Deposit Item 1. 

List of observed and calculated structure factor moduli of unique reflections.*

h     k    l          Fo2            Fc2      (F2)/su    Fc/Fc(max)  Resolution (Å)

14   4   6        12.84        18.20       2.09        1.000       
0.62
12   6   8          5.42          3.81       2.01        0.457       
0.63

13   7   4          5.75          4.68       1.45        0.507       
0.64

8   12   6          5.60          6.75       1.25        0.609       
0.63

12  10  2          3.48          2.45       1.22        0.367       
0.62

3   12   9        11.90        13.93       1.07        0.875       
0.64

9  11    6          6.52          5.77       0.86        0.563       
0.63

10  5  11          4.61          4.12       0.81        0.476       
0.62

11  6   9           7.11          7.77       0.60        0.653       
0.63

2   6   14          9.11          8.57       0.42        0.686       
0.64

14   2   6          4.93          5.25       0.40        0.537       
0.64

6   14   4        13.71        13.15       0.30        0.850       
0.62

10  12  0          0.02          0.02       0.29        0.029       
0.63

1   13   8          2.95          2.88       0.15        0.398       
0.64

11  11  2          1.51          1.54       0.13        0.291       
0.62

4   13   7          7.98          8.04       0.06        0.665       
0.64

11  5  10          5.42          5.39       0.04        0.544       
0.62

 *R1 = 0.069 for 17 unique reflections; wR2 = 0.156, GooF = 1.456.
Deposit Item 2. 

Calculated X-ray powder diffraction data for panguite (CuKα1, in Bragg-Brentano geometry).

	h
	k
	l
	d/Å
	Irel

	1
	1
	1
	5.653
	7.5

	2
	0
	0
	4.890
	1.0

	1
	0
	2
	4.386
	1.0

	0
	2
	1
	4.376
	2.0

	1
	1
	2
	4.002
	3.0

	2
	1
	1
	3.995
	2.8

	1
	2
	1
	3.995
	4.1

	1
	1
	3
	2.957
	11.9

	3
	1
	1
	2.950
	3.8

	1
	3
	1
	2.949
	2.7

	2
	2
	2
	2.827
	100.0

	3
	0
	2
	2.716
	1.3


	2
	1
	3
	2.620
	6.6

	2
	3
	1
	2.614
	1.9

	4
	0
	0
	2.445
	5.6

	0
	4
	0
	2.445
	3.4

	1
	1
	4
	2.313
	3.1

	1
	4
	1
	2.305
	1.3

	3
	1
	3
	2.248
	4.1

	1
	3
	3
	2.247
	3.6

	3
	3
	1
	2.244
	1.1

	2
	0
	4
	2.193
	7.7

	0
	2
	4
	2.193
	1.7

	3
	2
	3
	2.088
	6.0

	2
	3
	3
	2.088
	2.5

	3
	3
	2
	2.086
	7.8

	2
	2
	4
	2.001
	2.1

	4
	2
	2
	1.998
	1.7

	2
	4
	2
	1.997
	2.4

	3
	1
	4
	1.922
	1.8

	3
	4
	1
	1.918
	1.2

	1
	1
	5
	1.888
	1.7

	3
	3
	3
	1.884
	1.1

	1
	2
	5
	1.791
	1.0

	5
	2
	1
	1.786
	2.1

	4
	0
	4
	1.732
	11.2

	0
	4
	4
	1.732
	10.8

	4
	4
	0
	1.729
	20.0

	3
	4
	3
	1.679
	2.2

	5
	1
	3
	1.655
	1.3

	4
	2
	4
	1.633
	1.9

	2
	4
	4
	1.632
	3.0

	1
	1
	6
	1.592
	1.9

	5
	3
	2
	1.587
	1.8

	1
	6
	1
	1.586
	1.6

	2
	0
	6
	1.551
	1.0

	0
	2
	6
	1.551
	5.1

	1
	4
	5
	1.512
	1.6

	5
	1
	4
	1.511
	1.8

	1
	5
	4
	1.511
	2.3

	5
	4
	1
	1.509
	1.3

	2
	2
	6
	1.479
	1.3

	6
	2
	2
	1.475
	8.6

	2
	6
	2
	1.475
	5.4

	2
	4
	5
	1.461
	0.6

	6
	3
	0
	1.458
	0.7

	3
	1
	6
	1.446
	1.3

	3
	5
	4
	1.385
	2.0

	6
	0
	4
	1.358
	1.0

	1
	7
	2
	1.331
	2.8

	4
	2
	6
	1.310
	4.2


