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Table S1. Observed and calculated rotational transition frequencies of  H2O…I35Cl, H2O…I37Cl, HDO…I35Cl and D2O…I35Cl

J´K-1K+1
(
J´´K-1K+1

2F1´
2F´
(
2F1´´
2F´´

H2O…I35Cl
H2O…I37Cl
HDO…I35Cl
D2O…I35Cl













(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a

3
03
¬
2
02

11
14
¬
9
12

9125.2900
  -0.7
8879.2266
  -4.0
8810.4205
  -1.1
8521.5643
  -0.9







11
12
¬
9
10

9123.4446
   1.7
8877.7744
  -2.1
8808.5706
   0.0
8519.7119
   0.9







11
10
¬
9
8

9123.0303
   2.3
8877.4609
  -0.7
8808.1554
  -1.2
8519.2975
  -0.5







11
8
¬
9
6

9124.8332
   3.2
-
    -
8809.9680
   6.2
8521.1048
  -1.3







9
12
¬
7
10

9154.4675
  -1.5
8907.9953
   1.2
8839.5397
  -1.4
8550.6314
   2.9







9
10
¬
7
8

9145.7627
  -1.0
8901.3517
   0.7
8830.8835
  -0.2
8542.0148
  -1.4







9
8
¬
7
6

9149.0714
  -0.7
8903.8117
  -0.5
8834.1648
   0.8
8545.2700
   0.2







9
6
¬
7
4

9152.0393
   0.0
-
    -
8837.2790
   1.9
8548.5224
   2.8







7
10
¬
5
8

8984.8015
   1.1
-
    -
8669.0853
   2.4
8379.3807
   0.0







7
8
¬
5
6

8974.6963
   0.0
-
    -
8659.0681
   0.5
8369.4530
   1.2







7
6
¬
5
4

8982.9839
   0.1
-
    -
8667.1717
  -2.1
8377.3864
   0.0







7
4
¬
5
2

8986.9900
  -0.3
-
    -
8671.2864
  -0.2
8381.5961
   0.1







5
8
¬
3
6

8862.8616
   1.4
-
    -
8548.2756
   0.1
8259.6741
  -2.8







5
6
¬
3
4

8851.3603
  -2.3
-
    -
8536.7627
   1.7
8248.1475
   2.1







9
12
¬
9
12

8565.3663
   1.3
-
    -
8250.4550
  -1.1
-
    -







7
10
¬
7
10

9176.0610
  -1.4
-
    -
8861.8928
  -0.9
8573.7358
   1.3







7
8
¬
7
8

9172.7868
  -1.0
-
    -
8858.6190
  -1.2
8570.4612
  -0.1







5
8
¬
5
8

9262.5159
  -0.5
-
    -
8946.7483
   0.4
8657.0141
   0.3







3
6
¬
3
6

9208.4402
  -2.6
-
    -
8893.6126
  -4.6
8604.8076
  -2.7

3
12
¬
2
11

11
14
¬
9
12

9183.9451
   1.2
8937.3096
   2.0
-
    -
8585.8634
   0.4







11
12
¬
9
10

9178.4544
  -2.0
8932.9700
  -0.6
-
    -
8580.3496
   2.8







11
10
¬
9
8

9179.4410
  -1.0
8933.7636
   2.1
-
    -
8581.3385
  -3.6







11
8
¬
9
6

9184.9478
  -0.5
-
    -
-
    -
8586.8791
   2.4







9
12
¬
7
10

9036.8517
   3.8
8789.7153
   0.2
-
    -
8437.1836
  -1.2







9
8
¬
7
6

9032.1475
  -2.0
-
    -
-
    -
-
    -







7
10
¬
5
8

8982.1658
  -5.4
-
    -
-
    -
-
    -







7
8
¬
5
6

8973.8510
   1.9
-
    -
-
    -
-
    -







5
8
¬
3
6

8949.1161
  -3.3
-
    -
-
    -
-
    -







7
6
¬
7
4

9029.2600
  -0.6
-
    -
-
    -
-
    -







7
8
¬
7
8

9039.7763
   2.6
-
    -
-
    -
-
    -







5
8
¬
5
8

9194.4578
   4.7
-
    -
-
    -
-
    -







3
6
¬
3
6

9211.2849
   3.4
-
    -
-
    -
-
    -

Table S1. (Continued)

J´K-1K+1
(
J´´K-1K+1

2F1´
2F´
(
2F1´´
2F´´

H2O…I35Cl
H2O…I37Cl
HDO…I35Cl
D2O…I35Cl













(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a






















3
13
¬
2
12

11
14
¬
9
12

9168.2072
  -1.1
8922.4368
   0.5
-
    -
8559.6443
  -3.3







11
12
¬
9
10

9162.7115
  -2.6
8918.0924
   0.3
-
    -
8554.1244
   -0.3







11
10
¬
9
8

9163.6985
  -1.8
8918.8846
   1.5
-
    -
8555.1212
   1.2







11
8
¬
9
6

9169.2105
  -3.0
8923.2363
  -2.9
-
    -
8560.6591
  -2.4







9
12
¬
7
10

9021.5007
   3.2
8775.2307
   2.3
-
    -
8411.3465
   1.9







9
10
¬
7
8

9014.3972
   3.0
-
    -
-
    -
-
    -







9
8
¬
7
6

9016.7863
   2.6
-
    -
-
    -
-
    -







7
10
¬
5
8

8965.1717
   0.7
-
    -
-
    -
-
    -







7
8
¬
5
6

8956.8207
   1.6
-
    -
-
    -
-
    -







5
8
¬
3
6

8930.7124
  -8.0
-
    -
-
    -
-
    -







7
6
¬
7
4

9013.8985
   1.0
-
    -
-
    -
-
    -







7
8
¬
7
8

9024.4405
   0.3
-
    -
-
    -
-
    -







5
8
¬
5
8

9180.4378
   5.9
-
    -
-
    -
-
    -







3
6
¬
3
6

9196.8714
  -4.2
-
    -
-
    -
-
    -

4
04
¬
3
03

13
16
¬
11
14

12138.6127
  -0.2
11810.6076
   0.0
11718.6897
  -2.2
11333.4556
   1.9







13
14
¬
11
12

12137.6237
  -2.8
11809.8351
   2.3
11717.7045
   0.1
11332.4654
   0.3







13
12
¬
11
10

12137.2032
   0.9
11809.4980
  -1.0
11717.2818
   1.0
11332.0420
  -0.2







13
10
¬
11
8

12138.1363
  -3.5
11810.2483
   5.0
11718.2173
  -2.2
11332.9822
   0.1







11
14
¬
9
12

12157.5093
   1.9
11829.2873
   0.6
11737.5716
   3.3
11352.3127
  -0.9







11
12
¬
9
10

12157.1893
   2.7
11828.5373
  -2.4
11737.2039
  -3.5
11351.9154
   0.0







11
10
¬
9
8

12155.1305
   0.5
11827.2849
   3.3
11735.1726
  -0.1
11349.9012
  -0.1







11
8
¬
9
6

12163.7673
   1.5
-
    -
11743.6612
  -1.4
11358.2530
  -1.5







9
12
¬
7
10

12081.9183
  -1.4
11754.5173
  -3.7
11661.7210
   1.7
11276.1970
  -1.3







9
10
¬
7
8

12079.1266
  -2.5
-
    -
11658.9238
   0.5
11273.3967
  -1.3







9
8
¬
7
6

-
     -
-
    -
11655.2156
  -4.6
11269.8242
  -0.9







9
6
¬
7
4

12086.2705
   1.9
-
    -
11666.0225
   0.2
11280.4565
  -2.0







7
10
¬
5
8

12020.1039
  -1.1
-
    -
11600.0614
   2.9
11214.6884
   0.9







7
8
¬
5
6

12012.9063
   2.0
-
    -
11592.8740
  -0.7
11207.5211
   1.0







7
6
¬
5
4

-
    -
-
    -
11595.9697
   3.3
11210.6029
   1.4







7
4
¬
5
2

-
    -
-
    -
11602.7905
  -0.8
11217.4145
   3.4







5
8
¬
3
6

12000.9109
   0.5
-
    -
11580.9773
  -1.8
11195.7182
  -0.9







5
6
¬
3
4

11991.4391
   0.3
-
    -
11571.5183
  -3.0
11186.2703
  -4.5

Table S1. (Continued)

J´K-1K+1
(
J´´K-1K+1

2F1´
2F´
(
2F1´´
2F´´

H2O…I35Cl
H2O…I37Cl
HDO…I35Cl
D2O…I35Cl













(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a






















4
04
¬
3
03

3
6
¬
1
4

-
    -
-
    -
11632.1697
-0.2
11246.8932
  -0.4







9
8
¬
9
6

-
    -
-
    -
11679.3156
2.6
11294.3991
   3.0







9
12
¬
9
12

-
    -
-
    -
11684.0729
1.0
11299.3056
   1.3







9
10
¬
9
10

-
    -
-
    -
11686.6619
2.1
-
    -







7
10
¬
7
10

-
    -
-
    -
11877.7231
-0.3
-
    -







5
8
¬
5
8

-
    -
-
    -
11926.3227
1.9
11540.8517
  -0.8

4
13
¬
3
12

13
16
¬
11
14

12173.4939
  -1.1
11844.8410
   2.4
-
-
11375.5541
   0.7







13
14
¬
11
12

12170.8697
  -0.5
11842.7644
  -3.6
-
-
11372.9188
  -0.4







13
12
¬
11
10

12170.9737
   0.5
11842.8530
   1.7
-
-
-
    -







13
10
¬
11
8

12173.5666
  -1.1
11844.8983
  -4.6
-
-
-
    -







11
14
¬
9
12

12125.4718
   2.4
11796.5051
   1.2
-
-
11326.8989
  -0.9







11
12
¬
9
10

12125.9968
  -3.4
-
    -
-
-
-
    -







11
10
¬
9
8

12124.1692
   2.8
-
    -
-
-
-
    -







11
8
¬
9
6

12120.9136
  -4.4
-
    -
-
-
-
    -







9
12
¬
7
10

12070.3229
  -0.4
-
    -
-
-
-
    -







9
8
¬
7
6

12075.7132
   1.4
-
    -
-
-
-
    -







9
6
¬
7
4

12075.4936
   2.0
-
    -
-
-
-
    -







7
10
¬
5
8

12041.3522
  -1.6
-
    -
-
-
-
    -







7
8
¬
5
6

12035.0194
  -3.0
-
    -
-
-
-
    -







5
8
¬
3
6

12057.7054
  -1.2
-
    -
-
-
-
    -







11
12
¬
7
10

12111.3034
   5.4
-
    -
-
-
-
    -

4
14
¬
3
13

13
16
¬
11
14

12152.1819
  -0.4
11824.6807
   1.6
-
-
11340.2768
   1.3







13
14
¬
11
12

12149.5536
  -0.6
11822.6039
  -0.9
-
-
11337.6346
  -3.2







13
12
¬
11
10

12149.6569
   0.6
11822.6858
  -1.3
-
-
-
  -







13
10
¬
11
8

12152.2505
  -3.9
11824.7420
  -0.6
-
-
11340.3565
   6.1







11
14
¬
9
12

12104.3982
   1.9
11776.5842
   0.6
-
-
11291.8544
  -1.9







11
12
¬
9
10

12104.9117
   1.5
11776.6861
  -0.7
-
-
-
    -







11
10
¬
9
8

12103.0815
   1.6
-
    -
-
-
-
    -







11
8
¬
9
6

12099.8102
   3.9
-
    -
-
-
-
    -







9
12
¬
7
10

12048.5064
   1.3
-
    -
-
-
-
    -







9
10
¬
7
8

12045.8163
  -0.9
-
    -
-
-
-
    -







9
8
¬
7
6

12053.9190
   0.5
-
    -
-
-
-
    -

[Continued]

Table 1. (Continued)

J´K-1K+1
(
J´´K-1K+1

2F1´
2F´
(
2F1´´
2F´´

H2O…I35Cl
H2O…I37Cl
HDO…I35Cl
D2O…I35Cl













(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a
(obs (MHz)
 (kHz)a






















4
14
¬
3
13

9
6
¬
7
4

12053.6724
   0.8
-
   -
-
-
-
-







7
10
¬
5
8

12018.8366
   1.0
-
   -
-
-
-
-







7
8
¬
5
6

12012.4869
  -1.2
-
   -
-
-
-
-







7
6
¬
5
4

12015.2497
  -4.8
-
   -
-
-
-
-







5
8
¬
3
6

12034.8935
  -0.8
-
   -
-
-
-
-







3
6
¬
1
4

12109.3224
  -2.0
-
   -
-
-
-
-







9
10
¬
9
8

12052.1461
   3.2
-
   -
-
-
-
-

a D

symbol 110 \f "Symbol" \s 10n = nobs - ncalc

