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Figure S1. Packing of the water molecules in the channels formed by the CaO8 units in the crystal network of gypsum (a), and subhydrate of calcium sulfate CaSO4·0.69H2O (b). Water channels are highlighted in blue.


[bookmark: _GoBack]Table S1. Unit cell parameters of investigated crystals selected from the surface of A. maritima leaves and the SEM images illustrating their morphology.
	Population
	Sample
	Type of experiment
	Bravais lattice type
	Unit cell parameters
a, b, c, α, β, γ [Å,°]
	Compound
	An image of the spot from the crystal was selected.

	Metal tolerant (control)
	B_K_1_1_1-1
	pre
	mC
	6.29(6)
15.16(14)
5.65(7)
90.4(9)
114(1)
89.7(7) 
	Gypsum
	[image: https://lh6.googleusercontent.com/NN7WRE4qszJQeWoIATcneAVJlA_QmA1jk_ZCK5R07WppkvzCl4APx4iXfspDrOtr_5m0-buewd06wOtWqaKio14wUH7r3t2vNNl309Hlj5PVxy97diE6K9_rp1xBrrRDldECd25qrj4LDB38UIRnFeOKi1kpZjhdqVCVxOMEWNkwfLyCXvhvdpNCBYwp]

	Metal tolerant (control)
	B_K_2_1_1-1
	pre
	mC
	6.266(17)
15.16(5) 
5.679(10) 
90.0 
114.3(3) 
90.0 
	Gypsum
	[image: https://lh5.googleusercontent.com/7Wnvho5e0rROcWE89lDGxj0ypHteJmHBxAvje8O8XC-mNW7zvBbaGB2FmRDJQ_q_WwT1e7zn9fG3Hb-F3U1doGm69uOpH3hZiE_fprD7fR8r4JRXB2ooAdaRf9Kb3oqUh68luEBWeSfN6TI18AZwtAGhGvNICj72WvBBukXVivu5qUjhkgst9_GG0CYjHQ]

	Metal tolerant (control)
	B_K_2_1_1-2
	pre
	mC
	6.266(15) 
15.25(3) 
5.66(3) 
90.0 
114.4(4) 
90.0
	Gypsum
	

	Metal tolerant (control)
	B_K_2_1_1-3
	pre
	mC
	6.29(2)
15.11(3) 
5.695(15) 
90.0 
114.2(4) 
90.0 
	Gypsum
	

	Metal tolerant (control)
	B_K_4_1_4-3
	pre
	mP
	6.205(13) 
7.237(9) 
9.42(2) 
90.0 
102.5(3) 
90.0 
	Syngenite
	[image: https://lh5.googleusercontent.com/FEiu4Gklg_Kqe95-XDfUUSccmsKtHr_Waf8r-xo4KDnOYkwnIqmhaPdIYEAop0fAw1ZJh4lUE9mjJlXJxLAEF_lqNiHtAolkIvCWYdaagw8znEtT4nkqj68UJBtzNJIeoKlbOMSNkDSXHj5o7HrZo29lrguAj4iMWL1Kfs-QsUI9Y5S2mmZF0pOR9HQzWw]

	Metal tolerant (control)
	B_K_4_1_4-4
	full
	mP
	6.2246(4) 
7.1218(4) 
9.7273(7) 
90 
104.138(7) 
90 
	Syngenite
	

	Metal tolerant (control)
	B_K_4_1_8-3
	pre
	mP
	6.2(2) 
7.1(5) 
9.72(10) 
90(2) 
104(2) 
90(4) 
	Syngenite
	[image: https://lh3.googleusercontent.com/1td4XWcIbNYf0tETwk_ss6sob1DiMZeYl8ywm0PrpapEQSkMQs1Yw_XYtC6CWPyCqnt7HgpZziDw2X0ah8oRsZe0rIvokhzvf5FI2nUgKA2c1eCWzPlUkXy3ws3pFL-DEe1sRBh0RuntiSaty7pprSvGty1bXoLu4QWS3cIFFkP4wx_boliDy6bLnOlZ5A]

	Metal tolerant (control)
	B_K_5_1_6-2
	Pre
	mC
	6.24(6) 
15.3(3) 
5.65(3) 
90.0 
114.2(9) 
90.0 
	Gypsum
	[image: https://lh5.googleusercontent.com/HRQ07mDhGhn9icFutQvJiDKrWHtJLs3oX74qRHNopiBtdjGgpPFvd9t1r-8mg2hlWQX86i7O8HQiT-WzQwwpbq1nqcj-folcCLciOX9lSwanlXm32l2TcvfdPL64iWzct5UbWUoZJIJizX3_YHYxXL_TXYd4L-a4HYcXhC8urpseblHoVB7tdh-SNTUWWQ]

	Metal tolerant (control)
	B_K_5_1_6-3
	Full
	mC
	6.265(2) 
15.138(3) 
5.6774(14) 
90 
114.35(4) 
90 
	Gypsum
	

	Metal tolerant (control)
	B_K_5_1_8-1
	pre
	mP
	6.25(5) 
7.18(4) 
9.73(8) 
87.7(6) 
102.8(7) 
89.9(6) 
	Syngenite
	[image: https://lh3.googleusercontent.com/9uqNRol7J92fVIbYYXlxgZn4rmnJGmo8-EV7wlUtihz5qLIJ5wiiHnJYzcfhDQQyJomxj9jawxDGNe5r70gL0WEfumQkLrZ32xVS7IQvAoT4fZSxOl5ZhB1Qo0AjYALiarGFShrvVMEVKvMRyviyb1CqtNoFIVNiufNDmK1ehmUdw4wwLA7s1JOxtTtHTg]

	Metal tolerant (control)
	B_K_5_1_8-4
	pre
	mP
	6.249(6) 
7.135(7) 
9.778(10) 
90.0 
103.97(10) 
90.0 
	Syngenite
	

	Metal tolerant (control)
	B_K_5_1_8-6
	pre
	mP
	6.219(13) 
7.083(18) 
9.714(17) 
89.8(3) 
104.5(3) 
90.3(4) 
	Syngenite
	

	Metal tolerant (control)
	B_K_5_1_8-7
	pre
	mP
	6.220(7) 
7.144(9) 
9.725(12) 
90.0 
104.25(13) 
90.0 
	Syngenite
	

	Metal tolerant (control)
	B_K_5_1_10-2
	pre
	mC
	6.250(2) 
15.110(9) 
5.6600(18) 
90.00(4) 
114.39(4) 
90.00(4) 
	Gypsum
	[image: https://lh6.googleusercontent.com/-UKQS97GSEVbwXBu9hKvE3sk5mNQhfU9HjXd0IJaYouVErZZc3X2kkqZ9k1a2xhN4R78JO-qKF67xgM14VHdFwnzjFrkGtMyk6edooDam2lafmRDzes72jp_MmcmwgsqywB6LcPEbSNRf_MMRDJeE0kwgsyNxrmbZhz_53b_KrilWmQRJlE9UCcxjZS9zw]

	Metal tolerant (control)
	B_K_6_1_9-1
	pre
	mC
	6.30(8) 
15.3(2) 
5.72(6) 
89(1) 
113(1) 
89(1) 
	Gypsum
	[image: https://lh6.googleusercontent.com/LIpBzqQXvWoAchnoeV8wl3DdnRQLauj-XUz-ok8hFC2UC2jyLDYg72b-4ykATZLqDer-NcvCEq77tvIX2f-Qh6VJQ6VwZ9wnjFvZpwOHzSL58OKdRemIFZo9UMTKImoa2icwzEaAKpxBl_DuS9lOoXImQ7XtEOHGPcXWzHxhVYBu3OrtMRR2tZ0wErGjFQ]

	Metal tolerant (control)
	B_K_6_1_9-2
	pre
	mC
	6.27(3) 
15.12(6) 
5.66(3) 
89.8(4) 
114.0(4) 
89.9(4)
	Gypsum
	

	Metal tolerant (control)
	B_K_6_2_6-1
	full
	mP
	6.11490(14) 
12.1502(2) 
9.0272(2)
90 
104.507(3) 
90 
	Picromerite
	[image: https://lh6.googleusercontent.com/1_K5TabAF5yLo8O4KETR4ngHMcK_mGwUMWJqK9YdbuCI8d5Vmc_TplUsa64LHIlpuRmNhkENp3e1KHtpIRGQRZsFG1dm1sNe3lbtt9crI7Q8jWnfW-9VsL7rkt_6FXPoaMpVgikuWc4GKDo9hKvQ5HOSQk8CZuWs3cbuVz1vIgfNeZKcghmBi2E1BX5RgA]

	Metal tolerant (control)
	B_K_6_2_6-2
	pre
	mP
	6.101(13) 
12.123(16) 
9.002(16) 
89.85(19) 
104.3(2) 
89.94(15) 
	Picromerite
	

	Metal tolerant (control)
	B_K_6_2_6-3
	pre
	mP
	6.14(2) 
12.17(4) 
9.03(3) 
90.2(3) 
104.9(3) 
90.4(3) 
	Picromerite
	

	Metal tolerant (control)
	B_K_6_2_13-1
	pre
	mP
	6.10(2) 
12.116(6) 
9.001(19) 
89.8(2) 
104.3(3) 
90.13(15)
	Picromerite
	[image: https://lh5.googleusercontent.com/9NP0Np_eQViUsHXxGDtW2EOJ3gW-KHSACY3MdvaLKRyDnppd2XqUDV2RVpNcUmmfuenKGerVm9O95U5yyXnqrrfbnyRfuLeIO0_yFn4ZBWOljO8ukZt1Ma7rLQ-7jxT9LXtlSM21mqzp8HuGZgSsuGlv9RVKpxvSNe9rFk31GO36OWr6HY9mTQQaieVY-g]

	Metal tolerant (control)
	B_K_8_1_2-1
	pre
	mC
	6.3(2) 
15.07(14) 
5.6(2) 
89(3) 
116(6) 
89(3) 
	Gypsum
	[image: https://lh6.googleusercontent.com/x5egDeXUntrhnYm_A4cV1WCetI2d96dRYNotqnIUM-mDpHoE8Vo8vx-VxMfxzM4J15Ofssd6yBymr7vwKCJ0i9zIcWIRAh5A2KfV8LTv7mpM_CdXO8fkdO8DJiXAumEDPcx3AGlyl7xQGeFemoS6Q9Ml7sjebWCpB7eMDLLakT5jBU1EZt0Jx6oPUhxalg]

	Metal tolerant (control)
	B_K_8_1_2-2
	pre
	mC
	6.260(5) 
15.125(6) 
5.668(4)
90.0 
114.37(8) 
90.0 
	Gypsum
	

	Metal tolerant (control)
	B_K_8_2_4-1
	pre
	mP
	6.202(9) 
7.079(12) 
9.71(2) 
90.0 
104.1(2) 
90.0 
	Syngenite
	[image: https://lh5.googleusercontent.com/GfPMq8_fJ_J8BvquFYgrv-lme6Zn-k3fT040Oh3FcsuNOLpIzGMrEdXVykl2XvF70AHL7KwQfq6NYTBjpRjYMCovKnMQNrEaov3hznI-rOwQ-xIwy5y1WVAehRWiRrGueY7UJF-EeFPiLkH9GJ5twetrn9Tt3wj8YlWqlSR2jIvAilhyJ3q8oocuyCnKsQ]

	Metal tolerant (control)
	B_K_8_2_9-3
	pre
	mP
	6.38(3) 
7.29(5) 
9.7(2) 
91.0(8) 
105(1) 
90.0(5) 
	Syngenite
	[image: https://lh3.googleusercontent.com/DP5rdInoFYQuYVDbemc5o3D1rY0G887QLJSJ2pNX4BxpVP-95XJ-YOlgR7xZ0qaGmoQ0H1qCg_CwuS8cb7U0IV6fQwqt59qeku7eVex0RqhqZY23Kk-6LqJvjpQne0TA878NqOEoTkQkZMUbolISPfhYmmy4TMlNF89BJNCEYj-2Yo1MiNd__pZFhOCOzw]

	Metal intolerant (control)
	L_K_10_1_2-1
	full
	mC
	6.2598(5) 
15.1329(8) 
5.6732(5) 
90 
114.335(10) 
90 
	Gypsum
	[image: https://lh5.googleusercontent.com/0TPWyRdFbEYd6Gp8Pqqx_pM0FAikx2SCLEN1cKMp5gx5htHHBfWPcuBQ72jYJ9EDohREZ7ZSDtO7TSQuSYiVkvUy9uwb6lZlhmEidUQjxquvNlReY052I9bo9yIobbd7U-_1sEaghsNDdJ4irTgtMJXhV1kmo0jbqfWqM2qxk4PQwHWsbKFRNf4d7aFtyw]

	Metal intolerant (control)
	L_K_10_1_2-3
	pre
	mC
	6.24(15) 
15.11(12) 
5.66(5) 
90.3(7)
114.6(8) 
89.8(7) 
	Gypsum
	

	Metal intolerant (control)
	L_K_10_1_4-1
	pre
	mC
	6.28(4) 
15.16(3) 
5.69(2) 
90.0 
114.6(5) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/3ZJd2tijs3gASeMP0LjYiN9Zg3bdeLdcfIDi19yQyC3hqacShEOx4xNxICmmyKEvt8QiZxw8RED5XLALbmn3_cy-VWypYjKpcqGf1hJa2496CRZFp5M_leUjJ6HnmYSwfbJRctgeW-w8fBDxBme9hsKsNJHNIBsvN3uP5x3XdWhJ7m5qlc685lROSLeAIQ]

	Metal intolerant (control)
	L_K_10_1_4-2
	pre
	mC
	6.29(5) 
14.99(7) 
5.69(6) 
91.2(6) 
114.5(9) 
88.6(5) 
	Gypsum
	

	Metal intolerant (control)
	L_K_10_1_4-3
	pre
	mC
	6.25(12) 
15.1(2) 
5.66(5) 
90(1) 
114(1) 
90(2) 
	Gypsum
	

	Metal intolerant (control)
	L_K_10_1_5-1
	pre
	mC
	6.289(19) 
15.12(8) 
5.684(14) 
89.8(3) 
114.2(3) 
90.1(3) 
	Gypsum
	[image: https://lh4.googleusercontent.com/Mr2N6W2aBeHcDmU27NY_JBGVwVh29anwpAqN7MyLU9LJmfLSXGEFyBiArVztlb2oh80UYpX9ts-R23ncwInF9WDKezxo9-GoHNIezloceXokb6EP4FMqKVVJ3LcZdvGo9YcWHWYTZglvxtS_wLkdznfBKA66H_ji59ERGxF-5cNmtLsHeNHWKiGUxD9xbQ]

	Metal intolerant (control)
	L_K_10_1_5-3
	pre
	mC
	6.23(10) 
14.9(3) 
5.66(10) 
90.8(10) 
114(2) 
89(1) 
	Gypsum
	

	Metal intolerant (control)
	L_K_10_2_5-1
	pre
	mC
	6.25(2) 
15.16(6) 
5.71(3) 
89.8(4) 
114.4(4) 
90.1(3) 
	Gypsum
	[image: https://lh3.googleusercontent.com/2TvsdyYAm_gXKH-jKwBcmG50_ACR3bH3-RZ0KefnKU8OnC88fWExU-LjG3f2bajksr3JcC6qGY0x947e9eDyx1NLCnomREzakaW-YZzY3ovT1q4o2tfEZRKISVqwl1pzzNmTSC9__-xrT4FC5zy-R9osO_94WUocQzyUnzfpw4TqEIswjRlYeczT4JBptA]

	Metal intolerant (control)
	L_K_10_2_9-1
	pre
	mP
	6.23(3) 
7.18(6) 
9.54(7) 
90.4(6) 
104.2(5) 
90.2(5) 

	Syngenite
	[image: https://lh6.googleusercontent.com/tNcLH-iiXedXvYDtClprrbPqHOzWNwnoXsDQikltqZnqyGeNjbQ2nxyS2S7_A61dS7Trud-skFbdpTBTto1OFaJ2JpIEaPbnzeTONcld5MUm9L5ljQ4vvXdD9tKe-HhyMbnpLF4CNNufMgXDTU9q7vxbsNdGn4msVVQPPfpwher3C5v0we0BqqKtKHaA5w]

	Metal intolerant (control)
	L_K_11_1_5-3
	pre
	mC
	6.25(7) 
15.30(14) 
5.68(10) 
90.0 
115(2) 
90.0 
	Gypsum
	[image: https://lh5.googleusercontent.com/jdkj6BLvmdIjBA0HmjaQ3dzu1XCg3LlGqEZEmdXHeers0mra_82vEKtz5l3rMfgIRs9qowDvyFlO6-dNPuyz9xLCjbDrBjXXQyqQ6uo2iJJfa87b0c2YbpG9qwhE8qRDcb-PRpBkFa5VMgqKO2cycyH1uMLUpsxpo8fbBwvgGl2h8OZKmqeCv-NfJ0SKWQ]

	Metal intolerant (control)
	L_K_12_1_1-1
	pre
	mC
	6.31(7)
15.17(7) 
5.71(3) 
90.0 
114.4(9) 
90.0 
	Gypsum
	[image: https://lh5.googleusercontent.com/0Tdsr8rJqHKPPmtpcMBRGCtosNzKVq2Ef2WX0a5Zb34zbw1hu6DSZw0dAmWlRvMMi-Eu3YHjWdR7cubCoyw3553IZMXsXFrmCMp2zUq-KYYdGBHVB-TB-Ia3nagKs_Ok68WZQS5-t_jbvET6vQ5kYrnBPdHxl2DLPbWppmB3bBmers9lq02DuebzPM9fBQ]

	Metal intolerant (control)
	L_K_12_1_8-1
	pre
	mC
	6.306(18) 
15.08(8) 
5.72(3) 
90.0 
114.5(5) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/BPMABbwfmcyHtz3UeQdoT-1oCcljXlNftrUSV_ho2cgpXFJMfLW_o7-aLDcnRAlLljezW3m3u_3tfCRag0a9_76ujJrQE-MYXsA2XECMvSW5vYhItsYF9bkKHPnCJBmUMax3J0hoqgIgZbBQamtOGiVzaNPqSe2Z0qttvBjgJDWd8DESKxFDt1dXJ1w_Pw]

	Metal intolerant (control)
	L_K_12_1_8-2
	pre
	mC
	6.26(7) 
15.19(7) 
5.65(4) 
90.1(5) 
113.9(9) 
91.0(7) 
	Gypsum
	

	Metal intolerant (control)
	L_K_12_1_8-3
	pre
	mC
	6.26(2) 
15.172(15) 
5.669(16) 
90.0 
114.2(3) 
90.0 
	Gypsum
	

	Metal intolerant (control)
	L_K_12_2_2-2
	pre
	mP
	6.26(2) 
7.12(2) 
9.71(2) 
90.0 
105.0(6) 
90.0 
	Syngenite
	[image: https://lh3.googleusercontent.com/T9va0gqWnI3pG6bxvYkqmRCzQMo93LIxwMEAabs4m5qgWHps4PXJgOKsM2citIO7V45U3a8b8m9-y95G_1aLAJfKnGuxBwqJ0XoHF39H8pOGhvw2nqsUc51VRFLjiIQD1013e9WgNee4A-3ucp4NiQKeMU_tRB7Zjq-AsDHkEpteConmYqtNFl_rytQvTg]

	Metal intolerant (control)
	L_K_13_2_6-1
	pre
	mC
	6.27(2) 
15.12(5) 
5.675(13) 
90.0 
114.4(3) 
90.0 
	Gypsum
	[image: https://lh5.googleusercontent.com/yc2k2zbOYNlTyLmZRv4mfNO9e1Z5huBJXghrMZqoiEV1BYhune-IVanJE5TXBiwZQf3jMj8N0Y2sVhMWccS4NN8DST8l9Mg7KIYCLATQKuSPFHzivpiQJIjx9GB3O2FPoGYEt2es86sxcJD6_jhFumR4meNv_YllGw8A3soP1UI-D5hKbY8e4L34mcWUNw]

	Metal intolerant (control)
	L_K_13_2_7-1
	pre
	mC
	6.27(4) 
15.11(9) 
5.70(3) 
90.0 
114.3(7) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/TtyzmkSy3KQ7NmLCKbP66DY3pkZOPFIqxgmMl8YnV1acbyDtUtjY_UVvOwm8s4EjZjrcifaC70Sqq-oJDiAlVwXY0W6nw9Jw211CUYqw7_FjJ4p8zhSZTK5XKNqcIDAclGNBcZv2RBT2DNCEI_OE1HYBfOlSGqNBLikv87wBr_aauUmnEDuXh8V8tSuoeg]

	Metal intolerant (control)
	L_K_14_1_9-1
	pre
	mC
	6.257(9) 
15.126(16) 
5.674(10) 
90.0 
114.30(18) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/9i_Vj65lZYJRIZRoY1c2Aab3gZS7CZkZJsBkDnEPwMOLLZrLMPOSiUf4BRiPN7lxCTwYOZ9hE7D98eydP0SpP5SSslLZAxuEdkFeRXHWrPNK2n1mspGb-y9oijeAAZLlMWKuGVTA9OUN9mMasjHTq28ZJA13BP_4Z38Tb1dvf9T6NPEjRaulwg8VCCvpWg]

	Metal intolerant (control)
	L_K_14_1_9-3
	pre
	mC
	6.16(9) 
15.12(15) 
5.88(11) 
91(1) 
114(2) 
90(1) 
	Gypsum
	

	Metal intolerant (control)
	L_K_14_1_10-1
	pre
	mC
	6.26(2) 
15.14(5) 
5.69(2) 
89.9(3) 
114.6(4) 
90.0(3) 
	Gypsum
	[image: https://lh6.googleusercontent.com/kY3aaqGJT3Lw977nYQmUMZZ_rtG4V2v29EKTYTxyN-gvdQuA2u8xRJ-PtLL2jixr6M31CczOwrdC4otwBt6FKeeY93qTCtCAYS8lXvI1OmhdJJsfbaR8az6fAyMq_H_LWuozczRRbKG36brcxk9PM8FR7XXr38dDkYZPcgiWq7oQNq_ZJsBiu9u3y4avsQ]

	Metal intolerant (control)
	L_K_14_1_10-2
	pre
	mC
	6.26(2) 
15.14(5) 
5.69(2) 
89.9(3) 
114.6(4) 
90.0(3) 
	Gypsum
	

	Metal intolerant (control)
	L_K_14_2_6+7-3
	pre
	mC
	6.24(6) 
15.15(3) 
5.70(3) 
90.0 
114.2(7) 
90.0 
	Gypsum
	[image: https://lh3.googleusercontent.com/RNJZdTN2eunNxlkNB85svQKxoWflXYyvV8fbGqAGaLjqiLxd3W90_jAFU6MnhxGtuktjzB--BLDlP0iDrnSwC2i5IJowQ4hMO6AU0dRgiguEun5kEzgTYkZARuhjNAsl3YBNqi2g317D_avv1yFEraW8eOQ-nZuMAkjWcYxUVyGunF-MNERfFHzAIYEkGw]

	Metal intolerant (control)
	L_K_14_2_9-1
	pre
	mC
	6.23(6) 
15.05(6) 
5.646(18) 
90.0 
114.3(7) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/b5g-pRMBenD_rn2MKT7RsIo_Y_xFcbJXVBExeGIlco5dH2pYcIWfeSwodT9nP6HJhCD0wv97fMm0vLXvyGVrlu1oe4WZBzZMgNUxS9k-O1kR-NUFUhZblVc0yI8w4JCjIJ84b1yhfIKQy9ERX6wfeCGSEAzjBKs6FTG902i-AL_mIBGu3mVuuQ6eDbZQEw]

	Metal intolerant (control)
	L_K_15_1_12-2
	pre
	mP
	6.241(7) 
7.097(14) 
9.728(15) 
90.0 
104.9(3) 
90.0 
	Syngenite
	[image: https://lh3.googleusercontent.com/f1NBM35dzPxb7JJTpwBiRvZhSBHIhro9S4XmqQksBd4lNBuBOwioHT_Ajpo6XnR5tKT-a1ip_gVfBJ7wHPlVWP_R13vNF1GJLSWl-3l8SBw14WkYTg5QDAG9s6pU7EQL8TGsPknpws--5Vnz4qrbAwXEF_6pc_v6QPQExbAX0uAhMb6bGAlANT3-rtc3OQ]

	Metal intolerant (control)
	L_K_15_1_12-3
	pre
	mP
	6.218(8) 
7.100(14) 
9.73(2) 
90.0 
104.48(14) 
90.0 
	Syngenite
	

	Metal intolerant (control)
	L_K_15_1_13-1
	pre
	mP
	6.225(12) 
7.11(2) 
9.72(3) 
90.0 
104.14(19) 
90.0 
	Syngenite
	[image: https://lh3.googleusercontent.com/yfxzThey7e_70bHcVABkBbNiisYPfrYAS5OcklaN4aAEN6Y3ySqDaaAeHgtVTomrrshixmtWW9BBsPEh3ei5znhPkdWgdsbhhHMuaarKuNUs-tSs79grnW82x63hZUn60zD4XUouNTkqJDNx1pHAZYEy4OWQE2CcRDNlmiPpFHAKDrQpxTFT2Bmd84OqRA]

	Metal intolerant (control)
	L_K_15_1_13-2
	pre
	mP
	6.20(2) 
7.115(15) 
9.72(2) 
90.0 
104.0(3) 
90.0 
	Syngenite
	

	Metal intolerant (control)
	L_K_15_1_15-1
	pre
	mP
	6.219(10) 
7.120(17) 
9.71(6) 
90.0 
103.9(3) 
90.0 
	Syngenite
	[image: https://lh6.googleusercontent.com/l245UK2O2ydHHHtFSH1QOmYlp_w-CfyExEt3mhSHO9g7SkOoUvNxzl5GyF3TULmtFAjFnESRel_nAj5zPZCwM6SnrRd7Qvl68RSQ4z18fxj-HPpYRTHxq6IcbWbB2_krGptUHJ1mR4cZgruosQ_dFSozdCCslyIkNItnqPf2cSHsgVddC6MgvnpIYkNUSQ]

	Metal intolerant (control)
	L_K_15_1_15-2
	pre
	mP
	6.22(4) 
7.11(2) 
9.73(2) 
90.0 
104.6(3) 
90.0 
	Syngenite
	

	Metal intolerant (control)
	L_K_16_1_3-3
	pre
	mC
	6.29(8) 
15.18(17) 
5.69(5) 
89.9(8) 
114.6(10) 
88.2(9) 
	Gypsum
	[image: https://lh4.googleusercontent.com/lVTHSCu-8VKuCfAR6M96QEo5aETz4AQ9ED3_um1C7lFPPzChHX3xgFZBtA7MMfIJgQhGYaDvzsHGzXsU8ju_ALb-kRIK9KhirzglyDzhQansySEq18qTY_iJaSaVqkqxWW8LE3wXFjn7_-1dsU8QztX37Qj9BoylqwCHf7i1wyAEKMoAmx-z0ThHNpEFDg]

	Metal intolerant (control)
	L_K_16_1_9-1
	pre
	mC
	6.29(18) 
15.09(6) 
5.67(10) 
90.0 
115(3) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/l7m5OoYP_SbbzVq3adoV8fiLjVgkcRzOX8E5PeH19-j-3ROAvpe8qaGAR3dZBC0IWUWHmbbrvInSJjB8pr6BWC7_vVPqiHU13HntfdEvhquU4Hsy8iTNqqDYS3Ib6dpJabU4V6JvI9eMveVv8dyVHggjYQHpdyrULF6l4KVNbSEwkUMpiWuuNGCk4zWwyw]

	Metal tolerant (+ Pb)
	B_Pb_17_2-1
	pre
	oP
	6.48(2)
5.391(10) 
9.24(2) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal tolerant (+ Pb)
	B_Pb_17_2-2
	pre
	oP
	6.425(14)
5.425(12)
9.20(2) 
89.70(18) 
89.90(18) 
89.92(18)
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_2-3
	pre
	oP
	6.422(8) 
5.413(5) 
9.165(12) 
90.0 90.0 
90.0 
318.6(6)
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_6-1
	pre
	oP
	6.44(2) 
5.400(8) 
9.206(14) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal tolerant (+ Pb)
	B_Pb_17_1_6-2
	pre
	oP
	6.426(4) 
5.4197(14) 
9.169(3) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_6-3
	pre
	oP
	6.420(7) 
5.416(5) 
9.159(3) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_6-4
	pre
	oP
	6.428(3)
5.422(3) 
9.169(3) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_6-5
	pre
	oP
	6.441(2)
5.4278(18) 
9.150(11) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_4_1
	pre
	oP
	6.425(6) 
5.417(5) 
9.164(5) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal tolerant (+ Pb)
	B_Pb_17_1_4-2
	full
	oP
	6.27222) 
5.39305(16) 
9.1392(3) 
90 
90 
90
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_17_1_4-3
	pre
	oP
	6.43(2) 
5.397(9) 
9.194(12) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_20_2_6-1
	full
	hP
	6.9332(4) 
6.9332(4) 
6.3460(4) 
90 
90 
120 
	CaSO4·0.69H2O
	[image: https://lh3.googleusercontent.com/34C9VCvecEJF6d-XH1WTT8uMBBDpuUnG6Q1maLvECpLnBl58lC5KSzXRfErZWhDY4iYhZLAEcr0qanuulMNetmLsWDp9etG7fTPXbFIbOmmqLB1Y5oyoiGJNxENQFBUJpZjh_G1FJIiv2Z7FVMn2lfq2tny_URmoDUKCTGRgsxNKVPiZ2IT42DicPrnnJg]

	Metal tolerant (+ Pb)
	B_Pb_20_2_6-2
	pre
	hP
	6.934(16) 
6.934(16) 
6.35(2) 
90.0 
90.0 
120.0 
	CaSO4·0.69H2O
	

	Metal tolerant (+ Pb)
	B_Pb_21_1_2-2
	pre
	mC
	6.270(12) 
15.22(3) 
5.682(15) 
90.09(18) 
114.4(2) 
89.74(17) 
	Gypsum
	[image: https://lh5.googleusercontent.com/CqnXSMXDWFE1L-6GU-wPaf4xZ0DwB7WNehYYL9VeEnjVGCZr81XlkbQWEAbM8rmXRLZFogpWEK-VFN45Ds_bohVXY4hbi4G2q0wgXq15tjdN3mFGrb3c3lp7RQr0hgK8qgf-Tg9G_9fUAjbFqZD_VluVe9hyRc2fycsuFLv6wI9fC9B3aFxb1rDo88Z36w]

	Metal tolerant (+ Pb)
	B_Pb_21_1_2-3
	pre
	mC
	6.31(12) 
15.13(10) 
5.67(17) 
90.0 
115(4) 
90.0 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_21_1_3-1
	pre
	mC
	6.34(4) 
15.26(2) 
5.71(3) 
90.0 
114.6(7) 
90.0 
	Gypsum
	[image: https://lh4.googleusercontent.com/oJXpmy5gBFQDUqYUlnM3dbWmI1EUK86ut1dovW45amZop_Pvt-RnWAPDxbwGNzL6hRHnsMOYYTdOeJM3FUrY2iNGHOUITBVRD16tOqTJ9Wbbu9JZbJTo43M6pNSvcZyZ_iF-yT8A9LZCORY0b_vTTzb55ZTQs41hzuFMICTbd6W-3AIOED09va4ywV-7oA]

	Metal tolerant (+ Pb)
	B_Pb_21_1_9-1
	pre
	mC
	6.272(17) 
15.21(5) 
5.70(4) 
90.0 
114.8(6) 
90.0 
	Gypsum
	[image: https://lh4.googleusercontent.com/COD9O3I-EggZWJLHOf8CBiJTzK-zsVFawQiqMqUm22XgalK1xasmi6H3FBISnpg6lZ5buQv3HSmDEIb6H0CUv34E4TurI3MnjFuNHamlEmIbCDVZB1v-qeQ1qK_cpoWu5D21h6qtejlT8Vdb1w4StjdmnSlC5fPBpoTwMnP6RcWP1lazYq8tBQw4k0QocQ]

	Metal tolerant (+ Pb)
	B_Pb_21_1_9-2
	pre
	mC
	6.216(15) 
15.13(3) 
5.660(16) 
90.0 
113.9(4) 
90.0 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_21_1_9-3
	pre
	mC
	6.28(6) 
14.97(17) 
5.68(4) 
90.0 
114(1) 
90.0 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_21_1_10-1
	pre
	mC
	6.32(4) 
15.26(4) 
5.67(7) 
90.0 
115(1) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/NeuhhJZhtnH_N5NdwY6AxGfQJ7wEmFZsclIly5PDtv5VBL7guQf_v8JjWOjJeCr3thAqjPFM3Tidcv6pL21FTzqV9dAt8XaTTN3O_Dhh_Sw1i7SCpfTa1h0PpKeQKUq-ddH80pu5Xq6-ZgnrvEFJhjQEt8SD32DY1UdCUAdbMvUgQ9pZ6vf9vi0BjSL_LQ]

	Metal tolerant (+ Pb)
	B_Pb_21_1_10-2
	pre
	mC
	6.1(7) 
15.4(3) 
5.5(5) 
90.0 
112(14) 
90.0 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_22_1_7-1
	pre
	mC
	6.31(6) 
15.23(5) 
5.67(5) 
90.0 
114(1) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/BvL8k8GSA1A0J9hWJb4DtR2y-CHp10aWWrCljuDi_J2yfXPxnDc3QVUES7DFazh7c_Fg_Xie1TOeB6apNbqJatA_vaSKMMDPKe31lRHTHLVr2y5jZFgo3uiq5QFkCTy_8eedHCAwr79N6tYBL7EWZ5cgQvwJbF_W5H1iEVBzfMpJOG-RwLdqzssObjCH7w]

	Metal tolerant (+ Pb)
	B_Pb_22_1_7-2
	pre
	mC
	6.23(2) 
15.09(4) 
5.647(19) 
90.0 
114.2(4) 
90.0 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_22_1_7-3
	pre
	mC
	6.04(17) 
15.2(2) 
5.8(3) 
88(2) 
111(4) 
92(2) 
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_23_1-1
	pre
	mC
	6.32(4) 
15.05(8) 
5.71(3) 
90.0(4) 
115.5(6) 
89.0(5)
	Gypsum
	[image: C:\Users\User\Desktop\PLANT PROJECT_Zn\PACZKA-30.8.2022\Zdjęcia\A_m_L_Pb_23\A_m_L_Pb_23_1_1_0003.jpg]

	Metal tolerant (+ Pb)
	B_Pb_23_1-5
	pre
	mC
	6.18(5) 
15.36(11) 
5.64(3) 
90.1(5) 
113.6(6) 
88.8(6)
	Gypsum
	[image: C:\Users\User\Desktop\PLANT PROJECT_Zn\PACZKA-30.8.2022\Zdjęcia\A_m_L_Pb_23\A_m_L_Pb_23_1_5_0002.jpg]

	Metal tolerant (+ Pb)
	B_Pb_23_2-1
	pre
	mC
	6.250(14) 
15.210(17)
5.700(17) 
89.3(2) 
113.9(3) 
90.36(15)
	Gypsum
	[image: ]

	Metal tolerant (+ Pb)
	B_Pb_23_2-3
	pre
	mC
	6.26(2) 
15.23(2) 
5.680(10) 
90.0 
114.5(3) 
90.0
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_23_2-6
	full
	mC
	6.2783(15) 
15.217(3) 
5.6738(13) 
90 
114.21(3) 
90
	Gypsum
	

	Metal tolerant (+ Pb)
	B_Pb_24_1_3-1
	pre
	oP
	6.426(10)
5.416(5) 
9.192(9) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal tolerant (+ Pb)
	B_Pb_24_1_3-2
	pre
	oP
	6.428(18)
5.388(12) 
9.162(12) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_24_1_3-3
	pre
	oP
	6.4351(17) 
5.423(3) 
9.159(4) 
90.0 
90.0 
90.0
	Niter
	

	Metal tolerant (+ Pb)
	B_Pb_24_1_1-2
	pre
	oP
	6.4(4) 
5.4(2) 
9(1) 
90.0 
92(7) 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_26_2_10-3
	pre
	mC
	6.45(11) 
14.9(2) 
5.9(2) 
90.0 
114(4) 
90.0 
	Gypsum
	[image: https://lh6.googleusercontent.com/-NUJ8GsS20BglLqbrutfB3fAsvZfEToYxI-AWTxstHxmoFL4T6pUE44sn-KyRMSaeScj69jQHHKcJavLR88gagnjGmPUjCUoYoukI4ifB6ZYYwsWycSWsSm352wD2WIlbyAw3kVfqMaEq9p-8iL-UCzwMGpbHv29niTb4YQQKydGYdrRPPgO9Z3RJ7TcsA]

	Metal intolerant (+ Pb)
	L_Pb_26_2_13-4
	pre
	mC
	6.25(4) 
15.1(5) 
5.66(3) 
90(1) 
114.4(6) 
90(1)
	Gypsum
	[image: https://lh3.googleusercontent.com/lM2ETLTFmky7aZaurj_ir8usNV0bl9T7hlN4tgL3JBaiR6LYcQwdfKOVH9m4w5fYiuFaARJkkeKGfoOS6sdVzSPht6_14-ppMTw_TtCYbhCjhqaMC_GMGm-TPIfIeXaYmOPPJBjnjSkgS2la7ypaw1FkT5RWgCDitc4PpQb0QMlh2-L6SkYMKrwiyowE7Q]

	Metal intolerant (+ Pb)
	L_Pb_26_2-12
	pre
	mC
	6.20(9) 
15.18(4) 
5.67(3) 
89.8(3) 
114.3(9) 
90.0(6)
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_26_2-15
	pre
	mC
	6.28(4) 
15.14(10) 
5.69(3) 
91.0(5) 
114.8(6) 
89.1(5)
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_3-2
	pre
	mC
	6.282(7) 
15.26(2) 
5.697(9) 
90.0 
114.07(17) 
90.0
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_27_1_3-3
	pre
	mC
	6.277(9) 
15.270(16) 
5.664(9) 
90.0 
114.09(17) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_3-4
	pre
	mC
	6.25(3) 
15.27(13) 
5.65(2) 
90.1(5) 
114.1(5) 
89.6(5)
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_2-1
	pre
	oP
	6.439(11) 
5.439(16) 
9.19(2) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_27_1_2-2
	pre
	mC
	6.43(6)
15.08(2)
5.62(5)
90.0
113(1)
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_2-3
	pre
	mC
	6.28(2) 
15.19(3) 
5.674(13) 
90.0 
113.9(4) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_2-5
	pre
	oP
	6.438(11)
5.409(12) 
9.21(3) 
90.0 
90.0 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_1-1
	pre
	oP
	6.275(16)
5.362(11) 
9.206(14) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_27_1_1-2
	pre
	oP
	6.388(10) 
5.446(5) 
9.216(17) 
90.0 
90.0 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_1-3
	pre
	oP
	6.431(7)
5.404(5) 
9.207(10) 
90.0 
90.0 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_27_1_1-4
	pre
	oP
	6.432(11) 
5.403(12) 
9.219(19) 
90.0 
90.4(2) 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_28_1_5-3
	pre
	mC
	6.3(3) 
15.1(4) 
5.66(16) 
90(2) 
114(4) 
90(3) 
	Gypsum
	[image: https://lh5.googleusercontent.com/yf-RpEFmnxVCAtkE143IiL8pSi1ZRvJcl_ROs-kbOAtsq4SRxsky6yqmSDD-6rLwhpYz4vnPfLGXhCGZSBoIj8nAf2dTakY5Dp2c-Hmc0CX2khRx1P3fC3_5j_EZYwOzEBSYLUEIPddnZfq14b7QcK9RljsPWo7ieq8oh3h7m_mJxz66x_iDKg-h_J_s1Q]

	Metal intolerant (+ Pb)
	L_Pb_28_1_9-1
	full
	mC
	6.2562(14) 
15.1356(15) 
5.6698(10) 
90 
114.43(3) 
90
	Gypsum
	[image: https://lh5.googleusercontent.com/RlJEbe6nxnhQvGx-E4Zh_sKNQdYOzylX8I73_JXoDoDJlH6Fok-dlOXw2j-0ZyS_2bQgpDB0uv5VuGeVe8DsBbPqn0RbnCGiWWZ77QUzjyg9OpiXK7VNQMNWmq0CRBn05VpOUwbsakqPlcsBZFhi8sFaV9bRN7RF9Q-dvgKcmK1Ohq75tAKy21pkOcdAEw]

	Metal intolerant (+ Pb)
	L_Pb_28_1_9-2
	pre
	mC
	6.25(4) 
15.1(5) 
5.66(3) 
90(1) 
114.4(6) 
90(1)
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_28_1_9-3
	pre
	mC
	6.26(6) 
15.10(3) 
5.66(4) 
90.0 
114.5(8) 
90.0,
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_29_1_8-1
	pre
	mC
	6.272(12) 
15.14(3) 
5.672(10) 
90.0 
114.8(3) 
90.0 
	Gypsum
	[image: https://lh3.googleusercontent.com/dQbBk4robBXbxp3-mJsHnx5rf71fEy42RaiOcYglReValVbzTkLJPFPJ2CoI-sVKYxEr-eG6SFUB-uzSMxWnjs6jvjZNoFSySRXuAFrs8gt1gXe_kzY1jO23U6EZzAyx2BjRaE2MRPYsyQ7OGLBG8YwWlLcoBuml9OHrw17PG41jMiK31HtlUDjcSIIr-g]

	Metal intolerant (+ Pb)
	L_Pb_29_1_9-1
	pre
	mC
	6.20(13) 
15.14(10) 
5.75(19) 
90.0 
115(3) 
90.0
	Gypsum
	[image: https://lh3.googleusercontent.com/HCGBwuiur4me1WF0wSwwfMn5sIqRwu2Qrf8ppSJc_HJlj0wpfydNuVOwgIYC7HiWgZyXjdfK98YQBjpIyRJRreLIWHMxWBVpPcyrD96d2-S8DtA3z2i3hov2q2RwoAX3p-1Ufj63OXB16ssXrrxz4IXInN1HjGdV32tqX0PLEs2U0KQhKHYKNFZH36Of-g]

	Metal intolerant (+ Pb)
	L_Pb_29_1_9-2
	pre
	mC
	6.27(6) 
15.10(5) 
5.67(3) 
90.0 
114.6(10) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_29_1_9-3
	pre
	mC
	6.22(6) 
15.1(2) 
5.68(6) 
90.0 
114(1) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_30_1_1-1
	pre
	mC
	6.24(7) 
15.28(5) 
5.70(5) 
90.0 
115(1) 
90.0 
	Gypsum
	[image: https://lh4.googleusercontent.com/ccbTK6gwf7o8zwp2Firuju30WwrJmcjlpiAmE5HDZjNpTU2218x4sUXeuZoZV2s-RVw4wy1pid4T4NUc7ASF_r-gc4DNPHpl273Dzrw_uHxaQeIL5eRHqkDHn2dhDuRn_bbAavA_W2tGu0gmbflybBO_9BIR-LNT4XpckTH6MDQe2zONTsGRxbu6hHEnzA]

	Metal intolerant (+ Pb)
	L_Pb_30_1_1-3
	pre
	mC
	6.19(5) 
15.16(7) 
5.85(5) 
90.2(5) 
113.7(8) 
89.3(5) 
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_30_1_5-2
	pre
	mC
	6.291(5) 
15.226(14) 
5.656(4) 
90.0 
114.17(8) 
90.0 

	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_30_1_5-3
	pre
	mC
	6.329(19) 
15.21(4) 
5.700(13) 
90.0 
114.5(3) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_30_1-2
	pre
	mC
	6.286(7) 
15.305(11) 
5.690(6) 
90.0 
114.23(13)
90.0
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_30_1-3
	pre
	mC
	6.310(7) 
15.245(10) 
5.692(7) 
90.0 
114.28(15) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_30_1_2-2
	pre
	mC
	6.28(3) 
15.24(3) 
5.71(3) 
90.0 
114.5(6) 
90.0
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_1_12-3
	pre
	oP
	6.28(4)
5.40(5) 
9.14(5) 
90.0 
90.0 
90.0 
	Niter
	[image: https://lh4.googleusercontent.com/dpRDVWd2VNP4KqMG90PMofvCUAtvvqym3fdbwBRy7YyfkrZXYY50UZNRkD1fVYwpeAQBr-FFHvCOy4aIBX2KKk0Tdj-0uqPISBgTLzDq67knqNEzg95g1QdR2zisvYRI9SfyXSPQQuKV0VBV6s3JU0DMUOFLgydIGBc8PxolU2cf3Y-dc32wmgQrXor8Lw]

	Metal intolerant (+ Pb)
	L_Pb_31_2_13-2
	pre
	oP
	6.24(3) 
5.352(15) 
9.27(2) 
90.0 
90.0 
90.0 
	Niter
	[image: https://lh3.googleusercontent.com/pIk44eArzI23rOtwDxEhCgyAUaou64lcDVNXJ9k2v7Oos2TtAnDzxI2qpGk4V61Xax_Aj4xEDiLXGr2Yc-SjmEFzrOFGOL7rS6-1BUdQT7sZAE3hFYN1l0YzEkBkLGGLdQ1KYj6yasUQlsYHtoZwpmiQs8fBE_Hw-nwQwXlJJ2YMMsW2R4LbRsR2Nk0-qA]

	Metal intolerant (+ Pb)
	L_Pb_31_2_14-1
	pre
	mC
	6.286(9) 
15.207(17) 
5.700(6) 
90.02(11) 
114.44(16) 
90.02(9)
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_2_14-2
	pre
	mC
	6.277(15) 
15.181(16) 
5.687(8) 
90.0 
114.4(2) 
90.0
	Gypsum
	

	Metal intolerant (+ Pb)
	L_Pb_31_2_10-3
	pre
	mC
	6.265(7) 
15.13(3) 
5.659(5) 
90.0 
114.35(13) 
90.0
	Gypsum
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_1_9-1
	pre
	oP
	6.281(3) 
5.400(4) 
9.126(8) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_1_12-1
	pre
	oP
	6.26(2) 
5.375(7) 
9.192(12) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_1_12-2
	pre
	oP
	6.268(3) 
5.393(5)
9.142(3) 
90.0 
90.0 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_31_1_12-3
	pre
	oP
	6.266(7) 
5.370(7) 
9.171(9) 
90.0 
90.0 
90.0
	Niter
	

	Metal intolerant (+ Pb)
	L_Pb_31_1_13-1
	full
	oP
	6.2730(4)
5.3930(3)
9.1408(7)
90.0
90.0
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_2_4-1
	pre
	oP
	6.278(14) 
5.38(2) 
9.191(16) 
90.0 
90.0 
90.0
	Niter
	[image: ]

	Metal intolerant (+ Pb)
	L_Pb_31_2_4-2
	pre
	oP
	6.271(11) 
5.327(8) 
9.285(19) 
90.0 
90.0 
90.0
	Niter
	


Where: pre – X-Ray diffraction screening; full – complete X-Ray diffraction measurement.

Table S2. Bond lengths for gypsum [Å].
	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	Ca11
	4.0415(14)
	 
	Ca1
	O22
	2.542(2)

	Ca1
	Ca12
	4.0415(14)
	 
	Ca1
	O25
	2.542(2)

	Ca1
	S13
	3.1283(7)
	 
	S1
	Ca12
	3.1283(7)

	Ca1
	S12
	3.1283(7)
	 
	S1
	Ca13
	3.1283(7)

	Ca1
	O12
	2.531(2)
	 
	S1
	O16
	1.475(2)

	Ca1
	O14
	2.360(2)
	 
	S1
	O1
	1.475(2)

	Ca1
	O15
	2.531(2)
	 
	S1
	O26
	1.478(2)

	Ca1
	O1
	2.360(2)
	 
	S1
	O2
	1.478(2)

	Ca1
	O1W
	2.362(2)
	 
	O1
	Ca12
	2.531(2)

	Ca1
	O1W4
	2.362(2)
	 
	O2
	Ca12
	2.542(2)


13/2-X,1/2-Y,2-Z; 21/2-X,1/2-Y,1-Z; 33/2-X,1/2-Y,1-Z; 41-X,+Y,3/2-Z; 51/2+X,1/2-Y,1/2+Z; 61-X,+Y,1/2-Z

Table S3. Values of valence angles for gypsum [ º].
	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	Ca11
	Ca1
	Ca12
	106.51(4)
	 
	O1W
	Ca1
	Ca12
	79.67(6)

	S13
	Ca1
	Ca12
	60.602(19)
	 
	O1W4
	Ca1
	S13
	104.04(6)

	S13
	Ca1
	Ca11
	118.49(2)
	 
	O1W
	Ca1
	S11
	104.04(6)

	S11
	Ca1
	Ca12
	118.49(2)
	 
	O1W4
	Ca1
	S11
	76.86(6)

	S11
	Ca1
	Ca11
	60.602(19)
	 
	O1W
	Ca1
	S13
	76.86(6)

	S11
	Ca1
	S13
	178.67(4)
	 
	O1W
	Ca1
	O15
	77.74(8)

	O1
	Ca1
	Ca11
	35.66(5)
	 
	O1W4
	Ca1
	O15
	131.69(8)

	O11
	Ca1
	Ca11
	32.94(5)
	 
	O1W
	Ca1
	O11
	131.69(8)

	O14
	Ca1
	Ca11
	91.70(6)
	 
	O1W4
	Ca1
	O11
	77.74(8)

	O1
	Ca1
	Ca12
	91.70(6)
	 
	O1W4
	Ca1
	O1W
	98.01(13)

	O15
	Ca1
	Ca11
	115.23(6)
	 
	O1W4
	Ca1
	O21
	80.01(8)

	O11
	Ca1
	Ca12
	115.23(6)
	 
	O1W
	Ca1
	O21
	76.20(8)

	O15
	Ca1
	Ca12
	32.94(5)
	 
	O1W
	Ca1
	O25
	80.01(8)

	O14
	Ca1
	Ca12
	35.66(5)
	 
	O1W4
	Ca1
	O25
	76.20(8)

	O11
	Ca1
	S11
	27.73(5)
	 
	O21
	Ca1
	Ca12
	113.76(5)

	O14
	Ca1
	S11
	82.89(5)
	 
	O21
	Ca1
	Ca11
	88.45(5)

	O11
	Ca1
	S13
	151.30(5)
	 
	O25
	Ca1
	Ca11
	113.76(5)

	O15
	Ca1
	S13
	27.73(5)
	 
	O25
	Ca1
	Ca12
	88.45(5)

	O14
	Ca1
	S13
	96.23(5)
	 
	O21
	Ca1
	S13
	153.06(5)

	O1
	Ca1
	S11
	96.23(5)
	 
	O25
	Ca1
	S13
	27.85(5)

	O15
	Ca1
	S11
	151.30(5)
	 
	O25
	Ca1
	S11
	153.06(5)

	O1
	Ca1
	S13
	82.89(5)
	 
	O21
	Ca1
	S11
	27.85(5)

	O11
	Ca1
	O15
	139.61(10)
	 
	O25
	Ca1
	O21
	143.39(11)

	O1
	Ca1
	O14
	98.26(11)
	 
	Ca13
	S1
	Ca11
	178.67(4)

	O1
	Ca1
	O11
	68.60(8)
	 
	O1
	S1
	Ca11
	52.97(8)

	O14
	Ca1
	O15
	68.60(8)
	 
	O16
	S1
	Ca13
	52.97(8)

	O1
	Ca1
	O15
	85.02(5)
	 
	O16
	S1
	Ca11
	127.99(9)

	O14
	Ca1
	O11
	85.02(5)
	 
	O1
	S1
	Ca13
	127.99(9)

	O14
	Ca1
	O1W
	85.44(8)
	 
	O16
	S1
	O1
	110.84(17)

	O1
	Ca1
	O1W
	159.71(7)
	 
	O1
	S1
	O26
	111.03(11)

	O14
	Ca1
	O1W4
	159.71(7)
	 
	O1
	S1
	O2
	106.38(11)

	O1
	Ca1
	O1W4
	85.44(8)
	 
	O16
	S1
	O26
	106.38(11)

	O15
	Ca1
	O21
	141.46(6)
	 
	O16
	S1
	O2
	111.03(11)

	O1
	Ca1
	O25
	81.44(7)
	 
	O2
	S1
	Ca13
	125.63(8)

	O1
	Ca1
	O21
	124.04(7)
	 
	O26
	S1
	Ca11
	125.63(8)

	O15
	Ca1
	O25
	55.57(6)
	 
	O2
	S1
	Ca11
	53.44(8)

	O14
	Ca1
	O25
	124.04(7)
	 
	O26
	S1
	Ca13
	53.44(8)

	O14
	Ca1
	O21
	81.44(7)
	 
	O2
	S1
	O26
	111.25(18)

	O11
	Ca1
	O25
	141.46(6)
	 
	Ca1
	O1
	Ca11
	111.40(8)

	O11
	Ca1
	O21
	55.57(6)
	 
	S1
	O1
	Ca11
	99.30(11)

	O1W4
	Ca1
	Ca11
	79.67(6)
	 
	S1
	O1
	Ca1
	148.89(12)

	O1W
	Ca1
	Ca11
	164.63(6)
	 
	S1
	O2
	Ca11
	98.71(10)

	O1W4
	Ca1
	Ca12
	164.63(6)
	 
	 
	 
	 
	 


11/2-X,1/2-Y,1-Z; 23/2-X,1/2-Y,2-Z; 33/2-X,1/2-Y,1-Z; 41-X,+Y,3/2-Z; 51/2+X,1/2-Y,1/2+Z; 61-X,+Y,1/2-Z

Table S4. Values of torsion angles for gypsum [ º].
	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	Ca11
	S1
	O1
	Ca1
	170.8(3)
	 
	O13
	S1
	O2
	Ca11
	-122.40(11)

	Ca12
	S1
	O1
	Ca1
	-8.0(3)
	 
	O2
	S1
	O1
	Ca1
	172.5(2)

	Ca12
	S1
	O1
	Ca11
	-178.83(4)
	 
	O23
	S1
	O1
	Ca11
	-119.45(11)

	Ca12
	S1
	O2
	Ca11
	178.82(4)
	 
	O23
	S1
	O1
	Ca1
	51.3(3)

	O13
	S1
	O1
	Ca11
	122.53(11)
	 
	O2
	S1
	O1
	Ca11
	1.73(14)

	O13
	S1
	O1
	Ca1
	-66.7(2)
	 
	O23
	S1
	O2
	Ca11
	119.32(10)

	O1
	S1
	O2
	Ca11
	-1.72(14)
	 
	 
	 
	 
	 
	 


11/2-X,1/2-Y,1-Z; 23/2-X,1/2-Y,1-Z; 31-X,+Y,1/2-Z

Table S5. Bond lengths for niter [Å].
	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	O2
	K11
	2.8031(12)
	 
	K1
	O15
	2.8464(8)

	O2
	K12
	2.8879(5)
	 
	K1
	O14
	2.8094(9)

	O2
	K13
	2.8879(5)
	 
	K1
	O18
	2.8464(8)

	O2
	N1
	1.2568(19)
	 
	K1
	O19
	2.8094(9)

	O1
	K1
	2.8601(8)
	 
	K1
	O110
	2.8602(8)

	O1
	K12
	2.8465(8)
	 
	K1
	N1
	3.2363(14)

	O1
	K14
	2.8094(9)
	 
	K1
	N15
	3.2471(8)

	O1
	N1
	1.2544(11)
	 
	K1
	N17
	3.2471(8)

	K1
	O25
	2.8879(5)
	 
	N1
	O110
	1.2544(11)

	K1
	O26
	2.8031(12)
	 
	N1
	K12
	3.2471(8)

	K1
	O27
	2.8879(5)
	 
	N1
	K13
	3.2471(8)


11/2+X,+Y,1/2-Z; 23/2-X,1-Y,-1/2+Z; 33/2-X,-Y,-1/2+Z; 42-X,1-Y,1-Z; 53/2-X,1-Y,1/2+Z; 6-1/2+X,+Y,1/2-Z; 73/2-X,-Y,1/2+Z; 83/2-X,-1/2+Y,1/2+Z; 92-X,-1/2+Y,1-Z; 10+X,1/2-Y,+Z

Table S6. Values of valence angles for niter [ º].
	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	K11
	O2
	K12
	102.92(2)
	 
	O17
	K1
	O19
	167.28(3)

	K11
	O2
	K13
	102.92(2)
	 
	O14
	K1
	O1
	79.32(3)

	K12
	O2
	K13
	138.05(5)
	 
	O18
	K1
	O110
	72.592(18)

	N1
	O2
	K11
	127.45(9)
	 
	O17
	K1
	O1
	123.067(8)

	N1
	O2
	K13
	94.93(4)
	 
	O18
	K1
	O1
	104.491(18)

	N1
	O2
	K12
	94.93(4)
	 
	O17
	K1
	O110
	68.85(3)

	K14
	O1
	K1
	100.68(3)
	 
	O110
	K1
	O1
	167.28(3)

	K14
	O1
	K13
	101.22(3)
	 
	O14
	K1
	O17
	72.592(18)

	K13
	O1
	K1
	136.82(3)
	 
	O14
	K1
	O18
	69.89(4)

	N1
	O1
	K13
	96.98(7)
	 
	O1
	K1
	O19
	44.69(3)

	N1
	O1
	K14
	131.36(8)
	 
	O17
	K1
	N1
	144.654(18)

	N1
	O1
	K1
	95.76(7)
	 
	O19
	K1
	N1
	22.684(17)

	O25
	K1
	O26
	77.08(2)
	 
	O19
	K1
	N17
	144.79(3)

	O26
	K1
	O27
	138.05(5)
	 
	O1
	K1
	N1
	22.684(17)

	O25
	K1
	O27
	77.08(2)
	 
	O1
	K1
	N17
	100.70(3)

	O25
	K1
	O18
	142.462(19)
	 
	O1
	K1
	N16
	144.79(3)

	O25
	K1
	O19
	74.19(3)
	 
	O110
	K1
	N1
	144.654(18)

	O25
	K1
	O14
	142.462(19)
	 
	O18
	K1
	N1
	95.30(3)

	O25
	K1
	O1
	74.19(3)
	 
	O14
	K1
	N16
	124.21(3)

	O25
	K1
	O110
	100.36(3)
	 
	O17
	K1
	N16
	90.88(3)

	O25
	K1
	O17
	100.36(3)
	 
	O18
	K1
	N17
	124.21(3)

	O27
	K1
	N16
	128.92(3)
	 
	O110
	K1
	N16
	22.55(3)

	O27
	K1
	N17
	22.68(3)
	 
	O19
	K1
	N16
	100.70(3)

	O26
	K1
	N1
	100.37(2)
	 
	O14
	K1
	N1
	95.30(3)

	O27
	K1
	N1
	100.37(2)
	 
	O17
	K1
	N17
	22.55(3)

	O25
	K1
	N17
	92.09(3)
	 
	O14
	K1
	N17
	67.10(3)

	O26
	K1
	N17
	128.92(3)
	 
	O110
	K1
	N17
	90.88(3)

	O26
	K1
	N16
	22.68(3)
	 
	O18
	K1
	N16
	67.10(3)

	O25
	K1
	N1
	68.85(4)
	 
	N1
	K1
	N16
	122.12(2)

	O25
	K1
	N16
	92.09(3)
	 
	N17
	K1
	N16
	112.29(4)

	O1
	K1
	O27
	80.28(3)
	 
	N1
	K1
	N17
	122.12(2)

	O14
	K1
	O26
	140.37(3)
	 
	O2
	N1
	K1
	161.26(10)

	O19
	K1
	O26
	80.28(3)
	 
	O2
	N1
	K12
	62.39(3)

	O110
	K1
	O26
	44.54(3)
	 
	O2
	N1
	K13
	62.39(3)

	O1
	K1
	O26
	122.76(3)
	 
	O19
	N1
	O2
	119.90(7)

	O17
	K1
	O27
	44.54(3)
	 
	O1
	N1
	O2
	119.90(7)

	O19
	K1
	O27
	122.76(3)
	 
	O1
	N1
	O19
	120.18(13)

	O110
	K1
	O27
	110.06(3)
	 
	O1
	N1
	K12
	161.24(9)

	O14
	K1
	O27
	72.57(3)
	 
	O1
	N1
	K1
	61.56(7)

	O18
	K1
	O26
	72.57(3)
	 
	O19
	N1
	K1
	61.56(7)

	O18
	K1
	O27
	140.37(3)
	 
	O1
	N1
	K13
	60.47(5)

	O17
	K1
	O26
	110.06(3)
	 
	O19
	N1
	K12
	60.47(5)

	O18
	K1
	O17
	110.39(2)
	 
	O19
	N1
	K13
	161.24(9)

	O18
	K1
	O19
	79.32(3)
	 
	K12
	N1
	K13
	112.29(4)

	O14
	K1
	O19
	104.491(18)
	 
	K1
	N1
	K12
	109.86(3)

	O110
	K1
	O19
	123.067(8)
	 
	K1
	N1
	K13
	109.86(3)

	O14
	K1
	O110
	110.39(2)
	 
	 
	 
	 
	 


11/2+X,+Y,1/2-Z; 23/2-X,-Y,-1/2+Z; 33/2-X,1-Y,-1/2+Z; 42-X,1-Y,1-Z; 5-1/2+X,+Y,1/2-Z; 63/2-X,-Y,1/2+Z; 73/2-X,1-Y,1/2+Z; 82-X,-1/2+Y,1-Z; 9+X,1/2-Y,+Z; 103/2-X,-1/2+Y,1/2+Z

Table S7. Values of torsion angles for niter [ º].
	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	K11
	O2
	N1
	O1
	90.86(12)
	 
	K1
	O1
	N1
	O2
	158.58(12)

	K11
	O2
	N1
	O12
	-90.86(12)
	 
	K13
	O1
	N1
	O2
	19.92(13)

	K13
	O2
	N1
	O12
	158.72(11)
	 
	K15
	O1
	N1
	O2
	-91.73(14)

	K13
	O2
	N1
	O1
	-19.55(13)
	 
	K1
	O1
	N1
	O12
	-19.69(13)

	K14
	O2
	N1
	O1
	-158.73(11)
	 
	K13
	O1
	N1
	O12
	-158.35(11)

	K14
	O2
	N1
	O12
	19.55(13)
	 
	K15
	O1
	N1
	O12
	89.99(14)

	K11
	O2
	N1
	K13
	110.41(3)
	 
	K13
	O1
	N1
	K1
	-138.65(4)

	K14
	O2
	N1
	K1
	-69.59(3)
	 
	K15
	O1
	N1
	K1
	109.69(8)

	K11
	O2
	N1
	K14
	-110.41(3)
	 
	K15
	O1
	N1
	K13
	-111.66(8)

	K13
	O2
	N1
	K14
	139.17(6)
	 
	K13
	O1
	N1
	K14
	-71.8(3)

	K13
	O2
	N1
	K1
	69.59(3)
	 
	K1
	O1
	N1
	K14
	66.8(3)

	K11
	O2
	N1
	K1
	180.0
	 
	K15
	O1
	N1
	K14
	176.53(18)

	K14
	O2
	N1
	K13
	-139.17(6)
	 
	K1
	O1
	N1
	K13
	138.65(4)


11/2+X,+Y,1/2-Z; 2+X,1/2-Y,+Z; 33/2-X,1-Y,-1/2+Z; 43/2-X,-Y,-1/2+Z; 52-X,1-Y,1-Z

Table S8. Bond lengths for syngenite [Å].
	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	O11
	2.5457(19)
	 
	O2
	K111
	2.858(2)

	Ca1
	O1
	2.5458(19)
	 
	O2
	S1
	1.480(3)

	Ca1
	O1W
	2.461(3)
	 
	O3
	K112
	2.850(2)

	Ca1
	O4
	2.5185(18)
	 
	O3
	K111
	2.955(2)

	Ca1
	O42
	2.4427(18)
	 
	O3
	K110
	2.955(2)

	Ca1
	O43
	2.4427(18)
	 
	O3
	K18
	2.850(2)

	Ca1
	O41
	2.5185(18)
	 
	O3
	S1
	1.480(3)

	Ca1
	O54
	2.401(3)
	 
	O4
	Ca12
	2.4427(18)

	Ca1
	O64
	2.703(3)
	 
	O4
	K112
	3.3844(19)

	Ca1
	S1
	3.1441(11)
	 
	O4
	S2
	1.4780(18)

	Ca1
	S2
	3.1105(10)
	 
	O5
	Ca113
	2.401(3)

	Ca1
	S24
	3.1267(10)
	 
	O5
	K18
	2.671(2)

	K1
	K11
	3.4591(11)
	 
	O5
	K112
	2.671(2)

	K1
	O15
	2.9452(19)
	 
	O5
	S2
	1.479(3)

	K1
	O1W
	2.962(2)
	 
	O6
	Ca113
	2.703(3)

	K1
	O26
	2.900(2)
	 
	O6
	K113
	2.745(2)

	K1
	O27
	2.858(2)
	 
	O6
	K114
	2.745(2)

	K1
	O37
	2.955(2)
	 
	O6
	S2
	1.470(3)

	K1
	O38
	2.850(2)
	 
	S1
	K111
	3.3371(9)

	K1
	O43
	3.3844(19)
	 
	S1
	K112
	3.7717(9)

	K1
	O58
	2.671(2)
	 
	S1
	K16
	3.4703(9)

	K1
	O64
	2.745(2)
	 
	S1
	K110
	3.3371(9)

	K1
	S17
	3.3371(9)
	 
	S1
	K19
	3.4703(9)

	K1
	S16
	3.4703(9)
	 
	S1
	K18
	3.7717(10)

	O1
	K19
	2.9452(19)
	 
	S1
	O11
	1.4814(18)

	O1
	S1
	1.4814(18)
	 
	S2
	Ca113
	3.1267(10)

	O1W
	K11
	2.962(2)
	 
	S2
	K18
	3.6156(9)

	O2
	K110
	2.858(2)
	 
	S2
	K112
	3.6156(9)

	O2
	K16
	2.900(2)
	 
	S2
	O41
	1.4780(18)

	O2
	K19
	2.900(2)
	 
	 
	 
	 


1+X,1/2-Y,+Z; 21-X,1-Y,1-Z; 31-X,-1/2+Y,1-Z; 41+X,+Y,+Z; 52-X,-1/2+Y,1-Z; 62-X,-Y,1-Z; 7+X,+Y,-1+Z; 81-X,-Y,1-Z; 92-X,1/2+Y,1-Z; 10+X,+Y,1+Z; 11+X,1/2-Y,1+Z; 121-X,1/2+Y,1-Z; 13-1+X,+Y,+Z; 14-1+X,1/2-Y,+Z

Table S9. Values of valence angles for syngenite [ º].
	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	O11
	Ca1
	O1
	55.41(8)
	 
	S17
	K1
	O44
	152.57(4)

	O1
	Ca1
	O62
	122.82(6)
	 
	S17
	K1
	S15
	98.11(2)

	O11
	Ca1
	O62
	122.82(6)
	 
	Ca1
	O1
	K19
	101.56(6)

	O1
	Ca1
	S1
	27.71(4)
	 
	S1
	O1
	Ca1
	99.23(9)

	O11
	Ca1
	S1
	27.71(4)
	 
	S1
	O1
	K19
	97.74(9)

	O11
	Ca1
	S2
	87.83(5)
	 
	Ca1
	O1W
	K11
	102.62(8)

	O11
	Ca1
	S22
	98.61(5)
	 
	Ca1
	O1W
	K1
	102.62(8)

	O1
	Ca1
	S2
	87.83(5)
	 
	K11
	O1W
	K1
	71.46(6)

	O1
	Ca1
	S22
	98.61(5)
	 
	K19
	O2
	K15
	78.31(7)

	O1W
	Ca1
	O11
	148.16(5)
	 
	K110
	O2
	K15
	101.60(2)

	O1W
	Ca1
	O1
	148.16(5)
	 
	K111
	O2
	K19
	101.60(2)

	O1W
	Ca1
	O41
	78.15(7)
	 
	K111
	O2
	K15
	164.88(10)

	O1W
	Ca1
	O4
	78.15(7)
	 
	K111
	O2
	K110
	74.48(7)

	O1W
	Ca1
	O62
	68.61(8)
	 
	K110
	O2
	K19
	164.88(10)

	O1W
	Ca1
	S1
	162.93(7)
	 
	S1
	O2
	K19
	99.66(11)

	O1W
	Ca1
	S2
	76.09(6)
	 
	S1
	O2
	K111
	95.27(11)

	O1W
	Ca1
	S22
	96.63(6)
	 
	S1
	O2
	K15
	99.66(11)

	O43
	Ca1
	O11
	129.48(6)
	 
	S1
	O2
	K110
	95.27(11)

	O41
	Ca1
	O11
	75.05(6)
	 
	K18
	O3
	K110
	96.08(3)

	O4
	Ca1
	O1
	75.05(6)
	 
	K111
	O3
	K110
	71.66(7)

	O41
	Ca1
	O1
	100.28(6)
	 
	K18
	O3
	K112
	79.98(7)

	O44
	Ca1
	O1
	129.48(6)
	 
	K18
	O3
	K111
	149.14(10)

	O4
	Ca1
	O11
	100.28(6)
	 
	K112
	O3
	K110
	149.14(10)

	O43
	Ca1
	O1
	74.35(6)
	 
	K112
	O3
	K111
	96.08(3)

	O44
	Ca1
	O11
	74.35(6)
	 
	S1
	O3
	K112
	117.68(11)

	O43
	Ca1
	O1W
	80.12(5)
	 
	S1
	O3
	K110
	91.43(11)

	O44
	Ca1
	O1W
	80.12(5)
	 
	S1
	O3
	K111
	91.43(11)

	O43
	Ca1
	O4
	68.65(7)
	 
	S1
	O3
	K18
	117.68(11)

	O44
	Ca1
	O41
	68.65(7)
	 
	Ca13
	O4
	Ca1
	111.35(7)

	O41
	Ca1
	O4
	56.00(8)
	 
	Ca13
	O4
	K112
	92.04(5)

	O44
	Ca1
	O43
	153.70(9)
	 
	Ca1
	O4
	K112
	114.95(6)

	O44
	Ca1
	O4
	123.38(5)
	 
	S2
	O4
	Ca13
	147.00(11)

	O43
	Ca1
	O41
	123.38(5)
	 
	S2
	O4
	Ca1
	98.87(9)

	O44
	Ca1
	O62
	78.36(4)
	 
	S2
	O4
	K112
	86.76(8)

	O4
	Ca1
	O62
	136.45(6)
	 
	Ca113
	O5
	K18
	114.24(7)

	O41
	Ca1
	O62
	136.45(6)
	 
	Ca113
	O5
	K112
	114.24(7)

	O43
	Ca1
	O62
	78.36(4)
	 
	K112
	O5
	K18
	86.59(8)

	O43
	Ca1
	S1
	102.00(4)
	 
	S2
	O5
	Ca113
	104.90(14)

	O4
	Ca1
	S1
	86.80(5)
	 
	S2
	O5
	K112
	118.37(9)

	O44
	Ca1
	S1
	102.00(4)
	 
	S2
	O5
	K18
	118.37(9)

	O41
	Ca1
	S1
	86.80(5)
	 
	Ca113
	O6
	K114
	102.34(7)

	O43
	Ca1
	S2
	95.96(4)
	 
	Ca113
	O6
	K113
	102.34(7)

	O41
	Ca1
	S22
	151.25(4)
	 
	K113
	O6
	K114
	78.11(7)

	O43
	Ca1
	S22
	82.61(4)
	 
	S2
	O6
	Ca113
	92.24(13)

	O4
	Ca1
	S2
	28.00(4)
	 
	S2
	O6
	K114
	137.53(6)

	O4
	Ca1
	S22
	151.25(4)
	 
	S2
	O6
	K113
	137.53(6)

	O44
	Ca1
	S22
	82.61(4)
	 
	Ca1
	S1
	K18
	92.12(2)

	O44
	Ca1
	S2
	95.96(4)
	 
	Ca1
	S1
	K15
	80.06(2)

	O41
	Ca1
	S2
	28.00(4)
	 
	Ca1
	S1
	K110
	148.762(12)

	O52
	Ca1
	O11
	74.59(7)
	 
	Ca1
	S1
	K111
	148.762(12)

	O52
	Ca1
	O1
	74.59(7)
	 
	Ca1
	S1
	K112
	92.12(2)

	O52
	Ca1
	O1W
	123.83(9)
	 
	Ca1
	S1
	K19
	80.06(2)

	O52
	Ca1
	O44
	88.36(5)
	 
	K111
	S1
	K110
	62.43(2)

	O52
	Ca1
	O4
	145.86(6)
	 
	K19
	S1
	K18
	171.51(3)

	O52
	Ca1
	O41
	145.86(6)
	 
	K15
	S1
	K112
	171.51(3)

	O52
	Ca1
	O43
	88.36(5)
	 
	K111
	S1
	K15
	113.95(3)

	O52
	Ca1
	O62
	55.22(8)
	 
	K111
	S1
	K19
	81.89(2)

	O52
	Ca1
	S1
	73.25(6)
	 
	K19
	S1
	K112
	118.462(16)

	O52
	Ca1
	S22
	27.20(6)
	 
	K18
	S1
	K112
	58.10(2)

	O52
	Ca1
	S2
	160.08(7)
	 
	K111
	S1
	K18
	103.65(2)

	O62
	Ca1
	S1
	128.46(6)
	 
	K110
	S1
	K112
	103.65(2)

	O62
	Ca1
	S2
	144.70(6)
	 
	K110
	S1
	K15
	81.89(2)

	O62
	Ca1
	S22
	28.02(6)
	 
	K19
	S1
	K15
	63.70(2)

	S2
	Ca1
	S1
	86.84(3)
	 
	K111
	S1
	K112
	74.495(19)

	S22
	Ca1
	S1
	100.44(3)
	 
	K110
	S1
	K18
	74.495(19)

	S2
	Ca1
	S22
	172.72(4)
	 
	K110
	S1
	K19
	113.95(3)

	K11
	K1
	S15
	121.851(12)
	 
	K15
	S1
	K18
	118.462(16)

	O16
	K1
	K11
	102.70(4)
	 
	O1
	S1
	Ca1
	53.06(8)

	O16
	K1
	O1W
	138.43(6)
	 
	O11
	S1
	Ca1
	53.05(8)

	O16
	K1
	O37
	128.20(6)
	 
	O1
	S1
	K19
	57.24(8)

	O16
	K1
	O44
	100.04(5)
	 
	O11
	S1
	K111
	158.07(8)

	O16
	K1
	S15
	25.02(4)
	 
	O11
	S1
	K110
	95.71(8)

	O16
	K1
	S17
	102.49(4)
	 
	O1
	S1
	K15
	107.59(8)

	O1W
	K1
	K11
	54.27(3)
	 
	O11
	S1
	K15
	57.24(8)

	O1W
	K1
	O44
	59.19(5)
	 
	O1
	S1
	K18
	115.26(8)

	O1W
	K1
	S15
	162.19(6)
	 
	O11
	S1
	K18
	69.56(8)

	O1W
	K1
	S17
	93.42(5)
	 
	O1
	S1
	K112
	69.56(8)

	O25
	K1
	K11
	129.16(3)
	 
	O11
	S1
	K112
	115.26(8)

	O27
	K1
	K11
	52.76(3)
	 
	O11
	S1
	K19
	107.59(8)

	O25
	K1
	O16
	49.03(6)
	 
	O1
	S1
	K110
	158.07(8)

	O27
	K1
	O16
	79.49(6)
	 
	O1
	S1
	K111
	95.71(8)

	O25
	K1
	O1W
	172.51(7)
	 
	O1
	S1
	O11
	106.07(15)

	O27
	K1
	O1W
	102.69(5)
	 
	O2
	S1
	Ca1
	126.42(12)

	O27
	K1
	O25
	78.40(2)
	 
	O2
	S1
	K110
	58.52(9)

	O27
	K1
	O37
	49.08(7)
	 
	O2
	S1
	K112
	132.91(9)

	O25
	K1
	O37
	105.96(7)
	 
	O2
	S1
	K19
	55.47(8)

	O27
	K1
	O44
	152.04(5)
	 
	O2
	S1
	K111
	58.52(9)

	O25
	K1
	O44
	122.53(5)
	 
	O2
	S1
	K18
	132.91(9)

	O25
	K1
	S15
	24.87(5)
	 
	O2
	S1
	K15
	55.47(8)

	O27
	K1
	S17
	26.21(5)
	 
	O2
	S1
	O1
	109.98(10)

	O27
	K1
	S15
	82.59(5)
	 
	O2
	S1
	O11
	109.98(10)

	O25
	K1
	S17
	84.39(5)
	 
	O3
	S1
	Ca1
	124.20(12)

	O37
	K1
	K11
	54.17(3)
	 
	O3
	S1
	K111
	62.26(9)

	O38
	K1
	K11
	129.99(4)
	 
	O3
	S1
	K18
	41.99(8)

	O38
	K1
	O16
	126.00(5)
	 
	O3
	S1
	K19
	141.72(6)

	O38
	K1
	O1W
	89.16(6)
	 
	O3
	S1
	K110
	62.26(9)

	O37
	K1
	O1W
	70.19(7)
	 
	O3
	S1
	K112
	41.99(8)

	O38
	K1
	O25
	83.98(6)
	 
	O3
	S1
	K15
	141.72(6)

	O38
	K1
	O27
	120.57(7)
	 
	O3
	S1
	O11
	110.70(10)

	O38
	K1
	O37
	83.92(3)
	 
	O3
	S1
	O1
	110.70(10)

	O37
	K1
	O44
	127.56(6)
	 
	O3
	S1
	O2
	109.39(16)

	O38
	K1
	O44
	82.62(6)
	 
	Ca1
	S2
	Ca113
	172.72(4)

	O38
	K1
	S15
	102.90(4)
	 
	Ca1
	S2
	K18
	95.72(2)

	O37
	K1
	S17
	26.31(5)
	 
	Ca113
	S2
	K18
	78.03(2)

	O37
	K1
	S15
	123.53(5)
	 
	Ca1
	S2
	K112
	95.72(2)

	O38
	K1
	S17
	96.44(5)
	 
	Ca113
	S2
	K112
	78.03(2)

	O44
	K1
	K11
	101.06(3)
	 
	K112
	S2
	K18
	60.86(2)

	O44
	K1
	S15
	108.86(4)
	 
	O4
	S2
	Ca1
	53.13(7)

	O58
	K1
	K11
	133.29(4)
	 
	O41
	S2
	Ca113
	126.42(7)

	O58
	K1
	O16
	64.35(6)
	 
	O41
	S2
	Ca1
	53.13(7)

	O58
	K1
	O1W
	104.27(7)
	 
	O4
	S2
	Ca113
	126.42(7)

	O58
	K1
	O25
	78.00(7)
	 
	O41
	S2
	K112
	117.03(8)

	O58
	K1
	O27
	143.84(7)
	 
	O41
	S2
	K18
	69.16(8)

	O58
	K1
	O37
	166.37(7)
	 
	O4
	S2
	K112
	69.16(8)

	O58
	K1
	O38
	83.55(7)
	 
	O4
	S2
	K18
	117.03(8)

	O58
	K1
	O44
	45.09(6)
	 
	O41
	S2
	O4
	106.24(14)

	O58
	K1
	O62
	82.47(5)
	 
	O41
	S2
	O5
	109.42(10)

	O58
	K1
	S17
	162.30(5)
	 
	O4
	S2
	O5
	109.42(10)

	O58
	K1
	S15
	64.85(5)
	 
	O5
	S2
	Ca1
	124.82(11)

	O62
	K1
	K11
	50.94(4)
	 
	O5
	S2
	Ca113
	47.90(10)

	O62
	K1
	O16
	77.25(6)
	 
	O5
	S2
	K18
	40.53(7)

	O62
	K1
	O1W
	61.34(7)
	 
	O5
	S2
	K112
	40.53(7)

	O62
	K1
	O27
	89.82(6)
	 
	O6
	S2
	Ca1
	127.54(11)

	O62
	K1
	O25
	126.15(7)
	 
	O6
	S2
	Ca113
	59.74(11)

	O62
	K1
	O38
	142.66(8)
	 
	O6
	S2
	K18
	128.20(9)

	O62
	K1
	O37
	104.55(5)
	 
	O6
	S2
	K112
	128.20(9)

	O62
	K1
	O44
	63.19(6)
	 
	O6
	S2
	O4
	112.04(10)

	O62
	K1
	S17
	107.00(4)
	 
	O6
	S2
	O41
	112.04(10)

	O62
	K1
	S15
	102.08(5)
	 
	O6
	S2
	O5
	107.64(15)

	S17
	K1
	K11
	58.783(12)
	 
	 
	 
	 
	 


1+X,1/2-Y,+Z; 21+X,+Y,+Z; 31-X,1-Y,1-Z; 41-X,-1/2+Y,1-Z; 52-X,-Y,1-Z; 62-X,-1/2+Y,1-Z; 7+X,+Y,-1+Z; 81-X,-Y,1-Z; 92-X,1/2+Y,1-Z; 10+X,+Y,1+Z; 11+X,1/2-Y,1+Z; 121-X,1/2+Y,1-Z; 13-1+X,+Y,+Z; 14-1+X,1/2-Y,+Z

Table S10. Values of torsion angles for syngenite [ º].
	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	Ca1
	O1
	S1
	K11
	179.66(5)
	 
	K16
	O2
	S1
	O1
	159.20(9)

	Ca1
	O1
	S1
	K12
	-72.32(8)
	 
	K11
	O2
	S1
	O3
	-37.43(4)

	Ca1
	O1
	S1
	K13
	-109.25(7)
	 
	K15
	O2
	S1
	O3
	-140.17(5)

	Ca1
	O1
	S1
	K14
	62.29(7)
	 
	K16
	O2
	S1
	O3
	37.43(4)

	Ca1
	O1
	S1
	K15
	103.12(8)
	 
	K14
	O2
	S1
	O3
	140.17(5)

	Ca1
	O1
	S1
	K16
	175.32(17)
	 
	K11
	O3
	S1
	Ca1
	-144.16(3)

	Ca1
	O1
	S1
	O17
	2.25(15)
	 
	K16
	O3
	S1
	Ca1
	144.16(4)

	Ca1
	O1
	S1
	O2
	121.13(11)
	 
	K12
	O3
	S1
	Ca1
	46.53(9)

	Ca1
	O1
	S1
	O3
	-117.88(12)
	 
	K13
	O3
	S1
	Ca1
	-46.53(9)

	Ca18
	O4
	S2
	Ca1
	156.5(2)
	 
	K13
	O3
	S1
	K15
	75.1(2)

	Ca18
	O4
	S2
	Ca19
	-32.6(2)
	 
	K12
	O3
	S1
	K15
	168.13(6)

	Ca1
	O4
	S2
	Ca19
	170.94(5)
	 
	K13
	O3
	S1
	K14
	-168.13(6)

	Ca1
	O4
	S2
	K12
	75.94(8)
	 
	K16
	O3
	S1
	K14
	22.56(16)

	Ca18
	O4
	S2
	K12
	-127.57(17)
	 
	K11
	O3
	S1
	K14
	94.25(10)

	Ca1
	O4
	S2
	K13
	114.76(7)
	 
	K11
	O3
	S1
	K15
	-22.56(16)

	Ca18
	O4
	S2
	K13
	-88.76(19)
	 
	K16
	O3
	S1
	K15
	-94.25(10)

	Ca18
	O4
	S2
	O47
	157.94(11)
	 
	K13
	O3
	S1
	K12
	-93.06(18)

	Ca1
	O4
	S2
	O47
	1.45(16)
	 
	K13
	O3
	S1
	K11
	97.63(6)

	Ca1
	O4
	S2
	O5
	119.49(11)
	 
	K11
	O3
	S1
	K16
	71.69(7)

	Ca18
	O4
	S2
	O5
	-84.0(2)
	 
	K12
	O3
	S1
	K11
	-169.32(12)

	Ca18
	O4
	S2
	O6
	35.3(2)
	 
	K16
	O3
	S1
	K11
	-71.69(7)

	Ca1
	O4
	S2
	O6
	-121.20(11)
	 
	K16
	O3
	S1
	K13
	-169.32(12)

	Ca19
	O5
	S2
	Ca1
	180.000(0)
	 
	K12
	O3
	S1
	K13
	93.06(18)

	Ca19
	O5
	S2
	K13
	128.80(9)
	 
	K12
	O3
	S1
	K16
	-97.63(6)

	Ca19
	O5
	S2
	K12
	-128.80(9)
	 
	K11
	O3
	S1
	K12
	169.32(12)

	Ca19
	O5
	S2
	O4
	121.99(9)
	 
	K12
	O3
	S1
	K14
	-75.1(2)

	Ca19
	O5
	S2
	O47
	-121.99(9)
	 
	K13
	O3
	S1
	K16
	169.32(12)

	Ca19
	O5
	S2
	O6
	0.000(1)
	 
	K16
	O3
	S1
	K12
	97.63(6)

	Ca19
	O6
	S2
	Ca1
	180.000(0)
	 
	K11
	O3
	S1
	K13
	-97.63(6)

	Ca19
	O6
	S2
	K13
	-40.13(6)
	 
	K12
	O3
	S1
	O1
	105.19(10)

	Ca19
	O6
	S2
	K12
	40.13(6)
	 
	K11
	O3
	S1
	O1
	-85.49(11)

	Ca19
	O6
	S2
	O47
	120.35(9)
	 
	K13
	O3
	S1
	O1
	12.13(15)

	Ca19
	O6
	S2
	O4
	-120.35(9)
	 
	K11
	O3
	S1
	O17
	157.18(9)

	Ca19
	O6
	S2
	O5
	0.000(1)
	 
	K16
	O3
	S1
	O17
	85.49(11)

	K15
	O1
	S1
	Ca1
	-103.12(8)
	 
	K16
	O3
	S1
	O1
	-157.18(9)

	K15
	O1
	S1
	K11
	76.53(5)
	 
	K12
	O3
	S1
	O17
	-12.13(15)

	K15
	O1
	S1
	K16
	72.2(2)
	 
	K13
	O3
	S1
	O17
	-105.19(10)

	K15
	O1
	S1
	K14
	-40.83(7)
	 
	K13
	O3
	S1
	O2
	133.47(9)

	K15
	O1
	S1
	K12
	-175.45(3)
	 
	K11
	O3
	S1
	O2
	35.84(3)

	K15
	O1
	S1
	K13
	147.63(7)
	 
	K12
	O3
	S1
	O2
	-133.47(9)

	K15
	O1
	S1
	O17
	-100.87(11)
	 
	K16
	O3
	S1
	O2
	-35.84(4)

	K15
	O1
	S1
	O2
	18.01(13)
	 
	K13
	O4
	S2
	Ca19
	56.18(8)

	K15
	O1
	S1
	O3
	139.00(11)
	 
	K13
	O4
	S2
	Ca1
	-114.76(7)

	K14
	O2
	S1
	Ca1
	-39.83(5)
	 
	K13
	O4
	S2
	K12
	-38.82(6)

	K16
	O2
	S1
	Ca1
	-142.57(4)
	 
	K13
	O4
	S2
	O47
	-113.30(10)

	K11
	O2
	S1
	Ca1
	142.57(4)
	 
	K13
	O4
	S2
	O5
	4.73(11)

	K15
	O2
	S1
	Ca1
	39.83(5)
	 
	K13
	O4
	S2
	O6
	124.04(11)

	K11
	O2
	S1
	K15
	102.742(16)
	 
	K12
	O5
	S2
	Ca19
	128.80(9)

	K16
	O2
	S1
	K13
	78.95(4)
	 
	K13
	O5
	S2
	Ca19
	-128.80(9)

	K11
	O2
	S1
	K16
	-74.85(8)
	 
	K13
	O5
	S2
	Ca1
	51.20(9)

	K15
	O2
	S1
	K16
	-177.60(8)
	 
	K12
	O5
	S2
	Ca1
	-51.20(9)

	K11
	O2
	S1
	K14
	-177.60(9)
	 
	K12
	O5
	S2
	K13
	-102.40(19)

	K15
	O2
	S1
	K13
	-98.64(12)
	 
	K13
	O5
	S2
	K12
	102.40(18)

	K14
	O2
	S1
	K15
	-79.66(9)
	 
	K13
	O5
	S2
	O47
	109.22(10)

	K16
	O2
	S1
	K15
	177.60(9)
	 
	K13
	O5
	S2
	O4
	-6.81(15)

	K15
	O2
	S1
	K14
	79.66(9)
	 
	K12
	O5
	S2
	O47
	6.81(15)

	K15
	O2
	S1
	K12
	178.30(4)
	 
	K12
	O5
	S2
	O4
	-109.22(10)

	K14
	O2
	S1
	K16
	102.742(16)
	 
	K13
	O5
	S2
	O6
	-128.80(9)

	K15
	O2
	S1
	K11
	-102.742(16)
	 
	K12
	O5
	S2
	O6
	128.80(9)

	K14
	O2
	S1
	K11
	177.60(9)
	 
	K19
	O6
	S2
	Ca19
	-111.07(18)

	K14
	O2
	S1
	K12
	98.64(12)
	 
	K110
	O6
	S2
	Ca1
	-68.93(18)

	K16
	O2
	S1
	K11
	74.85(8)
	 
	K19
	O6
	S2
	Ca1
	68.93(18)

	K16
	O2
	S1
	K14
	-102.742(16)
	 
	K110
	O6
	S2
	Ca19
	111.07(18)

	K11
	O2
	S1
	K13
	4.10(11)
	 
	K110
	O6
	S2
	K13
	70.9(2)

	K11
	O2
	S1
	K12
	-78.95(4)
	 
	K19
	O6
	S2
	K12
	-70.9(2)

	K14
	O2
	S1
	K13
	-178.30(4)
	 
	K19
	O6
	S2
	K13
	-151.20(13)

	K16
	O2
	S1
	K12
	-4.10(11)
	 
	K110
	O6
	S2
	K12
	151.20(13)

	K11
	O2
	S1
	O1
	84.35(11)
	 
	K19
	O6
	S2
	O47
	9.3(2)

	K15
	O2
	S1
	O1
	-18.40(12)
	 
	K19
	O6
	S2
	O4
	128.58(17)

	K14
	O2
	S1
	O1
	-98.06(9)
	 
	K110
	O6
	S2
	O4
	-9.3(2)

	K16
	O2
	S1
	O17
	-84.35(11)
	 
	K110
	O6
	S2
	O47
	-128.58(17)

	K15
	O2
	S1
	O17
	98.06(9)
	 
	K19
	O6
	S2
	O5
	-111.07(18)

	K14
	O2
	S1
	O17
	18.39(12)
	 
	K110
	O6
	S2
	O5
	111.07(18)

	K11
	O2
	S1
	O17
	-159.20(9)
	 
	 
	 
	 
	 
	 


1+X,1/2-Y,1+Z; 21-X,-Y,1-Z; 31-X,1/2+Y,1-Z; 42-X,-Y,1-Z; 52-X,1/2+Y,1-Z; 6+X,+Y,1+Z; 7+X,1/2-Y,+Z; 81-X,1-Y,1-Z; 9-1+X,+Y,+Z; 10-1+X,1/2-Y,+Z

Table S11. Bond lengths for picromerite [Å].
	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Mg1
	O1W1
	2.1007(12)
	 
	K1
	O37
	2.8485(14)

	Mg1
	O1W
	2.1007(12)
	 
	K1
	O48
	2.8016(13)

	Mg1
	O2W1
	2.0172(13)
	 
	K1
	S16
	3.4343(6)

	Mg1
	O2W
	2.0172(13)
	 
	K1
	S1
	3.5743(5)

	Mg1
	O3W1
	2.0912(12)
	 
	O1
	S1
	1.4800(13)

	Mg1
	O3W
	2.0912(12)
	 
	O2
	K16
	2.8981(14)

	O1W
	K12
	2.9718(13)
	 
	O2
	S1
	1.4697(13)

	O3W
	K13
	3.0850(13)
	 
	O3
	K19
	2.8485(14)

	K1
	O1W4
	2.9717(13)
	 
	O3
	K16
	2.9028(13)

	K1
	O3W5
	3.0850(13)
	 
	O3
	S1
	1.4827(13)

	K1
	O1
	2.7045(13)
	 
	O4
	K18
	2.8016(13)

	K1
	O2
	3.3091(14)
	 
	O4
	S1
	1.4843(12)

	K1
	O26
	2.8981(14)
	 
	S1
	K16
	3.4343(6)

	K1
	O36
	2.9028(13)
	 
	 
	 
	 


11-X,2-Y,1-Z; 21-X,1/2+Y,1/2-Z; 3+X,1+Y,+Z; 41-X,-1/2+Y,1/2-Z; 5+X,-1+Y,+Z; 6-X,1-Y,1-Z; 7-X,-1/2+Y,1/2-Z; 81-X,1-Y,1-Z; 9-X,1/2+Y,1/2-Z

Table S12. Values of valence angles for picromerite [ º].
	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	O1W
	Mg1
	O1W1
	180.00(9)
	 
	O37
	K1
	O3W5
	64.49(3)

	O2W
	Mg1
	O1W
	89.39(5)
	 
	O36
	K1
	O3W5
	92.47(4)

	O2W
	Mg1
	O1W1
	90.61(5)
	 
	O37
	K1
	O26
	95.43(4)

	O2W1
	Mg1
	O1W1
	89.39(5)
	 
	O37
	K1
	O2
	147.77(4)

	O2W1
	Mg1
	O1W
	90.61(5)
	 
	O36
	K1
	O2
	86.12(3)

	O2W
	Mg1
	O2W1
	180.0
	 
	O37
	K1
	O36
	104.27(3)

	O2W
	Mg1
	O3W
	90.44(5)
	 
	O36
	K1
	S16
	25.32(3)

	O2W1
	Mg1
	O3W1
	90.44(5)
	 
	O37
	K1
	S16
	106.26(3)

	O2W
	Mg1
	O3W1
	89.56(5)
	 
	O37
	K1
	S1
	126.22(3)

	O2W1
	Mg1
	O3W
	89.56(5)
	 
	O36
	K1
	S1
	106.03(3)

	O3W1
	Mg1
	O1W1
	90.35(5)
	 
	O48
	K1
	O1W4
	85.19(4)

	O3W
	Mg1
	O1W1
	89.65(5)
	 
	O48
	K1
	O3W5
	76.88(4)

	O3W1
	Mg1
	O1W
	89.65(5)
	 
	O48
	K1
	O2
	69.83(4)

	O3W
	Mg1
	O1W
	90.35(5)
	 
	O48
	K1
	O26
	118.14(4)

	O3W
	Mg1
	O3W1
	180.0
	 
	O48
	K1
	O36
	85.16(4)

	Mg1
	O1W
	K12
	137.71(5)
	 
	O48
	K1
	O37
	140.37(4)

	Mg1
	O3W
	K13
	128.09(5)
	 
	O48
	K1
	S16
	98.30(3)

	O1W4
	K1
	O3W5
	78.52(3)
	 
	O48
	K1
	S1
	85.67(3)

	O1W4
	K1
	O2
	97.08(3)
	 
	S16
	K1
	S1
	85.511(13)

	O1W4
	K1
	S16
	164.99(3)
	 
	S1
	O1
	K1
	114.12(7)

	O1W4
	K1
	S1
	80.18(3)
	 
	K16
	O2
	K1
	111.86(4)

	O3W5
	K1
	O2
	146.68(4)
	 
	S1
	O2
	K16
	98.34(7)

	O3W5
	K1
	S16
	116.48(3)
	 
	S1
	O2
	K1
	88.03(6)

	O3W5
	K1
	S1
	153.41(3)
	 
	K19
	O3
	K16
	122.48(5)

	O1
	K1
	O1W4
	72.32(4)
	 
	S1
	O3
	K16
	97.81(6)

	O1
	K1
	O3W5
	150.36(4)
	 
	S1
	O3
	K19
	126.12(7)

	O1
	K1
	O2
	45.69(4)
	 
	S1
	O4
	K18
	122.95(7)

	O1
	K1
	O26
	73.23(4)
	 
	K16
	S1
	K1
	94.489(13)

	O1
	K1
	O36
	117.14(4)
	 
	O1
	S1
	K16
	105.96(5)

	O1
	K1
	O37
	104.02(4)
	 
	O1
	S1
	K1
	43.68(5)

	O1
	K1
	O48
	105.39(4)
	 
	O1
	S1
	O3
	108.11(7)

	O1
	K1
	S16
	92.70(3)
	 
	O1
	S1
	O4
	110.06(7)

	O1
	K1
	S1
	22.21(3)
	 
	O2
	S1
	K1
	67.71(6)

	O26
	K1
	O1W4
	142.51(4)
	 
	O2
	S1
	K16
	56.61(6)

	O26
	K1
	O3W5
	132.62(4)
	 
	O2
	S1
	O1
	108.93(8)

	O26
	K1
	O2
	68.14(4)
	 
	O2
	S1
	O3
	109.77(8)

	O26
	K1
	O36
	49.20(4)
	 
	O2
	S1
	O4
	110.22(8)

	O26
	K1
	S1
	73.43(3)
	 
	O3
	S1
	K1
	136.21(5)

	O2
	K1
	S16
	70.79(2)
	 
	O3
	S1
	K16
	56.87(5)

	O26
	K1
	S16
	25.05(3)
	 
	O3
	S1
	O4
	109.72(7)

	O2
	K1
	S1
	24.26(2)
	 
	O4
	S1
	K16
	143.97(5)

	O36
	K1
	O1W4
	168.07(4)
	 
	O4
	S1
	K1
	111.80(5)

	O37
	K1
	O1W4
	79.06(4)
	 
	 
	 
	 
	 


11-X,2-Y,1-Z; 21-X,1/2+Y,1/2-Z; 3+X,1+Y,+Z; 41-X,-1/2+Y,1/2-Z; 5+X,-1+Y,+Z; 6-X,1-Y,1-Z; 7-X,-1/2+Y,1/2-Z; 81-X,1-Y,1-Z; 9-X,1/2+Y,1/2-Z

Table S13. Values of torsion angles for picromerite [ º].
	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	K1
	O1
	S1
	K11
	-79.53(6)
	 
	K12
	O3
	S1
	K11
	-140.45(9)

	K1
	O1
	S1
	O2
	-20.00(9)
	 
	K11
	O3
	S1
	K1
	56.91(8)

	K1
	O1
	S1
	O3
	-139.23(7)
	 
	K12
	O3
	S1
	O1
	-42.86(10)

	K1
	O1
	S1
	O4
	100.95(8)
	 
	K11
	O3
	S1
	O1
	97.59(7)

	K11
	O2
	S1
	K1
	-111.81(5)
	 
	K12
	O3
	S1
	O2
	-161.56(8)

	K1
	O2
	S1
	K11
	111.81(5)
	 
	K11
	O3
	S1
	O2
	-21.11(8)

	K1
	O2
	S1
	O1
	14.79(7)
	 
	K11
	O3
	S1
	O4
	-142.37(6)

	K11
	O2
	S1
	O1
	-97.02(7)
	 
	K12
	O3
	S1
	O4
	77.18(9)

	K1
	O2
	S1
	O3
	132.98(6)
	 
	K13
	O4
	S1
	K1
	-80.66(7)

	K11
	O2
	S1
	O3
	21.17(8)
	 
	K13
	O4
	S1
	K11
	53.22(12)

	K11
	O2
	S1
	O4
	142.13(6)
	 
	K13
	O4
	S1
	O1
	-127.57(8)

	K1
	O2
	S1
	O4
	-106.06(6)
	 
	K13
	O4
	S1
	O2
	-7.40(10)

	K12
	O3
	S1
	K1
	-83.54(9)
	 
	K13
	O4
	S1
	O3
	113.59(8)


1-X,1-Y,1-Z; 2-X,1/2+Y,1/2-Z; 31-X,1-Y,1-Z

Table S14. Bond lengths for subhydrate CaSO4·0.69H2O [Å].
	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	Ca11
	4.0958(4)
	 
	Ca1
	S17
	3.17317(18)

	Ca1
	O12
	2.503(3)
	 
	O1
	Ca11
	2.503(3)

	Ca1
	O13
	2.423(4)
	 
	O1
	S1
	1.456(3)

	Ca1
	O1
	2.423(4)
	 
	O2
	Ca18
	2.442(4)

	Ca1
	O14
	2.503(3)
	 
	O2
	Ca11
	2.645(4)

	Ca1
	O1W
	2.503(9)
	 
	O2
	S1
	1.466(3)

	Ca1
	O25
	2.442(4)
	 
	S1
	Ca11
	3.17317(17)

	Ca1
	O22
	2.645(4)
	 
	S1
	Ca19
	3.17321(17)

	Ca1
	O26
	2.442(4)
	 
	S1
	O110
	1.456(3)

	Ca1
	O24
	2.645(4)
	 
	S1
	O210
	1.466(3)

	Ca1
	S12
	3.17321(17)
	 
	 
	 
	 


11+Y-X,1-X,1/3+Z; 21-Y,+X-Y,-1/3+Z; 3-Y+X,-Y,4/3-Z; 41-X,-X+Y,5/3-Z; 51-Y+X,1-Y,4/3-Z; 6+X,-1+Y,+Z; 71-Y,+X-Y,2/3+Z; 8+X,1+Y,+Z; 91+Y-X,1-X,-2/3+Z; 10+Y,+X,1-Z

Table S15. Values of valence angles for CaSO4·0.69H2O [ º].
	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	O1
	Ca1
	Ca11
	34.38(7)
	 
	O25
	Ca1
	O14
	69.37(12)

	O12
	Ca1
	Ca11
	108.34(8)
	 
	O25
	Ca1
	O12
	82.67(13)

	O13
	Ca1
	Ca11
	124.78(12)
	 
	O26
	Ca1
	O14
	82.67(13)

	O14
	Ca1
	Ca11
	83.06(7)
	 
	O26
	Ca1
	O1W
	140.23(8)

	O13
	Ca1
	O12
	117.30(9)
	 
	O25
	Ca1
	O1W
	140.23(8)

	O1
	Ca1
	O12
	78.32(13)
	 
	O25
	Ca1
	O22
	87.89(13)

	O14
	Ca1
	O12
	143.6(2)
	 
	O26
	Ca1
	O25
	79.55(16)

	O1
	Ca1
	O14
	117.30(9)
	 
	O26
	Ca1
	O24
	87.89(13)

	O13
	Ca1
	O14
	78.32(13)
	 
	O25
	Ca1
	O24
	122.91(10)

	O13
	Ca1
	O1
	131.6(2)
	 
	O26
	Ca1
	O22
	122.91(10)

	O1
	Ca1
	O1W
	65.78(11)
	 
	O24
	Ca1
	O22
	141.52(16)

	O13
	Ca1
	O1W
	65.78(11)
	 
	O24
	Ca1
	S17
	27.30(7)

	O1
	Ca1
	O22
	96.63(11)
	 
	O26
	Ca1
	S17
	85.20(9)

	O1
	Ca1
	O25
	152.43(14)
	 
	O22
	Ca1
	S17
	151.78(9)

	O14
	Ca1
	O22
	142.79(10)
	 
	O22
	Ca1
	S12
	27.29(7)

	O1
	Ca1
	O26
	75.18(13)
	 
	O24
	Ca1
	S12
	151.78(9)

	O13
	Ca1
	O24
	96.63(11)
	 
	O25
	Ca1
	S17
	95.81(9)

	O13
	Ca1
	O26
	152.43(14)
	 
	O26
	Ca1
	S12
	95.81(9)

	O1
	Ca1
	O24
	67.30(11)
	 
	O25
	Ca1
	S12
	85.20(9)

	O13
	Ca1
	O25
	75.18(13)
	 
	S17
	Ca1
	Ca11
	58.669(17)

	O14
	Ca1
	O24
	53.80(11)
	 
	S12
	Ca1
	Ca11
	120.855(13)

	O13
	Ca1
	O22
	67.30(11)
	 
	S17
	Ca1
	S12
	178.69(8)

	O12
	Ca1
	O22
	53.80(11)
	 
	Ca1
	O1
	Ca11
	112.50(12)

	O12
	Ca1
	O24
	142.79(10)
	 
	S1
	O1
	Ca11
	103.35(19)

	O13
	Ca1
	S17
	86.56(7)
	 
	S1
	O1
	Ca1
	142.45(19)

	O14
	Ca1
	S17
	26.51(8)
	 
	Ca18
	O2
	Ca11
	107.18(11)

	O12
	Ca1
	S17
	154.42(9)
	 
	S1
	O2
	Ca11
	96.84(19)

	O1
	Ca1
	S12
	86.56(7)
	 
	S1
	O2
	Ca18
	136.8(2)

	O13
	Ca1
	S12
	92.90(7)
	 
	Ca11
	S1
	Ca19
	178.69(8)

	O12
	Ca1
	S12
	26.51(8)
	 
	O1
	S1
	Ca11
	50.14(14)

	O1
	Ca1
	S17
	92.90(7)
	 
	O110
	S1
	Ca11
	128.91(15)

	O14
	Ca1
	S12
	154.42(9)
	 
	O110
	S1
	Ca19
	50.14(14)

	O1W
	Ca1
	Ca11
	71.91(4)
	 
	O1
	S1
	Ca19
	128.91(15)

	O1W
	Ca1
	O14
	108.20(10)
	 
	O1
	S1
	O110
	111.6(3)

	O1W
	Ca1
	O12
	108.20(10)
	 
	O1
	S1
	O210
	111.43(18)

	O1W
	Ca1
	O22
	70.76(8)
	 
	O110
	S1
	O210
	106.0(2)

	O1W
	Ca1
	O24
	70.76(8)
	 
	O110
	S1
	O2
	111.43(18)

	O1W
	Ca1
	S12
	89.34(4)
	 
	O1
	S1
	O2
	106.0(2)

	O1W
	Ca1
	S17
	89.34(4)
	 
	O2
	S1
	Ca11
	55.86(15)

	O22
	Ca1
	Ca11
	128.12(8)
	 
	O2
	S1
	Ca19
	125.04(16)

	O24
	Ca1
	Ca11
	34.72(8)
	 
	O210
	S1
	Ca19
	55.86(15)

	O26
	Ca1
	Ca11
	71.69(8)
	 
	O210
	S1
	Ca11
	125.04(16)

	O25
	Ca1
	Ca11
	142.34(9)
	 
	O2
	S1
	O210
	110.5(3)

	O26
	Ca1
	O12
	69.37(12)
	 
	 
	 
	 
	 


11+Y-X,1-X,1/3+Z; 21-Y,+X-Y,-1/3+Z; 3-Y+X,-Y,4/3-Z; 41-X,-X+Y,5/3-Z; 5+X,-1+Y,+Z; 61-Y+X,1-Y,4/3-Z; 71-Y,+X-Y,2/3+Z; 8+X,1+Y,+Z; 91+Y-X,1-X,-2/3+Z; 10+Y,+X,1-Z

Table S16. Values of torsion angles for CaSO4·069H2O [ º].
	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	Ca1
	O1
	S1
	Ca11
	-162.5(5)
	 
	Ca14
	O2
	S1
	Ca12
	54.6(3)

	Ca1
	O1
	S1
	Ca12
	18.6(5)
	 
	Ca14
	O2
	S1
	Ca11
	-124.2(3)

	Ca11
	O1
	S1
	Ca12
	-178.84(7)
	 
	Ca11
	O2
	S1
	Ca12
	178.85(7)

	Ca11
	O1
	S1
	O13
	-123.31(19)
	 
	Ca11
	O2
	S1
	O1
	1.7(2)

	Ca1
	O1
	S1
	O13
	74.1(4)
	 
	Ca11
	O2
	S1
	O13
	123.31(19)

	Ca11
	O1
	S1
	O23
	118.41(19)
	 
	Ca14
	O2
	S1
	O1
	-122.6(3)

	Ca11
	O1
	S1
	O2
	-1.8(2)
	 
	Ca14
	O2
	S1
	O13
	-0.9(4)

	Ca1
	O1
	S1
	O23
	-44.1(5)
	 
	Ca11
	O2
	S1
	O23
	-119.16(17)

	Ca1
	O1
	S1
	O2
	-164.4(4)
	 
	Ca14
	O2
	S1
	O23
	116.6(3)


11+Y-X,1-X,1/3+Z; 21+Y-X,1-X,-2/3+Z; 3+Y,+X,1-Z; 4+X,1+Y,+Z
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