Supplementary File 1:

Mirror plots comparing the MS/MS spectra for endogenous peptide (top) with their synthetic
standard (bottom). Peptide sequences and charge stage are displayed at the top of each pannel. b,
y and a ions are respectively displayed in blue, red, and green. The raw file name followed by scan
number (in square brackets) of each spectrum are displayed on the top and bottom right of each
plot. The tables under the plot report the endogenous, and synthetic m/z with mass errors, the
Pearson and Spearman correlation coefficient (1/0), p-value, and 95% confidence intervals (95%
CI) for the correlation as well as the spectral angle.



AEQLVKTGW / 2+

1 Endogenous MOLM1_TAK_I025cm_280123_3.mgf [45362]
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1 Synthetic Lea_SynthPeptides_270225_4.mgf [10243]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘::;::) Metric r/e 9?;/;"‘0 9'5_':/;;“ p-value
Endogenous 516.2794 -0.4 Pearson 0.97 0.93 0.99 4.8e-14
Synthetic 516.2802 1.2 Spearman 0.97 0.93 0.99 5.2e-14
Spectral angle 0.90 - - -
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1 Endogenous SKM1_TAK_12hr_R3.mgf [2680]
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1 Synthetic Lea_synth_peptides_ PRM_040926_1.mgf [6593]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (%:;r) Metric rie 95:1‘:/;;“0 9‘:?;:' p-value
Endogenous 562.3011 -3.9 Pearson 0.82 0.53 0.94 1.9e-04
Synthetic 562.3056 4.1 Spearman 0.10 -0.43 0.58 7.2e-01
Spectral angle 0.63 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MOLM13_TAK_60hr_R2.mgf [21886]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7286]
0 200 400 600 800 1000
m/z
Spectrum m/z (error Metric r/e 95%’ o 95% Cl p-value
ppm) min max
Endogenous 481.7327 -3.7 Pearson 0.94 0.81 0.98 8.6e-07
Synthetic 481.7357 2.5 Spearman 0.71 0.28 0.90 4.6e-03
Spectral angle 0.78 - - -
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1 Endogenous SKM1_CTL_I025cm_280123_2.mgf [80735]
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1 Synthetic AML_synpep_B_500fmol_161023.mgf [47176]
0 100 200 300 400 500 600 700 800 900
m/z
Spectrum m/z error Metric r/e 950/? c 95% Cl p-value
(ppm) min max
Endogenous 471.7863 -0.6 Pearson 0.94 0.86 0.98 4.4e-10
Synthetic 471.7871 0.0 Spearman 0.94 0.85 0.98 6.5e-10
Spectral angle 0.87 - - -
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Synthetic relative intensity
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1 Endogenous SKM1_TAK_|025cm_280123_1.mgf [77256]
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1 Synthetic Lea_SynthPeptides_270225_1.mgf [18845]
0 200 400 600 800 1000
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 512.8126 -1.0 Pearson 0.98 0.95 1.00 1.6e-10
Synthetic 512.8137 1.2 Spearman 0.98 0.93 0.99 1.6e-09
Spectral angle 0.91 - - -
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1 Endogenous MAPS_TAK_T36_040823_3a.mgf [20928]
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1 Synthetic Lea_pep_synth_270426_3.mgf [19165]
0 100 200 300 400 500 600 700 800
m/z
Spectrum m/z :)';;r) Metric r/e 9?‘:/';"(:' 9':2:' p-value
Endogenous 452.7458 4.0 Pearson 0.73 0.34 0.90 2.1e-03
Synthetic 452.7452 2.7 Spearman 0.78 0.44 0.92 6.6e-04
Spectral angle 0.63 - - -
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Synthetic relative intensity

1 Endogenous MAPS_CTL_T24_040823_1.mgf [54445]
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1 Synthetic Lea_pep_synth_270426_1.mgf [10566]
0 200 400 600 800 1000
m/z
error - 95% CI 95% CI
Spectrum m/z (ppm) Metric rie min max p-value
Endogenous 504.2851 10.9 Pearson 0.93 0.78 0.98 3.5e-06
Synthetic 504.2791 -1.0 Spearman 0.72 0.28 0.91 5.4e-03
Spectral angle 0.81 - - -
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1 Endogenous SKM1_TAK_|025cm_280123_1.mgf [38148]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [19016]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (Tz:ronr) Metric r/e 9?;/;"‘0 9?:;:' p-value
Endogenous 651.8382 -0.8 Pearson 0.99 0.98 1.00 3.5e-14
Synthetic 651.8402 2.3 Spearman 0.97 0.90 0.99 3.6e-09
Spectral angle 0.94 - - -
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Synthetic relative intensity

] Endogenous SKM1_CTL_I025cm_280123_4.mgf [63813]
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1 Synthetic Lea_SynthPeptides_270225_4.mgf [11596]
0 200 400 600 800 1000
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 564.3245 -0.2 Pearson 0.96 0.90 0.99 5.4e-10
Synthetic 564.3257 1.9 Spearman 0.97 0.91 0.99 2.3e-10
Spectral angle 0.88 - - -
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1 Endogenous SKM1_TAK_|025cm_280123_4.mgf [60475]
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1 Synthetic Lea_SynthPeptides_270225_4.mgf [11540]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric riée 950/? c 95% Cl p-value
(ppm) min max
Endogenous 564.3243 -0.5 Pearson 0.98 0.95 0.99 2.9e-12
Synthetic 564.3257 1.9 Spearman 0.94 0.85 0.98 1.2e-08
Spectral angle 0.91 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MAPS_CTL_T48_040823_3.mgf [67599]
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1 Synthetic Lea_pep_synth_270426_1.mgf [17884]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘:';::‘r) Metric r/e 9‘:’;/;’"0 Qi‘:/;)::l p-value
Endogenous 563.8038 9.9 Pearson 0.94 0.84 0.98 3.6e-09
Synthetic 563.7971 -2.0 Spearman 0.92 0.79 0.97 3.7e-08
Spectral angle 0.82 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_3.mgf [48105]
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1 Synthetic Lea_SynthPeptides_270225_5.mgf [7459]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (error Metric rie 950/‘.’ cl 95% Cl p-value
ppm) min max
Endogenous 585.7875 0.0 Pearson 0.87 0.64 0.96 2.6e-05
Synthetic 585.7885 1.7 Spearman 0.69 0.27 0.89 4.6e-03
Spectral angle 0.74 - - -
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1 Endogenous MAPS_TAK_T12_040823_3.mgf [63830]
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1 Synthetic Lea_pep_synth_270426_1.mgf [13218]
0 200 400 600 800 1000
m/z
Spectrum m/z (zr'::‘r) Metric r/e 9‘:’;/;'"0 Qi‘:/;)::l p-value
Endogenous 577.3160 9.4 Pearson 0.95 0.82 0.98 1.0e-06
Synthetic 577.3091 -2.6 Spearman 0.92 0.74 0.98 1.0e-05
Spectral angle 0.82 - - -
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1 Endogenous SKM1_TAK_|025cm_280123_4.mgf [53029]
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1 Synthetic AML_synpep_A_500fmol_161023.mgf [45335]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (error Metric riée 950/? cl 95% Cl p-value
ppm) min max
Endogenous 610.7898 -0.4 Pearson 0.98 0.90 0.99 1.1e-06
Synthetic 610.7907 0.1 Spearman 1.00 1.00 1.00 6.6e-64
Spectral angle 0.94 - - -
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Synthetic relative intensity

1 Endogenous THP1_TAK_1025cm_280123_4a.mgf [64799]
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1 Synthetic Lea_SynthPeptides_270225_6.mgf [11995]
0 200 400 600 800 1000
m/z
Spectrum m/z (T;;?nr) Metric r/e 9?;?:' Qi‘:/;)::l p-value
Endogenous 520.3007 0.7 Pearson 0.97 0.92 0.99 1l.4e-12
Synthetic 520.3014 1.9 Spearman 0.89 0.75 0.96 6.0e-08
Spectral angle 0.78 - - -
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1 Endogenous MOLM1_CTL_l025cm_280123_2.mgf [54000]
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1 Synthetic Lea_SynthPeptides_270225_3.mgf [11006]
0 200 400 600 800 1000
m/z
Spectrum m/z (error Metric riée 950/? cl 95% Cl p-value
ppm) min max
Endogenous 561.2857 1.4 Pearson 0.96 0.89 0.99 8.5e-09
Synthetic 561.2854 0.9 Spearman 0.94 0.83 0.98 1.5e-07
Spectral angle 0.80 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous SKM1_DMSO_60hr_R3.mgf [19689]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [2262]
0 200 400 600 800 1000
m/z
Spectrum m/z (;'::nr) Metric r/e 95::/;nc| 9?:/;:3 p-value
Endogenous 552.3203 1.3 Pearson 0.86 0.63 0.95 3.7e-05
Synthetic 552.3195 -0.2 Spearman 0.87 0.65 0.96 2.5e-05
Spectral angle 0.67 - - -
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] Endogenous THP1_DMSO_60hr_R2.mgf [7561]
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Endogenous 529.2766 6.8 Pearson 0.90 0.71 0.97 5.8e-06
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Synthetic relative intensity
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Spectrum m/z (error Metric rie 950/? cl 95% Cl p-value
ppm) min max
Endogenous 402.5468 4.2 Pearson 0.80 0.52 0.93 1.0e-04
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Spectrum m/z (‘:':::‘r) Metric r/e 9‘:’;/;’:' Bi‘:/;)::l p-value
Endogenous 519.3023 -1.5 Pearson 0.85 0.70 0.93 2.9e-09
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Endogenous 376.2450 9.8 Pearson 0.75 0.48 0.89 6.0e-05
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Endogenous 474.8076 9.5 Pearson 0.97 0.91 0.99 2.4e-08
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Synthetic relative intensity Synthetic rank
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Endogenous 483.2335 -6.6 Pearson 0.89 0.68 0.96 2.2e-05
Synthetic 483.2367 0.0 Spearman 0.43 -0.13 0.78 1.2e-01
Spectral angle 0.62 - - -
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Endogenous 537.2662 -4.7 Pearson 0.79 0.51 0.92 1.1e-04
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Endogenous THP1_CTL_I025cm_280123_1a.mgf [80610]
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Endogenous 592.8030 0.2 Pearson 0.96 0.87 0.99 1.7e-07
Synthetic 592.8043 2.4 Spearman 0.94 0.82 0.98 1.3e-06
Spectral angle 0.87 - - -
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m/z
error - 95% CI 95% CI
Spectrum m/z (ppm) Metric rie min max p-value
Endogenous 492.2599 10.8 Pearson 0.93 0.73 0.98 8.2e-05
Synthetic 492.2567 4.3 Spearman 0.37 -0.34 0.81 3.0e-01
Spectral angle 0.76 - - -
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Synthetic relative intensity

1 Endogenous SKM1_TAK_I025cm_280123_1.mgf [78596]
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Endogenous 471.7866 0.1 Pearson 0.84 0.63 0.93 4.0e-06
Synthetic 471.7871 0.0 Spearman 0.89 0.74 0.96 1.7e-07
Spectral angle 0.76 - - -
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Endogenous 486.7920 0.3 Pearson 0.95 0.88 0.98 2.9e-13
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Spectral angle 0.85 - - -
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Endogenous 454.2555 0.2 Pearson 0.95 0.88 0.98 2.4e-11
Synthetic 454.2551 -0.7 Spearman 0.89 0.75 0.95 2.5e-08
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Endogenous 428.7524 10.3 Pearson 0.72 0.10 0.94 2.9e-02
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1 Endogenous MAPS_CTL_T36_040823_2.mgf [52888]
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m/z
Spectrum m/z (T;;:ur) Metric r/e 9?;/;’"0 9'5:/;)9 p-value
Endogenous 453.7967 9.9 Pearson 0.99 0.88 1.00 2.6e-04
Synthetic 453.7921 -0.2 Spearman 1.00 1.00 1.00 0.0e+00
Spectral angle 0.92 - - -
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1 Synthetic AML_synpep_A_500fmol_161023.mgf [30144]
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Endogenous 473.7585 0.6 Pearson 0.97 0.94 0.99 8.7e-15
Synthetic 473.7588 0.0 Spearman 0.77 0.52 0.90 2.1e-05
Spectral angle 0.80 - - -
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Synthetic relative intensity

Synthetic rank
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7516]
0 200 400 600 800 1000
m/z
Spectrum m/z (T)';:nr) Metric r/e 9?:/;._.0 9?:/;:3 p-value
Endogenous 519.7968 -7.5 Pearson 0.90 0.74 0.96 7.4e-07
Synthetic 519.8021 2.7 Spearman 0.71 0.35 0.89 1.4e-03
Spectral angle 0.72 - - -
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1 Synthetic Lea_SynthPeptides_270225_1.mgf [14401]
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Endogenous 609.2664 -0.5 Pearson 0.97 0.90 0.99 1.0e-07
Synthetic 609.2669 0.3 Spearman 0.87 0.60 0.96 2.0e-04
Spectral angle 0.90 - - -
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1] Endogenous MAPS_TAK_T12_040823_1.mgf [71765]
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Spectrum m/z (T;;;r) Metric r/e 9?;/‘;“0 9?:;:' p-value
Endogenous 648.8772 9.2 Pearson 0.97 0.85 0.99 1.7e-05
Synthetic 648.8721 1.4 Spearman 0.27 -0.48 0.79 4.8e-01
Spectral angle 0.82 - - -
1.01 oPLf 94 obl
4 o4
0.81 8
z = 71 ov>
%) 2 c©
30 0.6 "
c e g 1
Q= ]
S < 614 oY
2% 047 g
w @ 2 g
w
4 y4
0.2 .yS. .
oyl
0.0{ @20 3 @b2-H20 gy6 @b6 V9 b3
0.2 0.4 0.6 0.8 1.0 1 2 3 4 5 6 7 8 9
Synthetic relative intensity Synthetic rank
KENLAVVI / 2+
] Endogenous MAPS_TAK_T60_040823_3.mgf [48577]
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0 200 400 600 800
m/z
Spectrum m/z (:r':::'r) Metric r/e 9?;/;"‘0 giz/;xu p-value
Endogenous 443.2786 10.8 Pearson 0.92 0.78 0.97 4.2e-07
Synthetic 443.2734 -0.9 Spearman 0.78 0.47 0.92 3.2e-04
Spectral angle 0.79 - - -
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1 Endogenous MOLM13_DMSO_60hr_R1.mgf [3145]
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m/z
Spectrum m/z (T:'::‘r) Metric r/e 9?;/;’“0 gfr‘:/;fl p-value
Endogenous 555.3106 7.0 Pearson 0.98 0.92 1.00 1.7e-06
Synthetic 555.3061 -1.1 Spearman 0.77 0.22 0.95 1.5e-02
Spectral angle 0.81 - - -
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7106]
0 200 400 600 800 1000
m/z
Spectrum m/z (T)r;g‘r) Metric r/e 9?;/;"‘0 9'5':/;)(0 p-value
Endogenous 493.3083 -2.0 Pearson 0.84 0.49 0.96 1.1e-03
Synthetic 493.3090 -0.6 Spearman 0.90 0.66 0.97 1.4e-04
Spectral angle 0.66 - - -
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1 Endogenous MAPS_CTL_T0_040823_2.mgf [14901]
+
+
2
__ 100 bl
X — * + +
< o > o g 1 * O; ¢+ u;
> 501 H + o ]
= HES¥, + © — *
: TN i I
g L Wl Wl bl J | ;! ,il,,,,,l|,!l,,i o 1
c e O AR o — S = —c !
< TP T T T
g — + t‘*’ + o >+
S 50 >+ o) N E
© o © §
—_ O
[7] + >
o " >
1001 s
+
@
1 Synthetic Lea_pep_synth_270426_1.mgf [14845]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (T;;;r) Metric r/e 9?;?:' 9'5:/;):“ p-value
Endogenous 423.2617 17.7 Pearson 0.73 0.47 0.87 3.8e-05
Synthetic 423.2539 -0.7 Spearman 0.61 0.29 0.81 1.1e-03
Spectral angle 0.60 - - -
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1 Endogenous MAPS_TAK_T60_040823_2.mgf [48127]
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1 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [1614]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘::::) Metric r/e 95;’;/;’“0 Qi:/;)::l p-value
Endogenous 548.3011 -3.8 Pearson 0.95 0.85 0.98 8.0e-08
Synthetic 548.3055 5.3 Spearman 0.51 -0.01 0.81 5.3e-02
Spectral angle 0.70 - - -
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1 Endogenous MOLM13_DMSO_12hr_R3.mgf [2095]
2
100
g
2> 501
2 B 2 £
o < [T=N
9 01 R I Y = . e dean ﬁuﬁﬂ.hdl-&.ﬁnl.....l b
£ AL AL |“|||||H I (VI I 2 6 R B ! d
[J] > ‘; o e >
Z S
B 50
7]
o
1001 -
a
1 Synthetic Lea_pep_synth_270426_2.mgf [13789]
0 200 400 600 800 1000
m/z
Spectrum m/z ((:r;;r) Metric r/e 9?;/;':' 9?[::' p-value
Endogenous 600.3514 5.0 Pearson 0.99 0.95 1.00 4.0e-07
Synthetic 600.3474 -1.7 Spearman 0.73 0.13 0.94 2.5e-02
Spectral angle 0.74 - - -
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1 Endogenous MAPS_CTL_T24_040823_1.mgf [30395]
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71 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [2827]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/e 950/? a 95% Cl p-value
(ppm) min max
Endogenous 528.8353 9.2 Pearson 0.99 0.97 1.00 5.4e-09
Synthetic 528.8320 4.2 Spearman 0.70 0.13 0.92 2.4e-02
Spectral angle 0.90 - - -
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1 Endogenous MAPS_TAK_T36_040823_1.mgf [15053]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [1724]
0 200 400 600 800
m/z
Spectrum m/z (';':::‘r) Metric r/e 9‘:';/;':' Bz:/;XCI p-value
Endogenous 430.2572 8.8 Pearson 0.75 0.44 0.90 3.3e-04
Synthetic 430.2536 0.5 Spearman 0.65 0.26 0.86 3.7e-03
Spectral angle 0.63 - - -
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] Endogenous THP1_TAK_12hr_R3.mgf [9656]
*
2 S
1001 v
g : |-
> 50 ja i
z S, i Q
c ; I 15 54 b
e (! i | |
2 0y % I i Ty " Teh
= o e} 8 e ) 8 s 2
g & sai X o 2 T S8 8 < S : ]_o
& 20 2
Q ©
o
1001 o
Fe)
1 Synthetic Lea_Synth_PRM_280826_1.mgf [3007]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric rl/e 950/? a 95% Cl p-value
(ppm) min max
Endogenous 494.2625 7.3 Pearson 0.95 0.86 0.98 2.6e-09
Synthetic 494.2590 0.2 Spearman 0.55 0.11 0.81 1.8e-02
Spectral angle 0.79 - - -
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] Endogenous MOLM13_TAK_60hr_R1.mgf [17187]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7368]
0 200 400 600 800 1000
m/z
error . 95% Cl 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 530.8015 -7.5 Pearson 0.95 0.75 0.99 2.6e-04
Synthetic 530.8052 -0.6 Spearman 0.65 -0.09 0.93 7.8e-02
Spectral angle 0.75 - - -
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1 Endogenous MOLM13_TAK_12hr_R1.mgf [22714]
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1 Synthetic Lea_pep_synth_270426_2.mgf [22360]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (?::;r) Metric r/e 9.’;‘:/;“CI 9?""/;;3 p-value
Endogenous 585.3089 -5.8 Pearson 0.99 0.92 1.00 2.9e-05
Synthetic 585.3110 -2.2 Spearman 0.80 0.12 0.97 3.0e-02
Spectral angle 0.85 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MAPS_TAK_T24_040823_2.mgf [23747]
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1 Synthetic Lea_pep_synth_270426_2.mgf [23665]
0 200 400 600 800 1000
m/z
Spectrum mjz (T;;::) Metric rie 9?]:/‘;“0 Q::/a"fl p-value
Endogenous 524.3241 9.5 Pearson 0.98 0.82 1.00 6.1e-04
Synthetic 524.3190 -0.2 Spearman 1.00 1.00 1.00 0.0e+00
Spectral angle 0.90 - - -
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1 Endogenous MOLM13_DMSO_60hr_R2.mgf [4729]
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1 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [6530]
0 200 400 600 800 1000
m/z
Spectrum m/z (T;;;r) Metric r/e 95:‘:/;’“0 Qi:/;;:l p-value
Endogenous 529.3264 -2.1 Pearson 1.00 0.93 1.00 3.8e-04
Synthetic 529.3334 11.1 Spearman 1.00 1.00 1.00 1.4e-24
Spectral angle 0.85 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MAPS_TAK_T12_040823_1.mgf [37281]
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71 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [8217]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (:':;r) Metric r/e 9‘:';/;’"0 9;’:“’/;)(0 p-value
Endogenous 566.7706 -2.5 Pearson 0.97 0.56 1.00 7.6e-03
Synthetic 566.7736 3.7 Spearman 0.90 0.09 0.99 3.7e-02
Spectral angle 0.85 - - -
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1 Endogenous MOLM1_TAK_I025cm_280123_1.mgf [74384]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [35072]
0 100 200 300 400 500 600 700 800
m/z
Spectrum m/z (T,:::‘r) Metric r/e 9?;?:' 9'5:/;)(0 p-value
Endogenous 449.8079 0.2 Pearson 0.99 0.98 1.00 2.1e-18
Synthetic 449.8095 3.8 Spearman 0.98 0.95 0.99 3.4e-15
Spectral angle 0.94 - - -
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Synthetic relative intensity
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0 200 400 600 800 1000
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 473.7585 0.7 Pearson 0.85 0.66 0.94 9.7e-07
Synthetic 473.7584 0.4 Spearman 0.65 0.31 0.85 1.4e-03
Spectral angle 0.70 - - -
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1 Endogenous MOLM13_DMSO_60hr_R2.mgf [8724]
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1 Synthetic Lea_pep_synth_270426_1.mgf [8765]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric rie 950/? cl 95% Cl p-value
(ppm) min max
Endogenous 493.7867 -0.8 Pearson 0.97 0.90 0.99 3.9e-10
Synthetic 493.7881 2.0 Spearman 0.94 0.84 0.98 1.9e-08
Spectral angle 0.87 - - -
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] Endogenous THP1_DMSO_60hr_R3.mgf [3363]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [4502]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric rie 950/‘.’ cl 95% CI p-value
(ppm) min max
Endogenous 519.7994 -2.5 Pearson 0.86 0.51 0.97 1.3e-03
Synthetic 519.8002 -1.0 Spearman 0.85 0.46 0.96 2.0e-03
Spectral angle 0.74 - - -
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1 Endogenous SKM1_TAK_I025cm_280123_3.mgf [24841]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [18652]
0 200 400 600 800 1000
m/z
error - 95% CI 95% CI
Spectrum m/z (ppm) Metric rie min max p-value
Endogenous 508.2649 -1.5 Pearson 1.00 0.99 1.00 3.0e-24
Synthetic 508.2657 0.0 Spearman 0.85 0.67 0.94 5.6e-07
Spectral angle 0.96 - - -
1.0 y7 o7
@8
201 2
&7
2
0.81 s ¥
o2
fny < 15 o6
(L] © @6
3§ 0.61 3
cgy U %] o
cc 3 @/4-NH3
S0 c @/6-NH3
S 2 10 o3
c ] o @7-NH3
5 © 0.4 S
3] < @5
w o4
7 PO}
4 @/7-H20
0.21 5 @/3-H20
b6 &4
@/8-H20
ol
0.04 . . . . . 0 . . . .
0.2 0.4 0.6 0.8 1.0 0 5 10 15 20
Synthetic relative intensity Synthetic rank



LPHVVPLL / 2+

Synthetic relative intensity

Synthetic rank

1 Endogenous MOLM13_TAK_60hr_R2.mgf [21357]
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1 Synthetic Lea_pep_synth_270426_1.mgf [16413]
0 200 400 600 800
m/z
Spectrum m/z error Metric rie 950/‘.’ cl 95% Cl p-value
(ppm) min max
Endogenous 444.2893 0.0 Pearson 0.97 0.93 0.99 2.3e-12
Synthetic 444.2885 -1.8 Spearman 0.99 0.96 0.99 1.5e-14
Spectral angle 0.90 - - -
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1 Endogenous SKM1_TAK_1025cm_280123_3.mgf [83265]
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1 Synthetic AML_synpep_A_500fmol_161023.mgf [49627]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric rl/e 950/? a 95% CI p-value
(ppm) min max
Endogenous 486.7920 0.3 Pearson 0.96 0.90 0.98 3.8e-13
Synthetic 486.7924 0.1 Spearman 0.91 0.79 0.96 1.2e-09
Spectral angle 0.86 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous THP1_TAK_I025cm_280123_1a.mgf [61926]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [33625]
0 200 400 600 800 1000
m/z
Spectrum m/z (T;;:lr) Metric rie 9?;/?"0 9'5:/;):3 p-value
Endogenous 478.8001 0.2 Pearson 0.97 0.90 0.99 5.1e-09
Synthetic 478.8011 2.3 Spearman 0.89 0.69 0.96 9.8e-06
Spectral angle 0.87 - - -
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1 Endogenous THP1_TAK_1025cm_280123_2a.mgf [77988]
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1 Synthetic Lea_SynthPeptides_270225_4.mgf [18898]
0 200 400 600 800 1000
m/z
Spectrum m/z (:r':::'r) Metric r/e 9?;/;"‘0 Qi':/;xCI p-value
Endogenous 570.8143 1.1 Pearson 0.85 0.64 0.94 7.0e-06
Synthetic 570.8146 1.8 Spearman 0.91 0.77 0.97 1.7e-07
Spectral angle 0.76 - - -
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1 Endogenous MAPS_TAK_T24_040823_3.mgf [55101]
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1 Synthetic Lea_pep_synth_270426_2.mgf [20223]
0 100 200 300 400 500 600 700 800 900
m/z
Spectrum m/z error Metric r/e 950/? cl 95% i p-value
(ppm) min max
Endogenous 432.7908 9.0 Pearson 1.00 0.97 1.00 1.2e-04
Synthetic 432.7863 -1.4 Spearman 1.00 1.00 1.00 1l.4e-24
Spectral angle 0.96 - - -
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1 Endogenous MOLM13_TAK_12hr_R1.mgf [12807]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [4917]
0 100 200 300 400 500 600 700 800
m/z
Spectrum m/z error Metric r/e 95%’ a 95% Cl p-value
(ppm) min max
Endogenous 439.7762 -0.7 Pearson 1.00 0.99 1.00 3.0e-05
Synthetic 439.7764 -0.2 Spearman 1.00 1.00 1.00 1.4e-24
Spectral angle 0.97 - - -
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1 Endogenous THP1_TAK_60hr_R3.mgf [16057]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [6568]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/e 95%’ o 95% Cl p-value
(ppm) min max
Endogenous 498.2918 -0.8 Pearson 0.97 0.87 0.99 1.2e-06
Synthetic 498.2919 -0.6 Spearman 0.90 0.65 0.97 1.7e-04
Spectral angle 0.83 - - -
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1 Endogenous MAPS_TAK_T24_040823_1.mgf [66389]
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1 Synthetic Lea_pep_synth_270426_3.mgf [21336]
0 200 400 600 800
m/z
Spectrum m/z error Metric r/e 95%’ a 95% Cl p-value
(ppm) min max
Endogenous 489.8078 10.4 Pearson 0.70 0.33 0.88 1.8e-03
Synthetic 489.8049 4.5 Spearman 0.77 0.46 0.91 3.2e-04
Spectral angle 0.64 - - -
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1 Endogenous MOLM13_TAK_60hr_R2.mgf [20160]
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1 Synthetic Lea_pep_synth_270426_1.mgf [17043]
0 200 400 600 800 1000
m/z
Spectrum m/z (Tz::’nr) Metric r/e 9?;/;"‘0 9'5:1‘;)? p-value
Endogenous 489.8036 1.8 Pearson 0.82 0.63 0.91 2.2e-07
Synthetic 489.8030 0.6 Spearman 0.84 0.67 0.92 4.6e-08
Spectral angle 0.69 - - -
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1 Endogenous THP1_TAK_1025cm_280123_la.mgf [78146]
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1 Synthetic Lea_SynthPeptides_270225_4.mgf [19834]
0 200 400 600 800 1000
m/z
Spectrum m/z (1:;;’::) Metric r/e 9?;/;':' Bi':/;xCI p-value
Endogenous 570.8138 0.2 Pearson 0.81 0.55 0.93 4.8e-05
Synthetic 570.8145 1.6 Spearman 0.82 0.58 0.93 2.8e-05
Spectral angle 0.71 - - B
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Synthetic relative intensity

Synthetic rank

1 Endogenous MOLM1_TAK_l025cm_280123_3.mgf [45433]
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1 Synthetic Lea_SynthPeptides_270225_3.mgf [5062]
0 200 400 600 800
m/z
Spectrum m/z (Tz:ronr) Metric r/e 9?:?:' 9'5:/;;:' p-value
Endogenous 466.7309 -0.1 Pearson 0.94 0.83 0.98 1.4e-07
Synthetic 466.7313 0.9 Spearman 0.92 0.78 0.97 8.8e-07
Spectral angle 0.84 - - -
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1 Endogenous MAPS_CTL_TO_040823_2.mgf [45242]
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1 Synthetic Lea_Synth_peptides_300626_1.mgf [14071]
0 100 200 300 400 500 600 700 800 900
m/z
Spectrum m/z (T)';;r) Metric r/e 9':’;/;“0 9?""/;)(0 p-value
Endogenous 466.7355 9.9 Pearson 0.71 0.20 0.92 1.4e-02
Synthetic 466.7307 -0.4 Spearman 0.57 -0.05 0.87 6.9e-02
Spectral angle 0.66 - - -
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1 Endogenous MAPS_TAK_T24_040823_3.mgf [35586]
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1 Synthetic Lea_Synth_peptides_300626_1.mgf [8377]
0 200 400 600 800 1000
m/z
Spectrum m/z ((;r;::) Metric r/e 9?;/?"0 9?:2:)?' p-value
Endogenous 546.2853 7.3 Pearson 0.76 0.50 0.89 4.1e-05
Synthetic 546.2824 2.0 Spearman 0.70 0.40 0.87 2.6e-04
Spectral angle 0.70 - - -
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1 Endogenous SKM1_TAK_1025cm_280123_3.mgf [81619]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [34266]
0 200 400 600 800 1000
m/z
Spectrum m/z (:r':::'r) Metric r/e 9?;/;"‘0 Qi':/;xCI p-value
Endogenous 572.2921 0.2 Pearson 0.76 0.38 0.92 1.6e-03
Synthetic 572.2920 0.0 Spearman 0.82 0.52 0.94 2.8e-04
Spectral angle 0.65 - - -
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1 Endogenous MOLM13_DMSO_60hr_R2.mgf [11756]
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71 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [8457]
0 200 400 600 800 1000
m/z
Spectrum m/z (T;;z‘r) Metric r/e 9?‘:/;’“0 Qi:/a"fl p-value
Endogenous 525.2895 1.7 Pearson 0.76 0.36 0.92 2.6e-03
Synthetic 525.2908 4.2 Spearman 0.39 -0.20 0.78 1.8e-01
Spectral angle 0.61 - - -
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1 Endogenous MAPS_TAK_T36_040823_1.mgf [41300]
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1 Synthetic Lea_pep_synth_270426_1.mgf [5624]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric rie 950/‘.’ c 95% Cl p-value
(ppm) min max
Endogenous 489.2387 16.1 Pearson 0.90 0.67 0.97 7.4e-05
Synthetic 489.2305 -0.6 Spearman 0.80 0.43 0.94 1.7e-03
Spectral angle 0.68 - - -
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Synthetic relative intensity

1 Endogenous MAPS_CTL_T24_040823_2.mgf [39296]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [4173]
0 100 200 300 400 500 600 700 800
m/z
Spectrum m/z (':;:z‘r) Metric r/e 9?;/;':' Bi':/;xCI p-value
Endogenous 443.7574 9.2 Pearson 0.92 0.79 0.97 3.5e-07
Synthetic 443.7531 -0.5 Spearman 0.84 0.60 0.94 3.9e-05
Spectral angle 0.83 - - -
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] Endogenous SKM1_TAK_60hr_R2.mgf [14382]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [5894]
0 200 400 600 800 1000
m/z
Spectrum m/z (Tz::’nr) Metric r/e 9?;/;"‘0 9'5:1‘;)? p-value
Endogenous 563.8492 -2.8 Pearson 0.86 0.57 0.96 3.2e-04
Synthetic 563.8494 -2.5 Spearman 0.75 0.31 0.93 5.1e-03
Spectral angle 0.68 - - -
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1 Endogenous MOLM13_DMSO_12hr_R1.mgf [11167]
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71 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [8215]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘:;;:nr) Metric r/e 9?;/;’:' 95m°/;fl p-value
Endogenous 546.2904 -6.4 Pearson 0.83 -0.20 0.99 8.4e-02
Synthetic 546.2963 4.4 Spearman 0.67 -0.52 0.98 2.2e-01
Spectral angle 0.68 - - -
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1 Synthetic Lea_pep_synth_270426_2.mgf [20822]
0 200 400 600 800
m/z
Spectrum m/z (T)':z‘r) Metric r/e 9?‘:/;,"0 9‘:':/;(0 p-value
Endogenous 518.7399 6.7 Pearson 0.97 0.87 0.99 1.1e-05
Synthetic 518.7354 -1.9 Spearman 0.73 0.13 0.94 2.5e-02
Spectral angle 0.84 - - -
9 1 @Y1{NH3
1.01 oy1fH3
81 oyl
0.81
z . 5
@ Yy
82 ¢ g5
22 0.61 3
Q= e
32 g
25 O 61
w S 0.44 ©
o c
w
0.2 1 5 4
0.0{ ebSS@ERRO 4] @b6-H20 @a3-H20 gb6 @b5-H20 gb2-H20 gb3-H20 gy2
0.2 0.4 0.6 0.8 1.0 1 2 3 4 5 6 7 8 9

Synthetic relative intensity

Synthetic rank



QISYLLSSF / 2+

] Endogenous MOLM13_DMSO_12hr_R3.mgf [16746]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7653]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric riée 950/? a 95% Cl p-value
(ppm) min max
Endogenous 529.2816 -0.6 Pearson 0.99 0.98 1.00 2.0e-14
Synthetic 529.2812 -1.3 Spearman 0.68 0.28 0.88 3.6e-03
Spectral angle 0.86 - - -
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1 Endogenous THP1_DMSO_60hr_R1.mgf [21297]
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71 Synthetic Lea_Synth_PRM_280826_1.mgf [6265]
0 200 400 600 800
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 472.2532 7.8 Pearson 0.88 0.67 0.96 2.7e-05
Synthetic 472.2486 -1.9 Spearman 0.57 0.06 0.85 3.2e-02
Spectral angle 0.71 - - -
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Synthetic relative intensity

] Endogenous MAPS_TAK_T12_040823_1.mgf [40325]
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1 Synthetic Lea_pep_synth_270426_3.mgf [12430]
0 200 400 600 800 1000
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 363.2366 9.6 Pearson 0.93 0.88 0.97 1.2e-18
Synthetic 363.2326 -1.4 Spearman 0.81 0.67 0.90 2.0e-10
Spectral angle 0.82 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_4.mgf [32515]
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1 Synthetic Lea_SynthPeptides_270225_5.mgf [6470]
0 200 400 600 800 1000 1200
m/z
error - 95% CI 95% CI
Spectrum m/z (ppm) Metric rie min max p-value
Endogenous 589.8447 -0.3 Pearson 0.90 0.70 0.97 1.4e-05
Synthetic 589.8457 1.4 Spearman 0.97 0.92 0.99 4.9e-09
Spectral angle 0.77 - - -
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Relative intensity (%)

] Endogenous MAPS_CTL_T48_040823_3.mgf [36819]
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1 Synthetic Lea_pep_synth_270426_1.mgf [8463]
0 200 400 600 800 1000
m/z
Spectrum m/z (;';?nr) Metric r/e 9?":/;;"0 9.::/;)(0 p-value
Endogenous 559.3322 5.5 Pearson 0.95 0.88 0.98 5.1e-11
Synthetic 559.3295 0.7 Spearman 0.85 0.67 0.94 8.4e-07
Spectral angle 0.71 - - -
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1 Endogenous MOLM1_TAK_I025cm_280123_4.mgf [10433]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [7399]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (i:::) Metric r/e Qi:/;,nCI Sz;’/;fl p-value
Endogenous 431.8894 -0.6 Pearson 0.96 0.93 0.98 4.8e-28
Synthetic 431.8900 0.7 Spearman 0.91 0.84 0.95 7.7e-20
Spectral angle 0.84 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MOLM1_TAK_1025cm_280123_2.mgf [67842]
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1 Synthetic Lea_SynthPeptides_270225_3.mgf [14349]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘;r;::) Metric rie g_r:;/;,nm 9‘::/;)(cl p-value
Endogenous 520.3001 -0.5 Pearson 0.99 0.96 1.00 1.8e-07
Synthetic 520.3010 1.2 Spearman 0.97 0.85 0.99 2.2e-05
Spectral angle 0.94 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_3.mgf [24567]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [23397]
0 200 400 600 800 1000
m/z
Spectrum m/z (epr;::) Metric r/e Qi:/;,nCI 9?:1‘;5' p-value
Endogenous 400.5383 1.1 Pearson 0.84 0.66 0.93 1.6e-07
Synthetic 400.5395 4.2 Spearman 0.67 0.37 0.84 2.8e-04
Spectral angle 0.70 - - -
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Synthetic relative intensity

] Endogenous MAPS_CTL_TO_040823_2.mgf [68701]
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1 Synthetic Lea_pep_synth_270426_1.mgf [17766]
0 200 400 600 800 1000
m/z
Spectrum m/z (T;;:‘r) Metric r/e 9':’;/;':' 9‘::/;)(0 p-value
Endogenous 571.8033 9.8 Pearson 0.87 0.70 0.95 2.7e-07
Synthetic 571.7969 -1.4 Spearman 0.94 0.85 0.98 3.0e-10
Spectral angle 0.76 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_3.mgf [40603]
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1 Synthetic Lea_Synth_peptides_300626_1.mgf [14360]
0 200 400 600 800 1000
m/z
Spectrum m/z (epr';';r) Metric r/e 9?‘:/;’:' Qi;’/;fl p-value
Endogenous 517.7427 -0.7 Pearson 0.93 0.64 0.99 9.6e-04
Synthetic 517.7432 0.2 Spearman 0.95 0.75 0.99 2.6e-04
Spectral angle 0.85 - - -
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Synthetic relative intensity

] Endogenous MAPS_CTL_T60_040823_2.mgf [33952]
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1 Synthetic Lea_Synth_peptides_300626_1.mgf [8583]
0 200 400 600 800 1000
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 517.7479 9.3 Pearson 0.87 0.67 0.95 3.2e-06
Synthetic 517.7433 0.4 Spearman 0.71 0.36 0.88 1.0e-03
Spectral angle 0.76 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_2.mgf [37296]
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1 Synthetic Lea_SynthPeptides_270225_3.mgf [14900]
0 200 400 600 800 1000
m/z
error . 95% Cl 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 572.7795 -0.3 Pearson 0.97 0.91 0.99 2.5e-10
Synthetic 572.7800 0.5 Spearman 0.95 0.85 0.98 1.0e-08
Spectral angle 0.87 - - -
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Synthetic relative intensity

Synthetic rank

1] Endogenous MAPS_TAK T12_040823_3.mgf [43623]
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1 Synthetic Lea_pep_synth_270426_1.mgf [10536]
0 200 400 600 800 1000
m/z
Spectrum m/z (7;:::'") Metric r/e 9':’;/;':' 9’5;’/;)((:I p-value
Endogenous 501.7990 7.8 Pearson 0.97 0.91 0.99 2.1e-10
Synthetic 501.7938 -2.6 Spearman 0.92 0.78 0.97 2.3e-07
Spectral angle 0.84 - - -
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1 Endogenous MOLM13_TAK_60hr_R3.mgf [16157]
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1 Synthetic Lea_pep_synth_270426_1.mgf [9575]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z error Metric r/e 950/? cl 95% Cl p-value
(ppm) min max
Endogenous 403.5609 -0.5 Pearson 0.85 0.68 0.93 1.3e-07
Synthetic 403.5612 0.2 Spearman 0.75 0.49 0.88 2.7e-05
Spectral angle 0.75 - - -
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Synthetic relative intensity

] Endogenous MOLM13_DMSO_60hr_R2.mgf [10764]
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71 Synthetic Lea_Synth_PRM_280826_1.mgf [6850]
0 200 400 600 800 1000
m/z
Spectrum m/z (;';:‘r) Metric r/e 9?;/;':' 9.:::/;XCI p-value
Endogenous 562.2554 -8.4 Pearson 0.92 0.74 0.98 9.2e-06
Synthetic 562.2593 -1.4 Spearman 0.87 0.61 0.96 1.1e-04
Spectral angle 0.77 - - -
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1 Endogenous MOLM1_TAK_l025cm_280123_4.mgf [31197]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [16175]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (T;;;r) Metric rie 9?;/';'10 Si:’/;fl p-value
Endogenous 630.3569 -0.0 Pearson 0.98 0.95 0.99 2.9e-12
Synthetic 630.3578 1.4 Spearman 0.94 0.84 0.98 1.8e-08
Spectral angle 0.91 - - -
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Synthetic relative intensity

1 Endogenous SKM1_CTL_I025cm_280123_2.mgf [80268]
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1 Synthetic Lea_SynthPeptides_270225_1.mgf [17011]
0 200 400 600 800 1000
m/z
Spectrum m/z (:';:n'; Metric rie gi:/;,nCI 9::/;;:' p-value
Endogenous 512.8126 -1.0 Pearson 0.98 0.93 0.99 2.4e-08
Synthetic 512.8133 0.4 Spearman 0.99 0.97 1.00 1.3e-10
Spectral angle 0.91 - - -
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] Endogenous MAPS_CTL_T24_040823_1.mgf [63248]
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1 Synthetic Lea_pep_synth_270426_2.mgf [25417]
0 100 200 300 400 500 600 700 800 900
m/z
Spectrum m/z (T;:glr) Metric r/e g?‘:/;,nq 9[5:/;)(0 p-value
Endogenous 513.7762 8.2 Pearson 0.92 0.64 0.98 5.1le-04
Synthetic 513.7718 -0.4 Spearman 0.73 0.13 0.94 2.6e-02
Spectral angle 0.81 - - -
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Synthetic relative intensity

Synthetic rank

1 Endogenous MAPS_CTL_T48_040823_1.mgf [23339]
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1 Synthetic Lea_pep_synth_270426_2.mgf [24608]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z error Metric r/e 95%’ a 95% Cl p-value
(ppm) min max
Endogenous 405.2194 5.9 Pearson 0.95 0.80 0.99 2.6e-05
Synthetic 405.2159 -2.7 Spearman 0.85 0.48 0.96 1.8e-03
Spectral angle 0.83 - - -
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1 Endogenous MAPS_TAK_T60_040823_2.mgf [57718]
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1 Synthetic Lea_pep_synth_270426_3.mgf [30250]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/e 95%’ a 95% Cl p-value
(ppm) min max
Endogenous 583.3506 9.6 Pearson 0.98 0.92 0.99 8.5e-09
Synthetic 583.3433 -2.9 Spearman 0.92 0.74 0.97 1.1e-05
Spectral angle 0.85 - - -
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Synthetic relative intensity

Synthetic ra

1 Endogenous MOLM13_DMSO_12hr_R3.mgf [2651]
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1 Synthetic Lea_pep_synth_270426_2.mgf [7698]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/e 950/'.’ cl 95% Cl p-value
(ppm) min max
Endogenous 563.8251 5.5 Pearson 0.90 0.62 0.98 3.9e-04
Synthetic 563.8215 -0.9 Spearman 0.80 0.34 0.95 5.7e-03
Spectral angle 0.74 - - -
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1 Endogenous THP1_TAK_60hr_R1.mgf [13484]
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1 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [8686]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/e 95%’ o 95% Cl p-value
(ppm) min max
Endogenous 535.7842 8.8 Pearson 0.95 0.86 0.98 4.7e-08
Synthetic 535.7830 6.5 Spearman 0.82 0.53 0.94 1.7e-04
Spectral angle 0.75 - - -
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Synthetic relative intensity

1 Endogenous THP1_TAK_l025cm_280123_la.mgf [35354]
o
. 1001 Y = %
g o 3 3T © o 2
> ] T ,Q 0 S [N S
P diidad | Ly il |
0 < ©
c el
TS I d I, 1 Lifind] l Iy J" i | | g
£ R il s e 2/ (R R R 3 | LS B L
E = -3 L 5 “ =
£ 507 S 9
g - e
1001 o g <
1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [15458]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (‘;r;:‘r) Metric r/e 9.’:"/;,HCI g'sn/a"fl p-value
Endogenous 585.3027 -0.2 Pearson 0.94 0.86 0.97 1.9e-11
Synthetic 585.3084 9.6 Spearman 0.77 0.53 0.89 1.2e-05
Spectral angle 0.79 - - -
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1 Endogenous SKM1_TAK_I025cm_280123_4.mgf [29105]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [17707]
0 200 400 600 800 1000
m/z
Spectrum m/z (epr;::) Metric r/e Qi:/;,nCI 9?:1‘;5' p-value
Endogenous 524.2932 -0.2 Pearson 0.99 0.98 1.00 1.7e-15
Synthetic 524.2952 3.6 Spearman 0.96 0.90 0.99 1.8e-10
Spectral angle 0.94 - - -
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] Endogenous MOLM1_TAK_1025cm_280123_4.mgf [15671]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [11280]
0 100 200 300 400 500 600 700 800 900
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 463.2644 0.2 Pearson 0.99 0.97 1.00 1.5e-08
Synthetic 463.2652 1.9 Spearman 1.00 1.00 1.00 0.0e+00
Spectral angle 0.94 - - -
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1 Endogenous MAPS_CTL_T12_040823_2.mgf [10723]
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1 Synthetic Lea_pep_synth_270426_3.mgf [28802]
0 200 400 600 800 1000
m/z
Spectrum m/z (‘;:;r) Metric r/e 9'?1:/;"‘0 9:?;:' p-value
Endogenous 376.2435 9.3 Pearson 0.78 0.51 0.91 7.2e-05
Synthetic 376.2403 0.8 Spearman 0.58 0.17 0.82 9.2e-03
Spectral angle 0.60 - - -
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Synthetic relative intensity

Synthetic rank

Endogenous MAPS_TAK_T12_040823_1.mgf [67863]
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1 Synthetic Lea_pep_synth_270426_1.mgf [17796]
0 200 400 600 800 1000
m/z
Spectrum m/z (i';;r) Metric r/e 9?:;:' 9?:{;:' p-value
Endogenous 559.3274 10.0 Pearson 0.99 0.95 1.00 1.3e-08
Synthetic 559.3216 -0.4 Spearman 0.92 0.71 0.98 6.9e-05
Spectral angle 0.91 - - -
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1 Endogenous SKM1_TAK_12hr_R3.mgf [8627]
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71 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [5678]
0 200 400 600 800 1000
m/z
Spectrum m/z (i:;r) Metric r/e g_r:;/;,nm 9?""/;:I p-value
Endogenous 518.7841 -6.2 Pearson 0.96 0.66 1.00 2.7e-03
Synthetic 518.7897 4.6 Spearman 0.65 -0.33 0.96 1.6e-01
Spectral angle 0.75 - - -
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Synthetic relative intensity

] Endogenous MOLM13_DMSO_12hr_R3.mgf [17469]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [7114]
0 200 400 600 800 1000
m/z
Spectrum m/z &::5 Metric r/e 9?;?“0 Qi;’/;fl p-value
Endogenous 463.7886 -4.7 Pearson 0.84 0.58 0.95 8.6e-05
Synthetic 463.7905 -0.6 Spearman 0.80 0.48 0.93 3.9e-04
Spectral angle 0.73 - - -
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1 Endogenous THP1_CTL_IO025cm_280123_2a.mgf [79019]
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1 Synthetic Lea_SynthPeptides_270225_6.mgf [16445]
0 200 400 600 800 1000
m/z
Spectrum m/z (T::ronr) Metric r/e 9?;/;"‘0 9'5:/;):“ p-value
Endogenous 516.7848 1.2 Pearson 0.95 0.83 0.99 2.4e-06
Synthetic 516.7853 2.1 Spearman 0.86 0.56 0.96 3.4e-04
Spectral angle 0.85 - - -
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1 Endogenous MAPS_TAK_T12_040823_3.mgf [21539]
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1 Synthetic Lea_pep_synth_270426_2.mgf [16993]
0 200 400 600 800 1000
m/z
Spectrum m/z error Metric r/ée 95%.’ cl 95% CI p-value
(ppm) min max
Endogenous 517.3154 7.9 Pearson 0.96 0.81 0.99 4.3e-05
Synthetic 517.3107 -1.2 Spearman 0.86 0.45 0.97 3.1e-03
Spectral angle 0.80 - - -
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] Endogenous SKM1_TAK_12hr_R2.mgf [14775]
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1 Synthetic Lea_synth_peptides_PRM_040926_1.mgf [5789]
0 200 400 600 800 1000
m/z
Spectrum m/z (c:r;;r) Metric r/e 9':’;/?"0 9?""/;:I p-value
Endogenous 504.2737 -0.6 Pearson 0.86 0.38 0.97 6.7e-03
Synthetic 504.2764 4.8 Spearman 0.85 0.37 0.97 7.0e-03
Spectral angle 0.73 - - -
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1 Endogenous MAPS_TAK_T12_040823_3.mgf [57437]
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1 Synthetic Lea_pep_synth_270426_1.mgf [11354]
0 200 400 600 800 1000
m/z
Spectrum m/z (error Metric rie 950/‘.’ cl 95% CI p-value
ppm) min max
Endogenous 515.8154 8.9 Pearson 0.86 0.67 0.94 1.3e-06
Synthetic 515.8110 0.4 Spearman 0.92 0.80 0.97 1.3e-08
Spectral angle 0.75 - -
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1 Endogenous MOLM1_TAK_I025cm_280123_4.mgf [33768]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [21250]
0 200 400 600 800 1000
m/z
Spectrum m/z (:r;;r) Metric r/e 9?;/;’“0 9?:/;;3 p-value
Endogenous 402.2071 -0.1 Pearson 1.00 0.99 1.00 4.7e-19
Synthetic 402.2079 2.0 Spearman 0.90 0.73 0.96 1.1e-06
Spectral angle 0.96 - - -
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Synthetic relative intensity

1 Endogenous MAPS_TAK_T12_040823_1.mgf [73833]
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1 Synthetic Lea_pep_synth_270426_3.mgf [28515]
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m/z
Spectrum m/z (T;;:‘r) Metric r/e 9?:?:' 9?;/;)::' p-value
Endogenous 387.2530 8.3 Pearson 0.98 0.92 0.99 3.3e-08
Synthetic 387.2492 -1.5 Spearman 0.96 0.88 0.99 4.0e-07
Spectral angle 0.90 - - -
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1 Synthetic Lea_SynthPeptides_270225_3.mgf [6578]
0 200 400 600 800 1000
m/z
Spectrum m/z (T)r;::) Metric r/e gi:/;,nCI 9::/;::' p-value
Endogenous 540.2976 -0.4 Pearson 0.97 0.93 0.99 1.2e-11
Synthetic 540.2989 2.0 Spearman 1.00 0.99 1.00 4.2e-18
Spectral angle 0.89 - - -
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1 Endogenous MOLM13_TAK_12hr_R1.mgf [12156]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [8797]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z (T;;:lr) Metric rie 9?':/;"10 9'5:/;):“ p-value
Endogenous 569.2555 -3.2 Pearson 0.86 0.60 0.96 1.4e-04
Synthetic 569.2579 1.1 Spearman 0.81 0.46 0.94 8.9e-04
Spectral angle 0.71 - - -
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [3150]
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m/z
Spectrum m/z (‘::;::) Metric r/e 9?;/;"‘0 9'5_':/;;“ p-value
Endogenous 574.7406 8.4 Pearson 0.91 0.79 0.97 4.2e-08
Synthetic 574.7347 -1.9 Spearman 0.40 -0.07 0.72 9.1le-02
Spectral angle 0.73 - - -
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Synthetic relative intensity

Synthetic rank

1] Endogenous SKM1_TAK_1025cm_280123_4.mgf [31149]
T
100 1
S 3
> 501 Q N
= > o = o
2 T'—D'.—« 1 o~ < é l og Og
9 ] I FY ST T P T ,,l. P _ [ l,? X '
=) B e e e . 1 L
£ [ . Il
(] ] ~ PO >
> ) > >
S 501 =
= &
(9]
o ©
1001 —
@©
1 Synthetic Lea_SynthPeptides_270225_6.mgf [10049]
0 200 400 600 800
m/z
error - 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 517.2510 -0.1 Pearson 1.00 0.99 1.00 2.9e-09
Synthetic 517.2529 3.5 Spearman 1.00 1.00 1.00 0.0e+00
Spectral angle 0.97 - - -
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1 Endogenous MOLM13_TAK_60hr_R2.mgf [5360]
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1 Synthetic Lea_pep_synth_270426_3.mgf [20218]
0 200 400 600 800 1000 1200
m/z
error - 95% Cl 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 414.5446 -0.7 Pearson 0.99 0.96 1.00 6.8e-10
Synthetic 414.5447 -0.5 Spearman 0.76 0.34 0.93 3.9e-03
Spectral angle 0.84 - - -
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Synthetic relative intensity

1 Endogenous MOLM13_TAK_60hr_R1.mgf [10519]
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1 Synthetic Lea_Synth_PRM_280826_1.mgf [8047]
0 200 400 600 800 1000 1200
m/z
Spectrum m/z :)':;r) Metric r/e 9?‘:/;,“0 9?.2:' p-value
Endogenous 578.8032 2.8 Pearson 0.91 0.69 0.98 9.6e-05
Synthetic 578.8011 -0.9 Spearman 0.70 0.18 0.92 1.6e-02
Spectral angle 0.73 - - -
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1 Endogenous MAPS_CTL_T60_040823_1.mgf [44276]
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1 Synthetic Lea_Synth_peptides_300626_1.mgf [5697]
0 100 200 300 400 500 600 700 800 900
m/z
error . 95% CI 95% CI
Spectrum m/z (ppm) Metric r/e min max p-value
Endogenous 459.7272 8.9 Pearson 0.94 0.82 0.98 9.6e-08
Synthetic 459.7234 0.7 Spearman 0.92 0.77 0.97 5.5e-07
Spectral angle 0.83 - - -
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Synthetic relative intensity

Synthetic rank
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1 Synthetic Lea_pep_synth_270426_4.mgf [15475]
0 200 400 600 800 1000
m/z
Spectrum m/z (:r;;r) Metric rie g_rr,‘:/;,nq 9?:/;)? p-value
Endogenous 551.7333 4.0 Pearson 0.97 0.86 0.99 5.9e-06
Synthetic 551.7303 -1.4 Spearman 0.99 0.95 1.00 1.0e-07
Spectral angle 0.85 - - -
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1 Endogenous SKM1_TAK_I025cm_280123_3.mgf [44257]
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1 Synthetic CRC_AML_500fmol_PRM_041023.mgf [30581]
0 200 400 600 800 1000
m/z
Spectrum m/z ((;:;r) Metric rie gi:/;,nCI 95m°/;::l p-value
Endogenous 563.7975 -1.2 Pearson 0.98 0.94 1.00 8.9e-09
Synthetic 563.7996 2.5 Spearman 0.96 0.85 0.99 1.2e-06
Spectral angle 0.89 - - -
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