Table S1. Comparison of milk fatty acids (FAs) and their groups determined by gas chromatography (GC; as reference method) and mid-infrared spectroscopy (FT-MIR; as

routine method); results of regression analysis: regression equation (Y = A + B x X1; where A =intercept, B = slope coefficient, SE = standard error; Xi = particular FAs determined

by GC), coefficient of determination (R?), rank correlation (SC = Spearman coefficient), standard deviation of predicted values (SD pred.), difference between standard

deviation of observed and predicted values (SD diff.).

FAs? Bulk samples (n = 60) Individual samples (n = 345)

and A SE  P-value B SE  Pvalue Rz SC P-value SD SD A SE  P-value B SE  P-value R2 SC P-value SD SD
their (A) (A) (B) (B) (SC)  pred.  diff. (A) (A) (B) (B) (SC)  pred. diff.
groups

Cle:0 136 271  <0.001 069 008 <0.001 057 067 <0.001 208  0.69 139 128 <0001 070 004 <0.001 048 064 <0001 215 096
C18:0 54 150 <0.001 083 017 <0001 030 035 <001 162 0.0 75 036  <0.001 063 004 <0001 045 060 <0.001 121 059
C18:12  -120 841 0159 189 043  <0.001 025 063 <0.001 329 330 112 076  <0.001 091 004 <0001 061 072 <0001 296  0.83
SFA 29 939 0759 109 014 <0.001 051 070 <0001 293 116 148 176  <0.001 080 003  <0.001 074 084 <0.001 310 051
UFA 33 138 0020 085 005 <0.001 085 091 <0.001 242 020 38 082 <0001 091 003 <0001 075 084 <0.001 358 055
MUFA 54 635 0398 137 024 <0001 035 067 <0001 312 213 137 089 <0001 075 003 <0001 057 072 <0.001 278  0.89
PUFA 30 159 0065 277 045 <0001 039 072 <0.001 191 113 53 044 <0001 084 013 <0001 011 035 <0001 041 082
TFA 1.0 029 0002 067 013 <0001 033 063 <0.001 040 030 22 018  <0.001 024 008 0002 003 025 <0001 011 056
SCFA 49 191 0013 044 016 <0001 011 028 <005 042 085 52 040 <0001 037 003 <0001 032 057 <0001 080  0.62
MCFA 124 1023 0232 060 020 0003 014 051 <0001 207 349 235 462 <0001 039 009 <0001 005 032 <0.001 166 5.2
LCFA 50 687 0467 081 019 <0001 024 059 <0.001 28 290 61 102 <0001 082 003 <0001 071 078 <0.001 433  0.80

1 SFA = saturated FAs, UFA = unsaturated FAs, MUFA = monounsaturated FAs, PUFA = polyunsaturated FAs, TFA = trans isomers of unsaturated FAs, SCFA = short-chain FAs, MCFA

= medium-chain FAs, LCFA =long-chain FAs.

2 for GC C18:1n-9 (cis-9).



Table S2. Comparison of milk fatty acids (FAs) and their groups determined by gas chromatography
(GC; as reference method) and mid-infrared spectroscopy (FT-MIR; as routine method); results of
regression analysis: regression equation (Y = B x X1; where B = slope coefficient, SE = standard error; X1
= particular FAs determined by GC), coefficient of determination (R?), rank correlation (SC = Spearman
coefficient), standard deviation of predicted values (SD pred.), difference between standard deviation of
observed and predicted values (SD diff.).

FAs1 Bulk samples (n = 60)

:ll::ir A SE P-value B SE P-value R? sC P-value SD SD
croups (A) (A) (B) (B) (SC) pred. diff.
C18:12 - - ns 128  0.04 <0001 0949 063 <0.001 223 437
SFA - - ns 105 001 <0001 0998 070 <0.001 2.81 1.27
MUFA - - ns 116 0.02 <0001 0981  0.67 <0.001 2.65 2.60
PUFA - - ns 194 0.9 <0001  0.889 072 <0.001 1.33 1.70
MCFA - - ns 084 001 <0001 0986 051 <0.001 2.89 2.67
LCFA - - ns 095  0.02 <0001 0980 0.59 <0.001 3.30 242

1 SFA = saturated FAs, MUFA = monounsaturated FAs, PUFA = polyunsaturated FAs, MCFA = medium-chain FAs,
LCFA =long-chain FAs.

2 for GC C18:1n-9 (cis-9).



