Supplementary Codebook (File S7) for Data File S5
PDAP case–control analysis dataset: 170 observations × 66 variables
1. Dataset overview
Data File S5 contains the de-identified analysis dataset for the retrospective case–control study of total Kt/V and presentation-day serum iron in peritoneal dialysis-associated peritonitis (PDAP). Each row is one observation: 90 case observations (PDAP episodes) from 59 patients (17 patients contributed more than one episode, maximum 5), and 80 control observations from 79 patients; 138 unique patients in total. For cases, serum iron is measured on the day of PDAP presentation; other variables reflect the most recent available assessment as described in the Manuscript (Methods, Index date and measurement timing). Values are as recorded, except for the corrections described in Section 6; no imputation has been applied (missing values are blank).
2. Identifier and design variables
	[bookmark: _GoBack]Variable
	Definition

	obs_id
	Sequential observation identifier (1–170)

	patient_code
	De-identified patient code (P001–P138)

	group
	“case” = PDAP episode; “ctrl” = control

	is_case
	Case indicator, 1 = case, 0 = control (duplicate of group)

	group_binary
	Case indicator, 1 = case, 0 = control (numeric duplicate of group)

	sex
	0 = female, 1 = male


3. Original variables
Units follow Table 1 of the manuscript where the variable appears there. “Range” gives observed min–max over non-missing values (n = 170 unless stated in the Notes column).
	Variable
	Description
	Unit
	Type
	Non-missing
	Range / values

	age
	Age at the observation
	years
	numeric
	168
	28–91

	hemoglobin
	Haemoglobin
	g/L
	numeric
	169
	55–163

	WBC
	White blood cell count
	×10⁹/L
	numeric
	169
	2.33–110

	RBC
	Red blood cell count
	×10¹²/L
	numeric
	167
	1.79–7.13

	platelet
	Platelet count
	×10⁹/L
	numeric
	168
	51–491

	neutrophil_pct
	Neutrophil differential
	%
	numeric
	164
	25.9–94.7

	eosinophil_pct
	Eosinophil differential
	%
	numeric
	163
	0–19

	monocyte_pct
	Monocyte differential
	%
	numeric
	163
	0.49–42.2

	basophil_pct
	Basophil differential
	%
	numeric
	163
	0–2.6

	CRP
	C-reactive protein
	mg/L
	numeric
	160
	0.499–261.8

	PCT
	Procalcitonin
	ng/mL
	numeric
	131
	0.08–100

	calcium
	Serum calcium
	mmol/L
	numeric
	167
	1.63–2.69

	phosphorus
	Serum phosphorus
	mmol/L
	numeric
	158
	0.47–4.13

	PTH
	Parathyroid hormone
	pg/mL
	numeric
	125
	5.35–1390

	ALP
	Alkaline phosphatase
	U/L
	numeric
	166
	25–998

	iron
	Serum iron (presentation day for cases)
	μmol/L
	numeric
	133
	0.68–39.04

	TIBC
	Total iron-binding capacity
	μmol/L
	numeric
	133
	17.18–85.24

	TSAT
	Transferrin saturation
	%
	numeric
	133
	4.6–97.9

	ferritin
	Serum ferritin
	ng/mL
	numeric
	123
	14.72–1463

	uric_acid
	Serum uric acid
	μmol/L
	numeric
	168
	12.6–2307

	prealbumin
	Serum prealbumin
	mg/L
	numeric
	123
	40–416

	albumin
	Serum albumin
	g/L
	numeric
	168
	14–43.06

	AST
	Aspartate aminotransferase
	U/L
	numeric
	167
	3–72

	ALT
	Alanine aminotransferase
	U/L
	numeric
	168
	3–229

	total_bilirubin
	Total bilirubin
	μmol/L
	numeric
	165
	1.5–66

	triglycerides
	Triglycerides
	mmol/L
	numeric
	126
	0.29–5.69

	total_cholesterol
	Total cholesterol
	mmol/L
	numeric
	127
	0.98–7.5

	HDL
	High-density lipoprotein cholesterol
	mmol/L
	numeric
	126
	0.16–1.45

	LDL
	Low-density lipoprotein cholesterol
	mmol/L
	numeric
	126
	0.66–4.33

	sdLDL
	Small dense LDL cholesterol
	see note a
	numeric
	120
	13.05–977.32

	Lpa
	Lipoprotein(a)
	mg/L
	numeric
	121
	0.3–121.4

	ApoA1
	Apolipoprotein A1
	g/L
	numeric
	121
	0.24–1.36

	ApoB
	Apolipoprotein B
	g/L
	numeric
	121
	0.29–1.52

	ApoE
	Apolipoprotein E
	mg/L
	numeric
	121
	13–77

	potassium
	Serum potassium
	mmol/L
	numeric
	169
	2.1–6

	sodium
	Serum sodium
	mmol/L
	numeric
	169
	127.3–148

	chloride
	Serum chloride
	mmol/L
	numeric
	169
	87–117

	magnesium
	Serum magnesium
	mmol/L
	numeric
	110
	0.39–1.14

	CO2
	Bicarbonate (total CO2)
	mmol/L
	numeric
	169
	8.7–35.8

	creatinine
	Serum creatinine
	μmol/L
	numeric
	169
	158–1746

	BUN
	Blood urea nitrogen
	mmol/L
	numeric
	169
	2.76–46.19

	beta2mg
	Beta-2 microglobulin
	mg/L
	numeric
	73
	9.99–96.55

	peritoneal_Ccr
	Peritoneal creatinine clearance
	L/week/1.73 m² (see Note b)
	numeric
	156
	13.48–93.26

	residual_Ccr
	Residual renal creatinine clearance
	see note b
	numeric
	156
	0–200.3

	total_Ccr
	Total creatinine clearance (peritoneal + residual)
	L/week/1.73 m² (see Note b)
	numeric
	156
	17.86–223.2

	residual_KtV
	Residual renal weekly Kt/V
	dimensionless
	numeric
	153
	0–3.01

	peritoneal_KtV
	Peritoneal weekly Kt/V
	dimensionless
	numeric
	153
	0.49–2.77

	KtV
	Total weekly Kt/V
	dimensionless
	numeric
	153
	0.74–4.51

	BMI
	Body mass index
	kg/m²
	numeric
	148
	17.12–35.76

	dry_weight
	Prescribed dry weight
	kg
	numeric
	153
	35.5–108

	urine_vol
	24-hour urine volume (0 = anuric)
	L/day
	numeric
	156
	0–1.8

	EF
	Left ventricular ejection fraction
	% (see note c)
	numeric
	112
	30–71

	TnI
	Troponin I
	μg/L
	numeric
	162
	0.003–1.23

	pro_BNP
	N-terminal pro-B-type natriuretic peptide
	pg/mL
	numeric
	163
	153–3.5e+04

	ESR
	Erythrocyte sedimentation rate
	mm/h
	numeric
	46
	11–140

	IL6
	Interleukin-6
	pg/mL
	numeric
	131
	1.5–5000

	effluent_WBC
	Dialysate effluent white cell count
	cells/μL
	numeric
	89
	12–7.876e+04

	effluent_RBC
	Dialysate effluent red cell count
	cells/μL
	numeric
	87
	1–5.926e+04

	log_crp
	Pre-computed ln(CRP + 1)
	ln(mg/L)
	numeric
	160
	0.4048–5.571

	log_crp_sd
	Pre-computed standardised log_crp
	SD units
	numeric
	160
	-1.414–1.835


Note a: the laboratory export does not state the unit for sdLDL; one observation (37,307, obs_id 100) exceeded any plausible range and has been set to missing (Section 6); the unit remains unlabelled; values are therefore presented for between-group relative comparison only and should not be interpreted against absolute clinical thresholds.
Note b: unit determination for the creatinine-clearance columns. The additive relation total_Ccr = peritoneal_Ccr + residual_Ccr closes to within 0.25 L/week for 151 of 156 complete trios; the five exceptions deviate by −0.30, −3.00, −10.00, +16.89, and −29.63 L/week (maximum 29.630). All three Ccr columns therefore share one unit, L/week/1.73 m² (1 mL/min/1.73 m² = 10.08 L/week/1.73 m²); Table 1 and the Results report these columns in L/week/1.73 m².
Note c: three observations (0.6, 0.71, 0.3) were recorded as proportions (i.e., 60%, 71%, 30%) while the remainder are percentages; they have been re-expressed as 60, 71, and 30 for obs_id 14, 35, and 36, respectively (Section 6).
4. Variables derived in the analysis script (File S6)
The following variables are not used directly from the CSV; they are created at run time by the supplementary analysis code (File S6) and are listed here for completeness.
	Variable
	Definition

	y
	Case indicator for regression, = (group == “case”)

	male
	= sex (0/1)

	iron_sd
	iron standardised by its SD: iron / 6.367 (SD_IRON = SD of iron, n = 170, ddof = 1)

	ktv_sd
	KtV standardised by its SD: KtV / 0.672 (SD_KTV = SD of KtV, ddof = 1)

	ix
	Interaction term, = iron_sd × log_crp (complete-case analysis only)


The CSV also carries two pre-computed columns used by the primary regression: log_crp = ln(CRP + 1) and log_crp_sd = (log_crp − mean)/SD of log_crp (n = 160).

5. Missing data by group
Missingness is asymmetric between groups for the exposures, as discussed in the Manuscript (Discussion, second limitation). Counts below are missing observations (of 90 case and 80 control observations).
	Variable
	Missing in cases (n = 90)
	Missing in controls (n = 80)
	Missing total (n = 170)

	iron
	30 (33.3%)
	7 (8.8%)
	37 (21.8%)

	TIBC
	30 (33.3%)
	7 (8.8%)
	37 (21.8%)

	TSAT
	30 (33.3%)
	7 (8.8%)
	37 (21.8%)

	ferritin
	39 (43.3%)
	8 (10.0%)
	47 (27.6%)

	KtV
	16 (17.8%)
	1 (1.3%)
	17 (10.0%)

	CRP
	4 (4.4%)
	6 (7.5%)
	10 (5.9%)

	PCT
	15 (16.7%)
	24 (30.0%)
	39 (22.9%)

	PTH
	32 (35.6%)
	13 (16.2%)
	45 (26.5%)

	IL6
	15 (16.7%)
	24 (30.0%)
	39 (22.9%)

	beta2mg
	61 (67.8%)
	36 (45.0%)
	97 (57.1%)

	ESR
	69 (76.7%)
	55 (68.8%)
	124 (72.9%)

	effluent_WBC
	1 (1.1%)
	80 (100.0%)
	81 (47.6%)

	effluent_RBC
	3 (3.3%)
	80 (100.0%)
	83 (48.8%)


6. Data-quality notes and corrections applied
• BMI = 0 for obs_id 153 (impossible value); set to missing.
• total Kt/V = 0.0 for obs_id 153 (impossible value); set to missing.
• total Kt/V: one value recorded as −1.24 (sign-entry error) was corrected to +1.24 prior to preparation of the current data file (Data File S5); because the correction predates the archived data snapshot, the observation cannot be re-identified in the de-identified file.
• Phosphorus = 131 mmol/L for obs_id 28 (exceeds any plausible range); set to missing.
• sdLDL = 37,307 for obs_id 100 and TIBC = 1,087 μmol/L for obs_id 22 (exceed plausible ranges); both set to missing. The sdLDL unit in the laboratory export remains unlabelled.
• EF: three observations recorded as proportions (0.6, 0.71, 0.3) while the remainder are percentages; re-expressed as 60, 71, and 30.
• residual_Ccr: unit conclusion — see Note b under Table 3.1.
Prepared from 09_Supplementary_Data_S5.csv. Variable names, units, and derived definitions are consistent with Table 1 of the manuscript and with the supplementary analysis code (File S6). After the corrections in Section 6, the pooled standard deviations used for standardisation are 6.367 μmol/L for serum iron and 0.672 for total Kt/V.
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