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S5: Local coordinate system for S4N4
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The following local coordinate systems were adapted:
S1 [ x axis S1DUM0; y axis S1S3], S2 [ x axis S2DUM0; y axis S2S4], S3 [ x axis S3DUM0; y axis S3S1], S4 [ x axis S4DUM0; y axis S4S2], N1 [ z axis N1DUM0; y axis N1N3], N2 [ z axis N2DUM0; y axis N2N4], N3 [ z axis N3DUM0; y axis N3N1], N4 [ z axis N4DUM0; y axis N4N2]
The dummy atom (DUM0) is located in the centre of the S4N4 molecule [x, y, z: -0.0088, 0.7434, 0.1836]. For all sulphur atoms the z axes is located perpendicular to a mirror plane; for all nitrogen atoms the z axes are oriented along the pseudo-2-fold axes.
