63722 Screenshot Summary:


· 63722_screenshot_1
[bookmark: _GoBack]
· 2.3.1 (Tools followed by Isotope model being selected. In the pop-up window, the molecular formula of the complex being listed, the box for Show Charged Ion being checked, 1 being entered, and OK being clicked.) 00:02-00:28

· 2.3.2 (The displayed isotope pattern of the complex.) 00:28-00:37

· 63722_screenshot_2

· 2.6.1 (The integrated ATD areas for the ternary complex and two products being used to normalize to a relative percentage scale.) 00:03-00:30

· 63722_screenshot_3

· 2.7.1 (From the replicate TCID measurements, the mean and standard deviations of each data point being calculated) 00:02-00:30

· 2.7.2 (The lab-frame transfer collision energy being converted to the center-of-mass collision energy.) 00:31-00:49

· 63722_screenshot_4

· 3.2.1 (Extract the ATD area for a ternary complex and export their files to the mass spectrometry software using the Retain Drift Time option) 00:02-00:25

· 3.3.1 (Locate the average arrival times from the maxima of the ATD curve.) 00:26-00:49

· 63722_screenshot_5

· 3.4.1 (Show the calibration cross-section spreadsheet.) 00:02-00:26

• 63722_4.1.1 
o 4.1.1 (From the CRUNCH main menu, the text file containing the Ecm -dependent relative intensities of the products being opened. No being selected to read parameters.) 00:02-00:24 
• 63722_4.2.1 
o 4.2.1 (Modeling, followed by Set all parameters being selected. From the reaction model options, the default Threshold CID option followed by RRKM (R-R-K-M) with integration over the energy transfer distribution of the ternary complex being chosen, 2 being entered for independent product channels modeled, and Calculate cross sections being selected.) 00:03-00:22 
• 63722_4.3.1 
o 4.3.1 (Enter the column numbers for the product channels and for the type of unconvoluted model, choose 0 K cross section) 00:02-00:20 
• 63722_4.4.1 
o 4.4.1 (For the convolution options, Tiernan’s double integral being chosen.) 00:01-00:06 
o 4.4.2 (For the numerical integration method, gaussian quadrature with pre-saved cross-sections being chosen and default values for integration points, standard deviations, parameters read from the .GB5 file, and model parameters.) 00:06-00:25 
• 63722_4.5.1 
o 4.5.1 (From the options for entering the molecular parameters, G being entered.) 00:01-00:04 
o 4.5.2 (Yes being selected to the question, is one of the reactants atomic? The location and the name of the modeling file being typed.) 00:04-00:13 
• 63722_4.6.1 
o 4.6.1 (The parameters for the charge on ion and the polarizability of the argon gas being entered. The parameters for the mass of ion and mass of target are being shown. Zero being entered for harmonic vibrations.) 00:00-00:14 
• 63722_4.7.1 
o 4.7.1 (The 1-D and 2-D rotational constants from the structural modeling file.) 00:02-00:06 
o 4.7.2 (The default values for the hindered rotor treatments, molecule symmetry, reactant temperature being chosen. Integration being selected for the method for reduction of the density of states array.) 00:06-00:18 
• 63722_4.8.1 
o 4.8.1 (Yes being selected to truncate the energy distribution.) 00:01-00:03 
o 4.8.2 (The parameters for the maximum energy for distribution, bin size, and number of points in energy distribution being entered.) 00:03-00:14 
• 63722_4.9.1 
o 4.9.1 (For parameters for TCID/RRKM model, Yes being selected for Change, zero being entered for fixed time, and 0.000050 seconds being entered for the upper limit of the detection window.) 00:02-00:16 
o 4.9.2 (Copy the reactants parameters for the energized molecule. For product channel 1, 1 being selected for single transition state from the dissociation channel options and zero for none for the sequential dissociation.) 00:16-00:30 
• 63722_4.10.1 
o 4.10.1 (For the transition state type, 1 being chosen for orbiting.) 00:01-00:04 
o 4.10.2 (G being selected) 00:04-00:08 
• 63722_4.11.1 
o 4.11.1 (No being entered for is one of the PSL TS species atomic? The location and name of the [amb+M(II)]‒ file being entered. The value of scale frequencies being selected, the number of atoms being entered, and No being selected for is the molecule linear?) 00:03-00:15 
• 63722_4.12.1 
o 4.12.1 (The location and the name of the modeling file that contains the vibrational and rotational frequencies for the NTA product being entered. The value of scale frequencies being chosen, the number of atoms being entered, and No being selected for is the molecule linear?) 00:01-00:08 
o 4.12.2 (The description of the orbiting TS being entered.) 00:08-00:20 
• 63722_4.13.1 
o 4.13.1 (1 being entered for the charge of [amb+M(II)]‒ ion, and then the polarizability and the dipole moment of NTA being entered. 0 Kelvin being selected for rotational temperature, and locked-dipole being selected for the treatment of the orbiting transition state. Then, the average masses of the [amb+M(II)]‒ ion and NTA being entered.) 00:01-00:24 
• 63722_4.14.1 
o 4.14.1 (The 1-D and 2-D rotational constants from the modeling files.) 00:01-00:07 
o 4.14.2 (0 for hindered rotors, 1 for molecule symmetry, and 1 for reaction degeneracy being selected. The No Changes option being entered.) 00:07-00:13 
o 4.14.3 (For product channel 2, 1 being selected for single transition state, zero being selected for none for the sequential dissociation, and 1 being selected for orbiting for the transition state type.) 00:13-00:22 
• 63722_4.15.1 
o 4.15.1 (G being selected and entering file names.) 00:02-00:26 
o 4.15.2 (The description of the orbiting TS being entered.) 00:26-00:35 
o 4.15.3 (1 being entered for the charge of [NTA+M(II)]‒ ion, and then the polarizability and the dipole moment of the amb being entered.) 00:35-00:47 
• 63722_4.16.1 
o 4.16.1 (0 Kelvin being selected for the rotational temperature and locked-dipole being selected for the treatment of the orbiting transition state. Then, the average masses of the [NTA+M(II)]‒ and amb products being entered.) 00:03-00:22 
o 4.16.2 (The 1-D and 2-D rotational constants from the modeling files.) 00:22-00:28
• 63722_4.17.1 
o 4.17.1 (zero being selected for hindered rotors, 1 being selected for molecule symmetry, and 1 being selected for reaction degeneracy. Then, No Changes being entered.) 00:04-00:10 
o 4.17.2 (The default options for statistical angular momentum distribution and integrate P(E,J) over J distribution being selected. The default value of 32 being chosen in the number of points in the integration. The input data is shown. Enter 1 and 1.2 for the relative energies of products) 00:10-00:37 
• 63722_4.18.1 
o 4.18.1 (For the Model menu, Optimize parameters to fit data being selected, and the minimum energy and maximum energy to begin and end the data fit being entered.) 00:02-00:08 
o 4.18.2 (The values for the weighting modes experimental standard deviations and minimum acceptable standard deviation being selected.) 00:08-00:16 
• 63722_4.19.1 
o 4.19.1 (The default value for the scaling, iterations and the E0 convergence limit, select No to hold any parameter at present value, 0.5 and 2.0 eV for the lower and upper limits, and 2 for the derivative evaluation method) 00:01-00:20 
• 63722_4.19.2 
o 4.19.2 (From the Optimization menu, begin optimization being selected.) 00:02-00:10 
• 63722_4.20.1 
o 4.20.1 (In the Model menu, Delta H and S at T being selected and the enthalpies and Gibbs free energies of dissociation being shown.) 00:02-00:25

