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EXECUTIVE SUMMARY

The NAMD 2005 User Survey was announced to 5,476 NAMD 2.5 users on April 11

of 2005 and ran through April 22 of that year. Survey questions examined user
satisfaction, the impact of the program on work quality, and user ratings of existing and
planned features.

NAMD,......

A total of 770 usable responses were returned for the survey, providing a final
response rate of 14.1%.

A large proportion, 39.2%, of survey respondents had downloaded more than one
version of the program. The majority of NAMD users are affiliated with academic
institutions (86.2%), and most use the program for research purposes (83.7%).
Moderate to high levels of expertise in macromolecular modeling are reported by
71.7% of users, with 38.1% reporting similar levels of expertise in using NAMD. NIH
funding supports the work of 18.0% of users. The most popular platform for running
NAMD is a local Linux cluster (32.5%). Just over half (53.8%) of user sites had more
than one NAMD user.

Users are highly satisfied with NAMD, with 76.9% indicating they are satisfied or
highly satisfied with NAMD. And, 64% agree or strongly agree that NAMD has
improved the quality of their work.

A majority of both repeat and non-repeat users of NAMD are satisfied with NAMD,
though repeat users are significantly more satisfied than non-repeat users. A
majority of both groups feel NAMD has had a positive impact on the quality of their
work.

Many users, 39%, report using NAMD for all or most of their molecular dynamics
simulations, while about half, 47.8%, use NAMD for some of their simulation work.

Users indicating moderate to high levels of expertise in macromolecular modeling or
in using NAMD were more satisfied than those low in expertise.

No significant differences in satisfaction were found by NIH funding status, or by
academic/non-academic affiliation.
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OVERVIEW

NAMD is up-to-date, relevant and of high quality. NAMD users were identified via

NAMD is a parallel, object-oriented molecular dynamics code designed for high-
performance simulation of large biomolecular systems; more on NAMD is available via
its webpage, http://www.ks.uiuc.edu/Research/namd/. The NAMD 2005 survey is part
of an ongoing effort (similar survey were conducted in 2000 and 2003) to ensure that

registration records, and contacted via e-mail with a request that they complete an on-
line survey about NAMD (see locations below for a copy of the survey) during April of
2005. The following report details the administration and results of the survey.

NAMD 2005 Survey (complete copy)

A link to the survey forms the users completed is available here. Note that for analysis,
interpretation and review purposes that all references to the items within the report are

based on the numbering of the items as was used in the original survey.

Web form: http://www.ks.uiuc.edu/Research/namd/survey/survey2005.html
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NAMD USER PROFILE

User profile characteristics based on survey responses are illustrated below.

39.2% are repeat users

86.2% are affiliated with academic institutions

83.7% use NAMD primarily for research purposes

71.7% report moderate to high macromolecular modeling expertise

38.1% report moderate to very high levels of experience with NAMD

18.0% report at least partial funding by NIH

46.2% report one NAMD user at their site, and one-third run on a Linux cluster.

Figure 1: NAMD User Characteristics
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Figure 1: NAMD User Characteristics, continued

MACROMOLECULAR MODELING
EXPERTISE
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N= 128 low, 160 moderate, 163 high

Moderate Expertise
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PLATFORM USED

Q. 6: | primarily use NAMD on . . .
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29.5%

Low Expertise
61.9%

NUMBER USING AT SITE
Q. 8: The number of people using

NAMD at my siteis . . .

N= 279 low, 133 moderate, 39 high

Platform N

Local Linux cluster 32.5% # at Site N
Linux 23.8% 1 46.2%
Windows 21.0% 2-4 40.9%
Large supercomputer 11.8% 5-10 8.3%
Mac OS X 5.3% 11-20 2.6%
Other 3.6% 21+ 2.0%
Other Unix 1.9%
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RATINGS OF SATISFACTION

» A majority of users are satisfied with NAMD: 76.9% agreed or strongly
agreed with the statement “| am satisfied with NAMD” (Q15).

» Mean satisfaction was 3.98 on a 5-point scale (1=strongly disagree,
5=strongly agree).

» Satisfaction with NAMD is slightly higher than in the NAMD 2003 and 2000
User Surveys, where mean satisfaction rated 3.93 and 3.74 respectively.

Figure 2: Satisfaction with NAMD

| am satisfied with NAMD

Agree
50.3%

Strongly Agree
26.6%

Strongly disagree
.8%
Disagree
3.5%

Unsure
18.8%

Value Scale Item Frequency Distribution Statistics
1 Strongly disagree 6 Mean: 3.98
2 Disagree 27 Median: 4.00
3 Unsure 145 Mode: 4
4 Agree 387 Std Deviation: .816
5 Strongly agree 205 Total N= 770
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RATINGS OF IMPACT ON WORK QUALITY

= NAMD does positively impact work quality: 64% agreed or strongly agreed
with the statement “NAMD has improved the quality of my work” (Q16).

» The mean response was 3.80 on a 5-point scale (1=strongly disagree,
5=strongly agree).

Figure 3: NAMD Impact on Work Quality

NAMD has improved the quality of my work

Agree
40.8%

Strongly Agree
23.2%

Strongly disagree
1%

Disagree
5.3%

Unsure
29.6%

Value Scale Iltem Frequency Distribution Statistics
1 Strongly disagree 8 Mean: 3.80
2 Disagree 41 Median: 4.00
3 Unsure 228 Mode: 4
4 Agree 314 Std Deviation: .892
5 Strongly agree 179 Total N= 770
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RATINGS OF NAMD USAGE

=« Many users, 39%, report using NAMD for all or most of their molecular
dynamics simulations, while about half, 47.8%, use NAMD for some of their
simulation work (Q9).

= Excluding from the dataset those who don’t use molecular dynamics, the proportion
of those using NAMD for all or most of their molecular dynamics efforts increases to
41.5%, with just over half, 50.8%, using NAMD for some of their molecular dynamics
efforts.

Figure 4. NAMD Usage

| use NAMD for of my molecular dynamics simulations

Most
21.0%

18.1%

| don't use molecular

dynamics
5.8%
None
7.3%
47.8%
Value Scale Item Frequency Distribution Statistics
5 All 139 Mean: 3.73
4 Most 162 Median: 3.00
3 Some 368 Mode: 3
2 None 56 Std Deviation: 1.36
1 | don’t use molecular 45 Total N= 770
dynamics
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RATINGS OFSUPPORT, DOCUMENTATION AND OVERALL USABILITY

= Responses to usability (Q10), and support and documentation items (Q14) indicated
why respondents use NAMD, and their agreement with statements about specific
aspects of the program.

= The three highest rated qualities are: NAMD is free (M=4.56), NAMD is a well-written
program (M=4.07), and NAMD meets my needs (M=3.83). Amongst these qualities,
regression analysis indicates the four strongest predictors of satisfaction with NAMD

(Q15) are NAMD is a well-written program (Q14a), NAMD meets my needs (Q10a),
and NAMD documentation is clear (Q14d).

Figure 5A: upport, Docs, and Overall Usability
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Figure 5B: Support, Documentation and Overall Usability

Question Stem | Mean' | Std Deviation'
Q10 | use NAMD because it:

Q10b Is free 4.56 .84
Q10a Meets my needs 3.83 .97
Q10c Includes source code 3.74 1.25
Q10e Is better than other MD programs* 3.44 .83
Q10d Is user friendly 3.56 1.02
Q14 Rate your agreement with these statements describing NAMD:

Q14a NAMD is a well written program 4.07 .79
Q14c NAMD support meets my needs 3.65 .87
Q14b NAMD developers respond to my requests 3.60 .88
Q14d NAMD documentation is clear 3.69 .98
Q14e NAMD documentation is complete 3.43 .97

TResponses from a 5-point scale: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree

*MD — Molecular Dynamics.
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RATINGS OF PLANNED FEATURES

» Planned features are functionalities being considered for future versions of NAMD,
e.g. making it easier to extend source code. In Q13 of the survey, users were asked
to rate the value of 14 planned features to their work, using a 5-point importance
scale (1-very unimportant, 5-very important).

= Mean results indicate that the most desirable feature is adding a trajectory analysis
suite (M=4.11), while the least desired is SSE/Altivec acceleration (M=3.23). See
Figs. 6A, 6B.

Figure 6A: Ratings of Planned Features
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Figure 6B: Ratings for Planned NAMD Features, continued

Question Stem

|

Mean'

| Std Deviation”

Q13 Rate the importance of these PLANNED features to your work:

13n Trajectory analysis suite 4.11 1.00
13i Improved user interface 3.97 1.01
13m Quantum/classical simulations 3.85 1.10
13k Implicit solvent models 3.81 1.07
13h Automated simulation setup 3.81 1.03
13l Polarizable force fields 3.80 1.04
13g Fault tolerance & recovery 3.74 1.00
13f Repeatable parallel runs 3.60 1.12
13a Improved serial performance 3.58 1.07
13d Scaling on 100's of CPUs 3.40 1.18
13j Easier to extend source code 3.37 1.16
13c Add-in hardware acceleration 3.36 1.10

TResponses on a 5-point scale: 1-Very unimportant, 2-Unimportant, 3-Unsure, 4-lmportant, 5-Very

important
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RATINGS BY REPEAT/NONREPEAT USERS

» Repeat users are defined as any user of NAMD 2.5 who has downloaded any other
version of NAMD.

= A majority of repeat users, 79.8%, agreed or strongly agreed with the statement “I
am satisfied with NAMD” (Q15) compared to 75.0% for non-repeat users. Mean
ratings show greater satisfaction for repeat users (M=4.04) than non-repeat users
(M=3.95), though these are not statistically significant differences. See Fig. 7A.

= A majority of both repeat (67.5%) and non-repeat (61.7%) users of NAMD agree with
the statement “NAMD has improved the quality of my work” (Q16). See Fig. 7B.

Figure 7A: Satisfaction by Repeat/Non-repeat User Status
I am satisfied with NAMD
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Repeater Non-repeater
Distribution Statistics

Mean/Std Deviation | Repeater M=4.04, SD=.80 | Non-repeater M=3.95, SD=.83
Scale Responses’ SD D U A SA
Repeater (N/%) 1/.3% 12/4% 48/15.9% | 155/51.3% | 86/28.5%
Non-repeater (N/%) 5/1.1% 15/3.2% 97/20.7% | 232/49.6% | 119/25.4%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.
Total N: Repeater, 302; Non-repeater, 468.
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Figure 7B: Work Quality by Repeat/Non-repeat User Status

100% -

Percent agreeing

0% -

NAMD has improved the quality of my work

67.5%

Repeater

61.7%

Non-repeater

Distribution Statistics

Mean/Std Deviation

Repeater M=3.84, SD=.88

| Non-repeater M=3.77, SD=.90

Scale Responses’ SD D U A SA
Repeater (N/%) 3/1.0% | 16/5.3% | 79/26.2% | 132/43.7% | 72/23.8%
Non-repeater (N/%) 5/1.1% 25/5.3% 149/31.8% | 182/38.9% | 107/22.9%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.
Total N: Repeater, 302; Non-repeater, 468.
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RATINGS BY LEVEL OF MACROMOLECULAR MODELING EXPERTISE

= A majority of users across the three macromolecular modeling expertise (MME)
levels* agreed or strongly agreed (low-68.4%; moderate-76.7%; high-83.5%) with
the statement “I am satisfied with NAMD” (Q15). High and moderate MME users are

significantly more satisfied with NAMD than low MME users. See Fig. 8A.

= A majority of high (72.0%), moderate (65.4%), and low (51.8%) MME users agreed
or strongly agreed with the statement “NAMD has improved the quality of my work”
(Q16), while just over half of low MME users (51.8%) indicated similar ratings. High
MME users indicate a significantly greater impact on work quality than low MME

users. See Fig. 8B.

Figure 8A: Satisfaction by Level of Macromolecular Modeling Expertise
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Macromolecular Modeling Expertise

Distribution Statistics

Mean/Std Deviation | Low exp.:3.80/.86

| Mod exp: 3.99/.86

| High exp: 4.12/.70

Scale Responses’ SD D U A SA
Low expertise (N/%) 4/1.8% 9/4.1% 56/25.7% | 107/49.1% | 42/19.3%
Mod. expertise (N/%) 2/.8% 14/5.3% 46/17.3% | 126/47.4% | 78/29.3%
High expertise (N/%) - 4/1.4% 43/15.0% | 154/53.8% | 85/29.7%
"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.

Total N: Low expertise, 218; Moderate expertise, 266; High expertise, 286.
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Figure 8B: Work Quality by Level of Macromolecular Modeling Expertise

NAMD has improved the quality of my work
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Macromolecular Modeling Expertise

Distribution Statistics

Mean/Std Deviation | Low exp.: 3.61/.90 | Mod exp: 3.80/.89 | High exp: 3.94/.87

Scale Responses’ SD D U A SA

Low expertise (N/%) 3/1.4% 13/6.0% 89/40.8% | 73/33.5% | 40/18.3%
Mod. expertise (N/%) 2/.8% 17/6.4% 73/27.4% | 114/42.9% | 60/22.6%
High expertise (N/%) 3/1.0% | 11/3.8% | 66/23.1% | 127/44.4% | 79/27.6%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree
Total N: Low expertise, 218; Moderate expertise, 266; High expertise, 286.

= High MME users rated NAMD significantly higher than low MME users on nearly all
aspects of support, documentation, and usability; exceptions were NAMD being free,
critical for work, and having complete documentation.

= High and moderate MME users rated these planned items higher than low MME
users: implicit solvent models, polarizable force fields, quantum/classical
simulations, and trajectory analysis suite. High MME users also rated improved
serial performance more than low MME users.

*Level of expertise categories were derived from the survey question “My level of expertise with molecular
modeling is . . .” (Q5) that users answered on a 5-point scale (1-very low, 5-very high). For ease of
interpretation, the two lowest expertise values were collapsed together, as were the two highest expertise
categories, to produce the low, moderate, and high expertise categories used above.
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RATINGS BY LEVEL OF NAMD EXPERTISE

= A majority of all NAMD expertise groups* agreed or strongly agreed with the
statement “I am satisfied with NAMD” (Q15), with 94.1% of high, 87.3% of moderate,
and 66.7% of low NAMD expertise groups indicating agreement with this statement.
Statistical comparisons indicate high NAMD expertise users are significantly more
satisfied with NAMD than low NAMD expertise users. See Fig. 9A.

= Most high (85.9%) and moderate (79.9%) NAMD expertise users agreed or strongly
agreed with the statement “NAMD has improved the quality of my work” (Q16), while
nearly half (49.4%) of low expertise users agreed with this statement. High NAMD
expertise users indicate a statistically stronger impact on work quality than low
expertise users. See Fig. 9B.

Figure 9A: Satisfaction by Level of NAMD Expertise

100% -

Percent agreeing

0%

| am satisfied with NAMD

66.7%

87.3%

94.1%

Low

Moderate
NAMD Expertise

High

Distribution Statistics

Mean/Std Deviation | Low exp: 3.79/.87

| Mod exp: 4.16/.69

| High exp: 4.39/.64

Scale Responses’ SD D U A SA
Low expertise (N/%) 6/1.4% 20/4.8% | 113/27.1% | 194/46.5% | 84/20.1%
Mod. expertise (N/%) - 6/2.2% 28/10.4% | 152/56.7% | 82/30.6%
High expertise (N/%) - 1/1.2% 4/4.7% 41/48.2% | 39/45.9%
"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.

Total N: Low expertise, 417; Moderate expertise, 268; High expertise, 85.
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Figure 9B: Work Quality by Level of NAMD Expertise

NAMD has improved the quality of my work

100% -~ 79.9% 85.9%

49.4%

Percent agreeing

0%

Moderate
NAMD Expertise

Low High

Distribution Statistics

Mean/Std Deviation | Low exp: 3.52/.90 | Mod exp: 4.07/.76 | High exp: 4.31/.79

Scale Responses’ SD D U A SA

Low expertise (N/%) 711.7% 34/8.2% | 170/40.8% | 146/35.0% | 60/14.4%
Mod. expertise (N/%) - 712.6% | 47/17.5% | 135/50.4% | 79/29.5%
High expertise (N/%) 11.2% i 11/12.9% | 33/38.8% | 40/47.1%

Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree
Total N: Low expertise, 417; Moderate expertise, 268; High expertise, 85.

» High and in most cases moderate NAMD expertise users rated NAMD
significantly higher on all aspects of support, documentation, and overall
usability. No mean differences were found in ratings of NAMD being free,
including source code, or having complete documentation.

« High NAMD expertise users are significantly more interested in scaling on
100’s of CPUs, repeatable parallel runs, easy to extend source code,
polarizable force fields, and a trajectory analysis suite than users with low
NAMD expertise.

*Level of expertise categories were derived from the survey question “My level of expertise with NAMD is
... (Qb) that users answered on a 5-point scale (1-very low, 5-very high). For ease of interpretation, the
two lowest expertise values were collapsed together, as were the two highest expertise categories, to
produce the low, moderate, and high expertise categories used above.
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RATINGS BY NIH FUNDING STATUS

= Users were asked to answer ‘yes’ or ‘no’ to the question “The work | do with VMD is
funded (at least partially) by NIH” (Q5).

= The majority of both NIH-funded (77.5%) and non-funded users (77%) agreed or
strongly agreed with the statement “I am satisfied with NAMD” (Q15). Statistical
comparisons found no significant differences between NIH funded users and users
who are not NIH funded in ratings of satisfaction with NAMD. See Fig. 10A.

= Majorities of both funded (70.3%) and non-funded groups (62.8%) agree or strongly
with the statement “NAMD has improved the quality of my work” (Q16). Mean
comparisons found no significant differences between NIH funded users and users
who are not NIH funded in ratings of impact of NAMD on work quality. See Fig. 10B.

Figure 10A: Satisfaction by NIH Funding Status
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Distribution Statistics

Mean/Std Deviation

NIH funded M=3.96, SD=.83

| No NIH funds M=3.99, SD=.81

Scale Responses’ SD D U A SA
NIH funded (N/%) 1/.7% 7/5.1% 23/16.7% 72/52.2% 35/25.4%
No NIH funds (N/%) 5/.8% 20/3.2% 120/19.1% | 314/49.9% | 170/27.0%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.
Total N: NIH funded, 138; no NIH funds, 629.
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Figure 10B: Work Quality by NIH Funding Status

NAMD has improved the quality of my work
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Mean/Std Deviation

NIH funded M=3.92, SD=.94

| No NIH funds M=3.77, SD=.88

Scale Responses’ SD D U A SA
NIH funded (N/%) 2/1.4% 8/5.8% 31/22.5% 55/39.9% 42/30.4%
No NIH funds (N/%) 6/1.0% 33/5.2% 195/31.0% | 259/41.2% | 136/21.6%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.
Total N: NIH funded 138; no NIH funds, 629.
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RATINGS BY ACADEMIC/NON-ACADEMIC AFFILIATION

= Survey respondents were asked to identify their affiliation as academic, government,
industry, or other (Q2); below are the findings using academic/non-academic
categories.

= A majority of academic users (78.0%) agreed or strongly agreed with the statement
“I am satisfied with NAMD” (Q15), as did a majority of non-academic users (69.8%).
The mean ratings of the academic and non-academic user ratings of satisfaction are
not significantly different from each other. See Fig. 11A.

= At 65.2% and 56.6% respectively, majorities of both academic and non-academic
users agreed or strongly agreed with the statement “NAMD has improved the quality
of my work” (Q16). No statistically significant differences were found between
academic and non-academic mean ratings of work quality. See Fig. 11B.

Figure 11A: Satisfaction by Academic Affiliation
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Distribution Statistics

Mean/Std Deviation Academic M=3.99, SD=.82 | Non-academic M=3.97, SD=.81
Scale Responses’ SD D U A SA
Academic (N/%) 6/.9% 25/3.8% | 115/17.3% | 344/51.8% | 174/26.2%
Non-academic (N/%) - 2/1.9% 30/28.3% 43/40.6% 31/29.2%

"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.
Total N: Academic, 664; Non-academic, 106.
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Figure 11B: Work Quality by Academic Affiliation
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NAMD has improved the quality of my work
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Distribution Statistics

Mean/Std Deviation

Academic M=3.82, SD=.88

| Non-academic M=3.64, SD=.93

Scale Responses’ SD D U A SA
Academic (N/%) 5/.8% 36/5.4% 190/28.6% | 273/41.1% | 160/24.1%
Non-academic (N/%) 3/2.8% 5/4.7% 38/35.8% | 41/38.7% | 19/17.9%
"Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree.

Total N: Academic, 664; Non-academic, 106.
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DOWNLOADING SOURCE CODE, GENERATING INPUT FILES, AND CITING NAMD

» Results for why users download source code, applications used to generate
input files for NAMD, and willingness to cite use of NAMD are below.

Figure 12: Downloading Source Code, Generating Input Files, and Citing NAMD

A. REASONS FOR DOWNLOADING SOURCE CODE

Percent 'Yes'
Q. 11: I have downloaded the NAMD
) source code to . .. (yes responses
Compile executables [T 7] 58.3% recorded for each):
Examine algorithm37:| 37.4%

Add new featuresizl 16.4% Reasqn N
Reuse in my own programs;I:l 15.8% Comp-lle execu-tables 439
] Examine algorithms 279
Locate bugs [ 9.3% | Add new features 121
0% 100% Reuse in my own programs 117
Locate bugs 69

B. APPLICATIONS USED TO GENERATE INPUT FILES FOR NAMD

Q. 12: | generate input files for NAMD with VMD/psfgen: ] 60.6%
. CHARMM []12.7%
Application N AMBER [ 9.0%
VMD/psfgen 458 1
CHARMM 96 GROMACSJ:I 8.2%
AMBER 68 Other [T 6.0%
GROMACS 62 X-PLOR [ 3.6%
Other 45 ‘
X-PLOR 27 0.0% 80.0%

C. WILLINGNESS TO CITE NAMD USE IN PUBLICATIONS

Q. 17: 1 would cite my use of NAMD in
resulting publications . . .

Unsure

11.3% Response N
Agree or strongly agree 649

Disagree U_nsure . 87
2.4% Disagree or strongly disagree 34
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APPENDIX: SURVEY METHODOLOGY

Following are details about the administration of the survey, including survey
method, target population, survey schedule and response rates, sample validity, and
guestions used on the survey.

Survey Method

Population members received an e-mail solicitation asking them to complete an on-line
survey, with the link to the survey containing information about the user. Participants
were asked to complete all items on the survey form and submit their responses; upon
submission, participants were to complete any items they had skipped, with an option to
submit without doing so. After submission, users were thanked for their participation.

Target Population

Users of NAMD 2.5, as identified via registration records, constituted the target
population of the survey.

Survey Schedule and Response Rates

Dates/Activities
Initial Closing

Solicitation | Reminder Totals
Date survey notice sent April 11 April 18 4/22 End
Total Population (5,476)
Number of persons receiving by date* 4,761 4,379 -
Responses up to next date 376 446 822
Response rate for total population (all 5,476) 6.9% 8.1% 15.0%
Cumulative response rate 6.9% 15.0% 15.0%
Repeat Users (1,335)
Responses up to date of next notice 177 143 317
Response rate for total repeat user population 13.3% 10.7% 23.7%
Cumulative response rate 13.3% 24.0% 24.0%

*Due to bounces.

Data Editing

Those responses that were considered incomplete were deleted from our dataset. The
deletions fell into two categories: Unresponsive and duplicates.

= Unresponsive records were those instances in which respondents did not answer
most of the questions in the survey, specifically those cases in which more than 28%
of the questions were not answered.
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» Duplicates were those instances in which there was more than one response for a
person, based on their e-mail address.

Deletions left 770 valid records for analyses, as shown in the table below.

Deleted Survey Responses

Deletions categor Unresponsive Duplicates Total
gory 50 1 =
Number of records in dataset after removing deletions 770

» The response rate, after accounting for deleted records, for the initial
population of 5,476 is 14.1%. Excluding those addresses that bounced back,
i.e. a total population of 4,761, the response rate is 16.2%.

Statistical Significance Tests

Mean differences were checked via one-way ANOVA tests, with Scheffe tests used for
post-hoc multiple comparisons. Regression analyses used a stepwise entry of variables
as a means of identifying the strongest predictors of a given dependent variable. A .05
alpha was used as the significance criterion for all tests. All statistics were computed
using the SPSS 13.0 statistical package.

Sample Validity

The validity of a sample size for representing an entire population is always a concern in
survey research. Sample size calculators can provide measures of confidence intervals
(+/- figures, i.e. ‘margin of error’) and confidence level measures (how certain you can
be that an answer falls within a confidence interval). For a sample of 770 and a
population of 5,476, using a standard test percentage of 50%, sample size calculations
indicate that it can be said with 95% confidence that a given result for a question falls
within a +/-3.3% confidence interval. (Figures were generated using Survey System
sample size calculator: http://www.surveysystem.com/sscalc.htm).
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Question Sets

To aid in interpreting survey results, it is useful to view the question stems viewed by
survey participants. Below are the survey questions, grouped by purpose:

DEMOGRAPHIC ITEMS

Q. # Topic Question Stem

2. Affiliation Affiliation

Responses: Academic, government, industry, other (fill in blank provided)

Macromolecular . : o
3. . , My level of expertise with macromolecular modeling is
modeling expertise

Responses: Very low, low, moderate, high, very high

4. NAMD expertise My level of expertise with NAMD is

Responses: Very low, low, moderate, high, very high

The work | do with NAMD is funded (at least partially) by

5. NIH funding NIH
Responses: Yes, no
6. Platform | primarily use NAMD on

Responses: Windows, Linux, Mac OS X, other UNIX; Local Linux cluster, large
supercomputer, other (fill in blank provided)

7. Primary use of NAMD | | use NAMD primarily for

Responses: Research, teaching, business, personal

8. Users at site The number of people using NAMD at my site is

Responses: 1, 2-4, 5-10, 11-20, 21 or more

18. LA @ Ol | consider myself a user of
programs

18a. | VMD

18b. | BioCoRE

Responses: Yes or No.
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QUESTIONS ABOUT SUPPORT, DOCUMENTATION, AND OVERALL USABILITY

Q. 10. | Question stem: | use NAMD because it

10a. Meets my needs

10b. Is free

10c. Includes source code

10d. Is user friendly

10e. Is better than other molecular dynamics programs

Q. 14 | Question stem: Rate your agreement with these statements describing NAMD
14a. NAMD is a well written program

14b. NAMD developers respond to my requests

14c. NAMD support meets my needs

14d. NAMD documentation is clear

14e. NAMD documentation is complete

Q. 15. | Question stem: | am satisfied with NAMD

Q. 16. | Question stem: NAMD has improved the quality of my work.

Responses: 1-Strongly disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly agree

ScalableMolecular Dynamics
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QUESTIONS ABOUT PLANNED ITEMS

Q. #

Question Stem

13.

Rate the importance of these PLANNED features to your work.

a. Improved serial performance
b. SSE/Altivec acceleration

C. Add-in hardware acceleration
d. Scaling on 100's of CPUs

e. Scaling for small molecules

f. Repeatable parallel runs

g. Fault tolerance & recovery

h. Automated simulation setup
i. Improved user interface

J- Easier to extend source code
K. Implicit solvent models

l. Polarizable force fields

m. Quantum/classical simulations
n. Trajectory analysis suite

Responses: 1-Very unimportant, 2-Unimportant, 3-Unsure, 4-Important, 5-Very

important

NAMD,......
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QUESTIONS ON OTHER TOPICS

9 Quantity of | use NAMD for of my molecular dynamics
' simulations simulations

Responses: All, Most, Some, None, | don’t use molecular dynamics

11. | have downloaded the NAMD source code to

11a. Examine algorithms

11b. Compile executables
Use of Source Code

llc. Locate bugs

11d. Add new features

1lle. Reuse in my own programs

Reponses: Yes or No.

12. Input file generation | | primarily generate input files for NAMD with

Responses: VMD/psfgen, X-PLOR, CHARMM, AMBER, GROMACS, other (fill in blank

provided)

17. Citation Likelihood I would cite my use of NAMD in resulting publications.

Responses: 1-Strongly Disagree, 2-Disagree, 3-Unsure, 4-Agree, 5-Strongly Agree

19. Suggestions for What suggestions do you have for improving NAMD and
NAMD NAMD support?

Responses: Text box.
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