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ESI-MS data with product ion peaks from MS/MS experiments and atomic coordinates and anisotropic displacement parameters from X-ray crystallographic data for Pb(Val)2(H2O)2(NO3)2.

Table 1. ESI-MS data for reaction mixtures containing lead nitrate and an amino acid in 50% ethanol (pH 2-5) for spectra that show prominent cation peaks (m/z) containing lead.  Relative intensities, assignments and MS/MS data provided.

	Amino

Acid
	m/z
	Assignment

Pb:Am
	Rel. Int. (%)
	MS/MS

(m/z)
	Assignment

Pb:Am
	Amino

Acid
	m/z
	Assignment

Pb:Am
	Rel. Int. (%)
	MS/MS

(m/z)
	Assignment

Pb:Am

	Gly
	253.9
	CH4NOPb+
	50
	
	
	Tyr
	388.1
	1:1
	100
	370.2
	C9H8NO2Pb+

	
	282.1
	1:1
	100
	253.9
	CH5NOPb+
	His
	362.1
	1:1
	100
	344.3
	C6H6N3OPb+

	
	
	
	
	263.9
	C2H3NOPb+
	
	
	
	
	
	

	
	636.9
	2:3
	35
	563.0
	1:2
	
	723.0
	2:2
	25
	361.9
	1:1

	Ala
	278.0
	C3H6NOPb+
	20
	
	
	
	785.9
	2:2:NO3
	20
	723.0
	2:2

	
	296.1
	1:1
	90
	267.9
	C2H8NOPb+
	
	875.8
	2:3
	10
	362.0
	1:1

	
	
	
	
	277.9
	C3H6NOPb+
	Ser
	282.1
	C2H4NO2Pb+
	30
	
	

	
	358.9
	1:1NO3
	15
	296.0
	1:1
	
	312.1
	1:1
	95
	282.1
	C2H4NO2Pb+

	
	385.0
	1:2
	25
	296.0
	1:1
	Thr
	326.0
	1:1
	100
	282.0
	C2H4NO2Pb+

	
	606.8
	2:2H2O
	20
	385.0
	1:2
	
	648.9
	2:2
	40
	326.0
	1:1

	
	677.9
	2:3
	100
	296.0
	1:1
	
	854.9
	3:2
	39
	810.8
	C6H9N2O5Pb3+

	Val
	296.0
	C3H8NO2Pb+
	15
	
	
	
	973.7
	3:3
	30
	854.9
	3:2

	
	324.0
	1:1
	100
	306.0
	C5H8NOPb+
	Met
	356.1
	1:1
	100
	337.9
	C5H8NOSPb+

	
	
	
	
	296.0
	C3H8NO2Pb+
	
	504.9
	1:2
	7
	356.1
	1:1

	
	386.9
	1:1:NO
	50
	324.0
	1:1
	
	691.9
	C10H18N2O3S2Pb2+
	10
	673.8
	C10H16N2O2S2Pb2+

	
	441.0
	1:2
	45
	324.0
	1:1
	
	709.1
	2:2
	5
	691.9
	C10H18N2O3S2Pb2+

	
	662.7
	2:2:H2O
	25
	441.0
	1:2
	
	857.9
	3:2
	50
	691.9
	C10H18N2O3S2Pb2+

	
	707.9
	2:2:NO3
	20
	441.0
	1:2
	Cys
	328.1
	1:1
	100
	309.8
	C3H4NOSPb+

	
	761.9
	2:3
	75
	324.0
	1:1
	
	
	
	
	299.9
	C2H6NOSPb+

	Leu
	338.0
	1:1
	10
	319.9
	C6H10NOPb+
	
	448.9
	1:2
	55
	327.9
	1:1

	
	469.0
	1:2
	35
	338.0
	1:1
	
	654.9
	2:2
	50
	327.9
	1:1

	
	673.1
	2:2
	15
	338.0
	1:1
	HCys
	324.1
	C4H6NOSPb+
	35
	
	

	
	804.0
	2:3
	100
	673.2
	2:2
	
	342.1
	1:1
	100
	324.1
	C4H6NOSPb+

	Ile
	338.0
	1:1
	10
	319.9
	C6H10NOPb+
	
	474.8
	1:2
	15
	342.1
	1:1

	
	469.0
	1:2
	35
	338.0
	1:1
	
	680.9
	2:3
	55
	663.0
	C8H14N2O3S2Pb2+

	
	673.1
	2:2
	15
	338.0
	1:1
	Asp
	340.1
	1:1
	100
	322
	C4H4NO3Pb+

	
	804.0
	2:3
	100
	673.2
	2:2
	
	561.7
	C4H6NO5Pb2+
	15
	
	

	Phe
	354.2
	C9H8NOPb+
	5
	
	
	
	677.0
	2:2
	55
	561.7
	C4H6NO5Pb2+

	
	372.1
	1:1
	85
	354.1
	C9H8NOPb+
	
	
	
	
	659.9
	C8H9N2O7Pb2+

	
	534.9
	1:2
	25
	372.1
	1:1
	
	882.9
	3:2
	10
	864.8
	C8H7N2O7Pb3+

	
	722.9
	C18H17N2O3Pb2+
	20
	
	
	
	
	
	
	
	

	
	740.8
	2:2
	15
	723.1
	C18H17N2O3Pb2+
	
	1015.9
	3:3
	30
	882.9
	3:2

	
	905.9
	2:3
	100
	723.1
	C18H17N2O3Pb2+
	Glu
	336.1
	C5H6NO3Pb+
	60
	
	

	Trp
	393.1
	C11H9N2OPb+
	5
	
	
	
	354.0
	1:1
	100
	336.1
	C5H6NO3Pb+

	
	411.1
	1:1
	100
	393.1
	C11H9N2OPb+
	
	558.1
	2:1
	10
	
	

	
	614.9
	1:2
	30
	411.1
	1:1
	
	576.0
	2:1:H2O
	35
	558.1
	2:1

	
	801.1
	C22H19N4O3Pb2+
	3
	411.1
	1:1
	
	705.0
	2:2
	30
	558.1
	2:1

	
	818.9
	2:2
	5
	800.8
	C22H19N4O3Pb2+
	
	
	
	
	
	

	
	1023.1
	2:3
	35
	801.1
	C22H19N4O3Pb2+
	
	
	
	
	
	

	Amino

Acid
	m/z
	Assignment

Pb:Am
	Rel. Int. (%)
	MS/MS

(m/z)
	Assignment

Pb:Am
	Amino

Acid
	m/z
	Assignment

Pb:Am
	Rel. Int. (%)
	MS/MS

(m/z)
	Assignment

Pb:Am

	Glu
	336.1
	C5H6NO3Pb+
	60
	
	
	Arg
	381.0
	1:1
	50
	362.9
	C6H11N4OPb+

	
	354.0
	1:1
	100
	336.1
	C5H6NO3Pb+
	
	443.9
	1:1:NO3
	15
	381.1
	1:1

	
	558.1
	2:1
	10
	
	
	
	555.1
	1:2
	100
	380.9
	1:1

	
	576.0
	2:1:H2O
	35
	558.1
	2:1
	
	617.7
	1:2:NO3
	10
	555.1
	1:2

	
	705.0
	2:2
	30
	558.1
	2:1
	
	728.9
	1:3
	40
	555.2
	1:2

	Asn
	320.9
	C4H5N2O2Pb+
	30
	
	
	
	791.9
	1:3:NO3
	25
	729.1
	1:3

	
	339.0
	1:1
	100
	320.9
	C4H5N2O2Pb+
	
	
	
	
	554.9
	1:2

	
	470.9
	1:2
	12
	339.0
	1:1
	
	902.9
	1:4
	20
	729.1
	1:3

	
	658.9
	C8H12N4O5Pb2+
	10
	339.0
	1:1
	
	966.1
	1:4:NO3
	27
	728.9
	1:3

	
	676.9
	2:2
	20
	658.9
	C8H12N4O5Pb2+
	
	1139.9
	1:5:NO3
	16
	902.8
	1:4

	
	806.9
	2:3
	50
	676.9
	2:2
	
	1314.4
	1:6NO3
	14
	903.1
	1:4

	Gln
	353.1
	1:1
	80
	335.1
	C5H7N2O2Pb+
	Pro
	322.0
	1:1
	35
	304.1
	C5H6NOPb+

	
	667.0
	C10H13N4O4Pb2+
	50
	
	
	
	385.0
	Pb(Pro)(HNO3)+
	55
	322.0
	1:1

	
	684.8
	C10H15N4O5Pb2+
	75
	669.0
	C10H15N4O4Pb2+
	
	437.1
	1:2
	99
	322.1
	1:1

	
	703.0
	2:2
	100
	669.0
	C10H15N4O4Pb2+
	
	758.0
	2:3
	100
	437.1
	1:2

	
	848.9
	2:3
	74
	703.0
	2:2
	
	
	
	
	
	

	Lys
	335.3
	C5H7N2O2Pb+
	50
	
	
	
	
	
	
	
	

	
	353.1
	1:1
	40
	335.3
	C5H7N2O2Pb+
	
	
	
	
	
	

	
	460.8
	C12H23N4O2Pb+
	100
	353.1
	1:1
	
	
	
	
	
	

	
	850.0
	2:3
	80
	353.1
	1:1
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	


Pb(Val)2(H2O)2(NO3)2
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Pb(Val)2(H2O)2(NO3)2
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2 x 103).    U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________
x
y
z
U(eq)

________________________________________________________________

Pb(1)
6045(1)
7814(1)
7474(2)
35(1)

O(1)
4821(7)
8304(4)
9720(20)
39(2)

O(2)
4447(10)
8696(6)
6270(30)
46(4)

O(3)
7001(7)
8316(4)
10140(20)
37(2)

O(4)
8076(7)
8105(4)
7320(40)
46(3)

O(5)
1334(9)
8960(6)
6720(30)
64(4)

O(6)
2(9)
8713(5)
5000(20)
54(4)

O(7)
1252(7)
8886(5)
2740(30)
50(3)

O(8)
5901(7)
7350(4)
2050(20)
41(3)

O(9)
7309(11)
7182(7)
290(30)
60(4)

O(10)
7159(11)
7132(7)
4230(30)
53(4)

O(11)
4146(7)
7346(4)
6840(20)
41(3)

O(12)
6329(8)
8561(4)
4760(20)
48(3)

N(1)
3246(8)
8617(4)
12120(30)
30(3)

N(2)
9559(8)
8501(5)
9970(30)
32(3)

N(3)
886(8)
8864(5)
4810(30)
38(3)

N(4)
6753(8)
7209(4)
2280(40)
32(3)

C(1)
4340(13)
8595(8)
8510(40)
35(3)

C(2)
3471(9)
8855(5)
9750(30)
31(3)

C(3)
3608(9)
9416(5)
10110(30)
37(3)

C(4)
4636(10)
9533(6)
11110(30)
42(4)

C(5)
3384(13)
9716(5)
7780(40)
66(6)

C(6)
7831(10)
8331(5)
9190(30)
31(3)

C(7)
8564(10)
8692(4)
10360(30)
28(2)

C(8)
8433(9)
9233(4)
9500(30)
38(3)

C(9)
7388(10)
9431(6)
9770(50)
62(6)

C(10)
9162(11)
9595(6)
10680(40)
60(6)

Pb(Val)2(H2O)2(NO3)2

Table 3.   Anisotropic displacement parameters (Å2 x 103). The anisotropic displacement factor exponent takes the form: -2 π2 [ h2 a*2 U11 + ... + 2 h k a* b* U12 ]

________________________________________________________________


U11
U22
U33
U23
U13
U12
________________________________________________________________

Pb(1)
39(1) 
34(1)
33(1) 
-9(1)
4(1) 
-3(1)

O(1)
30(4) 
40(6)
47(6) 
4(5)
4(4) 
7(4)

O(2)
43(7) 
72(11)
23(4) 
-17(6)
-10(6) 
16(7)

O(3)
30(4) 
44(7)
37(5) 
-9(5)
5(4) 
-1(4)

O(4)
33(4) 
47(6)
57(8) 
-28(8)
17(7) 
-12(4)

O(5)
51(6) 
85(10)
56(6) 
-12(8)
-15(6) 
-14(7)

O(6)
44(6) 
88(10)
29(6) 
0(7)
-6(5) 
-16(6)

O(7)
31(5) 
73(8)
46(6) 
3(9)
1(6) 
3(5)

O(8)
37(4) 
51(6)
36(9) 
-4(5)
1(5) 
7(4)

O(9)
71(8) 
53(10)
57(6) 
-23(9)
29(7) 
21(9)

O(10)
50(7) 
59(11)
51(6) 
-19(8)
-16(6) 
25(8)

O(11)
38(5) 
38(6)
48(9) 
-14(5)
-8(5) 
-1(4)

O(12)
45(6) 
56(7)
42(6) 
7(5)
8(5) 
9(5)

N(1)
37(5) 
26(5)
28(7) 
-12(5)
-10(5) 
-4(4)

N(2)
34(4) 
37(7)
24(6) 
-10(7)
-5(6) 
0(5)

N(3)
28(5) 
49(9)
38(5) 
8(7)
-6(5) 
13(5)

N(4)
31(4) 
29(5)
35(5) 
18(6)
6(5) 
2(4)

C(1)
32(7) 
35(8)
38(6) 
1(6)
-3(6) 
1(5)

C(2)
29(6) 
33(5)
30(7) 
0(5)
-5(6) 
3(4)

C(3)
38(6) 
37(5)
37(8) 
-5(6)
13(7) 
-4(6)

C(4)
59(8) 
33(8)
34(9) 
-7(7)
-9(8) 
-9(7)

C(5)
89(13) 
30(7)
79(14) 
6(9)
-38(14) 
6(8)

C(6)
32(5) 
40(7)
21(7) 
0(6)
1(5) 
-4(5)

C(7)
36(5) 
32(5)
15(6) 
3(5)
-3(6) 
-2(4)

C(8)
48(8) 
34(6)
33(9) 
11(7)
-6(8) 
0(5)

C(9)
54(7) 
43(10)
91(17) 
10(12)
-7(12) 
8(6)

C(10)
62(9) 
31(7)
86(17) 
-2(10)
-12(12) 
-6(7)
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