TOF MS {50-1500) ESl+ : Centroided : Combined

Item description:
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ltern name: TAF-16
Item description:

Intensity [Counts]

Channel name: 1: Average Time 0.1003 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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Item name: TAF-18 Channel name: 1: Average Time 0.1806 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: TAF-19 Channel name: 1: Average Time 0.1334 min : TOF MS (50-1500) ESl+ : Centroided : Combined
ltern description:
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Item name: TAF-20
Item description:

Intensity [Counts]
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ltem name: TAF-21 Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
Item description:
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Item name: TAF-25 Channel name: 1: Average Time 0.1174 min : TOF M5 (50-1500) ESI+ : Centroided : Combined
Item description:

Intensity [Counts]
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'H NMR of Compound 4bo (400 MHz, DMSO-d6)
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[tern name: TAF-22
[tem description:

Intensity [Counts]
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Channel name: 1: Average Time 0.1131 min : TOF MS (50-1500) ESI+ : Centroided : Combined
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Item name: TAF-23

ltem description:

Intensity [Counts]

Channel name: 1: Average Time 0.1089 min : TOF MS (50-1500) ESl+ : Centroided : Combined
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'"H NMR of Compound 4bq (400 MHz, DMSO-d6)
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ltem name: TAF-27 Channel name: 1: Average Time 0.1420 min : TOF M5 (50-1500) ESl+ : Centroided : Combined
Item description:

Intensity [Counts]
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