
Figure S1: Relative quantification of light (orange) and heavy (blue) cross-linked peptides for two 

control samples. Figure A represent sample labeled with DSG/d4-DSG while figure B showed BSA 

cross-links using equimolar mixture of BS2G/d4-BS2G. As it is shown, ratios of light/heavy form for 

all cross-links are close to expected 50:50 value. In case of K312–K316 (*), the signal intensities for 

polar BS2G/d4-BS2G were insufficient for quantification which correspond to preference of non-polar 

DSG cross-linker presented in main article. 

 



Figure S2: StavroX identification of 67 common cross-links. 

 





































































 

  



Table S1: StavroX identification of BSA cross-linked peptides prepared with cross-linking mixture of 

DSG/d6-BS2G and d6-DSG/BS2G. All listed cross-links were common for both sample triplicates. 

However, only 39 of them were quantified by mMass software due to the insufficient intensity of {0–

K12 cross-link. 

Entry XL a.a. XL a.a. Cα-Cα Distance (Å) 

1 {0 K12 19.543 

2 K114 T121 16.189 

3 K114 K116 6.097 

4 K114/K116 K431 19.903/21.274 

5 K132 K136 6.039 

6 K136 Y139 5.112 

7 K204 K465 13.237 

8 K211 K242 9.735 

9 K211 K350 13.537 

10 K211 K232 11.021 

11 K221 K294 4.292 

12 K239 K242 5.084 

13 K273 K294 7.675 

14 K273 K275 5.738 

15 K275 K285 10.23 

16 K280 S286 8.745 

17 K294 K439 18.376 

18 K312 K316 8.686 

19 K322 K350 11.985 

20 K350 T355 8.745 

21 K375 K377 5.637 

22 K396 K544 14.584 

23 K439 Y451 13.919 

24 K474 S488 13.166 

25 K499 K504 13.393 

26 K520 K524 6.418 

27 K524 K544 14.335 

28 K93 S104 14.008 

29 S201 K350 14.465 

30 S328 Y333 8.495 

31 S58 S65 14.243 

32 S65 T68 5.318 

33 T231 T235 6.34 

34 T305 K316 16.501 

35 T466 K471/K474 13.722/14.415 

36 T47 T52 8.778 

37 T473 T477 6.059 

38 T518/K520 K524 10.142/6.418 

39 T539 T545 9.774 

40 Y333/S334 K377 11.918/14.025 

 

  



Table S2: StavroX identification of BSA cross-linked peptides prepared with non-labeled DSG (A), 

BS2G (B) and equimolar mixture of DSG/BS2G (C) cross-linker. All listed cross-links were common 

for each cross-linked sample triplicate. 

A) DSG 

Entry XL a.a. XL a.a. Cα-Cα Distance (Å) 

1 {0 K12 19.543 

2 K114 T121 16.189 

3 K114 K116 6.097 

4 K114/K116 K431 19.903/21.274 

5 K132 K136 6.039 

6 K136 Y139 5.112 

7 K204 K465 13.237 

8 K204 K350 16.426 

9 K211 K242 9.735 

10 K211 K239 8.958 

11 K211 K350 13.537 

12 K211 K232 11.021 

13 K221 K294 4.292 

14 K239 K242 5.084 

15 K273 K275 5.738 

16 K275 K285 10.23 

17 K275 K280 9.923 

18 K280 S286 8.745 

19 K312 K316 8.686 

20 K350 T355 8.745 

21 K350 Y352 5.308 

22 K375 K377 5.637 

23 K396 K544 14.584 

24 K413 S418 12.72 

25 K413 K535/K537 13.277/11.363 

26 K439 Y451 13.919 

27 K474 S488 13.166 

28 K499 K504 13.393 

29 K504 T507 5.397 

30 K523 K524 3.772 

31 K524 K544 14.335 

32 K93 S104 14.008 

33 S109 K116 18.685 

34 S201 K204 5.526 

35 S328 Y333/S334 8.495/9.854 

36 S334 K377 14.025 

37 S469 K471 5.238 

38 S58 S65 14.243 

39 S65 T68 5.318 

40 T231 T235 6.34 

41 T305 K316 16.501 

42 T305 K312 11.794 

43 T438 K439 3.809 

44 T466 K471/K474 13.722/14.415 

45 T473 T477 6.059 

46 T539 T545 9.774 



47 T83 K93 19.03 

 



B) BS2G 

Entry XL a.a. XL a.a. Cα-Cα Distance (Å) 

1 {0 K12 19.543 

2 K114 T121 16.189 

3 K114 K116 6.097 

4 K114/K116 K431 19.903/21.274 

5 K12 K20 12.094 

6 K131 K136 8.856 

7 K132 K136 6.039 

8 K136 Y139 5.112 

9 K204 K465 13.237 

10 K211 K350 13.537 

11 K211 K242 9.735 

12 K221 K294 4.292 

13 K273 K275 5.738 

14 K275 K285 10.23 

15 K275 K280 9.923 

16 K280 S286 8.745 

17 K322 K350 11.985 

18 K350 T355 8.745 

19 K350 Y352 5.308 

20 K375 K377 5.637 

21 K377 K388 19.879 

22 K396 K544 14.584 

23 K413 K535/K537 13.277/11.363 

24 K439 Y451 13.919 

25 K474 S488 13.166 

26 K499 K504 13.393 

27 K523 T526 5.406 

28 K524 K544 14.335 

29 S109 K116 18.685 

30 S109 K114 12.882 

31 S201 K204 5.526 

32 S328 K377 18.538 

33 S328 Y333/S334 8.495/9.854 

34 S370 K377 13.43 

35 S58 S65 14.243 

36 T231 T235 6.34 

37 T238 K239 3.837 

38 T466 K471/K474 13.722/14.415 

39 T47 T52 8.778 

40 T473 T477 6.059 

41 T495 K499 12.579 

42 T518 K523 8.731 

43 T518/K520 K524 10.142/6.418 

44 T539 T545 9.774 

45 Y318 K322 4.796 

46 Y333/S334 K377 11.918/14.025 

 

  



C) DSG/BS2G 

Entry XL a.a. XL a.a. Cα-Cα Distance (Å) 

1 {0 K12 19.543 

2 K114 T121 16.189 

3 K114 K116 6.097 

4 K114/K116 K431 19.903/21.274 

5 K12 K20 12.094 

6 K132 K136 6.039 

7 K136 Y139 5.112 

8 K20 K132 11.506 

9 K204 K465 13.237 

10 K211 K242 9.735 

11 K211 K350 13.537 

12 K211 K232 11.021 

13 K221 K294 4.292 

14 K239 K242 5.084 

15 K273 K275 5.738 

16 K273 K294 7.675 

17 K275 K285 10.23 

18 K280 S286 8.745 

19 K294 K439 18.376 

20 K312 K316 8.686 

21 K322 K350 11.985 

22 K350 T355 8.745 

23 K350 Y451 20.017 

24 K350 Y352 5.308 

25 K362 K524 57.688 

26 K362 S370 13.06 

27 K375 K377 5.637 

28 K396 K544 14.584 

29 K431 K439 13.513 

30 K439 Y451 13.919 

31 K471 K474 5.409 

32 K474 S488 13.166 

33 K499 K504 13.393 

34 K504 T507 5.397 

35 K520 K524 6.418 

36 K523 K524 3.772 

37 K523 T526 5.406 

38 K524 K544 14.335 

39 K64 S65 3.814 

40 K76 T83 13.206 

41 K93 S104 14.008 

42 S109 K116 18.685 

43 S109 K114 12.882 

44 S201 K350 14.465 

45 S219 K224 8.066 

46 S286 T305 35.81 

47 S328 K377 18.538 

48 S328 Y333 8.495 

49 S58 S65 14.243 

50 S65 T68 5.318 



51 S79 K93 18.069 

52 T231 T235 6.34 

53 T305 K316 16.501 

54 T305 K312 11.794 

55 T438 K439 3.809 

56 T466 K471/K474 13.722/14.415 

57 T47 T52 8.778 

58 T473 T477 6.059 

59 T477 S488 15.629 

60 T495 K499 12.579 

61 T518 K523 8.731 

62 T518/K520 K524 10.142/6.418 

63 T52 K76 20.575 

64 T539 T545 9.774 

65 T83 K93 19.03 

66 Y333/S334 K377 11.918/14.025 

67 Y369/S370 K377 13.857/13.430 

 

 


