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o-NBA gas phase Complex1 Complex4

Configuration ΔΔΔΔE 
(eV) 

f Configuration ΔΔΔΔE 
(eV) 

f Configuration ΔΔΔΔE 
(eV) 

f

S1 n  * 3.62 0.0117 n  * 3.86 0.0067 n  * 3.91 0.0078
S2 n  * 4.09 0.0014 n  * 4.50 0.0021 n  * 4.53 0.0029
S3 n  * 4.11 0.0038 n  * 3.98 0.0018 n  * 3.81 0.0025
S4  * 4.57 0.0072  * 4.75 0.0184   * 4.75 0.0174
S5 n  * 4.95 0.0145 n  * 5.64 0.0270 n  * 5.29 0.0080
S6  * 5.30 0.1335  * 5.45 0.1114   * 5.50 0.1355
S7  * 5.82 0.0872  * 5.95 0.1575   * 5.96 0.1809
S8  * 6.20 0.1421  * 6.22 0.2609   * 6.21 0.2151
S9 PNO2  * 6.21 0.2038 PNO2  * 6.53 0.1535 PNO2  * 6.54 0.2023
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