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Table. M1 (a) 150 linear coefficients for three-body energy term AlH2 (22A') PES.

Coefficients ��Đᶔ ��tᶔ ᶔࠐ��

�Đ���
� -5.2645723402 0.9364090238 0.2439914253

�t���
�Đ -1.3370882184 -0.7156072220 -1.0863184069

���ࠐ�
�Đ 0.6412507234 0.1618946726 0.0604060532

�����
�t -0.0337136603 0.1515072546 -0.2227947715

�����
�t -0.0952725699 -0.1105396447 -0.0001123129

�����
�t -0.0283436316 0.0308378600 -0.1658105677

�����
�t 0.0435446779 -0.0271183872 -0.0155561607

�����
ࠐ� 0.0895531777 0.0060441410 -0.0407458297

�����
ࠐ� -0.0253911762 -0.0114689183 -0.0207636792

�Đ����
ࠐ� -0.0108160030 0.0160696241 -0.0748393861

�ĐĐ���
ࠐ� -0.0069740701 0.0470902522 -0.0188551504

�Đt���
ࠐ� 0.0049518140 -0.0030179218 0.0022793686

�Đࠐ���
ࠐ� -0.0074783335 -0.0048765991 -0.0119744073

�Đ����
�� -0.0049903525 -0.0001394047 -0.0071054690

�Đ����
�� 0.0059354085 -0.0001022154 -0.0040033383

�Đ����
�� 0.0118020604 -0.0176414006 -0.0004958594

�Đ����
�� -0.0069338635 -0.0002935665 -10.5376362706

�Đ����
�� -4.9620434398 9.9386943120 -2.4316536635

�Đ����
�� -3.3775975274 4.1108827767 -1.1230160163

�t����
�� -1.1158194738 -2.7932817124 -0.5684039907
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�tĐ���
�� 3.7880003091 1.0091888013 1.6993788273

�tt���
�� -0.1529055633 -0.4075010816 -0.2758018836

�tࠐ���
�� 0.1556542270 0.6218044898 0.5275078435

�t����
�� 0.5584539412 -0.1390809611 -0.3110956121

�t����
�� -0.0621968649 -0.2029408786 -0.0866024329

�t����
�� 0.2585968231 -0.0484810643 0.3024095903

�t����
�� 0.3458067625 0.2284141817 -0.2112172026

�t����
�� -0.1005444439 0.0248774135 -0.0612319874

�t����
�� -0.0019752620 -0.0337639598 -0.0112001726

����ࠐ�
�� 0.0290968845 0.0089509289 -0.0125815940

���Đࠐ�
�� 0.0001225161 0.0215221063 0.0275089938

���tࠐ�
�� 0.0670397818 -0.0345626010 0.0380262612

���ࠐࠐ�
�� 0.0153560511 -0.0065621008 -0.0031318827

����ࠐ�
�� -0.0011493839 5.2082825659 6.4976287278

����ࠐ�
�� -15.2722963015 -0.5954521635 -1.6336044389

����ࠐ�
�� 6.0328029987 3.0986407143 0.4230809217

����ࠐ�
�� 0.0832506323 -0.4553710188 -1.4134350013

����ࠐ�
�� 0.1455419822 -1.7655674053 -0.0543620285

����ࠐ�
�� -0.0445696010 -0.0949352476 -0.1533874043

������
�� 0.3682739829 -0.0662530223 -0.0191551165

��Đ���
�� -0.0324927008 0.0837293315 -0.0023001210

��t���
�� 0.0018161648 -0.0342828494 0.0053389801
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���ࠐ��
�� -0.0230925274 -0.0589959472 0.0210750080

������
�� -0.0383818977 -0.0321331589 0.0175220226

������
�� 0.0059346246 0.0031292433 0.0001678583

������
�� -0.0003957156 -0.0060117449 -0.0046556677

������
�� 0.0014267498 0.0021360740 0.0002271803

������
�� 0.0024156870 0.0010734350 -0.0040984993

������
�� -0.0028454595 0.0038099546 -0.0077787999

������
�� 0.0026740970 -0.0005597149 -0.0002453801

Table. M1 (b) 9 nonlinear parameters and 9 reference geometric distances

��Đᶔ ��tᶔ ᶔࠐ��

�Đ
��ᶔ���

�Đ 0.9 0.5 0.5

�t
��ᶔ���

�Đ 0.2 0.9 0.9

ࠐ�
��ᶔ���

�Đ 0.5 0.5 0.5

�Đth��
��ᶔ ��� 2.0 4.0 4.0

�tth��
��ᶔ ��� 3.0 3.0 3.0

��thࠐ�
��ᶔ ��� 4.0 2.5 2.5


