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Table S1. The optimized mass spectrometer parameters and MRM transitions for 11
AAs

Precursor Ion Product Ion Fragmentor Collision Energy

Compound Name (m/z) (m/z) V) V)
Alanine 90.1 44.2 55 9
Alanine-15N,13C 94.1 47.2 55 9
Glutamate 148.1 130 73 5
Glutamate-15N,13C 154.1 136 73 5
Glutamine 147.1 130 78 5
Glutamine-d5 152.1 135 78 5
Histidine 156.1 110 75 9
Histidine-15N,13C 165.1 118 75 9
Leucine 132.1 86.1 80 5
Leucine-15N,13C 139.1 92.1 80 5
Methionine 150.1 104 60 5
Methionine-15N,13C 156.1 109 60 5
Phenylalanine 166.1 120 88 9
Phenylalanine-15N,13C 176.1 129 88 9
Threonine 120.1 74.1 65 5
Threonine-15N,13C 125.1 78.1 65 5
Tryptophan 205.1 188 83 4
Tryptophan-d5 210.1 192 83 4
Valine 118.1 72.1 50 9
Valine-15N,13C 124.1 77.1 50 9
Phenylalanine-d8 174.1 128.2 95 9
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Table S2. Concentration of 16 amino acids in 3 plasma samples quantified by PCI-IS
method, and SIL-IS method (n = 3 runs, pg mL™).

Plasma sample 1 SIL-IS method PCI-IS +MNF method
alanine 24.38 = 1.73 26.40 + 0.64
glutamic acid 3.37 + 1.62 370 £ 0.54
glutamine 74.25 + 14.08 78.49 + 9.67
histidine 8.78 £ 1.36 10.23 + 1.05
leucine/isoleucine 17.93 + 0.43 16.22 + 0.55
methionine 2.64 £ 0.39 3.13 + 0.06
phenylalanine 8.15 + 0.26 845 £+ 0.18
threonine 12.58 + 3.91 1293 + 0.14
tryptophan 6.09 £ 1.45 545 £ 0.12
valine 15.88 + 1.95 15.01 £ 0.10
Plasma sample 2 SIL-IS method PCI-IS +MNF method
alanine 37.62 £+ 1.54 32.63 £+ 3.21
glutamic acid 475 =+ 1.63 466 =+ 0.76
glutamine 81.81 =+ 16.77 9094 <+ 7091
histidine 1343 + 1.26 12.61 =+ 0.37
leucine/isoleucine 26.25 = 0.07 2443 £ 0.55
methionine 453 £+ 040 337 + 0.23
phenylalanine 10.54 = 0.13 1037 £+ 0.38
threonine 20.52 £+ 3.33 1920 + 1.88
tryptophan 1269 + 1.29 1469 =+ 0.82
valine 23.81 £ 1.46 2254 + 1.50
Plasma sample 3 SIL-IS method PCI-IS +MNF method
alanine 3272 £ 1.76 28.60 + 3.14
glutamic acid 740 + 0.23 722 + 1.15
glutamine 63.92 + 3.51 6395 =+ 3.81
histidine 947 £+ 0.67 10.89 + 0.17
leucine/isoleucine 2279 += 048 2235 =+ 1.17
methionine 318 £+ 049 322 + 0.23
phenylalanine 984 <+ 0.33 9.50 + 0.83
threonine 1479 + 1.02 1723 £+ 0.78
tryptophan 1024 =+ 0.25 10.83 £+ 0.31
valine 2420 <+ 0.33 19.64 =+ 1.61
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‘Before PCI-IS combined with MNF correction ‘ ’After PCI-IS combined with MNF correction ‘
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Figure S1. The PCA results of the first 20 samples (red dots) and the last 20 samples

(green dots) (a) before and (b) after the implementation of the PCI-IS in combination

with MNF correction method.
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