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Supplementary Material attached to the paper: The vibrational absorption
spectrum of H2:

ab initio Tine 1ist up to 35000 cm-1

by

Alain Campargue, Samir Kassi, Krzysztof Pachucki and Jacek Komasa

Calculated 1ist of the H2 transitions between 0 and 35000 cm-1 at T=296K.
The intensity cut off was fixed to 1E-34 cm/molecule.
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H2calculated_296K_cutoff_1E-34.
.2481E-6
.2981E-6
.9020E-6
.6373E-6
.5529E-5
.3772E-5
.2719E-5
.5864E-5
.0238E-5
.7987E-5
.8560E-6
.6416E-6
.0948E-6
.7392E-6
.5372E-6
.4024E-6
.7566E-5
.5450E-6
.3075E-5
.0363E-5
.8677E-5
.4423E-5
.7121E-6
.3429E-6
.5372E-5
.2656E-5
.0072E-6
.0036E-5
.1867E-6
.5376E-6
.4793E-6
.6872E-6
.2043E-6

.4722E-6
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.088718
1116421
.088718
1116421
1659573
30361
0.000912
1659573
0.004000
,2) 24702
1116421
.088718
0.004000
.088718
1116421
.088718
1116421
1659573
,5) 27002
0.000912
30361
0.004000
1659573

.088718

0.088718

0,2) 28769.

0.116421

0,5) 29113.

0.000912
0,4) 29272
0.004000

0,0) 29319.
.130361
0,3) 29371.

0.088718

0,1) 29394.

0.659573
0,2) 29412
0.116421

0,3) 30503.

0.088718

0,2) 30796.

0.116421

0,5) 30941.

0.000912

0,4) 31149.

,2) 23933.
,3) 24046.
,2) 24167.
y1) 24247.
0) 24521.
5) 24630.
1) 24633.
4) 24700.

y3) 24724.
4) 25877.
3) 26197.
,2) 26476.
,3) 26553.
,2) 26691.
»1) 26784.
.9037

8.938E-34
0) 27046.
4) 27115.
1) 27140.
»3) 27176.

.0758

3.170E-33
5421 (47)
5.006E-34
9446 (46)
1.940€E-33
1303 (47)
2.431E-33
5864 (47)
1.777E-32
5035 (47)
6.890E-32
1107 (46)

2.581E-33

9766 (47)
4.539e-31
7121 (46)

8.567E-33
.0338

(47)
1.227g-31

5412 (46)
1.370E-31

4995 (49

1.817E-34

5981 (49)
1.940€E-33
7175 (50)
6.153E-34
3932 (49)
1.992E-34
9238 (50)
2.222E-34
6301 (50)
1.482E-33
(48)

2970 (50)
1.642E-32
8975 (49)

2.869E-33

4253  (50)
1.263E-31
1508 (49)
4.397E-32
(49)
3.719e-32

.0451 (51)

1.080E-33
6672 (51)

4.524E-34
8774 (49)

3.484E-34
.4119
1.086E-33

(50)

7424 (51)
4.417€E-33
6485 (50)
1.603E-32
3770 (51)
4.019€e-32

.0461 (51)

1.287E-32
3511 (51)

5.916E-34
0178 (51)

2.878E-34
2209 (48)

1.499e-34

9497 (49)

3
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.278962E-12
.525582E-12
.188596E-12
.193274E-11
.789186E-11
.482954E-10
.348434E-10
.816533E-10
.690965E-10
.524781E-10
.124901E-11
.639094E-11
.395701E-11
.192538E-12
.024482E-12
.214556E-12
.947349E-10
.388643E-11
.750811E-10
.554093€E-11
.754814E-10
.880794E-11
.736188E-11
.211671E-11
.788315E-10
.213335E-10
.388857E-12
.472541E-11
.700093E-11
.001537E-11
.090806E-11
.831125E-12
.693029e-11
.771110E-11
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1168.7975
(10,5) <-
705.5189
(10,2) <-
0.0000
(10,4) <-
354.3732
(10,3) <-
118.4869
(11, <-
705.5189
(11,0) <-
354.3732
(11,6) <-
1168.7975
(11, <-
118.4869
(11,5) <-
705.5189
(11,4) <-
354.3732
(11,2) <-
0.0000
(11,3) <-
118.4869
(12,1 <-
705.5189
(12,0) <-
354.3732
(12,5) <-
705.5189
12,1 <-
118.4869
(12,4) <-
354.3732
(12,2) <-
0.0000
(12,3) <-
118.4869

~NOM ) ) ) ) ) ~NOM ) ) ~ ) ) ) I ~NOM )

H2calculated_296K_cCutoff_1lE-34.
4.561E-34

0.004000

0,3) 31291.

0.088718

0,0) 31324.
.130361
0,2) 31367.

0.116421

0,1) 31378.

0.659573
0,3) 32232
0.088718

0,2) 32532.

0.116421

0,4) 32719.

0.004000

0,1) 32819.

0.659573

0,3) 32910.

0.088718

0,2) 33025.

0.116421

0,0) 33038.
.130361
0,1) 33067.

0.659573

0,3) 33638.

0.088718

0,2) 33947.

0.116421

0,3) 34187.

0.088718

0,1) 34225.

0.659573

0,2) 34349.

0.116421

0,0) 34426.
.130361
0,1) 34428.

0.659573

.2305

9341 (50)
6.519E-33
9505 (5L)
1.324E-33
7960 (50)
4.994E-33
4126 (51)
1.442E-32
(48)
3.264E-34
7252 (48)
1.738E-34
7041 (45)

2.078E-34

2626 (48)
1.270E-34
0105 (46)
2.897E-33
7288 (47)
2.136E-33
1431 (48)
4.394E-34
9934 (48)
5.746E-33
3294 (42)
1.801E-34
8009 (42)
1.017e-34
6897 (38)
1.355E-33
3614 (42)
1.190E-34
9117 (40)
9.738E-34
2179 (42)
1.596E-34
8463 (41)
2.478E-33
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.8206E-6
.4911E-6
.2640E-6
.8168E-6
.6955E-6
.2078E-6
.6853E-6
.0267E-7
.5979E-6
.5810E-6
9302e-7
.6437E-6
.1814E-6
.6653E-7
.3239E-6
.7509E-7
.6431E-6
.4932E-7
.0161E-6
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3.449659e-11
1.502014E-12
1.766817E-11
6.950790E-12
6.720634E-12
5.953271E-12
2.901321E-11
1.562589E-13
1.695942E-11
8.
5
3
4
3
8
1
4
2
1

374549e-12

.544606E-13
.076394E-12
.039399E-12
.791653E-12
.560171E-12
.592010E-13
.131090E-12
.186718E-13
.438267E-12
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