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Azidoacetylene - interpretation of gas phase infrared spdaca based on high-level
vibrational configuration interaction calculations

Dominik Oschetzki 2 Xiaoging Zeng? Helmut Beckers? Klaus Banert® and Guntram Rauhut*2

e Table S1: CCSD(T)-F12a/cc-pVTZ-F12 geometry of azidoacgtene.
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e Table S2: Scaled (0.969) and unscaled harmonic B3LYP/cc-g\¥Z frequencies of azidoacetylene.
Deviations (A) refer to the scaled values relative to our gas phase data

DFT_ DFT(scaed)

A

vi 34791 3371.2
Vo 22737 2203.2
vz 2230.0 2160.9
va 13499 1308.0
vs 9183 839.8
ve 6731 652.2
v; 6668 646.1
vg 5748 557.0
Vg 5325 515.9
vio 4416 427.9
vy  413.6 400.7
v,  160.8 155.8
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e Figure S1: Matrix IR spectrum of azidoacetylene.
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e Figure S2: Section of the IR spectrum of azidoacetylene meased at -20°C in CHCI 3 solution.
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