PDB files of morphine, hydromorphone and B-funaltrexamine bound with a lysine residue.
The last two columns correspond to the partial charges and atom types (where lowercase
letters indicate GAFF types), respectively.

Morphine

ATOM 1 (15 MOP 1 -1.125 0.355 1.934 -0.066620 c3
ATOM 2 (16 Mop 1 -2.268 -0.589 1.585 -0.088723 c3
ATOM 3 N1 MOP 1 -3.082 -0.058 0.431 -0.029428 n4
ATOM 4 (17 MOP 1 -4.241 -0.946 0.130 -0.323402 c3
ATOM 5 H17 MOP 1 -4.769 -0.563 -0.730 0.160897 hx
ATOM 6 H18 MOP 1 -4.896 -0.956 ©0.988 0.160897 hx
ATOM 7 H19 MOP 1 -3.890 -1.946 -0.065 0.160897 hx
ATOM 8 H20 MOP 1 -3.478 0.813 0.747 0.293233 hn
ATOM 9 H15 MoP 1 -2.952 -0.716 2.414 ©@.115384 hx
ATOM 10 H16 MOP 1 -1.903 -1.559 1.286 0.115384 hx
ATOM 11 H13 MOP 1 -1.513  1.253 2.410 0.060777 hc
ATOM 12 H14 MOP 1 -0.49 -0.144 2.661 0.060777 hc
ATOM 13 C7 MoP 1 -0.313 0.734 0.680 0.074811 c3
ATOM 14 C3 MOP 1 0.279 -0.498 0.056 -0.113238 ca
ATOM 15 C2 MoP 1 1.549 -0.652 ©0.538 0.237768 ca
ATOM 16 C1 MOP 1 2.324 -1.726 0.146 0.313162 ca
ATOM 17 02 MOP 1 3.565 -1.850 0.639 -0.574943 oh
ATOM 18 H11 MOP 1 4.024 -2.583 0.249 0.451107 ho
ATOM 19 C6 MOP 1 1.743 -2.610 -0.763 -0.383211 ca
ATOM 20 H3 MoP 1 2.317 -3.457 -1.097 0.219704 ha
ATOM 21 C5 MoP 1 0.474 -2.408 -1.292 -0.175065 ca
ATOM 22 H2 MOP 1 0.105 -3.095 -2.032 0.172469 ha
ATOM 23 C4 Mop 1 -0.288 -1.319 -0.886 -0.005328 ca
ATOM 24 (10 MOP 1 -1.604 -0.882 -1.499 -0.007964 c3
ATOM 25 H5 MoP 1 -2.312 -1.700 -1.579 0.068668 hc
ATOM 26 H6 MOP 1 -1.422 -0.561 -2.520 0.068668 hc
ATOM 27 (C9 Mop 1 -2.250 0.329 -0.796 -0.002790 c3
ATOM 28 H4 MOP 1 -2.975 0.771 -1.468 0.087316 hx
ATOM 29 (8 Mop 1 -1.257  1.413 -0.314 0.111395 c3
ATOM 30 H1 MOP 1 -1.848 2.176 0.197 0.033084 hc
ATOM 31 (14 MOP 1 -0.518 2.085 -1.439 -0.351845 c2
ATOM 32 H1@ MoP 1 -1.059 2.278 -2.351 0.170786 ha
ATOM 33 (13 MOP 1 0.731  2.485 -1.318 -0.120674 c2
ATOM 34 H9 MoP 1 1.215 2.986 -2.138 0.176227 ha
ATOM 35 (12 MoP 1 1.604 2.337 -0.098 0.280651 c3
ATOM 36 03 MOP 1 2.822 1.848 -0.568 -0.633473 oh
ATOM 37 H12 MOP 1 3.383 1.608 ©.159 0.437959 ho
ATOM 38 H8 MoP 1 1.748 3.334 0.314 0.034773 hl
ATOM 39 (11 Mop 1 1.004 1.454 1.045 0.073973 c3
ATOM 40 H7 MoP 1 0.915 2.039 1.949 0.089080 hl
ATOM 41 01 MOP 1 1.901 0.385 1.347 -0.353141 os
END

Hydromorphone

ATOM 1 (11 H™P 1 -2.182 -0.696 1.602 -0.102007 c3
ATOM 2 N1 H™MP 1 -3.027 -0.170 0.470 -0.032172 n4
ATOM 3 (17 HvWP 1 -4.188 -1.065 ©0.195 -0.378320 c3
ATOM 4 H17 HMP 1 -3.837 -2.063 -0.004 0.179936 hx
ATOM 5 H18 HWMP 1 -4.735 -0.686 -0.655 0.179936 hx
ATOM 6 H19 HMP 1 -4.826 -1.075 1.066 0.179936 hx
ATOM 7 H20 HMP 1 -3.423 0.698 0.798 0.309383 hn
ATOM 8 H8 HMP 1 -2.844 -0.842 2.445 0.131026 hx
ATOM 9 H9 HMP 1 -1.806 -1.658 1.288 0.131026 hx
ATOM 10 C5 H™MP 1 -1.050 0.268 1.933 -0.052704 c3
ATOM 11 H4 HWP 1 -0.397 -0.220 2.646 0.068612 hc
ATOM 12 HS5 HMP 1 -1.448 1.156 2.419 0.068612 hc
ATOM 13 C1 H™MP 1 -0.266 0.669 0.669 -0.024420 c3
ATOM 14 C2 HWP 1 0.351 -0.542 0.027 -0.185342 ca
ATOM 15 €6 HMP 1 1.635 -0.665 0.490 0.325508 ca
ATOM 16 01 HWP 1 1.973 0.370 1.302 -0.341489 os
ATOM 17 C4 H™MP 1 1.050 1.408 1.027 0.046939 c3
ATOM 18 H3 HWP 1 0.969 2.024 1.914 0.132615 hl
ATOM 19 (10 H™MP 1 1.560 2.280 -0.131 0.465599 c
ATOM 20 02 HMP 1 2.713 2.335 -0.395 -0.441300 o
ATOM 21 (15 H™MP 1 0.499 3.028 -0.913 -0.001746 c3
ATOM 22 H13 HMP 1 0.002 3.745 -0.261 0.035543 hc
ATOM 23 H14 H™MP 1 0.991 3.580 -1.702 ©@.035543 hc
ATOM 24 (9 HWP 1 -0.531 2.038 -1.478 -0.217214 c3
ATOM 25 H6 HMP 1 -0.027 1.328 -2.124 0.112013 hc
ATOM 26 H7 HMP 1 -1.256 2.567 -2.087 0.112013 hc
ATOM 27 (3 H™MP 1 -1.238  1.327 -0.320 0.004780 c3
ATOM 28 H1 H™MP 1 -1.821 2.090 0.199 0.043304 hc
ATOM 29 (8 HMP 1 -2.222  0.224 -0.772 -0.052664 c3
ATOM 30 H2 H™MP 1 -2.966 0.647 -1.436 0.102963 hx
ATOM 31 (13 HMP 1 -1.571 -0.990 -1.472 0.021194 c3
ATOM 32 H1Q HMP 1 -2.256 -1.829 -1.491 0.060800 hc
ATOM 33 H11 HMP 1 -1.451 -0.702 -2.512 0.060800 hc
ATOM 34 C7 H™MP 1 -0.218 -1.376 -0.904 -0.005863 ca
ATOM 35 (14 H™WP 1 0.563 -2.443 -1.328 -0.164792 ca
ATOM 36 H12 HMP 1 0.198 -3.140 -2.062 ©.171593 ha
ATOM 37 (16 HvWP 1 1.846 -2.618 -0.818 -0.378638 ca
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