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Table S1.Compounds inhibiting cancer cell lines harboring the EGFR19del construct.
	
	IC50(μM)

	
	PC-9
	A549

	5a
	0.158±0.020
	0.693±0.116

	5b
	0.011±0.003
	0.582±0.025

	5c
	0.048±0.003
	0.745±0.007

	5d
	0.016±0.001
	0.845±0.002

	5e
	0.011±0.006
	0.823±0.309

	5f
	0.035±0.002
	1.037±0.026

	5g
	0.016±0.001
	0.387±0.155

	5h
	0.151±0.001
	3.116±0.385

	17b
	0.080±0.005
	0.428±0.348

	17a
	0.095±0.004
	0.690±0.415

	[bookmark: OLE_LINK54]Osimertinib
	0.011±0.003
	3.956±1.986


Table S2 Antiproliferative activity of 5d against three human normal cellsa.
	Compd
	5d
	Selectivity ratiob
	Brigatinib
	Selectivity ratiob

	LO2
	7.55±0.15
	411.22
	2.203±0.02
	4.156

	HK2
	7.583±0.09
	412.02
	3.845±0.09
	7.254

	293A
	4.030±0.01
	219.49
	3.532±0.014
	6.66

	Baf3-EGFRL858R/T790M/C797S
	0.01836±0.0065
	/
	0.426±0.018
	/


aData are presented as the mean ± SE from the dose−response cures of at least three independent experiments. bSelectivity ratio = (IC50 human normal cells)/(IC50 Baf3-EGFRL858R/T790M/C797S).
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Figure S1. Original Western blot.





Protein statistical analysis diagram
[image: Figure S2-Protein statistical analysis diagram.]
Figure S2. Compound 5d inhibited cancer progression by inhibiting the EGFR and m-TOR signaling pathways.
[image: Figure 6-CDK1 CyclinB1 统计-SI]
Figure S3. Compound 5d blocks the cell cycle.

Supplementary Information NMR，HRMS and HPLC spectra of target compounds 
Intermediate 4
1H NMR for N-(2-((2,5-dichloropyrimidin-4-yl)amino)phenyl)methanesulfonamide: 1H NMR (400 MHz, Chloroform-d) δ 8.38 (s, 1H), 8.23 (s, 1H), 8.04 (d, J = 9.1 Hz, 1H), 7.47 – 7.34 (m, 2H), 3.06 (s, 3H). 
N-(2-((2,5-dichloropyrimidin-4-yl)amino)phenyl)ethanesulfonamide: 1H NMR (400 MHz, Chloroform-d) δ 8.19 (s, 1H), 7.37 (d, J = 7.8 Hz, 2H), 7.21 (ddt, J = 10.5, 7.4, 2.4 Hz, 2H), 3.12 (q, J = 7.4 Hz, 2H), 1.41 (t, J = 7.4 Hz, 3H).
1H NMR for N-(2-((2,5-dichloropyrimidin-4-yl)amino)phenyl)cyclopropanesulfonamide: 1H NMR (400 MHz, Chloroform-d) δ 8.00 (s, 1H), 7.48 – 7.29 (m, 3H), 7.22 – 7.18 (m, 1H), 1.33 (s, 1H), 1.14 – 1.08 (m, 2H), 1.03 – 0.94 (m, 2H).
8b
1H NMR (400 MHz, Chloroform-d) δ 6.62 (d, J = 8.3 Hz, 1H), 6.51 (d, J = 2.3 Hz, 1H), 6.40 (dd, J = 8.3, 2.4 Hz, 1H), 3.82 (s, 3H), 3.40 (s, 2H), 3.16 – 3.01 (m, 4H), 2.69 – 2.53 (m, 4H), 2.34 (s, 3H).
8c
1H NMR (400 MHz, Chloroform-d) δ 6.87 (d, J = 8.3 Hz, 1H), 6.52 (d, J = 2.8 Hz, 1H), 6.47 (dd, J = 8.3, 2.8 Hz, 1H), 3.43 (s, 2H), 2.84 (t, J = 4.8 Hz, 4H), 2.54 (s, 4H), 2.33 (s, 3H), 2.22 (s, 3H).
Intermediate 11
1H NMR (400 MHz, Chloroform-d) δ 8.72 (d, J = 5.8 Hz, 2H), 7.78 (s, 1H), 7.29 (d, J = 5.9 Hz, 2H), 6.96 (s, 1H), 3.96 (s, 3H), 2.25 (s, 3H).
Intermediate 12
1H NMR (400 MHz, Chloroform-d) δ 7.69 (s, 1H), 6.82 (s, 1H), 5.68 – 5.55 (m, 1H), 3.91 (s, 3H), 3.10 (s, 2H), 2.67 (t, J = 5.6 Hz, 2H), 2.43 (s, 3H), 2.41 (s, 2H), 2.26 (s, 3H).
Intermediate 13
1H NMR (400 MHz, Chloroform-d) δ 6.47 (s, 1H), 6.42 (s, 1H), 5.42 (dq, J = 3.7, 1.8 Hz, 1H), 3.69 (s, 3H), 3.04 (d, J = 3.3 Hz, 2H), 2.61 (t, J = 5.7 Hz, 2H), 2.36 (s, 3H), 2.34 (s, 2H), 2.07 (s, 3H).
Intermediate 14
1H NMR (400 MHz, Chloroform-d) δ 7.78 (s, 1H), 7.09 (s, 1H), 3.94 (s, 3H), 2.36 (s, 3H).
Intermediate 16 
1H NMR (400 MHz, Chloroform-d) δ 11.55 (s, 1H), 8.67 (dd, J = 8.6, 4.5 Hz, 1H), 8.22 (s, 1H), 7.59 (t, J = 8.0 Hz, 1H), 7.29 (dd, J = 13.7, 7.9 Hz, 1H), 7.18 (t, J = 6.9 Hz, 1H), 1.85 (d, J = 13.2 Hz, 6H).
N-(2-((5-chloro-2-((2-methoxy-4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)cyclopropanesulfonamide (5a)
White solid. 1H NMR (400 MHz, DMSO-d6) δ 8.47 (s, 1H), 8.08 (s, 2H), 8.03 (d, J=8.1Hz,1H), 7.91 (s, 1H), 7.44 (d, J = 8.7 Hz, 1H), 7.37 (d, J = 7.8, 1H), 7.22 (t, J=7.4 Hz,1H), 7.14 (t, J = 8.3 Hz, 1H), 6.60 (d, J=2.5 Hz,1H), 6.39-6.36 (m, 1H) 3.76 (s, 3H), 3.16-3.06 (m, 4H), 2.57-2.53 (m, 1H), 2.48-2.47 (m, 4H), 2.24 (s, 3H), 0.93-0.82 (m, 4H). 13C NMR (126 MHz, DMSO) δ 159.19, 155.57, 154.85, 152.25, 149.04, 134.85, 129.95, 127.09, 125.93, 124.56, 124.17, 123.50, 120.67, 107.08, 103.96, 100.43, 55.92, 55.16, 49.21, 46.24, 29.72, 5.56. HRMS (ESI+ ) calcd for C25H30ClN7O3S [M + H]+ 544.1898; found, 544.1931. HPLC purity: 97.16%.
N-(2-((5-chloro-2-((3-methyl-4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)cyclopropanesulfonamide (5b)
White solid. 1H NMR (500 MHz, DMSO-d6) δ 9.17 (s, 1H), 8.54 (s, 1H), 8.15 (s, 1H), 8.07 – 8.03 (m, 1H), 7.46 – 7.36 (m, 2H), 7.29 (q, J = 7.4 Hz, 2H), 7.21 (t, J = 7.6 Hz, 1H), 6.86 (d, J = 8.7 Hz, 1H), 2.78-2.76 (m, 4H), 2. 47 – 2.42 (m, 4H), 2.24 (s, 3H), 2.12 (s, 3H), 0.89 – 0.84 (m, 4H). 13C NMR (126 MHz, DMSO) δ 158.28, 156.00, 155.02, 145.75, 136.01, 135.09, 132.28, 129.44, 128.36, 127.37, 125.33, 125.03, 122.13, 119.13, 118.10, 104.17, 55.31, 52.49, 51.48, 45.74, 29.59, 18.10, 5.59. HRMS (ESI+ ) calcd for C25H31ClN7O2S [M + H]+ 528.1948; found, 528.1959. HPLC purity: 99.55%.
N-(2-((5-chloro-2-((2-methoxy-5-methyl-4-(1-methylpiperidin-4-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)cyclopropanesulfonamide (5c)
White solid. 1H NMR (500 MHz, Chloroform-d) δ 8.06 (s, 1H), 7.94 (s, 1H), 7.89 (d, J = 8.0 Hz, 1H), 7.79 (s, 1H), 7.52 (d, J = 7.9 Hz, 1H), 7.46 (s, 1H), 7.31 (t, J = 8.3 Hz, 1H), 7.21 (t, J = 7.7 Hz, 1H), 6.68 (s, 1H), 3.79 (s, 3H), 3.04 (d, J = 11.2 Hz, 2H), 2.61 – 2.56 (m, 1H), 2.47 – 2.42 (m, 1H), 2.38 (s, 3H), 2.15 – 2.10 (m, 2H), 1.99 (s, 3H), 1.82 – 1.73 (m, 2H), 1.67 (d, J = 12.4 Hz, 2H), 1.09 –1.05 (m, 2H), 0.93 – 0.82 (m, 2H). 13C NMR (126 MHz, CDCl3) δ 157.69, 156.19, 154.76, 146.44, 136.99, 134.54, 129.56, 128.04, 127.74, 126.80, 126.33, 125.56, 125.35, 120.32, 107.53, 104.88, 56.29, 55.77, 45.99, 37.05, 32.21, 29.73, 18.70, 5.68. HRMS (ESI+ ) calcd for C27H34ClN6O3S [M + H]+ 557.2102; found, 557.2104. HPLC purity: 99.55%.
N-(2-((5-chloro-2-((4-(1-methylpiperidin-4-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)cyclopropanesulfonamide (5d)
White solid. 1H NMR (400 MHz, Chloroform-d) δ 9.13 (s, 1H), 8.51 (s, 1H), 8.13 (s, 1H), 8.08 (t, J = 8.3 Hz, 1H), 7.45-7.37(m, 3H), 7.36-7.30 (m, 1H), 7.21 (t, J = 7.7 Hz, 1H), 7.23 (d, J = 7.7 Hz, 1H), 6.78 (dd, J = 9.2, 2.1 Hz, 2H), 3.08 –2.94 (m, 4H), 2.57-2.52 (m, 1H), 2.49 –2.47 (m, 4H), 2.24 (s, 3H), 0.90 –0.83 (m, 4H). 13C NMR (101 MHz, DMSO) δ 158.34, 158.25, 155.93, 155.02, 145.46, 135.17, 133.53, 128.53, 127.65, 125.41, 125.04, 120.91, 116.68, 104.03, 53.56, 47.62, 45.65, 43.66, 5.64. HRMS (ESI+ ) calcd for C24H29ClN7O2S [M + H]+ 514.1792; found, 514.2170. HPLC purity: 95.87%.
N-(2-((5-chloro-2-((4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)methanesulfonamide (5e)
White solid. 1H NMR (400 MHz, DMSO-d6) δ 9.17 (d, J = 2.5 Hz, 0H), 8.51 (s, 0H), 8.14 (s, 1H), 8.02 (t, J = 8.7 Hz, 1H), 7.47 – 7.32 (m, 4H), 7.25 (t, J = 7.6 Hz, 1H), 6.82 (dd, J = 9.1, 2.4 Hz, 2H), 3.22 – 3.20 (m, J, 4H), 3.05 – 3.02 (m, 4H), 2.96 (s, 3H), 2.64 (s, 3H). 13C NMR (101 MHz, DMSO) δ 158.25, 156.11, 155.00, 145.49, 134.93, 133.50, 129.69, 129.50, 127.52, 126.00, 125.50, 120.86, 116.63, 104.10, 53.66, 47.74, 45.65, 43.81. HRMS (ESI+) calcd for C22H27ClN7O2S [M + H]+ 488.1635; found, 488.1636. HPLC purity: 96.19%.
N-(2-((5-chloro-2-((2-methoxy-5-methyl-4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)methanesulfonamide (5f)
White solid. 1H NMR (500 MHz, Chloroform-d) δ 8.05 (s, 1H), 8.02 – 7.90 (m, 1H), 7.85 (t, J = 7.7 Hz, 1H), 7.74 (s, 1H), 7.49 (d, J = 7.8 Hz, 1H), 7.45 (s, 1H), 7.29 (d, J = 7.5 Hz, 1H), 7.23 (d, J = 7.7 Hz, 1H), 6.65 (s, 1H), 3.79 (s, 3H), 3.09 –3.07 (m, 2H), 2.92 (s, 3H), 2.60 –2.55 (m, 1H), 2.42 (s, 3H), 2.20 – 2.16 (m, 2H), 1.93 (s, 3H), 1.82 – 1.75 (m, 2H), 1.65-1.64 (m, 2H). 13C NMR (126 MHz, CDCl3) δ 157.66, 156.32, 154.76, 146.43, 136.60, 134.10, 130.55, 127.31, 126.74, 126.59, 126.39, 125.99, 125.86, 120.26, 107.47, 104.89, 56.11, 55.78, 45.66, 39.21, 36.83, 31.83, 18.66. HRMS (ESI+ ) calcd for C24H30ClN7O3S [M + H]+ 531.1945; found, 531.1948. HPLC purity: 95.48%.
N-(2-((5-chloro-2-((3-methyl-4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)ethanesulfonamide (5g)
White solid. 1H NMR (500 MHz, DMSO-d6) δ 9.17 (s, 1H), 8.57 (s, 1H), 8.14 (s, 1H), 7.91 (d, J = 6.8 Hz, 1H), 7.41 – 7.32 (m, 2H), 7.28 (t, J = 7.6 Hz, 1H), 7.23 (t, J = 7.3 Hz, 2H), 6.83 (d, J = 8.6 Hz, 1H), 3.00 (q, J = 7.2 Hz, 2H), 2.79-2.73 (m, 4H), 2.51-2.49 (m, 4H), 2.25 (s, 3H), 2.09 (s, 3H), 1.16 (t, J = 7.3 Hz, 3H). 13C NMR (126 MHz, DMSO) δ 158.30, 156.35, 155.00, 145.87, 135.96, 134.40, 132.22, 130.55, 126.97, 126.91, 126.27, 125.69, 122.02, 119.07, 117.99, 104.16, 55.60, 51.86, 46.13, 45.58, 18.09, 8.34. HRMS (ESI+ ) calcd for C24H30ClN7O2S [M + H]+ 516.1948; found, 516.1947. HPLC purity: 98.59%.
N-(2-((5-chloro-2-((2-methoxy-4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)ethanesulfonamide (5h)
White solid. 1H NMR (500 MHz, DMSO-d6) δ 8.66 (s, 1H), 8.07 (s, 1H), 7.97 (s, 1H), 7.86 (s, 1H), 7.44 (d, J = 8.6 Hz, 1H), 7.35 – 7.28 (m, 1H), 7.10 (dd, J = 5.8, 3.5 Hz, 2H), 6.60 (d, J = 2.3 Hz, 1H), 6.36 (dd, J = 8.7, 2.0 Hz, 1H), 3.76 (s, 3H), 3.14 – 3.07 (m, 4H), 2.97 (q, J = 7.3 Hz, 2H), 2.49 – 2.43 (m, 4H), 2.23 (s, 3H), 1.19 (t, J = 7.3 Hz, 3H). 13C NMR (126 MHz, DMSO) δ 159.10, 155.84, 154.83, 152.01, 148.87, 134.37, 125.99, 125.53, 124.70, 124.28, 124.19, 120.75, 107.08, 100.43, 55.93, 55.13, 49.20, 46.21, 46.05, 45.58, 10.43, 8.55. HRMS (ESI+ ) calcd for C24H30ClN7O3S [M + H]+ 531.1898; found, 532.1919. HPLC purity: 97.23%.
(2-((5-chloro-2-((2-methoxy-5-methyl-4-(1-methylpiperidin-4-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)dimethylphosphine oxide (17a)
White solid. 1H NMR (400 MHz, Chloroform-d) δ 10.80 (s, 1H), 8.64 (d, J = 8.4 Hz, 1H), 8.08 (d, J = 22.5 Hz, 2H), 7.50 (t, J = 7.8 Hz, 1H), 7.44 (s, 1H), 7.34 – 7.27 (m, 1H), 7.12 (t, J = 7.4 Hz, 1H), 6.80 (s, 1H), 3.84 (s, 3H), 3.06 (d, J = 10.8 Hz, 2H), 2.77-2.66 (m, 2H), 2.39 (s, 3H), 2.22 (s, 3H), 2.18-2.13 (m, 2H), 1.92 – 1.86 (m, 1H), 1.85 (s, 3H), 1.83 (s, 3H)1.81 – 1.72 (m, 2H). 13C NMR (126 MHz, Chloroform-d) δ 157.51, 155.89, 154.93, 146.71, 143.86, 137.26, 132.66, 129.63, 129.55, 126.80, 126.63, 122.73, 122.68, 122.41, 122.31, 120.77, 119.86, 107.73, 106.36, 56.46, 55.76, 46.25, 37.25, 32.61, 18.90, 18.29. HRMS (ESI+ ) calcd for C26H34ClN5O2P [M + H]+ 514.2139; found, 514.2170. HPLC purity: 96.15%.
(2-((5-chloro-2-((4-(4-methylpiperazin-1-yl)phenyl)amino)pyrimidin-4-yl)amino)phenyl)dimethylphosphine oxide (17b)
1H NMR (400 MHz, DMSO-d6) δ 11.12 (s, 1H), 9.19 (s, 1H), 8.61 (s, 1H), 8.14 (s, 1H), 7.68 – 7.46 (m, 4H), 7.25 – 7.12 (m, 1H), 6.90 (d, J = 9.1 Hz, 2H), 3.24 –3.19 (m, 4H), 2.98 –2.89 (s, 4H), 2.56 (s, 3H), 1.80 (s, 3H), 1.76 (s, 3H). 13C NMR (101 MHz, DMSO) δ 158.20, 155.69, 155.23, 145.20, 143.40, 133.74, 132.44, 131.20, 131.10, 122.94, 122.60, 121.43, 116.95, 104.81, 52.89, 46.91, 45.65, 19.00, 18.30. HRMS (ESI+ ) calcd for C23H29ClN6OP [M + H]+ 471.1829; found, 471.1827. HPLC purity: 98.18%.
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H NMR of Compound 5b
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C NMR of Compound 5b
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H NMR of Compound 5C
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C NMR of Compound 5C
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H NMR of Compound 5h
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HPLC purity of 5a (97.16%)
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HPLC purity of 5b (99.55%)
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HPLC purity of 5c (96.54%)
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HPLC purity of 5d (95.87%)
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HPLC purity of 5e (96.19%)
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HPLC purity of 5f (95.48%)
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HPLC purity of 5g (98.59%)
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HPLC purity of 5h (97.23%)
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HPLC purity of 17a (96.15%)
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HPLC purity of 17b (98.18%)
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Formula Predictor Report - H543.Icd Page 1of 1
Data File: \\Deep-20160624Id\data 1152 £ R\YH\H543.Icd
Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 26 30 F 1 0 0 Cl 1 1 1 H
Cc 4 22 25 Si 4 0 0 K 1 0 0 Na
N 3 2 7 P 3 0 1 Br 1 0 0 K
o 2 0 3 S 2 0 1 | 3 0 0 NH4
Error Margin (ppm): 1000 DBE Range: -100.0 - 100.0 Electron lons: odd
HC Ratio: 0.0 - 1000.0 Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret. Time: 0.703 Scan#: 105
566.1704
2.500e6-
| 544.1931
2.000e6-
1.500e6 568.1651
546.1898 567.1723
1000661 349.1891 393.2095 :
] 272.6057 560.1638
5.000e5 701.4844
273.5956 | 569.3172
0 ! I W w0 I .
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 566.1704 m/z
566.1704
100.0- h
il
|
|
|
(
50.0- |
| 568.1651
| 567.1723 i
( i
| 569.1638
566.4455 T
e - 569.3172
566.0 566.5 567.0 567.5 568.0 568.5 569.0 569.5 570.0 570.5 571.0 5715
C25 H30 N7 O3 S CI [M+Na]+ : Predicted region for 566.1712 m/z
566.1712
100.0+ |
|
|
|
50.0 ‘
: | 568.1691
‘ 567.1739 I
([l | i
| i Il 569.1713
| 1
5660 5665 5670 5675 5680 5685 5600 5695 5700 5705 5710 5715
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 72.07 C25H30N703S Cl [M+Na]+ 566.1704 566.1712 -0.8 -141 7281 14.0
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Formula Predictor Report - H527.lcd Page 1of 1
Data File: \\Deep-20160624Id\data1\52 £ R\YH\H527 Icd
Elmt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 30 30 o 2 2 2 Cl 1 1 1 H
B 3 0 0 F 1 0 0 K 1 0 0 Na
C 4 25 25 P 3 0 0 Br 1 0 0 K
N 3 7 7 S 2 1 1 | 3 0 0 NH4
Error Margin (ppm): 100 DBE Range: -100.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10000
Event#: 1 MS(E+) Ret. Time: 0.637 Scan#: 95
528.1959
1.600e6-
1.400e6
550.1744
1.200e6
1.000e6 530.1938
8.000e5 5201043 | | oo
6.000e5- :
] 531.2002 551.1780
4.000e5- 553.1754
2.000e5
! ) I ; .
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 528.1959 m/z
528.1959
100.0+ )
|
|
|
|
M
|
i |
500 T 530.1938
( 529.1943 A
Y
N
| 531.2002
528.0 5285 529.0 529.5 530.0 5305 531.0 531.5 532.0 532.5
C25 H30 N7 O2 S CI [M+H]+ : Predicted region for 528.1943 m/z
528.1943
100.0- \
|
|
|
|
500 ‘ 530.1922
| 529.1971 I
| 1 Il
| l
‘ | ‘ 531.1944
| | 1
528.0 528.5 520.0 5205 5300 5305 531.0 5315 532.0 532.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 8233 C25H30N702SCl [M+H]+ 528.1959 528.1943 1.6 3.03 86.74 14.0
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Formula Predictor Report - H556.Icd Page 1of 1

Data File: \\Deep-20160624Id\data 1152 £ R\YH\H556.Icd

Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 33 33 o 2 3 3 Cl 1 1 1 H
B 3 U] F 1 0o 0 K 1 0o 0 Na
C 4 27 27 P 3 0 0 Br 1 0 0 K
N 3 6 6 S 2 1 1 | 3 0 0 NH4
Error Margin (ppm): 100 DBE Range: -100.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10000
Event#: 1 MS(E+) Ret. Time: 0.703 Scan#: 105
557.2104
4.500e6°
4.000e6
3.500e6-
3.000e6
250066 559.2077
558.2149
2.000e6-
1.500e6 579.1860
1.000e6- 560.2130 | | 581.1831
5.000e5- 279.1147 536.1993 580.1904

| L

2000 3000 4000 5000 600.0 7000 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 557.2104 m/z

557.2104
100.0, A
[BE
5001 i 559.2077
RN 558.2149 i
Fd \ T 560.2130
e L0700 opond | N oy pngs SSEN ¥ — 1
557.0 557.5 558.0 558.5 559.0 559.5 560.0 560.5 561.0 5615
€27 H33 N6 03 S CI [M+H]+ : Predicted region for 557.2096 m/z
557.2096
100.0, |
|
|
|
500 | 559.2077
| 568.2125 |
I I Il
I it
| 560.2099
| I { A‘
I ‘ 1 N
557.0 557.5 558.0 558.5 550.0 559.5 560.0 560.5 561.0 5615
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 89.06 C27H33N6 O3S ClI [M+H]+ 557.2104  557.2096 0.8 144 90.05 14.0
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Formula Predictor Report - B513.lcd

Page 1of 1
Data File: \\Deep-20160624Id\data1\52 £ R\YH\B513.Icd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 33 33 o 2 2 2 Cl 1 1 1 H
B 3 0o 0 F 1 0o o K 1 0o 0 Na
C 4 26 26 P 3 1 1 Br 1 0 0 K
N 3 5 5 S 2 0 0 | 3 0 0 NH4
Error Margin (ppm): 100 DBE Range: -100.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10000
Event#: 1 MS(E+) Ret. Time: 0.650 Scan# : 97
536.1904
3.000e6-
2.500e6+ 514.2170
2.000e6-
1 538.1911
150065 537.1985
1000e6- 516.2136
5152187 | | 939.19%8
5.000€5- 257.6110 610.1819
I ; Ll ; .
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 514.2170 m/z
514.2170
100.0- s
il
|
|
(1
50.0- [
i 515.2187 516.2136
|
| 5146857
. / My VAN - 10 . .
514.0 514.5 515.0 515.5 516.0 516.5 517.0 517.5 518.0 518.5
C26 H33 N5 O2 P CI [M+H]+ : Predicted region for 514.2133 m/z
514.2133
100.0+ {
|
I
|
‘ I
50.0
| 516.2115
515.2163 [
\ I i
(! | | 517.2138
51;1.0 5145 515.0 515.5 516.0 516.5 517.0 5175 518.0 513.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 39.49 C26 H33N502P ClI [M+H]+ 514.2170 514.2133 3.7 7.20 58.07 13.0




image28.tiff
Formula Predictor Report - J487.Icd Page 1of 1
Data File: \Deep-20160624Id\data1\52 £ R\YH\J487 Icd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 26 26 o 2 2 2 Cl 1 1 1 H
B 3 0o 0 F 1 0o 0 K 1 0o 0 Na
C 4 22 22 P 3 0 0 Br 1 0 0 K
N 3 7 7 S 2 1 1 | 3 0 0 NH4
Error Margin (ppm): 100 DBE Range: -100.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10000
Event#: 1 MS(E+) Ret. Time: 0.783 Scan#: 117
488.1636
6.000e6-
5.500e6-
5.000e6
4.500e6-
4.000e6-
3.500e6- 4001619 | 510.1372
3.000e6
250066 489.1652
2000667 5121327
1:500e6) 4911605 | | 5111390
1.0006 |
5.000e5- )
4 bl
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 488.1636 m/z
488.1636
100.0+
it
[
[
50.0- |
| 490.1619
|
1 489.1652
491.1605
4880 4885 4890 4895 4900 4905 4910 4915 492.0 49255
C22 H26 N7 O2 S CI [M+H]+ : Predicted region for 488.1630 m/z
488.1630
100.0+ |
|
|
|
|
50.0 I
490.1607
|
489.1657 |
1 i
I ht
| | i 491.1629
| A
488.0 488.5 489.0 489.5 490.0 490.5 491.0 491.5 492.0 492.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 88.15 C22H26 N7 02S ClI [M+H]+ 488.1636  488.1630 0.6 123 8866 13.0




image29.tiff
Formula Predictor Report - J530.Icd

Page 1of 1
Data File: \Deep-20160624Id\data1\%2 £ R\YHW530.lcd
Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 31 31 F 1 0 0 Cl 1 1 1 H
C 4 25 25 Si 4 0 0 K 1 0 0 Na
N 3 6 7 P 3 0 1 Br 1 0 0 K
o 2 0 3 S 2 0 1 | 3 0 0 NH4
Error Margin (ppm): 1000 DBE Range: -100.0 - 100.0 Electron lons: odd
HC Ratio: 0.0 - 1000.0 Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret. Time: 0.730 Scan#: 109
531.1948
4.000e6-
3.500e6-
3.000e6-
2.500e6-
i 533.1879
2000263 5821080 |
1.500e6 266.1052 534.1903
1.000e6-  267.0995 393.2058 579.1677
581.1636
500065~ 56,6133 \ { 701.4914
I | \ ! i bk | | .
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 531.1948 m/z
531.1948
100.0-
|
I
50.0- \‘ |
B 533.1879
| 532.1959 |
534.1903
531.0 531.5 532.0 532.5 533.0 533.5 534.0 534.5 535.0 535.5
C25 H31 N6 O3 S CI [M+H]+ : Predicted region for 531.1940 m/z
531.1940
100.0- \
]
|
|
50.0 ‘ 533.1919
| | 532.1968 |
I it
| | il
| 534.1941
| i M
531.0 5315 532.0 5325 5330 5335 534.0 534.5 535.0 535.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 5459 C25H31N6 O3S Cl [M+H]+ 531.1948 531.1940 0.8 151 5529 13.0




image30.tiff
Formula Predictor Report - H515.lcd

Page 1of 1
Data File: \Deep-20160624Id\data1\52 £ R\YH\H515.Icd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 26 30 F 1 0 0 Cl 1 1 1 H
C 4 22 25 Si 4 0 0 K 1 0 0 Na
N 3 2 7 P 3 0 1 Br 1 0 0 K
o 2 0 3 S 2 0 1 | 3 0 0 NH4
Error Margin (ppm): 1000 DBE Range: -100.0 - 100.0 Electron lons: odd
HC Ratio: 0.0 - 1000.0 Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret. Time: 0.703 Scan#: 105
516.1947
4.500e6-
4.000e6
3.500e6 538.1708
3.000e6 |
2.500e6 518.1937
517.1935
2.000e63 258.6045
1 540.1709
1.500e6-
+ 00006, 251067 2596070 519.1915 | | 539 1738
006 393.2108 5411728
5.000e5- 194.1199 \ \ .
L L SN 1O 11 O ] .
200.0 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 516.1947 m/z
516.1947
100.0- |
il
l
|
50.0 M1
) | 518.1937
1 517.1935
|
o 519.1915
0 | e IR e R — L I
516.0 516.5 517.0 517.5 518.0 518.5 519.0 519.5 520.0 520.5 521.0 521.5
C24 H30 N7 O2 S CI [M+H]+ : Predicted region for 516.1943 m/z
516.1943
1000, |
I
50.0 I
518.1922
|
‘ 517.1970 I
(l | |
I i | 519.1943
0 — . e
516.0 516.5 517.0 517.5 518.0 518.5 519.0 519.5 520.0 520.5 521.0 521.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 71.54 C24H30N702S Cl [M+H]+ 516.1947 516.1943 0.4 0.77 71.54 13.0
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Formula Predictor Report - H531.lcd Page 1of 1

Data File: \\Deep-20160624Id\data1\52 £ R\YH\H531.Icd

Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 30 30 o 2 3 3 Cl 1 1 1 H

B 3 0o 0 F 1 0o 0 K 1 0o 0 Na

C 4 24 24 P 3 0 0 Br 1 0 0 K

N 3 7 7 S 2 1 1 | 3 0 0 NH4

Error Margin (ppm): 100 DBE Range: -100.0 - 100.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: no

Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000

MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10000

Event#: 1 MS(E+) Ret. Time: 0.690 Scan#: 103

532.1919
4. |
0006 5541667
3.500e6
3.000e6-
2.500e6-
1 534.1922
2.000e6 1652
i 5331002 | | 016
1.500e6- 555.1676
1.000e6 535.1914 557.1622
5.000e5- 439.1922 580.1588

. | i
2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 532.1919 m/z

532.1919
100.0+ 1
i
5001 I 534.1922
| 533.1902
535.1914
532.0 532.5 533.0 533.5 534.0 534.5 535.0 535.5 536.0 536.5
C24 H30 N7 O3 S CI [M+H]+ : Predicted region for 532.1892 m/z
532.1892
100.0- \
]
|
|
500 ‘ 534.1871
Il 533.1920 |
I il
| I il
| 535.1893
| I Il
| ‘ i A
532.0 532.5 533.0 533.5 534.0 534.5 535.0 535.5 536.0 536.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 8217 C24H30N703SCl [M+H]+ 532.1919  532.1892 27 507 92.02 13.0
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Formula Predictor Report - B470.lcd Page 1of 1

Data File: \\Deep-20160624Id\data1\52 £ R\YH\B470.Ilcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 26 30 F 1 0 0 Cl 1 1 1 H
C 4 22 25 Si 4 0 0 K 1 0 0 Na
N 3 2 7 P 3 0 1 Br 1 0 0 K
o 2 0 3 S 2 0 1 | 3 0 0 NH4
Error Margin (ppm): 1000 DBE Range: -100.0 - 100.0 Electron lons: odd
HC Ratio: 0.0 - 1000.0 Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 50

Event#: 1 MS(E+) Ret. Time: 0.463 Scan# : 69

493.1607

4.000¢6

3.500e6+ 471.1827

3.000e6

250066

200066 4731816 495.1605

1500661 360.3211 494.1640

100066 236.0976 496.1614

5.000e5] 361.3286 | 5081270
L b

200.0  300.0 40b.O 500.0 600.0 70b.0 800.0  900.0 1060.0 1100.0 1200.0 1300.0 1400.0
Measured region for 471.1827 m/z

471.1827
100.0+ |

50.0-

| 473.1816
472.1829

474.1821

471.0 4715 472.0 4725 473.0 473.5 474.0 47%.5 475.0 4755 476.0 476.5

C23 H28 N6 O P CI [M+H]+ : Predicted region for 471.1823 m/z

4711823
100.0- |
|
50.0
473.1803
‘ 4721852
| l I
Il i I 4741826
‘ It 1
4710 4715 4720 4725 4730 4735 4740 4745 4750 4755 4760 4765
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 8576 C23H28N6 OP ClI [M+H]+ 4711827  471.1823 0.4 0.85 8576 13.0
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