This PANORAMADATAreadme.txt file was generated on 20230927 by James Farquhar


-------------------
GENERAL INFORMATION
-------------------


1. Title of Dataset: 
PANORAMA DATA

2. Author Information:

    Principal Investigator Contact Information:
        
[bookmark: _GoBack]        Name: James Farquhar
        Institution: University of Maryland
        Address: 8051 Regents Drive, College Park, MD 20742
        Email: jfarquha@umd.edu

    Associate or Co-investigator Contact Information:
        
        Name: Cédric Magen
        Institution: University of Maryland
        Address: 8051 Regents Drive, College Park, MD 20742
        Email: cmagen@umd.edu


    Alternate Contact Information:
        
        Name:
        Institution:
        Address:
        Email:


3. Date of data collection (single date, range, approximate date): <suggested format YYYYMMDD>
20210324 - 20220828

4. Geographic location of data collection (where was data collected?): 
Diverse locations in the vicinity of College Park, MD.

5. Information about funding sources that supported the collection of the data:
Various Laboratory Funds



--------------------------
SHARING/ACCESS INFORMATION
-------------------------- 


1. Licenses/restrictions placed on the data:
Not Applicable

2. Links to publications that cite or use the data:


3. Links to other publicly accessible locations of the data:


4. Links/relationships to ancillary data sets:


5. Was data derived from another source?
    If yes, list source(s):


6. Recommended citation for the data:
Please contact Principal Investigator



---------------------
DATA & FILE OVERVIEW
---------------------


1. File List:


    A. Filename:
        Short description:


    B. Filename:
        Short description:


    C. Filename:
        Short description:


2. Relationship between files:


3. Additional related data collected that was not included in the current data package:


4. Are there multiple versions of the dataset? <yes/no>
    If yes, list versions:
        
    Name of file that was updated:
        i. Why was the file updated? 
        ii. When was the file updated?
                
                
    Name of file that was updated:
        i. Why was the file updated?
        ii. When was the file updated?




--------------------------
METHODOLOGICAL INFORMATION
--------------------------


1. Description of methods used for collection/generation of data: 
<Include links or references to publications or other documentation containing experimental design or protocols used in data collection>
Air samples were collected into Tedlar® bags using Gast® membrane pumps, and the methane was extracted and purified according to a procedure detailed in :
Haghnegahdar et al, in review, Clumped Isotope Signatures of Atmospheric Methane: Implications for Tracing Changes in Sources, PNAS

2. Methods for processing the data: <describe how the submitted data were generated from the raw or collected data>
All samples were purified
Data processed by software Nu Stables Files : average of delta values for each set of sample/reference cycle, after removal of 3 sigma outliers.

Post-processing in MS Excel:
for singly-substituted species, the delta values for each set of cycles were plotted against the pressure mismatch (reference vs sample) and a line was fit to determine the value at no pressure mismatch. This is done because there is a dependence of delta value on pressure that we interpret to reflect a fractionation associated with formation of CH3+ in the source.
For doubly-substituted species the delta values for each set of cycles do not provide a good linear fit to the pressure mismatch because counts are low. In this case, the value is calculated as a weighted average (weighted by counts).


3. Instrument- or software-specific information needed to interpret the data:
Instrument: Nu high Resolution stable isotope Mass Spectrometer PANORAMA
Software: Nu Stables Files

4. Standards and calibration information, if appropriate:
Methane was measured using sample standard bracketing relative to a working gas (UMD-1).
Methane standard was calibrated against standard Al-1 (Massachusetts Institute of Technology)
5. Environmental/experimental conditions:


6. Describe any quality-assurance procedures performed on the data:


7. People involved with sample collection, processing, analysis and/or submission:




-----------------------------------------
DATA-SPECIFIC INFORMATION FOR: [FILENAME]
-----------------------------------------
<copy this section for each dataset (or file if appropriate) included>


1. Number of variables:
17

2. Number of cases/rows: 
155

3. Variable List
A. Name: Sample Name
Description: Sample ID

B. Name: d13C
Description: delta 13C value vs VPDB (‰). Describes the shift (enrichment or depletion) in parts per thousands of the rare isotope 13CH4 relative to the major isotope 12CH4. The delta value is given with respect to the international standard VPDB. 

C: 2σ_d13C
Description: Standard deviation 

D: Name : d13CD
Description : delta 13CH3D value (‰). Describes the shift (enrichment or depletion) in parts per thousands of the isotopologues 13CH3D relative to the major isotope 12CH4.
E. Name: 2σ_d13CD
Description: Standard deviation

F. Name: dD
Description: delta 2H value vs VSMOW (‰). Describes the shift (enrichment or depletion) in parts per thousands of the rare isotopologue 12CH3D relative to the major isotope 12CH4. The delta value is given with respect to the international standard VSMOW.

G. Name: 2σ_dD
Description: Standard deviation

H. Name: dH2D2
Description: delta 12CH2D2 value (‰). Describes the shift (enrichment or depletion) in parts per thousands of the isotopologues 12CH2D2 relative to the major isotope 12CH4.

I. Name: 2σ_dH2D2
Description: Standard deviation

J. Name: D13CD
Description: describes the shift (positive or negative) of the isotopologues 13CH3D relative to the stochastic ratio

K. Name: 2σ_D13CD
Description: Standard deviation

L. DH2D2
Description: describes the shift (positive or negative) of the isotopologues CH2D2 relative to the stochastic ratio

M. Name: 2σ_DH2D2
Description: Standard deviation

N. Name: run number
Description:

O. Name: Data treatment
Description: Corrected means the rawdata were post-processed using MS Excel. Software means the data are direct output of Nu Stables Files software

P. Name: Purity
Description: Signal to Pressure ratio of sample and reference gas. This variable is indicative of the purity of the sample. Sample is considered pure if Purity = 1

Q. Name: Pressure on load
Description: Pressure recorded in sample inlet prior to analysis. This variable is indicative of the size of the sample. Units in mBar.


 
4. Missing data codes:
        Code/symbol     Definition
        Code/symbol     Definition


5. Specialized formats of other abbreviations used

