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RSD of each peak intensity in sub-samples was evaluated for method reproducibility.

Peak Value RSD(%)

ID Name 20150805BZ 20150812BZ 20150819BZ 20150825BZ 20150828BZ 20150830BZ

chko1
chk02
chk03
chko4
chk05
chkoé
chk07
chko8
chk09
chk10
chk11
chk12
chk13
chk14
chk15
chk16
chk17
chk18
chk19
chk20
chk21
chk22
chk23
chk24
chk25
chk26
chk27
chk28
chk29
chk30
chk31
chk32
chk33
chk34
chk35
chk36
chk37
chk38
chk39
chk40

26.3911
19.4159
17.8035
15.6943
14.4521
39.8966
10.8861

5.9211
23.2414

7.0634
75.1321
6.1674

39.5051

44.5921
7.7682

9.5929
4.7855
10.8598
7.5729
6.7128
28.2761

21.4291
10.6527
27.7095

8.4673

6.7233
17.7719
8.7632
15.5358

23.5902
19.1028
5.5583
20.5902
9.6700
10.5359
7.5312
16.8018

27.0286
34.7985
18.9874
72.5146
15.3038
18.4204
12.7510

26.5121
147.4176
21.1148
25.8030
5.6833

9.6885
4.6852
10.3700
10.2497
9.2145
64.5657
1.8681
3.3464

55.0573
61.4220
4.7284

12.8504

5.6360

22.6557
11.9636

3.9090
18.1123
11.6930

8.5632
14.9426

78.5430
105.7351
56.7256
30.1270
50.9189
13.5027
57.9817

38.6134

27.8162
11.1286
13.9151
36.1756

6.8169
12.7534
18.3441
13.3135
12.1410

7.8054
34.5569
46.6093

13.2201

90.2089
18.2004
56.4942
14.2067
10.7771
11.8427
26.8769

49.2643
44.2046
10.9377
44.2773
10.9512
79.8192
11.6623
41.8876

127.2973
57.3942
24.5629

111.8547

50.3379

37.7601

29.6609
72.1073
10.0508

36.6567
8.2484
11.3431

73.3786

25.6748
12.3974
48.7302
43.4591

10.2121
28.5181
9.3265
13.9157
7.6939
25.0474

18.4307
7.5936
10.8311
15.8574
16.4529
7.2705
12.1894
18.5890
134.8599
104.1834

4.0404
76.7851
14.1147
55.0665
25.0677
28.7547

10.9860
27.2445
7.3582

7.9314

8.9521

12.1062
36.1148
136.9148

11.0763
65.8192
125.6242
14.3746
121.0170
10.9751
25.5413
44.9323
21.8398

8.8493
13.4090
17.8585
13.7843
14.5138

4.9132

34.8348

67.6117
69.0901
17.7192
36.6802
24.0102

9.1715
14.8610

23.5587
43.4146
10.7876

28.5931
11.1474

17.0442

14.7082
47.5366
11.2677
37.8760
33.9994
60.8110
15.0419
30.8900
13.5877
19.2805
24.2172
35.8991

Peak Value RSD(%)

ID Name 20150805BZ 20150812BZ 20150819BZ 20150825BZ 20150828BZ 20150830BZ

chk41
chk42
chk43
chk44
chk45
chk46
chk47
chk48
chk49
chk50
chk51
chk52
chk53
chk54
chk55
chk56
chk57
chk58
chk59
chk60
chk61
chk62
chk63
chk64
chk65
chk66
chk67
chk68
chk69
chk70
chk71
chk72
chk73
chk74
chk75
chk76
chk77
chk78
chk79
chk80

36.3220
28.2523
6.2172
8.0997
7.0054
6.1610
42.6513
8.4293
5.9790
12.6089
38.4835
39.9008
5.1187
10.5307
15.4423
14.9349
7.6486

4.9575
6.8686

29.4706

28.6450
19.5445
76.6485
30.1462

17.1910
43.2227
6.3164
0.4985

7.3573

42.9318
22.8382

52.6395
55.6098
8.6575
9.4077
8.8061
6.2425

7.4140
23.0182
29.3671
78.7094

6.4879

9.9337
13.0106
13.7364

9.0530
17.7967

28.5166
14.9646
7.4087
23.2320
21.6858
41.4207
9.6420
22.2125
5.5762
6.8376

10.0936
6.2508

18.6696

40.4323
30.4721
79.2312
15.5101
15.1716
14.4796

3.3176
12.4113

46.2072

4.0556
19.4911
11.4172
22.1256
20.2974

16.6836

50.7901

16.1294

19.4584

17.8203

2.2493
51.2052

11.9058

6.0214

21.6927

6.5384

17.5751

30.7350
26.1262

17.8603
17.3405
7.3433

14.3870
79.1255
20.3970
51.2274
42.4353

20.0250
12.4206
21.1092
62.4180

7.0121

16.1982
42.1295

39.1804

37.9740
39.4285
67.3912
20.8741
13.4082

9.8239
21.8092
16.0173
10.9090

7.1304

10.3042

22.6230
113.9463
4.0480
18.0932
13.1622
13.3659
27.6883
13.1799
11.1941
11.0507
21.5887
93.2361
9.4404
18.9583
9.2155
21.1342
16.0088
5.8447

38.8556

39.3871
17.7687

42.9717
19.1093
17.6270
15.8170
11.1418
16.9890
16.3032
31.5072

7.6357

9.4028
7.7353

33.3241
70.8917

27.2003
18.5253
13.5441

23.0741
13.3527

76.5693
11.8764
25.1615
19.0401
32.8391
20.6707

7.4550

23.5717

30.1078

53.7160
66.5883
160.0000

32.0615
26.8045
19.6159
29.8583

22.9272
30.3032
12.3045

30.8804

Criterion 3:
Peak intensity

15% >= RSD

154/480

50% >= RSD > 15%

169/480

100% >= RSD > 50%

38/480

RSD > 100%

11/480
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Kruskal-Wallis test* was attempted to find difference inter samples.

Peak ID
chk01
chk02
chk03
chk04
chk05
chk06
chk07
chk08
chk09
chk10
chk11
chk12
chk13
chk14
chk15
chk16
chk17
chk18
chk19
chk20

p-value
0.006444
0.002514
0.002047

0.1296
0.05233
0.4522
0.9728
0.5207
0.08511
0.1458

0.05921
0.1177
0.08166
0.008723
0.1835

0.005396
0.1492

Peak ID
chk21
chk22
chk23
chk24
chk25
chk26
chk27
chk28
chk29
chk30
chk31
chk32
chk33
chk34
chk35
chk36
chk37
chk38
chk39
chk40

p-value
0.001783
0.1475
0.003898
0.2365
0.00451
0.002817
0.0008761
0.00624
0.0006098

0.004617
0.003214
0.1006

0.07135

0.001424

0.0881

BERSDRAFBEDR

Peak ID
chk41
chk42
chk43
chk44
chk45
chk46
chk47
chk48
chk49
chk50
chk51
chk52
chk53
chk54
chk55
chk56
chk57
chk58
chk59
chk60

AEBRERIBTLLREG

WA, ZLDERD TRHEBE
TR ATEETH T

*Kruskal-Wallis test is an non-parametric method for testing whether samples
originate from the same distribution. It is used for comparing two or more

p-value Peak ID
0.001175 chk61
chk62

0.009716 chk63
0.001159 chke4
0.0006528 chkeé5
8.98e-05 chk66
chk67

0.0006691 chk68
0.001176 chk69
0.001054 chk70
chk71

chk72

0.0003541 chk73
0.0005728 chk74
0.001726 chk75
0.001121 chk76
0.0006396 chk77
0.0919 chk78
chk79

chk80

p<0.01 : 40/75

0.05<p: 22/75

R 2.2.3 was used for Kruskal-

Wallis test.

independent samples of equal or different sample sizes.

p-value

0.754
0.002259
0.002325
0.05313
0.0001814
0.003126
0.005857
0.006965
0.117
0.004403
0.0012
0.0009064
0.2364
4.615e-05

0.003564
0.00329

chko7

chkil

chki3

°
2

not significant

chk07 o 4522 y =
=
E D chk49  0.001176
H |:| 4‘; 19 .
J = = __
chkll 01458 A
chk52

7 [
===

chks2

oo

EQE

i ===
o 0;
150805BZ 150819BZ 150828BZ 150805BZ 15081982 150828BZ
sample sample
—_ 619 -
o ‘ 4 :
chk13 0.05921 chk53  0.0003541 |
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046 S i
=
43 — | —
094 ° -
i [
092 ﬁ
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ComEX2, comEX3 HRRIH SEMMAE SORBEEVYAANY MVEER L. T—%4 T AN 7D It b /NS
MNES—HITBIVYRAANRY MLt 3WIRET D Windows
ChainGen (CH,)n, (SiO(CH5),)n, (CF,)n /X EEHIR D F DR ZERM T D EE ANrny P b /N
Windows
MassCalib (2R) BEUEEEREEZAV. T—YD0BE% ST oDV IE—IEER T ANTDY It b /NS
HIET D, =fRE(E EFE  Window 64bit
NLSim Multi (BIRB) FEROBEEDVYRAITSITAS MERRUEHIT BDVAINRT ML T AN 70 It b /NS
ZHE 9 3(PEORXRF v &G EHOERE (TG Window 64bit
CBEx (B¥R) BAMAFER (CEDECI, BrESUVYAANY Mt I35 T ANTDY It b /NS
Cl, BHEEANRY MViREARE, B2, RMMALHERERL Window 64bit
NMFDeco (#h#R) IEEBEITIIRFDEE(NMF)(C K DGCXGC-(HRTOF)MST—4A MDY R EME 29y 70V HH b /NG
AR MVFaARY1—S3>%iT75 T=  Window 64bit
DataGen (¥T#]) HRR(TSIAS FMEED)ZR T D E(ICKDERDGCXGC- T AN 7D It b /NS
MSTF—HZEMRTD (VI MEEER) FF=  Window 64bit
2DPad (¥iR) 2RFTTEDOERBFIFEAL = RIB S IRYT N =22 (CEEEIE T AN 70V HH b /NG
F=  Window 64bit
DataPrep64 (i#l) WBESZEXL E2XTEORFEBXL ZBEH1IE T ANTDY B2H b /NG
F=  Window 64bit
2Display (i) GCxGC-MST—HAfsE1—J— i UV S 1V 5H b /N
F=  Window 64bit
KDFilter (¥7R) BEXIE. Kendrick ScaledFIH(CLD. CH2, CH, CF2, CF, T AN 7D It b /NG
CCl2,CCl, CBr2, CBrad 1= hHh\ S DMED Y A AR L7z Window 64bit
H. HIBR. RETD
CDFTrim (Fh#R) 187E U= iREsE OnetCOFFE N T — A =)D T TN AN 70y It P /NS

EFE  Window 64bit
¥ 2D: ¥t *GC, LR E D IR T T —REGCXGC, LCXLCHEE D ZRITT —2 DMl A (% s
B GCXGC, LCeXLCHEE D ZRFTT—EDH 3t
http://www.nies.go.jp/analysis/downloads.html 15
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