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前言 

Scatter Plot是一个方便的工具，可以最大限度地提高大气科学中数据可视化的

效率。 虽然有许多现有的通用数据可视化软件，但不能满足许多大气科学特定

的研究目的，所以我开发自己的程序。 本程序包括WODR, Deming和York算法

进行线性回归，这三种算法考虑了X和Y都包含不确定性（观测误差），对大气

的应用而言更加客观地反映真实情况。它是基于Igor的，并且包含大量用于数据

分析和图形绘图的有用功能，包括批量绘图，通过图形界面实现数据掩蔽，Z轴

的颜色编码，根据数据或字符串进行过滤和分组。 

有关Scatter Plot的评估和应用的更多细节，请参阅（如果你在文章中用到了本

软件，请引用以下文章） 

Wu, C. and Yu, J. Z.: Evaluation of linear regression techniques for atmospheric applications: 

the importance of appropriate weighting, Atmos. Meas. Tech., 11, 1233-

1250, doi:10.5194/amt-11-1233-2018, 2018. 

 

关于程序的最新信息可以在我的网站上找到： 

https://sites.google.com/site/wuchengust/ 

https://doi.org/10.5281/zenodo.832416  

 

 

吴晟 

2018-03-06 

https://doi.org/10.5194/amt-11-1233-2018
https://sites.google.com/site/wuchengust/
https://doi.org/10.5281/zenodo.832416
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Scatter plot说明书 

0 Igor Pro 运行环境的安装 

用户需要Igor Pro平台来运行Scatter Plot程序（pxp文件）。这类似于你需要安

装微软 word来打开docx文件的场景。因此，您需要在计算机上安装Igor Pro。 

Igor Pro拥有Windows PC和Mac版本。 

建议使用Igor Pro 6.x版。 Scatter Plot也可以在Igor Pro 7.x上运行，但在用户

界面显示中存在一些问题，某些元素（按钮，下拉菜单）的比例失调，尤其是在

计算机使用屏幕高DPI设置时。 

1) 从 https://www.wavemetrics.com/support/versions.htm 下载Igor Pro 

2) 双击Igor Pro安装文件 

 

3) 按照步骤安装Igor Pro 

 

https://www.wavemetrics.com/support/versions.htm


 

2 
 

Scatter plot说明书 

4) 成功安装后，系统可以识别pxp文件(如下图图标那样)。如果您没有Igor Pro

的激活码，演示版本Igor Pro会持续30天。 30天后，用户不能：a）导出图和

文件; b）保存文件。 

 

5) 要运行Scatter Plot，只需双击pxp文件即可。如果要同时打开多个pxp文件，

请使用光标选择pxp文件，然后按“Ctrl + Enter”。 
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1 关于数据结构的建议 

如果数据的大小小于 100 万行, Excel 被建议用于存储数据。否则，建议使

用.csv 文件。如果可能，将所有数据与同一时间线都放在一张表格上以实现最

大化的效率，避免把它们都放在分离的表格，因为子集可以通过筛选取。建议的

数据的结构如下图 1.1 所示。第一行是表头 （文本格式）。导入 Igor 后表头

将成为 wave（Igor 中关于数列的概念，等同于 Excel 中的列） 的名称。表头

中空格和其他非法字符 Igor 作为 wave 名称是不允许，将由"_"替换。数据分为

三类︰ 

1） 时间戳 （时间轴） 

2） 数值数据 （如空气污染物的浓度） 

3） 文本数据 （例如标签、 站点名称, 后向轨迹聚类） 

 

图 1.1 推荐在工作表中的数据结构 

  

Recommended data structure in a sheet
Header

Timestamp

timeline

Species 
1

Marker 
n…….

Species 
n

Marker 
1 …….

Species 
2

Maker & label (numerical or text)
e.g. Site name, back trajectory cluster…

Data (numerical)
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Excel 数据 （或.csv 文件）的一个实际例子如图 1.2 所示。应该指出的是，不

同的数据列 （wave） 的顺序不一定是图 1.1 相同，可以混合使用三个类别，

数据列的顺序没有限制。下例中，DateIndex属于时间轴，SampleID和Site属

于Marker（文本数据），其余列属于数值列（污染物浓度值） 

 

图 1.2 Excel数据的一个实际例子（或.csv 文件）。 

  



 

5 
 

Scatter plot说明书 

2 跟其他程序的总体比较 

下表将本程序(Scatter Plot)与其他程序进行比较 

 

软件 优势 不足之处 

Excel 数据筛选 

只 能 OLS 线 性 回 归 , 不 支 持 
Deming 回归 
 行数有限制(一百万行数据) 
不能做数据遮掩 
不支持Z轴颜色 

SPSS 数据筛选 

只 能 OLS 线 性 回 归 , 不 支 持 
Deming 回归 
数据遮掩不能通过图形界面实
现 

Sigma Plot 支持Deming 回归 不支持数据筛选和数据遮掩 

Origin 

支持York回归 
数据遮掩可以通过图形
界面实现 
支持Z轴颜色 

不支持数据筛选 

Scatter Plot Igor 

program 

支 持 OLS, Deming, 
Weighted orthogonal 
distance and York 回
归。 
支持数据筛选 
数据遮掩可以通过图形
界面实现 
支持Z轴颜色 

批量绘图 

Igor普及率不及前四者 
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3 导入数据 

3.1 在 MS excel 中的时间线示例 

导入之前，数据在 excel 中，限制可以保存时间轴的格式如下所述。数据列中

的时间轴必须遵循此格式"MM/DD/YY hh: mm"，位置必须是"英语 （美国）

"，如图 3.1 所示。 

 

图3.1 时间轴列的MS Excel中的单元格格式配置 

 

确保时间轴列的单元格格式与图2.1所示的完全相同，否则Iogr无法识别它 
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3.2 从Excel复制 

  数据可以通过从Excel Excel复制和粘贴导入，如图3.2所示。建议将时间轴放

在第一列。 

 

图3.2  MS Excel中数据选择和复制（Ctrl + C）的示例。每列的表头将用作

Igor中的wave名称。 
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3.3 将数据粘贴到Igor中 

将光标放在左上角，将数据粘贴到Igor程序界面中的表格（高亮橙色区域），

如图3.3.1所示 

 

图3.3.1 粘贴数据之前Igor Pro中用户界面的示例.  

 

应用粘贴（ctrl + V）后，数据将显示在表格区域中，确保时间线被Igor Pro正

确识别。应当注意，数据点的索引从Igor中的0开始。 

 

图3.3.2 粘贴数据后Igor Pro中的用户界面示例  
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3.4 更新列表 

(a) 点击“Update List” 按钮(图3.4，高亮显示的区域a) 

(b) 然后列表数值数据系列（在Excel中称为列和Igor Pro中的波）将被更新（图

2.4.1，高亮显示区域b）。  

(c) 加载数据的统计信息如图2.4.1高亮显示的区域c所示，包括数字列，文本列

和数据点（行）的数量。 

 

图3.4   Igor中的更新列表示例。 

 

  

(b)

(c)



 

10 
 

Scatter plot说明书 

3.5 指定时间轴 

下一步是告诉程序哪个列是时间戳。它可以通过使用弹出菜单来完成，如图3.5

所示。 

 

 

图3.5 在Scatter plot Igor程序中指定时间轴的示例 
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4 通用设置介绍 

Scatter Plot Igor程序的一般设置如图4.1所示，其中包括， 

Close all Graphs: 关闭新窗口中的所有图形 

Close all Tables: 关闭新窗口中的所有表 

Clear Buffer: 删除批处理图的缓存数据，避免程序文件过大 

Replot: 在当前选项卡中重绘图 

Plot option: Normal，只重绘当前选项卡; New window，也可以在一个新窗口中

生成绘图，可以复制并粘贴到MS办公室; Export PNG，不仅在新窗口中生成绘

图，还生成PNG文件; Export EMF，而不是PNG文件，EMF是一个矢量文件，

可以无限放大。生成的PNG和EMF文件跟本Igor程序(.exp文件)存放在同一个文

件夹。 

Title: 绘图的标题，包含三个字段（采样站，年季月，小时和物种），如果它们

留空,这些字段将在扫描时使用自动命名, 否则会使用用户输入的字符。 

Regression method: 最小二乘法 (OLS), 带权重的正交距离回归 (WODR), 

Deming 回归, York 回归. OLS仅考虑Y中的错误，而后三者考虑Y和X中的不确

定性。 

 

Intercept: 如果选择No intercept，则将通过原点进行回归（不适用于Deming和

York回归）。如果选择“with intercept”，则所有回归方法都可用。如果选择“keep 

both”，则将执行有和无截距回归（不适用于Deming和York回归）。 

 

Axis range: 打开或关闭XY轴的自动标度 
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Unit: 为浓度轴使用预设单位 

Decimal: 显示几位小数点 

Font Size: 控制字体大小 

Trace Mode:散点图上显示数据点的形式可以在点和标记之间进行选择。 

Maker: 选择数据点标记的符号 

 

 

Marker Size: 选择数据点标记的符号尺寸大小 

Color: 设置marker颜色 (仅在Z 轴关闭时有效) 

 

Ref Line: 置参考虚线的Y：X的比值 
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图4.1 Scatter plot Igor 程序中的常规设置示例。 

5 分页“Input”简介 

（a）用户可以选择哪些变量为X，Y和Z（Z可以打开或关闭）。 通过选择不同

的X Y Z组合，散点图和两个时间序列图将立即更新，故而用户可以快速查看数

据 

（b）X＆Y中的不确定性(误差) 

WODR，Deming和York回归的不确定性设置。  有两种类型的输入可用，

“Single％”意味着用户只需要提供一个数字来指示X和Y中的相对不确定性。

Input Data”意味着用户需要为单个数据点提供误差权重(单独一列数据的形式，

内容为标准差）。 用户需要使用弹出菜单来指定Y和X的相应的权重wave。 

 

图5.1 Scatter plot 设置 

(b)
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In Deming regression, the key parameter λ is the ratio of the weights: 

𝜆 =
𝜔(𝑋𝑖)

𝜔(𝑌𝑖)
 

and the weights are: 

𝜔(𝑋𝑖) =
1

𝜎𝑋𝑖
2 , 𝜔(𝑌𝑖) =

1

𝜎𝑌𝑖
2 

𝜎𝑋𝑖
 and 𝜎𝑌𝑖

 are the standard deviations of the error in measurement of Xi and 

Yi respectively. For example, say data point Xi has a ±m% uncertainty, which 

follow a uniform distribution (in the range of [a,b]). the variance of the uniform 

distribution becomes 

𝜎𝑋𝑖

2 =
1

12
(𝑏 − 𝑎)2 

         =
1

12
(𝑋𝑖 + 𝑚 × 𝑋𝑖 − (𝑋𝑋𝑖 − 𝑚 × 𝑋𝑖))

2
 

     =
1

12
(2 × 𝑚 × 𝑋𝑖)

2 =
(𝑚𝑋𝑖)2

3
  

 

As a result, the standard deviation of the 

error can be written as 

𝜎𝑋𝑖
=

𝑚𝑋𝑖

√3
 

 

In "Input Data" mode, 𝜎𝑋𝑖
 and 𝜎𝑌𝑖

 are required as measurement error input 

for WODR and YR. 𝜎𝑋𝑖
 and 𝜎𝑌𝑖

 are also used to calculate 𝜆 for Deming 

regression. 

  



 

15 
 

Scatter plot说明书 

 

6 分页“Linear regression ”简介:  

6.1 数据按时间筛选 

三种类型的时间标度用于数据过滤：YSM（年季月），Dow（星期几）和小时
（0：00〜23：00） 

(a)  YSM可以进一步分为五种情况：年;年/

月;月;年/季;季节。季节由突出显示的区域（d）

定义，使用每个季节的第一天作为分野。有两

个选择是可用的，跨年和同年。例如，如果选

择跨年，1999年12月和2000年1月分组在一

起作为1999年冬季。在选择期间可以使用

shift键进行多项选择。 

 

 

(b) Dow （星期几）。在选择期间可以使用shift键进行多项选择。 

(c) Hour （0：00〜23：00）。在选择期间可以使用shift键进行乘法选择。 

 

 

图 6.1.1 时间筛选的列表框  
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6.2 用数据进行筛选 

可以有三种类型的数据过滤：按列表的文本数据，按列表的数字数据，按范围的

数字数据 

 

图 6.2.1 按数据过滤数据 

(a) Text by list: 例如，提供包括C1〜C4的后面轨迹分组信息的列，使用该

函数，绘制子集（例如，如下所示，仅C4）。可以进行多项选择。 

 

图6.2.2 按文本数据列表过滤数据 - Text by List  
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(b) Num by List: 具有数值的列可以用作数据分组的过滤器。当唯一值的

数量远小于总计数时，它很有用。例如，数据按照如下所示的RH分组。 

 

图 6.2.3 按数据过滤数据– Num by List 

 

(c) Num by range: 范围（由min和max定义）可用于单个列以筛选子集。 

当使用多个列时，会取这些条件的交集。 以下是使用75 <RH <85的实

例。 

 

图 6.2.4 按数据范围过滤– Num by range 
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6.3 使用图形界面进行数据遮掩 

数据遮掩功能可排除不需要的数据点再进行线性回归。 本程序可以使用图形用

户界面直接实现，大大提高了易用性。 

 

图 6.3.1 数据遮掩功能区一览 

 

首先，点击"Prepare Mask" 按钮。 然后可以使用光标绘制多边形。 多边形由

路径点定义。 
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图 6.3.2 用光标开始进行多边形的绘制。 

确保多边形闭合，如图6.3.3所示，每个点将以方形标记的形式显示。 

 

图6.3.3 闭合的多边形的示例 

一旦多边形完成，选择“Mask type”。 以下是选择“Highlighted”的示例，然

后单击“Apply Mask”按钮。 不需要的数据点会被标记为粉红色三角形。 这

样就实现了排除多边形内的数据点进行回归（注意，数据点个数N从图6.3.3中

的5039变为图6.3.4中的5026）。 对于这个特定的例子，去除不需要的数据点

没有改变斜率和截距，但R2确实从0.76提高到0.78。 
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图6.3.4 在"Mask type"中选择“Highlighted” 的示例。  

 

以下是在“Mask type”中选择“Remove”的示例，然后单击“Apply Mask”

按钮。 删除不需要的数据点。 这样就实现了排除多边形内的数据点进行回归

（注意，数据点个数N从图6.3.3中的5039变为图6.3.5中的5026）。 对于这个

特定的例子，去除不需要的数据点不影响斜率和截距，但R2确实从0.76提高到

0.78。 

 

图 6.3.5 在"Mask type"中选择“Remove” 的示例。  
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以下是在“Trace type”中选择“On”的示例，然后单击“Apply Mask”。除

去不需要的数据点，并以虚线显示多边形。多边形内的数据点被排除回归（注

意，数据点个数N从图6.3.3中的5039变为图6.3.6中的4727。 对于这个特定的

例子，去除不需要的数据点改变了斜率（1.90-> 1.98）和截距（0.61-> 0.52）。 

 

 

图 6.3.6 在"Trace type"中选择“On” 的示例. 

 

要重置数据遮掩，请单击“Remove Mask”，然后将擦除所有数据屏蔽，如下

所示。 

 

图 6.3.7 应用“Remove Mask”后的示例。  
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6.4 选择多个变量用作X&Y 

有时X和Y不是一对一的变量，有可能是多对一或者多对多。 在X和Y变量中多

项选择允许用户通过使用它们的加和用作X和Y。 可以使用“shift”键和光标选

择X和Y中的多项变量（wave）。 X和Y中各自所选的总和将被用于线性回归。 

以下是气溶胶的离子色谱数据的QA / QC示例。 使用硫酸盐和硝酸盐的总和作

为Y，将铵根离子作为X，以检查离子的电荷平衡。 

 

图 6.4.1 选择多个变量用作X&Y的示例. 
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6.5 时间变量作为Z轴 

除了使用用户直接输入变量作为Z轴，包括YSM（年季节月），Dow（星期几）

和小时（0：00〜23：00）的派生变量可以用作Z。 

 

图 6.5.1 使用月作为Z轴颜色编码的示例。 
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6.6 批量绘图 

当绘图选项不是“normal”时，则批处理绘图被激活。 批量绘图可以在三个时

间维度（Scan by）进行：年/季/月，星期几，小时，这对应于按时间进行数据
分组的三个维度的列表框。 

 

图 6.6.1 按时间维度进行批量绘图的设置 

 

第四种方式是通过文本标记进行扫描。 当使用“Text by list”激活数据筛选器

时，第4个选项将显示在“Scan by”弹出菜单中。 
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图6.6.2 通过文本标记进行批量绘图 

以下是实施批量绘图的示例，按年/月（12个月）扫描。 除了单个散点图，还将

给出总结斜率，截距和R2随年/月的变化的图。 如下图所示，硝酸盐对温度（挥

发）敏感，因此夏季（6月 - 9月）的斜率远低于冬季（12月 - 2月）。 

 

 

图 6.6.3 根据年/月执行批量绘图的范例。  
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7 分页“Multiply Y time series” 简介 

多变量Y时间序列图通常用于呈现各种污染物的时间变化。 如下所示，可以使

用“添加”按钮选择所需的Y。 

 

图7.1通过“Add”按钮选择所需Y的示例 

 “Plot option”应设置为”new”。 然后，点击”Re-plot”将在新窗口中生成图形。 

而后用户可以在新窗口中设置颜色和线形，轴标题等外观。 本功能主要目的是

节省为单个轴设置Y方向的份额需要耗费的时间。 

 

图7.2 点击”Re-plot”后在新窗口中生成多变量Y时间序列图的示例。 
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Scatter plot说明书 

8 分页 “Percentile” 简介 

在EC示踪法中，具有特定OC / EC百分位数的子集通常用于回归来确定

(OC/EC)pri。 

Step: 百分位数子集的步长. 例如，0.005代表0.5％的间隔。 

Slope Min & Max: 设置左图的斜率范围（y轴） 

Intercept Min & Max: 设置左图的截距范围（y轴） 

Replot: 计算子集上的逐步回归。例如，以0.5％的步长，从OC / EC 0.5％〜100％

的所有子集上计算线性回归。 

: 这个滑动条是为了选择百分位数。该选择仅在应

用“Replot”后才可用。 

Redraw: 在新窗口中创建绘图(plot option: new window).  

 

使用Tab“Percentile”的步骤 

1）设置步长，斜率和截距范围 

2）点击“Replot” 

3）使用滑杆检查结果。例如，要显示10％子集的回归结果，请将滑动条拖动到

10％，右侧的散点图将相应更新。紫色的数据点代表回归的选定子集，灰色的

数据点代表未使用的数据。 

4）导出绘图（在新窗口/导出到文件），点击“Redraw”。 

 

图 8.1 分页 “Percentile”. 
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Abstract. Linear regression techniques are widely used in at-
mospheric science, but they are often improperly applied due
to lack of consideration or inappropriate handling of mea-
surement uncertainty. In this work, numerical experiments
are performed to evaluate the performance of five linear re-
gression techniques, significantly extending previous works
by Chu and Saylor. The five techniques are ordinary least
squares (OLS), Deming regression (DR), orthogonal dis-
tance regression (ODR), weighted ODR (WODR), and York
regression (YR). We first introduce a new data generation
scheme that employs the Mersenne twister (MT) pseudoran-
dom number generator. The numerical simulations are also
improved by (a) refining the parameterization of nonlinear
measurement uncertainties, (b) inclusion of a linear measure-
ment uncertainty, and (c) inclusion of WODR for compari-
son. Results show that DR, WODR and YR produce an ac-
curate slope, but the intercept by WODR and YR is overesti-
mated and the degree of bias is more pronounced with a low
R2 XY dataset. The importance of a properly weighting pa-
rameter λ in DR is investigated by sensitivity tests, and it is
found that an improper λ in DR can lead to a bias in both
the slope and intercept estimation. Because the λ calculation
depends on the actual form of the measurement error, it is es-
sential to determine the exact form of measurement error in
the XY data during the measurement stage. If a priori error
in one of the variables is unknown, or the measurement error
described cannot be trusted, DR, WODR and YR can provide

the least biases in slope and intercept among all tested regres-
sion techniques. For these reasons, DR, WODR and YR are
recommended for atmospheric studies when both X and Y
data have measurement errors. An Igor Pro-based program
(Scatter Plot) was developed to facilitate the implementation
of error-in-variables regressions.

1 Introduction

Linear regression is heavily used in atmospheric science to
derive the slope and intercept of XY datasets. Examples
of linear regression applications include primary OC (or-
ganic carbon) and EC (elemental carbon) ratio estimation
(Turpin and Huntzicker, 1995; Lin et al., 2009), MAE (mass
absorption efficiency) estimation from light absorption and
EC mass (Moosmüller et al., 1998), source apportionment
of polycyclic aromatic hydrocarbons using CO and NOx as
combustion tracers (Lim et al., 1999), gas-phase reaction
rate determination (Brauers and Finlayson-Pitts, 1997), inter-
instrument comparison (Bauer et al., 2009; Cross et al., 2010;
von Bobrutzki et al., 2010; Zieger et al., 2011; Wu et al.,
2012; Huang et al., 2014; Zhou et al., 2016), inter-species
analysis (Yu et al., 2005; Kuang et al., 2015), analytical pro-
tocol comparison (Chow et al., 2001, 2004; Cheng et al.,
2011; Wu et al., 2016), light extinction budget reconstruc-
tion (Malm et al., 1994; Watson, 2002; Li et al., 2017), com-
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1234 C. Wu and J. Z. Yu: Evaluation of linear regression techniques

parison between modeling and measurement (Petäjä et al.,
2009), emission factor study (Janhäll et al., 2010), retrieval
of shortwave cloud forcing (Cess et al., 1995), calculation
of pollutant growth rate (Richter et al., 2005), estimation of
ground-level PM2.5 from MODIS data (Wang and Christo-
pher, 2003), distinguishing OC origin from biomass burning
using K+ as a tracer (Duan et al., 2004) and emission type
identification by the EC /CO ratio (Chen et al., 2001).

Ordinary least squares (OLS) regression is the most widely
used method due to its simplicity. In OLS, it is assumed that
independent variables are error-free. This is the case for cer-
tain applications, such as determining a calibration curve of
an instrument in analytical chemistry. For example, a known
amount of analyte (e.g., through weighing) can be used to
calibrate the instrument output response (e.g., voltage). How-
ever, in many other applications, such as inter-instrument
comparison,X and Y (from two instruments) may have com-
parable degrees of uncertainty. This deviation from the un-
derlying assumption in OLS would produce biased slope and
intercept when OLS is applied to the dataset.

To overcome the drawback of OLS, a number of error-in-
variables regression models (also known as bivariate fittings;
Cantrell, 2008) or total least-squares methods (Markovsky
and Van Huffel, 2007) arise. Deming (1943) proposed an ap-
proach by minimizing sum of squares of X and Y residu-
als. A closed-form solution of Deming regression (DR) was
provided by York (1966). Method comparison work of vari-
ous regression techniques by Cornbleet and Gochman (1979)
found significant error in OLS slope estimation when the rel-
ative standard deviation (RSD) of measurement error in “X”
exceeded 20 %, while DR was found to reach a more ac-
curate slope estimation. In an early application of the EC
tracer method, Turpin and Huntzicker (1995) realized the
limitation of OLS since OC and EC have comparable mea-
surement uncertainty and thus recommended the use of DR
for (OC /EC)pri (primary OC to EC ratio) estimation. Ay-
ers (2001) conducted a simple numerical experiment and
concluded that reduced major axis regression (RMA) is more
suitable for air quality data regression analysis. Linnet (1999)
pointed out that when applying DR for inter-method (or inter-
instrument) comparison, special attention should be paid to
the sample size. If the range ratio (max /min) is relatively
small (e.g., less than 2), more samples are needed to obtain
statistically significant results.

In principle, a best-fit regression line should have greater
dependence on the more precise data points rather than
the less reliable ones. Chu (2005) performed a comparison
study of OLS and DR specifically focusing on the EC tracer
method application and found that the slope estimated by DR
is closer to the correct value than OLS but may still over-
estimate the ideal value. Saylor et al. (2006) extended the
comparison work of Chu (2005) by including a regression
technique developed by York et al. (2004). They found that
the slope overestimation by DR in the study of Chu (2005)
was due to improper configuration of the weighting parame-

ter, λ. This λ value is the key to handling the uneven errors
between data points for the best-fit line calculation. This ex-
ample demonstrates the importance of appropriate weighting
in the calculation of best-fit line for error-in-variables regres-
sion model, which is overlooked in many studies.

In this study, we extend the work by Saylor et al. (2006)
to achieve four objectives. The first is to propose a new data
generation scheme by applying the Mersenne twister (MT)
pseudorandom number generator for evaluation of linear re-
gression techniques. In the study of Chu (2005), data gen-
eration is achieved by a varietal sine function, which has
limitations in sample size, sample distribution, and nonad-
justable correlation (R2) between X and Y . In comparison,
the MT data generation provides more flexibility, permitting
adjustable sample size, XY correlation and distribution. The
second is to develop a nonlinear measurement error parame-
terization scheme for use in the regression method. The third
is to incorporate linear measurement errors in the regression
methods. In the work by Chu (2005) and Saylor et al. (2006),
the relative measurement uncertainty (γUnc) is nonlinear with
concentration, but a constant γUnc is often applied on atmo-
spheric instruments due to its simplicity. The fourth is to in-
clude weighted orthogonal distance regression (WODR) for
comparison. Abbreviations and symbols used in this study
are summarized in Table B1 for quick reference.

2 Description of regression techniques compared in
this study

Ordinary least squares (OLS) method

OLS only considers the errors in dependent variables (Y ).
OLS regression is achieved by minimizing the sum of
squares (S) in the Y residuals (i.e., distance of AB in Fig. S1
in the Supplement):

S =

N∑
i=1
(yi −Yi)

2, (1)

where Yi are observed Y data points, while yi are regressed
Y data points of the regression line. N represents the number
of data points that is used for regression.

Orthogonal distance regression (ODR)

ODR minimizes the sum of the squared orthogonal distances
from all data points to the regressed line and considers equal
error variances (i.e., distance of AC in Fig. S1):

S =

N∑
i=1

[
(xi −Xi)

2
+ (yi −Yi)

2
]
. (2)
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Weighted orthogonal distance regression (WODR)

Unlike ODR, which considers even error inX and Y , weight-
ings based on measurement errors in both X and Y are con-
sidered in WODR when minimizing the sum of squared or-
thogonal distance from the data points to the regression line
(Carroll and Ruppert, 1996) as shown by AD in Fig. S1:

S =
∑N

i=1

[
(xi −Xi)

2
+ (yi −Yi)

2/η
]
, (3)

where η is the error variance ratio, which determines the an-
gle θ shown in Fig. S1. Implementation of ODR and WODR
in Igor Pro (WaveMetrics, Inc. Lake Oswego, OR, USA) was
done by the computer routine ODRPACK95 (Boggs et al.,
1989; Zwolak et al., 2007).

Deming regression (DR)

Deming (1943) proposed the following function to minimize
both the X and Y residuals as shown by AD in Fig. S1,

S =
∑N

i=1

[
ω(Xi)(xi −Xi)

2
+ω(Yi)(yi −Yi)

2
]
, (4)

where Xi and Yi are observed data points and xi and yi are
regressed data points. Individual data points are weighted
based on errors in Xi and Yi ,

ω(Xi)=
1
σ 2
Xi

, ω (Yi)=
1
σ 2
Yi

, (5)

where σXi and σYi are the standard deviation of the error
in measurement of Xi and Yi , respectively. The closed-form
solutions for slope and intercept of DR are shown in Ap-
pendix A.

York regression (YR)

The York method (York et al., 2004) introduces the correla-
tion coefficient of errors in X and Y into the minimization
function.

S =
∑N

i=1

[
ω(Xi)(xi −Xi)

2
− 2ri

√
ω(Xi)ω(Yi)

(xi −Xi)(yi −Yi)+ω(Yi)(yi −Yi)
2
] 1

1− r2
i

, (6)

where ri is the correlation coefficient between measurement
errors in Xi and Yi . The slope and intercept of YR are calcu-
lated iteratively through the formulas in Appendix A.

Summary of the five regression techniques is given in Ta-
ble S1 in the Supplement. It is worth noting that OLS and DR
have closed-form expressions for calculating slope and inter-
cept. In contrast, ODR, WODR and YR need to be solved
iteratively. This need to be taken into consideration when
choosing regression algorithm for handling huge numbers of
data.

A computer program (Scatter Plot; Wu, 2017a) with a
graphical user interface (GUI) in Igor Pro (WaveMetrics, Inc.
Lake Oswego, OR, USA) was developed to facilitate the im-
plementation of error-in-variables regression (including DR,
WODR and YR). Two other Igor Pro-based computer pro-
grams, Histbox (Wu, 2017b) and Aethalometer data proces-
sor (Wu, 2017c), are used for data analysis and visualization
in this study.

3 Data description

Two types of data are used for regression comparison. The
first type is synthetic data generated by computer programs,
which can be used in the EC tracer method (Turpin and
Huntzicker, 1995) to demonstrate the regression application.
The true “slope” and “intercept” are assigned during data
generation, allowing quantitative comparison of the bias of
each regression scheme. The second type of data comes from
ambient measurement of light absorption, OC and EC in
Guangzhou for demonstration in a real-world application.

3.1 Synthetic XY data generation

In this study, numerical simulations are conducted in Igor Pro
(WaveMetrics, Inc. Lake Oswego, OR, USA) through custom
codes. Two types of generation schemes are employed: one
is based on the MT pseudorandom number generator (Mat-
sumoto and Nishimura, 1998) and the other is based on the
sine function described by Chu (2005).

The general form of linear regression on XY data can be
written as

Y = kX+ b, (7)

where k is the regressed slope and b is the intercept. The
underlying meaning is that, Y can be decomposed into two
parts. One part is correlated with X, and the ratio is defined
by k. The other part of Y is constant and independent of X
and regarded as b.

To make the discussion easier to follow, we intentionally
avoid discussion using the abstract general form and instead
opt to use a real-world application case in atmospheric sci-
ence. Linear regression had been heavily applied on OC and
EC data, here we use OC and EC data as an example to
demonstrate the regression application in atmospheric sci-
ence. In the EC tracer method, OC (mixture) is Y and EC
(tracer) is X. OC can be decomposed into three components
based on their formation pathway:

OC= POCcomb+POCnon-comb+SOC, (8)

where POCcomb is primary OC from combustion.
POCnon-comb is primary OC emitted from non-combustion
activities. SOC is secondary OC formed during atmospheric
aging. Since POCcomb is co-emitted with EC and well corre-
lated with each other, their relationship can be parameterized
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as

POCcomb = (OC/EC)pri×EC. (9)

By carefully selecting an OC and EC subset when SOC is
very low (considered as approximately zero), the combina-
tion of Eqs. (8) and (9) becomes

POC= (OC/EC)pri×EC+POCnon-comb. (10)

The regressed slope of POC (Y) against EC (X) represents
(OC /EC)pri (k in Eq. 7). The regressed intercept become
POCnon-comb (b in Eq. 7). With known (OC /EC)pri and
POCnon-comb, SOC can be estimated by

SOC= OC− ((OC/EC)pri×EC+POCnon-comb). (11)

The data generation starts from EC (X values). Once EC is
generated, POCcomb (the part of Y that is correlated with
X) can be obtained by multiplying EC by a preset con-
stant, (OC /EC)pri (slope k). Then the other preset constant
POCnon-comb is added to POCcomb and the sum becomes POC
(Y values). To simulate the real-world situation, measure-
ment errors are added on X and Y values. Details of syn-
thesized measurement error are discussed in the next section.
Implementation of data generation by two types of mathe-
matical schemes is explained in Sect. 3.1.2 and 3.1.3, respec-
tively.

3.1.1 Parameterization of synthesized measurement
uncertainty

Weighting of variables is a crucial input for errors-in-
variables linear regression methods such as DR, YR and
WODR. In practice, the weights are usually defined as the
inverse of the measurement error variance (Eq. 5). When
measurement errors are considered, measured concentrations
(Conc.measured) are simulated by adding measurement uncer-
tainties (εConc.) to the true concentrations (Conc.true):

Conc.measured = Conc.true+ εConc., (12)

where εConc. is the random error following an even distribu-
tion with an average of 0, the range of which is constrained
by

−γUnc×Conc.true ≤ εConc. ≤+γUnc×Conc.true. (13)

The γUnc is a dimensionless factor that describes the frac-
tional measurement uncertainty relative to the true concen-
tration (Conc.true). γUnc could be a function of Conc.true
(Thompson, 1988) or a constant. The term γUnc×Conc.true
defines the boundary of random measurement errors.

Two types of measurement error are considered in this
study. The first type is γUnc−nonlinear. In the data genera-
tion scheme of Chu (2005) for the measurement uncertain-
ties (εPOC and εEC), γUnc−nonlinear is nonlinearly related to
Conc.true:

γUnc−nonlinear =
1

√
Conc.true

, (14)

and thus Eq. (13) for POC and EC becomes

−
1

√
POCtrue

×POCtrue ≤ εPOC ≤+
1

√
POCtrue

×POCtrue, (15)

−
1

√
ECtrue

×ECtrue ≤ εEC ≤+
1

√
ECtrue

×ECtrue. (16)

In Eq. (14), the γUnc decreases as concentration increases,
since low concentrations are usually more challenging to
measure. As a result, the γUnc−nonlinear defined in Eq. (14)
is more realistic than the constant approach, but there are
two limitations. First, the physical meaning of the uncer-
tainty unit is lost. If the unit of OC is µg m−3, then the
unit of εOC becomes

√
µgm−3. Second, the concentra-

tion is not normalized by a consistent relative value, mak-
ing it sensitive to the X and Y units used. For exam-
ple, if POCtrue = 0.9 µg m−3, then εPOC =± 0.95 µg m−3 and
γUnc = 105 %, but by changing the concentration unit to
POCtrue = 900 ng m−3, εOC =± 30 ng m−3 and γUnc = 3 %.
To overcome these deficiencies, we propose to modify
Eq. (14) to

γUnc =

√
LOD

Conc.true
×α, (17)

where LOD (limit of detection) is introduced to generate a
dimensionless γUnc. α is a dimensionless adjustable factor to
control the position of γUnc curve on the concentration axis,
which is indicated by the value of γUnc at LOD level. As
shown in Fig. 1a, at different values of α (α = 1, 0.5 and 0.3),
the corresponding γUnc at the same LOD level would be 100,
50 and 30 %, respectively. By changing α, the location of the
γUnc curve on x axis direction can be set, using the γUnc at
LOD as the reference point. Then Eq. (7) for POC and EC
becomes

−

√
LODPOC

POCtrue
×αPOC×POCtrue ≤ εPOC ≤

+

√
LODPOC

POCtrue
×αPOC×POCtrue, (18)

−

√
LODEC

ECtrue
×αEC×ECtrue ≤ εEC ≤

+

√
LODEC

ECtrue
×αEC×ECtrue. (19)

With the modified γUnc−nonlinear parameterization, concen-
trations of POC and EC are normalized by a corresponding
LOD, which maintains unit consistency between POCtrue and
εPOC and ECtrue and εEC and eliminates dependency on the
concentration unit.

Uniform distribution has been used in previous studies
(Cox et al., 2003; Chu, 2005; Saylor et al., 2006) and is
adopted in this study to parameterize measurement error. For

Atmos. Meas. Tech., 11, 1233–1250, 2018 www.atmos-meas-tech.net/11/1233/2018/



C. Wu and J. Z. Yu: Evaluation of linear regression techniques 1237

 

  

100

80

60

40

20

0

R
e
la
ti
ve
 m

e
as
u
re
m
en

t 
U
n
c
(γ

u
n
c)
 %

0.01 0.1 1 10 100
Concentration

α=1, γ =100 % at LODunc

α =0.5, γunc= 50 % at LOD
α =0.3, γunc= 30 % at LOD
Fix 10 %

LOD 10 LOD0.1 LOD                                         100 LOD

(a)

‐6

‐4

‐2

0

2

4

6

 E
C
   
(
gm

‐3
)

2520151050

ECtrue  (gm
‐3
)

 non‐linear unc
 linear unc

ECtrue μg m-3

ε E
C

μ
g

m
-3

(b)

௎௡௖ି௡௢௡௟௜௡௘௔௥ߛ
௎௡௖ି௟௜௡௘௔௥ߛ

Figure 1. (a) Example γUnc−nonlinear curves by different α val-
ues (Eq. 17). The x axis is concentration (normalized by LOD)
in log scale and the y axis is γUnc. Black, blue and green line
represents α equal to 1, 0.5 and 0.3, respectively, corresponding
to the γUnc−nonlinear at LOD level equals to 100, 50 and 30 %,
respectively. The red line represents γUnc−linear of 10 %. (b) Ex-
ample of measurement uncertainty generation of γUnc−nonlinear
and γUnc−linear. The blue circles represent γUnc−nonlinear follow-
ing Eq. (17) (LODEC = 1, aEC = 1). The red circles represent
γUnc−linear (30 %).

a uniform distribution in the interval [a,b], the variance is
1
12 (a− b)

2. Since εPOC and εEC follow a uniform distribution
in the interval as given by Eqs. (18) and (19), the weights in
DR and YR (inverse of variance) become

ω(Xi)=
1
σ 2
Xi

=
3

ECtrue×LODEC×α
2
EC
, (20)

ω(Yi)=
1
σ 2
Yi

=
3

POCtrue×LODPOC×α
2
POC

. (21)

The parameter λ in Deming regression is then determined:

λ=
ω(Xi)

ω(Yi)
=

POCtrue×LODPOC×α
2
POC

ECtrue×LODEC×α
2
EC

. (22)

Besides the γUnc−nonlinear discussed above, a second type
measurement uncertainty parameterized by a constant pro-
portional factor, γUnc−linear, is very common in atmospheric

applications:

− γPOCunc×POCtrue ≤ εPOC ≤+γPOCunc×POCtrue, (23)
− γECunc×ECtrue ≤ εEC ≤+γECunc×ECtrue. (24)

where γPOCunc and γECunc are the relative measurement
uncertainties, e.g., for relative measurement uncertainty of
10 %, γUnc = 0.1. As a result, the measurement error is lin-
early proportional to the concentration. An example compar-
ison of γUnc−nonlinear and γUnc−linear is shown in Fig. 1b. For
γUnc−linear, the weights become

ω(Xi)=
1
σ 2
Xi

=
3

(γECunc×ECtrue)
2 , (25)

ω(Yi)=
1
σ 2
Yi

=
3

(γPOCunc×POCtrue)
2 , (26)

and λ for Deming regression can be determined:

λ=
ω(Xi)

ω(Yi)
=
(γPOCunc×POCtrue)

2

(γECunc×ECtrue)
2 . (27)

3.1.2 XY data generation by the Mersenne twister
generator following a specific distribution

The Mersenne twister (MT) is a pseudorandom num-
ber generator (PRNG) developed by Matsumoto and
Nishimura (1998). MT has been widely adopted by main-
stream numerical analysis software (e.g., MATLAB, SPSS,
SAS and Igor Pro) as well as popular programing languages
(e.g., R, Python, IDL, C++ and PHP). Data generation us-
ing MT provides a few advantages: (1) frequency distribution
can be easily assigned during the data generation process, al-
lowing straightforward simulation of the frequency distribu-
tion characteristics (e.g., Gaussian or lognormal) observed in
ambient measurements; (2) the inputs for data generation are
simply the mean and standard deviation of the data series and
can be changed easily by the user; (3) the correlation (R2)

between X and Y can be manipulated easily during the data
generation to satisfy various purposes; and (4) unlike the sine
function described by Chu (2005), which has a sample size
limitation of 120, the sample size in MT data generation is
highly flexible.

In this section, we will use POC as Y and EC as X as an
example to explain the data generation. Procedure of apply-
ing MT to simulate ambient POC and EC data can be found
in our previous study (Wu and Yu, 2016). Details of the data
generation steps are shown in Fig. 2 and described below.
The first step is generation of ECtrue by MT. In our previous
study, it was found that ambient POC and EC data follow a
lognormal distribution in various locations of the Pearl River
Delta (PRD) region. Therefore, lognormal distributions are
adopted during ECtrue generation. A range of average con-
centration and relative standard deviation (RSD) from am-
bient samples is considered in formulating the lognormal
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distribution. The second step is to generate POCcomb. As
shown in Fig. 2, POCcomb is generated by multiplying ECtrue
with (OC /EC)pri. Instead of having a Gaussian distribution,
(OC /EC)pri in this study is a single value, which favors di-
rect comparison between the true value of (OC /EC)pri and
(OC /EC)pri estimated from the regression slope. The third
step is generation of POCtrue by adding POCnon-comb onto
POCcomb. Instead of having a distribution, POCnon-comb in
this study is a single value, which favors direct compari-
son between the true value of POCnon-comb and POCnon-comb
estimated from the regression intercept. The fourth step is
to compute εPOC and εEC. As discussed in Sect. 3.1.1, two
types of measurement errors are considered for εPOC and
εEC calculation: γUnc−nonlinear and γUnc−linear. In the last
step, POCmeasured and ECmeasured are calculated following
Eq. (12), i.e., applying measurement errors on POCtrue and
ECtrue. Then POCmeasured and ECmeasured can be used as Y
and X, respectively, to test the performance of various re-
gression techniques. An Igor Pro-based program with a GUI
was developed to facilitate the MT data generation for OC
and EC. A brief introduction is given in the Supplement.

3.1.3 XY data generation by the sine function of
Chu (2005)

Besides MT, inclusion of the sine function data generation
scheme in this study mainly serves two purposes. First, the
sine function scheme was adopted in two previous studies
(Chu, 2005; Saylor et al., 2006), the inclusion of this scheme
can help to verify whether the codes in Igor for various re-
gression approaches yield the same results from the two pre-
vious studies. Second, the crosscheck between results from
sine function and MT provides circumstantial evidence that
the MT scheme works as expected.

In this section, XY data generation by sine functions is
demonstrated using POC as Y and EC as X. There are
four steps in POC and EC data generation as shown by the
flowchart in Fig. S2. Details are explained as follows. (1) The
first step is to generate POC and EC (Chu, 2005):

POCcomb = 14+ 12
(

sin
(x
τ

)
+ sin(x−φ)

)
, (28)

ECtrue = 3.5+ 3
(

sin
(x
τ

)
+ sin(x−φ)

)
, (29)

where x is the elapsed hour (x = 1,2,3. . .n; n ≤ 120), τ is
used to adjust the width of each peak, and φ is used to ad-
just the phase of the sine wave. The constants 14 and 3.5
are used to lift the sine wave to the positive range of the
y axis. An example of data generation by the sine func-
tions of Chu (2005) is shown in Fig. 3. Dividing Eq. (28)
by Eq. (29) yields a value of 4. In this way the exact relation
between POC and EC is defined clearly as (OC /EC)pri = 4.
(2) With POCcomb and ECtrue generated, the second step is
to add POCnon-comb to POCcomb to compute POCtrue. As
for POCnon-comb, a single value is assigned and added to all
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Figure 2. Flowchart of data generation steps using MT.

POC following Eq. (10). Then the goodness of the regres-
sion intercept can be evaluated by comparing the regressed
intercept with preset POCnon-comb. (3) The third step is to
compute εPOC and εEC, considering both γUnc−nonlinear and
γUnc−linear. (4) The last step is to apply measurement errors
on POCtrue and ECtrue following Eq. (12). Then POCmeasured
and ECmeasured can be used as Y and X, respectively, to eval-
uate the performance of various regression techniques.

3.2 Ambient measurement of σabs and EC

Sampling was conducted from Feb 2012 to Jan 2013
at the suburban Nancun (NC) site (23◦0′11.82′′ N,
113◦21′18.04′′ E), which is situated on top of the high-
est peak (141 m a.s.l.) in the Panyu district of Guangzhou.
This site is located at the geographic center of Pearl River

Atmos. Meas. Tech., 11, 1233–1250, 2018 www.atmos-meas-tech.net/11/1233/2018/
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Figure 3. POCcomb and ECtrue data generated by the sine functions
of Chu (2005). (a) Time series of the 120 data points for POCcomb
and ECtrue. (b) Scatter plot of POCcomb vs. ECtrue.

Delta region (PRD), making it a good location for rep-
resenting the average atmospheric mixing characteristics
of city clusters in the PRD region. Light absorption mea-
surements were performed by a 7λ Aethalometer (AE-31,
Magee Scientific Company, Berkeley, CA, USA). EC
mass concentrations were measured by a real time ECOC
analyzer (model RT-4, Sunset Laboratory Inc., Tigard,
Oregon, USA). Both instruments utilized inlets with a
2.5 µm particle diameter cutoff. The algorithm of Wein-
gartner et al. (2003) was adopted to correct the sampling
artifacts (aerosol loading, filter matrix and scattering effect;
Collaud Coen et al., 2010) in Aethalometer measurement.
A customized computer program with GUI, Aethalometer
data processor (Wu et al., 2018), was developed to perform
the data correction and detailed descriptions can be found
in https://sites.google.com/site/wuchengust. More details of
the measurements can be found in Wu et al. (2018).

4 Comparison study using synthetic data

In the following comparisons, six regression approaches are
compared using two data generation schemes (Chu sine
function and MT) separately, as illustrated in Fig. 4. Each
data generation scheme considers both γUnc−nonlinear and
γUnc−linear in measurement error parameterization. In total,
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Figure 4. Overview of the comparison study design.

18 cases are tested with different combination of data genera-
tion schemes, measurement error parameterization schemes,
true slope and intercept settings. In each case, six regres-
sion approaches are tested, i.e., OLS, DR (λ= 1), DR(
λ=

ω(Xi )
ω(Yi )

)
, ODR, WODR and YR. In commercial software

(e.g., OriginPro®, SigmaPlot®, GraphPad Prism®), λ in DR
is set to 1 by default if not specified. As indicated by Saylor
et al. (2006), the bias observed in the study of Chu (2005)
is likely due to λ= 1 in DR. The purpose of including DR
(λ= 1) in this study is to examine the potential bias using
the default input in many software products. The six regres-
sion approaches are considered to examine the sensitivity of
regression results to various parameters used in data genera-
tion. For each case, 5000 runs are performed to obtain sta-
tistically significant results, as recommended by Saylor et
al. (2006). The mean slope and intercept from 5000 runs is
compared with the true value assigned during data genera-
tion. If the difference is < 5 %, the result is considered unbi-
ased.

4.1 Comparison results using the dataset of Chu (2005)

In this section, the scheme of Chu (2005) is adopted for
data generation to obtain a benchmark of six regression ap-
proaches. With different setup of slope, intercept and γUnc,
six cases (Cases 1–6) are studied and the results are discussed
below.

www.atmos-meas-tech.net/11/1233/2018/ Atmos. Meas. Tech., 11, 1233–1250, 2018
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4.1.1 Results with γUnc−nonlinear

A comparison of the regression techniques results with
γUnc−nonlinear (following Eqs. 18 and 19) is summarized in
Table 1. LODPOC , LODEC, αPOC and αEC are all set to
1 to reproduce the data studied by Chu (2005) and Saylor
et al. (2006). Two sets of true slope and intercept are con-
sidered (Case 1: slope= 4, intercept= 0; Case 2: slope= 4,
intercept= 3) to examine if any results are sensitive to the
nonzero intercept. The R2 (POC, EC) from 5000 runs for
both Case 1 and 2 are 0.67± 0.03.

As shown in Fig. 5, for the zero-intercept case (Case
1), OLS significantly underestimates the slope (2.95± 0.14),
while it overestimates the intercept (5.84± 0.78). This re-
sult indicates that OLS is not suitable for errors-in-variables
linear regression, consistent with similar analysis results
from Chu (2005) and Saylor et al. (2006). With DR, if
the λ is properly calculated by weights

(
λ=

ω(Xi )
ω(Yi )

)
, unbi-

ased slope (4.01± 0.25) and intercept (−0.04± 1.28) are ob-
tained; however, results from DR with λ= 1 show obvious
bias in the slope (4.27± 0.27) and intercept (−1.45± 1.36).
ODR also produces biased slope (4.27± 0.27) and inter-
cept (−1.45± 1.36), which are identical to results of DR
when λ= 1. With WODR, unbiased slope (3.98± 0.22) is
observed, but the intercept is overestimated (1.12± 1.02).
Results of YR are identical to WODR. For Case 2 (slope= 4,
intercept= 3), slopes from all six regression approaches are
consistent with Case 1 (Table 1). The Case 2 intercepts are
equal to the Case 1 intercepts plus 3, implying that all the
regression methods are not sensitive to a nonzero intercept.

For Case 3, LODPOC = 0.5, LODEC = 0.5, αPOC = 0.5,
αEC = 0.5 are adopted (Table 1), leading to an offset to the
left of γUnc−nonlinear (blue curve) compared to Case 1 and
2 (black curve) in Fig. 1. As a result, for the same con-
centration of EC and OC in Case 3, the γUnc−nonlinear is
smaller than in Cases 1 and 2 as indicated by a higher R2

(0.95± 0.01 for Case 3, Table 1). With a smaller measure-
ment uncertainty, the degree of bias in Case 3 is smaller than
in Case 1. For example, OLS slope is less biased in Case 3
(3.83± 0.08) compared to Case 1 (2.94± 0.14). Similarly,
the slope (4.03± 0.09) and intercept (−0.18± 0.44) of DR
(λ= 1) exhibit a much smaller bias with a smaller measure-
ment uncertainty, implying that the degree of bias by improp-
erly weighting in DR, WODR and YR is associated with the
degree of measurement uncertainty. A higher measurement
uncertainty results in larger bias in slope and intercept.

An uneven LODPOC and LODEC is tested in Case 4 with
LODPOC = 1, LODEC = 0.5, αPOC = 0.5, αEC = 0.5, which
yield an R2(POC, EC) of 0.78± 0.02. The results are similar
to Case 1. For DR

(
λ=

ω(Xi )
ω(Yi )

)
unbiased slope and intercept

are obtained. For WODR and YR, unbiased slopes are re-
ported with a small bias in the intercepts. Large bias values
are observed in both the slopes and intercepts in Case 4 using
OLS, DR (λ= 1) and ODR.
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Figure 5. Regression results on synthetic data, Case 1 (Slope= 4,
Intercept= 0, LODPOC = 1, LODEC = 1, aPOC = 1, aEC = 1, R2

(POC, EC)= 0.67± 0.03). The scatter plots demonstrate regression
examples from a single run. The box plots show the distribution of
regressed slopes and intercepts from 5000 runs of six regression ap-
proaches. The dashed lines in orange and pink represent true slope
and intercept, respectively.

4.1.2 Results with γUnc−linear

Cases 5 and 6 represent the results from using γUnc−linear
and are shown in Table 1. γUnc is set to 30 % to achieve
an R2 (POC, EC) of 0.7, a value close to the R2 in stud-
ies of Chu (2005) and Saylor et al. (2006). In Case 5
(slope= 4, intercept= 0), unbiased slopes and intercepts are
determined by DR

(
λ=

ω(Xi )
ω(Yi )

)
, WODR and YR. OLS un-

derestimates the slope (3.32± 0.20) and overestimates in-
tercept (3.77± 0.90), while DR (λ= 1) and ODR overesti-
mate the slopes (4.75± 0.30) and underestimate the inter-
cepts (−4.14± 1.36). In Case 6 (slope= 4, intercept= 3), re-
sults similar to Case 5 are obtained. It is worth noting that al-
though the mean intercept (3.05± 1.22) of DR

(
λ=

ω(Xi )
ω(Yi )

)
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Figure 6. Slope and intercept biases by different regression schemes in two test scenarios (A and B) in which the assumed error for one
of the regression variables deviates from the actual measurement error. In Test A data generation, γUnc_X is fixed at 30 % and γUnc_Y is
varied between 1 and 50 %. In Test B, γUnc_X varies between 1 and 50 % and γUnc_Y is fixed at 30 %. The assumed measurement error for
regression is 10 % for both X and Y . (a) Slope biases as a function of γUnc_Y in Test A. (b) Intercept biases as a function of γUnc_Y in Test
A. (c) Slope biases as a function of γUnc_X in Test B. (d) Intercept biases as a function of γUnc_X in Test B.

is closest to the true value (intercept= 3), the deviations are
much larger than for WODR (2.72± 0.74).

4.2 Comparison results using data generated by MT

In this section, MT is adopted for data generation to obtain a
benchmark of six regression approaches. Both γUnc−nonlinear
and γUnc−linear are considered. With different configuration
of slope, intercept and γUnc, 12 cases (Cases 7–18) are stud-
ied and the results are discussed below.

4.2.1 γUnc−nonlinear results

Cases 7 and 8 use data generated by MT and γUnc−nonlinear
with results shown in Table 1. In Case 7 (slope= 4, in-
tercept= 0, LODPOC = 1, LODEC = 1, αPOC = 1, αEC = 1),
unbiased slope (4.00± 0.03) and intercept (0.00± 0.17) is
estimated by DR

(
λ=

ω(Xi )
ω(Yi )

)
. WODR and YR yield un-

biased slopes (3.96± 0.03) but overestimate the intercepts
(1.21± 0.13). DR (λ= 1) and ODR report slightly biased
slopes (4.17± 0.04) with biased intercepts (−0.94± 0.18).
OLS underestimates the slope (3.22± 0.03) and overesti-
mates the intercept (4.30± 0.14). In Case 8 (slope= 4, in-
tercept= 3, LODPOC = 1, LODEC = 1, αPOC = 1, αEC = 1),

DR
(
λ=

ω(Xi )
ω(Yi )

)
provides unbiased slope (4.00± 0.03) and

intercept (3.00± 0.18) estimations. WODR and YR report
unbiased slopes (3.97± 0.03) and overestimate intercepts
(4.11± 0.13). OLS, DR (λ= 1) and ODR report biased
slopes and intercepts.

To test the overestimation/underestimation dependency
on the true slope, Case 9 (slope= 0.5, intercept= 0,
LODPOC = 1, LODEC = 1, αPOC = 1, αEC = 1) and Case
10 (slope= 0.5, intercept= 3, LODPOC = 1, LODEC = 1,
αPOC = 1, αEC = 1) are conducted and the results are shown
in Table 1. Unlike the overestimation observed in Cases 1–8,
DR (λ= 1) and ODR underestimate the slopes (0.46± 0.01)
in Case 9. In Case 10, DR (λ= 1), DR

(
λ=

ω(Xi )
ω(Yi )

)
and

ODR report unbiased slopes and intercepts. Cases 11 and
12 test the bias when the true slope is 1, as shown in Ta-
ble 1. In Case 11 (intercept= 0), all regression approaches
except OLS can provide unbiased results. In Case 12, all re-
gression approaches report unbiased slopes except OLS, but
DR

(
λ=

ω(Xi )
ω(Yi )

)
is the only regression approach that reports

unbiased intercept.
These results imply that if the true slope is less than 1, the

improper weighting (λ= 1) in Deming regression and ODR
without weighting tends to underestimate slope. If the true

Atmos. Meas. Tech., 11, 1233–1250, 2018 www.atmos-meas-tech.net/11/1233/2018/



C. Wu and J. Z. Yu: Evaluation of linear regression techniques 1243

slope is 1, these two estimators can provide unbiased results.
If the true slope is larger than 1, the improper weighting (λ=
1) in Deming regression and ODR without weighting tends
to overestimate slope.

4.2.2 γUnc−linear results

Cases 13 and 14 (Table 1) represent the results from using
γUnc−linear (30 %) and data generated from MT. For Case 13
(slope= 4, intercept= 0), DR

(
λ=

ω(Xi )
ω(Yi )

)
, WODR and YR

provide the best estimation of slopes and intercepts. DR (λ=
1) and ODR overestimate slopes (4.53± 0.05) and under-
estimate intercepts (−2.94± 0.24). For Case 14 (slope= 4,
intercept= 3), DR

(
λ=

ω(Xi )
ω(Yi )

)
, WODR and YR provide

an unbiased estimation of slopes. But DR
(
λ=

ω(Xi )
ω(Yi )

)
is

the only regression approach reporting unbiased intercept
(3.08± 0.23). Cases 15 and 16 are tested to investigate
whether the results are different if the true slope is smaller
than 1. As shown in Table 1, the results are similar to Cases
13 and 14, i.e., that DR

(
λ=

ω(Xi )
ω(Yi )

)
can provide unbiased

slope and intercept while WODR and YR can provide unbi-
ased slopes but biased intercepts. Cases 17 and 18 are tested
to see if the results are the same for a special case when the
true slope is 1. As shown in Table 1, the results are similar to
Cases 13 and 14, implying that these results are not sensitive
to the special case when the true slope is 1.

4.3 The importance of appropriate λ input for Deming
regression

As discussed above, inappropriate λ assignment in the Dem-
ing regression (e.g., λ= 1 by default for much commercial
software) leads to biased slope and intercept. Besides λ= 1,
inappropriate λ input due to improper handling of measure-
ment uncertainty can also result in bias for Deming regres-
sion. An example is shown in Fig. S3. Data are generated
by MT with following parameters: slope= 4, intercept= 0,
and γUnc−linear (30 %). Figure S2a and b demonstrate that
when an appropriate λ is provided (following γUnc−linear,
λ= POC2

EC2 ), unbiased slopes and intercepts are obtained. If an
improper λ is used due to a mismatched measurement uncer-
tainty assumption

(
γUnc−nonlinear,λ=

POC
EC

)
, the slopes are

overestimated (Fig. S3c, 4.37± 0.05) and intercepts are un-
derestimated (Fig. S3,−2.01± 0.24). This result emphasizes
the importance of determining the correct form of measure-
ment uncertainty in ambient samples, since λ is a crucial pa-
rameter in Deming regression.

In the λ calculation, different representations for POC and
EC, including mean, median and mode, are tested as shown
in Fig. S4. The results show that whenX and Y have a similar
distribution (e.g., both are lognormal), any of mean, median
or mode can be used for the λ calculation.
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Figure 7. Regression results using ambient σabs520 and EC data
from a suburban site in Guangzhou, China.

4.4 Caveats of regressions with unknown X and Y
uncertainties

In atmospheric applications, there are scenarios in which a
priori error in one of the variables is unknown, or the mea-
surement error described cannot be trusted. For example, in
the case of comparing model prediction and measurement
data, the uncertainty of model prediction data is unknown.
A second example is the case in which measurement uncer-
tainty cannot be determined due to the lack of duplicated or
collocated measurements and as a result, an arbitrarily as-
sumed uncertainty is used. Such a case was illustrated in
the study by Flanagan et al. (2006). They found that in the
Speciation Trends Network (STN), the whole-system uncer-
tainty retrieved by data from collocated samplers was differ-
ent from the arbitrarily assumed 5 % uncertainty. Addition-
ally, the discrepancy between the actual uncertainty obtained
through collocated samplers and the arbitrarily assumed un-
certainty varied by chemical species. To investigate the per-
formance of different regression approaches in these cases,
two tests (A and B) are conducted.
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In Test A, the actual measurement error for X is fixed
at 30 %, while γUnc for Y varies from 1 to 50 %. The as-
sumed measurement error for regression is 10 % for both X
and Y . Results of Test A are shown in Fig. 6a and b. For
OLS, the slopes are underestimated (−14 to −12 %) and
intercepts are overestimated (90–103 %) and the biases are
independent of variations in γUnc_Y. ODR and DR (λ= 1)
yield similar results with overestimated slopes (0–44 %) and
underestimated intercepts (−330–0 %). The degree of bias
in slopes and intercepts depends on the γUnc_Y. WODR, DR(
λ=

ω(Xi )
ω(Yi )

)
and YR perform much better than other regres-

sion approaches in Test A, with a smaller bias in both slopes
(−8–12 %) and intercepts −98–55 %).

In Test B, γUnc_Y is fixed at 30 % and γUnc_X varies be-
tween 1 and 50 %. The results of Test B are shown in Fig. 6c
and d. The assumed measurement error for regression is 10 %
for both X and Y . OLS underestimates the slopes (−29 to
−0.2 %) and overestimates the intercepts (2–209 %). In con-
trast to Test A in which slope and intercept biases are inde-
pendent of variations in γUnc_Y, the slope and intercept bi-
ases in Test B exhibit dependency on γUnc_X. The reason for
this is that OLS only considers errors in Y and X is assumed
to be error-free. ODR and DR (λ= 1) yield similar results
with overestimated slopes (11–18 %) and underestimated in-
tercepts (−144 to −87 %). The degree of bias in slopes and
intercepts is relatively independent on the γUnc_X. WODR,
DR

(
λ=

ω(Xi )
ω(Yi )

)
and YR performed much better than the

other regression approaches in Test B, with a smaller bias
in both slopes (−14–8 %) and intercepts (−59–106 %).

The results from these two tests suggest that, if one of
the measurement errors described cannot be trusted or a pri-
ori error in one of the variables is unknown, WODR, DR(
λ=

ω(Xi )
ω(Yi )

)
and YR should be used instead of ODR and DR

(λ= 1) and OLS. This conclusion is consistent with results
presented in Sect. 4.1 and 4.2. This analysis, albeit crude,
also suggests that, in general, the magnitude of bias in slope
estimation by these regression approaches is smaller than
those for intercept. In other words, slope is a more reliable
quantity compared to intercept when extracting quantitative
information from linear regressions.

5 Regression applications to ambient data

This section demonstrates the application of the six regres-
sion approaches on a light absorption coefficient and EC
dataset collected in a suburban site in Guangzhou. As men-
tioned in Sect. 4.4, measurement uncertainties are crucial in-
puts for DR, YR and WODR. The measurement precision of
Aethalometer is 5 % (Hansen, 2005), while EC by the RT-
ECOC analyzer is 24 % (Bauer et al., 2009). These measure-
ment uncertainties are used in DR, YR and WODR calcu-
lation. The dataset contains 6926 data points with an R2 of
0.92.

As shown in Fig. 7, the y axis is light absorption at
520 nm (σabs520) and the x axis is EC mass concentration.
The regressed slopes represent the mass absorption efficiency
(MAE) of EC at 520 nm, ranging from 13.66 to 15.94 m2 g−1

by the six regression approaches. OLS yields the lowest
slope (13.66 as shown in Fig. 7a) among all six regres-
sion approaches, consistent with the results using synthetic
data. This implies that OLS tends to underestimate regression
slope when mean Y to X ratio is larger than 1. DR (λ= 1)
and ODR report the same slope (14.88) and intercept (5.54);
this equivalency is also observed for the synthetic data. Sim-
ilarly, WODR and YR yield identical slope (14.88) and in-
tercept (5.54), in line with the synthetic data results. The re-
gressed slope by DR (λ= 1) is higher than DR

(
λ=

ω(Xi )
ω(Yi )

)
,

and this relationship agrees well with the synthetic data re-
sults.

Regression comparison is also performed on hourly OC
and EC data. Regression on OC /EC percentile subset is a
widely used empirical approach for primary OC /EC ratio
determination. Figure S5 shows the regression slopes as a
function of OC /EC percentile. OC /EC percentile ranges
from 0.5 to 100 %, with an interval of 0.5 %. As the percentile
increases, SOC contribution in OC increases as well, result-
ing in decreased R2 between OC and EC. The deviations be-
tween six regression approaches exhibit a dependency onR2.
When percentile is relatively small (e.g., < 10 %), the differ-
ences between the six regression approaches are also small
due to the high R2 (0.98). The deviations between the six
regression approaches become more pronounced as R2 de-
creases (e.g., < 0.9). The deviations are expected to be even
larger when R2 is less than 0.8. These results emphasize the
importance of applying error-in-variables regression, since
ambient XY data more likely has an R2 less than 0.9 in most
cases.

As discussed in this section, the ambient data confirm the
results obtained in comparing methods with the synthetic
data. The advantage of using the synthetic data for regression
approaches evaluation is that the ideal slope and intercept are
known values during the data generation, so the bias of each
regression approach can be quantified.

6 Recommendations and conclusions

This study aims to provide a benchmark of commonly used
linear regression algorithms using a new data generation
scheme (MT). Six regression approaches are tested, i.e.,
OLS, DR (λ= 1), DR

(
λ=

ω(Xi )
ω(Yi )

)
, ODR, WODR and YR.

The results show that OLS fails to estimate the correct slope
and intercept when both X and Y have measurement errors.
This result is consistent with previous studies. For ambient
data with R2 less than 0.9, error-in-variables regression is
needed to minimize the biases in slope and intercept. If mea-
surement uncertainties in X and Y are determined during
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Figure 8. The user interface of the Scatter Plot Igor program. The program and its operation manual are available from https://doi.org/10.
5281/zenodo.832417.

the measurement, measurement uncertainties should be used
for regression. With appropriate weighting, DR, WODR and
YR can provide the best results among all tested regression
techniques. Sensitivity tests also reveal the importance of the
weighting parameter λ in DR. An improper λ could lead to
biased slope and intercept. Since the λ estimation depends
on the form of the measurement errors, it is important to de-
termine the measurement errors during the experimentation
stage rather than making assumptions. If measurement errors
are not available from the measurement and assumptions are
made on measurement errors, DR, WODR and YR are still
the best option that can provide the least bias in slope and
intercept among all tested regression techniques. For these
reasons, DR, WODR and YR are recommended for atmo-
spheric studies when both X and Y data have measurement
errors.

Application of error-in-variables regression is often over-
looked in atmospheric studies, partly due to the lack of a
specified tool for the regression implementation. To facili-
tate the implementation of error-in-variables regression (in-
cluding DR, WODR and YR), a computer program (Scatter
Plot) with a GUI in Igor Pro (WaveMetrics, Inc. Lake Os-
wego, OR, USA) was developed (Fig. 8). It is packed with
many useful features for data analysis and plotting, includ-
ing batch plotting, data masking via GUI, color coding in
the z axis, data filtering and grouping by numerical values
and strings. The Scatter Plot program and user manual are
available from https://sites.google.com/site/wuchengust and
https://doi.org/10.5281/zenodo.832417.

Data availability. OC, EC and σabs data used in this study are
available from the corresponding authors upon request. The com-
puter programs used for data analysis and visualization in this study
are available in Wu (2017a–c).
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Appendix A: Equations of regression techniques

Ordinary least squares (OLS) calculation steps.
First calculate average of observed Xi and Yi .

X =

∑N
i=1Xi

N
(A1)

Y =

∑N
i=1Yi

N
(A2)

Then calculate Sxx and Syy .

Sxx =
∑N

i=1

(
Xi −X

)2
(A3)

Syy =
∑N

i=1

(
Yi −Y

)2
(A4)

OLS slope and intercept can be obtained from

k =
Syy

Sxx
, (A5)

b = Y − kX. (A6)

Deming regression (DR) calculation steps (York, 1966).
Besides Sxx and Syy as shown above, Sxy can be calculated

from

Sxy =
∑N

i=1

(
Xi −X

)(
Yi −Y

)
, (A7)

DR slope and intercept can be obtained from

k =
Syy − λSxx +

√(
Syy − λSxx

)2
+ 4λS2

xy

2Sxy
, (A8)

b = Y − kX. (A9)

York regression (YR) iteration steps (York et al., 2004).
Slope by OLS can be used as the initial k inWi calculation.

Wi =
ω(Xi)ω(Yi)

ω(Xi)+ k2ω(Yi)− 2kri
√
ω(Xi)ω(Yi)

(A10)

Ui =Xi −X =Xi −

∑N
i=1WiXi∑N
i=1Wi

(A11)

Vi = Yi −Y = Yi −

∑N
i=1WiYi∑N
i=1Wi

(A12)

Then calculate βi .

βi =Wi

[
Ui

ω(Yi)
+

kVi

ω(Xi)
−
[
kUi +Vi

] ri
√
ω(Xi)ω(Yi)

]
(A13)

Slope and intercept can be obtained from

k =

∑N
i=1WiβiVi∑N
i=1WiβiUi

, (A14)

b = Y − kX. (A15)

Since Wi and βi are functions of k, k must be solved iter-
atively by repeating Eqs. (A11) to (A15). If the difference
between the k obtained from Eq. (A15) and the k used in
Eq. (A11) satisfies the predefined tolerance ( ki+1−ki

ki
< e−15),

the calculation is considered as converged. The calculation is
straightforward and usually converged in 10 iterations. For
example, the iteration count on the dataset of Chu (2005) is
around 6.
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Appendix B: Summary of abbreviations and symbols

Abbreviation/symbol Definition
α a dimensionless adjustable factor to control the position

of γUnc curve on the concentration axis
b intercept in linear regression
βi,Ui,Vi,Wi intermediates in York regression calculations
γUnc fractional measurement uncertainties

relative to the true concentration (%)
DR Deming regression
εEC,εPOC absolute measurement uncertainties of EC and POC
EC elemental carbon
ECtrue numerically synthesized true EC concentration

without measurement uncertainty
ECmeasured EC with measurement error (ECtrue+ εEC)

λ ω(Xi) to ω(Yi)
ratio in Deming regression

k slope in linear regression
LOD limit of detection
MT Mersenne twister pseudorandom number generator
OC organic carbon
OC /EC OC to EC ratio
(OC /EC)pri primary OC /EC ratio
OCnon-comb OC from non-combustion sources
ODR orthogonal distance regression
OLS ordinary least squares regression
POC primary organic carbon
POCcomb numerically synthesized true POC from combustion

sources (well correlated with ECtrue),
measurement uncertainty not considered

POCnon-comb numerically synthesized true POC from non-combustion
sources (independent of ECtrue)

without considering measurement uncertainty
POCtrue sum of POCcomb and POCnon-comb

without considering measurement uncertainty
POCmeasured POC with measurement error (POCtrue+ εPOC)

σXi ,σYi the standard deviation of the error in
measurement of Xi and Yi

ri correlation coefficient between errors in Xi and Yi in YR
S sum of squared residuals
SOC secondary organic carbon
τ parameter in the sine function of Chu (2005)

that adjusts the width of each peak
φ parameter in the sine function of Chu (2005)

that adjusts the phase of the curve
WODR weighted orthogonal distance regression
X,Y average of Xi and Yi
YR York regression
ω(Xi) ,ω(Yi) inverse of σXi and σYi ,

used as weights in DR calculation.
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This document contains three supporting tables, nine supporting figures. 

 

1 Comparison of three York regression implementations 

A variety of York regression implementations are compared using the Pearson’s data with 

York’s weights according to York (1966) (abbreviated as “PY data” hereafter). The dataset 

is given in Table S2.Three York regression implementations are compared using the PY 

data, including spreadsheet by Cantrell (2008), Igor program by this study and a 

commercial software (OriginPro™ 2017). The three York regression implementations 

yield identical slope and intercept as shown in the highlighted areas (in red) in Figure S6. 

These crosscheck results suggest that the codes in our Igor program can retrieve consistent 

slopes and intercepts as other proven programs did. 

2 Impact of two primary sources in OC/EC regression 

A sampling site is often influenced by multiple combustion sources in the real atmosphere. 

In section 1 and 2 of the main text we evaluate the performance of OLS, DR, WODR and 

YR in scenarios of two primary sources and arbitrarily dictate that the (OC/EC)pri of source 

1 is lower than that of source 2. By varying fEC1 (proportion of source 1 EC to total EC) 

from test to test, the effect of different mixing ratios of the two sources can be examined. 

Two scenarios are considered (Wu and Yu, 2016): two correlated primary sources and two 

independent primary sources. Common configurations include: ECtotal=2 μgC m-3; fEC1 

varies from 0 to 100%; ratio of the two OC/ECpri values (_pri) vary in the range of 2~8. 

Studies by Chu (2005) and Saylor et al. (2006) both suggest ratio of averages (ROA) being 

the best estimator of the expected primary OC/EC ratio when SOC is zeroed. Since the 

overall OC/ECpri from the two sources varies by _pri, ROA is considered as the reference 

OC/ECpri to be compared with slope regressed by of OLS, DR, WODR and YR. The 

abbreviations used for the two primary sources study are listed in Table S3. 

2.1 Impact of two correlated primary sources  

Simulations considering two correlated primary sources are performed, to examine the 

effect on bias in the regression methods. The basic configuration is: (OC/EC)pri1=0.5, 

(OC/EC)pri2=5, ߛ௎௡௖=30%, N=8000, intercept=0, and the following terms are compared: 
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ratio of averages (ROA here refers to the ratio of averaged OC to averaged EC, which is 

considered as the true value of slope when intercept=0), DR, WODR, WODR’ (through 

origin) and OLS. As shown in Figure S7, when R2 (EC1 vs. EC2) is very high, DR, WODR 

and WODR’ can provide a result consistent with ROA. If the R2 decreases, the bias of the 

slope and intercept in DR and WODR is larger. OLS constantly underestimates the slope. 

2.2 Impact of two independent primary sources  

Simulations of two independent primary sources are also conducted. If RSDEC1=RSDEC2, 

slopes and intercepts may be either overestimated or underestimated (Figure S8), and the 

degree of bias depends on the magnitude of RSDEC1 and RSDEC2. Larger RSD results in 

larger bias. Uneven RSD between two sources leads to even more bias (Figure S8 a and b). 

The degree of bias also shows dependence on γ_pri. If γ_pri decreases, the bias becomes 

smaller (FigureS8 c~f). These results indicate that the scenario with two independent 

primary sources poses a challenge to (OC/EC)pri estimation by linear regression. 

For the EC tracer method, if EC comes from two primary sources and contribution of the 

two sources is comparable, the regression slope is no longer suitable for (OC/EC)pri 

estimation and the subsequent SOC calculation, and making EC a mixture that violates the 

property of a tracer. For such a situation, pre-separation of EC into individual sources by 

other tracers (if available) by the Minimum R Squared (MRS) method can provide unbiased 

SOC estimation results (Wu and Yu, 2016). 

3 Igor programs for error in variables linear regression and simulated OC 

EC data generation using MT 

An Igor Pro (WaveMetrics, Inc. Lake Oswego, OR, USA) based program (Scatter plot) 

with graphical user interface (GUI) is developed to make the linear regression feasible and 

user friendly (Figure 8). The program includes Deming and York algorithm for linear 

regression, which considers uncertainties in both X and Y, that is more realistic for 

atmospheric applications. It is packed with many useful features for data analysis and 

plotting, including batch plotting, data masking via GUI, color coding in Z axis, data 

filtering and grouping by numerical values and strings. 
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Another program using MT can generate simulated OC and EC concentration through user 

defined parameters via GUI as shown in Figure S9. 

Both Igor programs and their operation manuals can be downloaded from the following 

links:  

https://sites.google.com/site/wuchengust 

https://doi.org/10.5281/zenodo.832417  
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Table S1. Summary of the five linear regression techniques. 

 

Table S2. Pearson’s data with York’s weights according to York (1966). 

௜ܺ   ߱ሺ ௜ܺሻ  ௜ܻ   ߱ሺ ௜ܻሻ 

0  1000  5.9  1 

0.9  1000  5.4  1.8 

1.8  500  4.4  4 

2.6  800  4.6  8 

3.3  200  3.5  20 

4.4  80  3.7  20 

5.2  60  2.8  70 

6.1  20  2.8  70 

6.5  1.8  2.4  100 

7.4  1  1.5  500 
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iteration 



S-7 
 

Table S3. Abbreviations used in two primary sources study. 

Abbreviation Definition 

EC1,EC2 EC from source 1 and source 2 in the two sources scenario 

fEC1 fraction of EC from source 1 to the total EC 

ROA ratio of averages (Y to X, e.g., averaged OC to averaged EC) 

_pri ratio of the (OC/EC)pri of source 2 to source 1 

RSD relative standard deviation 

RSDEC RSD of EC  

εEC , εOC measurement uncertainty of EC and OC 

unc relative measurement uncertainty 

_RSD the ratio between the RSD values of (OC/EC)pri and EC 
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Figure S1. Relationships between data point A and fitting line L. Fitting line by OLS 
minimizes the distance of AB (AB is perpendicular to the x axis). Fitting line by ODR and 
DR (ߣ ൌ 1) minimizes the distance of AC (AC is perpendicular to L). Fitting line by 

WODR, DR (ߣ ൌ ఠሺ௑೔ሻ

ఠሺ௒೔ሻ
) and YR minimizes the distance of AD. AD has a θ degree angle 

relative to AB and the θ depends on the weights of measurement errors in Y and X. 

x

y

A

B
C

D

L

θ
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Figure S2. Flowchart of data generation steps using the sine functions of Chu (2005). 

(1) Generate POCcomb and ECtrue

௖௢௠௕ܥܱܲ ൌ 14 ൅ 12ሺsinሺ௫
ఛ
ሻ ൅ sinሺݔ െ ߶ሻሻ

௧௥௨௘ܥܧ ൌ 3.5 ൅ 3ሺsinሺ௫
ఛ
ሻ ൅ sinሺݔ െ ߶ሻሻ

(2) Compute POCtrue
௧௥௨௘ܥܱܲ ൌ ௖௢௠௕ܥܱܲ ൅ ௡௢௡ି௖௢௠௕ܥܱܲ

4) Compute POCmeasured and ECmeasured
௠௘௔௦௨௥௘ௗܥܱܲ ൌ ௧௥௨௘ܥܱܲ ൅ ௉ை஼ߝ
௠௘௔௦௨௥௘ௗܥܧ ൌ ௧௥௨௘ܥܧ ൅ ா஼ߝ

Data generation steps by the sine functions of Chu (2005)

(3‐a) Compute ߝ௉ை஼ and ߝா஼ with ߛ௎௡௖-௡௢௡௟௜௡௘௔௥
െ

௅ை஽ುೀ಴
௉ை஼೟ೝೠ೐

ൈ ௉ை஼ߙ ൈ ௧௥௨௘ܥܱܲ ൑ ௉ை஼ߝ ൑ ൅
௅ை஽ುೀ಴
௉ை஼೟ೝೠ೐

ൈ ௉ை஼ߙ ൈ ௧௥௨௘ܥܱܲ

െ
ா஼ܦܱܮ
௧௥௨௘ܥܧ

ൈ ா஼ߙ ൈ ௧௥௨௘ܥܧ 	൑ ா஼ߝ ൑ ൅
ா஼ܦܱܮ
௧௥௨௘ܥܧ

ൈ ா஼ߙ ൈ ௧௥௨௘ܥܧ

(3‐b) Compute ߝ௉ை஼ and ߝா஼ with ߛ௎௡௖ି௟௜௡௘௔௥
െߛ௉ை஼௨௡௖ܱܲܥ௧௥௨௘ 	൑ ௉ை஼ߝ ൑ ൅ߛ௉ை஼௨௡௖ܱܲܥ௧௥௨௘

െߛா஼௨௡௖ܥܧ௧௥௨௘ 	൑ ா஼ߝ ൑ ൅ߛா஼௨௡௖ܥܧ௧௥௨௘
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Figure S3. Example of bias in slope and intercept due to improper λ assignment. Data 

generation: Slope=4, Intercept=0; linear ߛ௎௡௖ (30%). (a)&(b) Slopes and intercepts when 

proper λ is input following linear ߛ௎௡௖  (ߣ ൌ
௉ை஼మ

ா஼మ
); (c)&(d) Slopes and intercepts when 

improper λ is input following non-linear ߛ௎௡௖  (ߣ ൌ
௉ை஼

ா஼
).  
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Figure S4. Sensitivity tests of λ calculated by mean, median and mode. 
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Figure S5. Regression slopes as a function of OC/EC percentile. OC/EC percentile range 
from 0.5% to 100%, with an interval of 0.5%.  
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Figure S6. York regression implementations comparison using data shown in Table S2, including 

(a) spreadsheet by Cantrell (2008), (b) Igor program by this study and (c) a commercial software 

(OriginPro® 2017). 

(a) Cantrell, C. A 2008 ACP Supplement spreadsheet 

Bivariate: m -0.480533407446
b 5.479910224033

std err m 0.070620269529
std err b 0.359246522551

Goodness of fit 1.483294149258

(b) Wu and Yu 2017 AMT Sca�erplot Igor program

(c) OriginPro® 2017, York Regression
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Figure S7. Study of two correlated sources scenario by different R2 between the two 
sources. (a) R2 =  1 (b) R2 =  0.86 (c) R2 =  0.75 (d) R2 = 0.49.    
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Figure S8. Study of two independent sources scenario by different parameters. (a) 

γ_pri=10, RSDEC1=0.2, RSDEC2=0.2 (b) γ_pri=10, RSDEC1=0.1, RSDEC2=0.2 (c) γ_pri=10, 

RSDEC1=0.1, RSDEC2=0.1 (d) γ_pri=8, RSDEC1=0.1, RSDEC2=0.1(e) γ_pri=6, RSDEC1=0.1, 

RSDEC2=0.1 (f) γ_pri=4, RSDEC1=0.1, RSDEC2=0.1. 
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Figure S9. MT Igor program. OC and EC data following log-normal distribution can be 

generated for statistical study purpose (no time series information). User can define mean 

and RSD of EC, (OC/EC)pri, SOC/OC ratio, measurement uncertainty, sample size, etc. 

MT Igor program can be downloaded from the following link: 

https://sites.google.com/site/wuchengust. 
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