LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29251.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 76 81 100 rVB 226810 314155 2.29% 0.732%
2 1.561 157 162 177 rVB 149746 180033 1.31% 0.420%
3  2.102 321 330 343 rVB 281376 399868 2.91% 0.932%
4 3.892 871 887 927 rBV2 105312 448252  3.26% 1.045%
5 4.336 1006 1025 1059 rBV2 213175 614791 4.48% 1.433%
6 5.037 1225 1243 1271 rBV2 459392 1171065 8.52% 2.730%
7 5.606 1405 1420 1451 rBV 458545 930345 6.77% 2.169%
8 6.060 1547 1561 1584 rBV 267970 547990 3.99% 1.278%
9 6.976 1833 1846 1865 rBV 132292 243692 1.77% 0.568%
10 7.256 1908 1933 1934 rBV 49097 139104 1.01% 0.324%
11 7.307 1939 1949 1962 rVV 590214 1057994 7.70% 2.467%
12 7.381 1962 1972 1993 rVB 235572 423536 3.08% 0.987%
13 7.613 2034 2044 2063 rVB 80053 140052 1.02% 0.327%
14 8.082 2178 2190 2226 rBV3 544518 1099274 8.00% 2.563%
15 8.844 2411 2427 2446 rBV 643425 1038036 7.56% 2.420%
16 10.207 2830 2851 2863 rBV 200583 320281 2.33% 0.747%
17 11.239 3161 3172 3190 rVB 686922 1046489 7.62%  2.440%
18 11.612 3278 3288 3306 rVB 555878 856900 6.24%  1.998%
19 12.841 3652 3670 3697 rBV 411870 1031486 7.51% 2.405%
20 12.950 3698 3704 3722 rVB3 95761 181923 1.32% 0.424%
21 13.088 3739 3747 3774 rVB2 104168 233330 1.70% 0.544%
22 14.805 4271 4281 4296 rBV 440764 634686 4.62% 1.480%
23 15.027 4343 4350 4360 rVB2 104642 155837 1.13% 0.363%
24 15.368 4445 4456 4480 rBV 1368511 2291080 16.68% 5.341%
25 15.763 4568 4579 4588 rBV 3763673 5851143 42.59% 13.641%
26 15.927 4623 4630 4705 rVB 6221768 13738029 100.00% 32.028%
27 16.284 4733 4741 4756 rVB 433494 654251 4.76%  1.525%
28 16.365 4759 4766 4780 rVB 423329 649872 4.73% 1.515%
29 16.545 4812 4822 4835 rBV2 602476 1125840 8.20% 2.625%
30 16.863 4913 4921 4941 rBV 409862 629997 4.59% 1.469%
31 17.043 4969 4977 4980 rBV 486106 643134  4.68%  1.499%
32 17.072 4981 4986 5007 rVV 1038342 1836522 13.37% 4.282%
33 17.168 5008 5016 5029 rVB 627074 959322  6.98%  2.237%
34 17.371 5070 5079 5090 rBV 378840 606372 4.41% 1.414%
35 17.458 5099 5106 5120 rVB 419169 699035 5.09% 1.630%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 42893716
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\

: VW029251.D

: 21 Nov 2022 02:36

: SY/MD

: N5725-02

: 25.0mL/MSVOA_V/WATER
41

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VV029251.D\data.ms

2.102

1.301
1.561
A

3.892 4.336

5.037

5.606

0
Time-->

N
1.20 1.40 1.60 1.80 2.00 2.2

o

I
2.80 3.00 3.

I
0 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VV029251.D\data.ms

7.307 8.082 8.844

10.207

11.239

11.612

(R
Time-->

6.976 7283817613
RS L

7.00

T ‘ — T
7.50 8.00 8.50 9.00 9.50

T
10.00

10.50

11.00 11.50

12.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VV029251.D\data.ms

14.805
15.027

68
17137458

T ‘ T
13.50 14.00 14.50 15.00 15.50

T ‘ T
16.00

T ‘ T T ‘ T
16.50 17.00

T ‘ T
17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Pyrazine Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.256 0.67 ug/L 139104  Chlorobenzene-d5 8.844

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazine 80 C4H4N2 000290-37-9 91
2 Pyrazine 80 C4H4N2 000290-37-9 91
3 1,3-Diazine 80 C4H4N2 000289-95-2 90
4 Pyrazine 80 C4H4N2 000290-37-9 90
5 1,3-Diazine 80 C4H4AN2 000289-95-2 90
Abundance Scan 1933 (7.256 min): VV029251.D\data.ms (-1908) (-) m/z 80.00 100.00%
80.0
5000 53.0 N\/L
o RAEEEEEEE S
39.9 7.00 7.20 7.40 7.60
Ol 6889 1,909 /s 53.00  39.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1207: Pyrazine
80.0
26.0
5000 530 L L I L LA BN L
7.00 7.20 7.40 7.60
m/z 51.95 11.63%
0\\\]‘-\3\.(\)\‘\\‘\‘1‘\\\3?‘.0\\\\“!\\\‘6\4\‘\0\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
80.0
RAARNEEEENE
7.00 7.20 7.40 7.60
5000 26.0 53.0 m/z 51.00 8.86%
ol 130 39.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1212: 1,3-Diazine e AR ARREE EE
80.0 7.00 7.20 7.40 7.60
m/z 81.00 6.02%
5000 53.0
26.0
o120 , 380 | It
R R R e o S Raman R AARRARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.841 4.93 ug/L 1031490 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 97
2 1-Dodecene 168 C12H24 000112-41-4 96
3 2-Dodecene, (Z)- 168 C12H24 007206-26-0 94
4 2-Dodecene, (E)- 168 C12H24 007206-13-5 91
5 1-Decene 140 C10H20 000872-05-9 91
Abundance Scan 3670 (12.841 min): VV029251.D\data.ms (-3652) (- m/z 55.00 100.00%
55.0
83.0
5000
111.1 - RN
12.50 13.00
140.0 168.1 .
0 H‘l“_u‘wuH;HH_JHW%?%-?W?““‘?:“ m/z 41.00 89.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43465: 1-Dodecene
43.0
69.0
5000 = —
97.0 12.50 13.00
m/z 56.00 85.49%
O \H‘\‘}\\‘iH\“\“\H‘\\“‘\‘\\1“\\‘}]\_‘23.9i\\\\]-‘6\}8\.\()‘\\\\‘H\\‘H\\‘H\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
— —
83.0 12.50 13.00
m/z 43.00 83.13%
5000 29.0
111.0
0 140.0 168.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43491: 2-Dodecene, (2)- == —
55.0 12.50 13.00
m/z 69.00 82.42%
29.0
5000 83.0
111.0 1630
Obrreparelb el L2490 et T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.950 0.87 ug/L 181923 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Dodecene, (Z)- 168 C12H24 007206-28-2 93
2 5-Dodecene, (E)- 168 C12H24 007206-16-8 93
3 5-Dodecene, (E)- 168 C12H24 007206-16-8 93
4 4-Dodecene 168 C12H24 002030-84-4 93
5 4-Dodecene, (Z)- 168 C12H24 007206-27-1 90

Abundance Scan 3704 (12.950 min): VV029251.D\data.ms (-3698) (- m/z 55.00 100.00%
55.0
5000
168.2
o
203.0 13.00
0 D 2461 /72 70.00  66.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43481: 5-Dodecene, (2)-
55.0
5000 IR
83.0 13.00
29.0 m/z 69.00 63.12%
111.0 168.0
O' ‘\h‘\\‘H!‘\\i“‘\\‘\\‘\\]-\4\.‘0\.9\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
e
13.00
5000 ITI/Z 56.00 56.23%
29.0 83.0
168.0
111.0 140.0
o MM LA N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43490: 5-Dodecene, (E)- —
55.0 13.00
m/z 41.00 53.97%
5000
20.0 83.0
111.0 163.0
o L 00 T i)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.088 1.11 ug/L 233330 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Dodecene, (E)- 168 C12H24 007206-14-6 97
2 5-Dodecene, (Z)- 168 C12H24 007206-28-2 97
3 4-Dodecene 168 C12H24 002030-84-4 97
4 5-Dodecene, (E)- 168 C12H24 007206-16-8 97
5 5-Dodecene, (E)- 168 C12H24 007206-16-8 97
Abundance Scan 3747 13088nﬂm VV029251.D\data.ms (-3739) (- m/z 55.00 100.00%
5I:
5000 3.0 J\/\/A\w
168.1 = ‘
111 1
‘ ‘ | 139.9 2030 13.00
Ot "W‘“W“‘q“‘W‘uu“‘u““ m/z 56.00 75.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43488 3-Dodecene, (E)-
55.
5000 — :
20.0 83.0 13.00
m/z 69.00 74.87%
168.0
ol M0 g
\‘\\\\‘\\\ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
RN T
13.00
5000 m/z 70.00 70.72%
83.0
29.0
168.0
0 110 3400
L R W A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43463: 4-Dodecene T ‘
55.0 13.00
m/z 41.00 67.78%
5000
83.0
29.0
168.0
o |0 100
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.805 3.03 ug/L 634686 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tetradecene, (E)- 196 C14H28 035953-54-9 99
2 Cyclopropane, nonyl- 168 C12H24 074663-85-7 95
3 1-Tetradecene 196 C14H28 001120-36-1 94
4 1-Tetradecene 196 C14H28 001120-36-1 93
5 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 91
Abundance Scan 4281 (14.805 min): VV029251.D\data.ms (-4271) (- | m/z 55.00 100.00%
55.0
83.0
5000
111 1
= ——
14.50 15.00
14 1168.1196.2
0 Ww‘;:”“ O 2231 iz a1.00  89.24%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #71738: 2-Tetradecene, (E)-
55.0
5000 == =
83.0 14.50 15.00
27.0 m/z 69.80 85.03%
111.0
o 1001690'%%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
= —
14.50 15.00
5000 83.0 m/z 83.00 84.23%
27.0
0
0 140.0168.0
T T T T o e
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #71723: 1-Tetradecene = T
43.0 14.50 15.00
83.0 m/z 43.00 82.60%
5000
111.0
H‘_H‘_“‘HH‘H‘w‘HW‘H‘_H‘_‘H‘HH‘H‘WH‘W‘H‘_ — e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.027 0.74 ug/L 155837 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Tetradecene, (E)- 196 C14H28 041446-66-6 95
2 7-Tetradecene 196 C14H28 010374-74-0 94
3 7-Tetradecene, (E)- 196 C14H28 041446-63-3 94
4 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 93
5 7-Tetradecene, (E)- 196 C14H28 041446-63-3 93
Abundance Scan 4350 (15.027 min): VV029251.D\data.ms (-4343) (- m/z 55.00 100.00%
55.0
97.0
5000
196.2 =l :
15.00
ol “““H“”“JHH“‘ w“ Fra PO WS- ) m/z 69.00  74.26%
miz--> 50 100 150 200 250
Abundance #71745: 5-Tetradecene, (E)-
55.0
5000 —= :
97.0 15.00
' m/z 57.00 67.48%
196.0
O \2\5‘.‘\() ‘\‘ “‘\ M \““\ “‘ \“ \‘]_\3\9.(’) T T T \“ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
69.0
N \
15.00
5000 m/z 41.00 63.55%
29.0
111.0 196.0
154.0
ol Rl e e
m/iz--> 50 100 150 200 250
Abundance #71744: 7-Tetradecene, (E)- T
55.0 15.00
m/z 70.00 62.37%
5000
97.0
196.0
olzsol L) g 90 s
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Dodecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.368 10.95 ug/L 2291080 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 98
2 Dodecanal 184 C12H240 000112-54-9 94
3 Dodecanal 184 C12H240 000112-54-9 91
4 Dodecanal 184 C12H240 000112-54-9 91
5 1,1-Dodecanediol, diacetate 286 C16H3004 056438-07-4 91
Abundance Scan 4456 (15.368 min): VV029251.D\data.ms (-4445) (- m/z 57.00 100.00%
57.0
5000 j\\ J\/
— T
H 15.00 15.50
(
- 1739 207.0236.2 2815 /7 41.00  78.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58866: Dodecanal
41.0
5000 F— ——
820 15.00 15.50
m/z 43.00 77.46%
0' \‘H\H\\‘!‘]‘-\]_\H%\‘OH\\‘}\\\\’\\;\8‘\4.\\(\)‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
-
15.00 15.50
5000 96.0 m/z 55.00  72.27%
270 140.0
IR Ot —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58868: Dodecanall I =
43.0 15.00 15.50
m/z 82.00 68.45%
5000 82.0 L\/
14
0 | 000 g0 -
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Dodecane, 1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.763  27.96 ug/L 5851140 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 98
2 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 91
3 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 86
4 1-Chloroundecane 190 C11H23Cl 002473-03-2 80
5 Oxalic acid, cyclobutyl tridecyl... 326 C19H3404 1000309-70-4 47

Abundance Scan 4579 (15.763 min): VV029251.D\data.ms (-4568) (- m/z 91.00 100.00%

91.0
57.0
5000

—
| ‘ ‘ o 15.50 16.00
S ‘_ L - ‘\‘Hﬂr ol ‘1‘68"2‘ ‘2(‘)4;1‘ ‘2‘56"1‘ m/z 57.00 78.03%

m/z--> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro-
91.0
57.0

5000 —— =

27‘.0 ‘ ‘
T ‘\ H‘ ‘H‘\‘H! ‘\“ T “‘”FI\TZ‘\:L.\O\ J‘-G\lwow \2?4\0\ LA B B
m/z--> 50 100 150 200 250
Abundance
43.0
91.0 _/L

—
15.50 16.00

o

o

5000 m/z 55.00 58.37%
0 121.0 161.0 204.0
e e
m/z--> 50 100 150 200 250
Abundance #79823: Dodecane, 1-chloro- AJ\ — —
43.0 15.50 16.00

91.0
m/z 41.00 53.06%

5000 J\JL
0 ‘\‘ “\ ‘u‘\‘ “m ‘\‘ ‘\‘ ‘\ V]'\250 ‘1‘680 204.0 J\»

miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ (DEL) Alkane: Cyclicl5.927 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.927 65.64 ug/L 13738000 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, nonyl- 168 C12H24 074663-85-7 96
2 1-Decene 140 C10H20 000872-05-9 95
3 Cyclooctane, 1,2-dimethyl- 140 C1eH20 013151-94-5 95
4 Cyclodecane 140 C10H20 000293-96-9 94
5 Cyclododecane 168 C12H24 000294-62-2 94
Abundance Scan 4630 (15.927 min): VV029251.D\data.ms (-4623) (- m/z 55.00 100.00%
55.0
97.0
5000 JN//A\\
‘ H ‘ ‘ 140.1 1600
ol A UL |y | 1702 207.028822700 o/, 91.93%
miz--> 50 100 150 200 250
Abundance #43499: Cyclopropane, nonyl-
55.0
5000
97.0 1600
m/z 77.76%
O \2\5'\() “ “ ‘ “ \‘ \‘]\-4}0.? T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
55.0
1600
5000 970 m/z 77 .68%
015.0 140.0
1 —r —— — ——
m/iz--> 50 100 150 200 250
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0 1600
m/z 77.19%
5000
97.0
T
fo -l ”h‘\“\\‘ "‘ — —
m/z--> 100 150 200 250 16.00

SFAMVTR111122WMA.M Fri Nov 25 12:57:16 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, (1-butylhexyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.284 3.13 ug/L 654251 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 94
2 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 91
3 Benzene, (1-butylheptyl)- 232 C17H28 004537-15-9 47
4 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 38
5 Benzene, (1-pentyloctyl)- 260 C19H32 004534-49-0 38
Abundance Scan 4741 (16.284 min): VV029251.D\data.ms (-4733) (|  m/z 91.00 100.00%
91.0
147.0 L L
41.0 ‘ ‘ ‘ 870 218.2 255 0282 16.00 16.50
Obprrrfrre ettt e b O o 22202820 myz 147,00 16.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96883: Benzene, (1-butylhexyl)-
91.0
5000 —— —
16.00 16.50
147.0 m/z 105.00 12.78%
O\’2\‘9\‘\.(\)‘“‘\\H‘\.H\h‘\\1\“”H‘\“HH‘\L\\“J\-Z\S‘.QH‘HH‘HH‘H\\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
—— —
16.00 16.50
5000 m/z 161.05 11.79%
147.0
0 41.0 176.0 218.0
T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114091: Benzene, (1-butylheptyl)- —— ——lne
91.0 16.00 16.50
m/z 92.00 8.21%
5000
147.0
0 41\\0 - 17'\50 232.0
e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, (1-propylheptyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.365 3.11 ug/L 649872 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 94
2 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 64
3 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 64
4 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 64
5 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 53

Abundance Scan 4766 (16.365 min): VV029251.D\data.ms (-4759) (- m/z 91.00 100.00%

91.0
5000
133.0 = —_
175.1 2182 16.00 16.50
Ottt et e b e e e m/z 133,00 23.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96888: Benzene, (1-propylheptyl)-
91.0
5000 P =
16.00 16.50
133.0 m/z 105.00 9.86%
. 41.0 N 1750 2180
\‘\‘\H“\H‘\‘HH‘H\‘}H\‘\H‘\‘\\\\‘\H\‘\\H‘HH“HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
— —s
16.00 16.50
5000 ITI/Z 175.10 9.25%
133.0
0 41.0 162.0 203.0 246.0
T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148568: Benzene, (1-propyldecyl)- == b
91.0 16.00 16.50
m/z 92.00 8.16%
5000
133.0
o 1620 2170 2600
b e e e T e e e e =
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, (1l-ethyloctyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.545 5.38 ug/L 1125840 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 90
2 Benzene, (1l-ethyldecyl)- 246 C18H30 002400-00-2 64
3 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 64
4 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 53
5 2-Phenylbutyryl chloride 182 C1leH11ClO 036854-57-6 50

Abundance Scan 4822 (16.545 min): VV029251.D\data.ms (-4812) (- m/z 91.00 100.00%

91.0
5000

41.0

=
1200 189.1218.2 16.50
0 ‘_Hn‘M‘H‘:‘m‘w:u 809 L2679 /7 119.00  40.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96882: Benzene, (1-ethyloctyl)-
91.0
5000 \

—F
16.50

m/z 41.00 14.92%
\‘M ul

41.0
1200 189.0218.0
1 Il Il I | Il
\‘HH‘HH‘HH‘H \‘\H\‘\\H‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0

T
16.50

o

5000 m/z 105.00 13.45%
41.0
. 1200 1610 21702460
R o T S R e RSN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131077: Benzene, (1-ethyldecyl)- ‘

=
91.0 16.50
m/z 43.00 11.70%

5000
41.0

217.0
otk | O 1750 2170280 L
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, (1-methylnonyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.863 3.01 ug/L 629997 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 93
2 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 87
3 Benzene, (1-methylnonyl)- 218 C1l6H26 004537-13-7 87
4 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 64
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 62
Abundance Scan 4921 (16.863 min): VV029251.D\data.ms (-4913) (- m/z 105.00 100.00%
105.0
o Mjhp
16 50 17‘00
41.0 218 : :
O] e 45 20 L 14701810 | 251.128LE n/7 91.e0  15.11%
miz--> 50 100 150 200 250
Abundance #96885: Benzene, (1-methylnonyl)-
105.0
5000 s —
16.50 17.00
m/z 106.00 13.05%
218.0
0 \\4]\.\ 0 1 p ‘ 147'0 ‘
T T T T ‘ T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
= =
16.50 17.00
5000 m/z 218.20 6.76%
232.
0 65.0 147.0 190.0 320
—— T
m/iz--> 50 100 150 200 250
Abundance #96886: Benzene, (1-methylnonyl)- 1 e
105.0 16.50 17.00
m/z 103.95 5.23%
5000
218.0
0 40 710 | 1470 ‘
A mama e — P e
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzene, (1-pentylhexyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.043 3.07 ug/L 643134  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-pentylhexyl)- 232 C17H28 004537-14-8 87
2 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 50
3 Benzene, (1-butylhexyl)- 218 C1l6H26 004537-11-5 43
4 Benzene, (1-pentylheptyl)- 246 C18H30 002719-62-2 38
5 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 37
Abundance Scan 4977 (17.043 min): VV029251.D\data.ms (-4969) (- m/z 91.00 100.00%
91.0
5000
161.1
1 T \
41.0 232.2 17.00
oWHwwwmw!‘pl‘mi‘ﬁ??"?‘Hwu‘”,‘l?ﬁ-?”_‘!‘,w_%‘?}a( m/z 161.10  26.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114090: Benzene, (1-pentylhexyl)-
91.0
5000 — :
17.00
41.0 161.0 m/z 105.00 14.09%
O\‘\‘\‘\\“‘\\\‘\‘\\\\‘\\1\‘1‘?‘\2\‘9.\0\\‘\H\“‘H\\]’_\9\(\)\.(‘)\\\\‘2\3\,}2\.’(\)\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
R \
17.00
5000 m/z 92.00 9.01%
41.0 1200 161.0 203.02320
e I S NN S i —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96883: Benzene, (1-butylhexyl)- = ‘
91.0 17.00
m/z 104.00 8.08%
5000
147.0
218.0
0P80 ||| w0t |
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Benzene, (1,1-diethylpropyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.072 8.77 ug/L 1836520 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-diethylpropyl)- 176 C13H20 004170-84-7 58
2 Benzene, (1-butyloctyl)- 246 C18H30 002719-63-3 53
3 1-Benzylazetidine 147 C10H13N 007730-39-4 53
4 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 53
5 Benzene, (1-butylnonyl)- 260 C19H32 004534-50-3 50

Abundance Scan 4986 (17.072 min): VV029251.D\data.ms (-4981) (| m/z 91.00 100.00%
91.0
147.1
7 [
41.0 | ‘ ‘ 232.2 17.00
ob e Lol 4 11942 | 2669 /7 147.05  26.39%
miz--> 50 100 150 200 250
Abundance #50987: Benzene, (1,1-diethylpropyl)-
91.0
5000 — :
17.00
41.0 147.0 m/z 175.10  15.97%
O\‘\‘M\ ‘\““”\H\‘”\ \““\‘H\\\“\\‘\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
91.0
—f T
17.00
5000 m/z 105.00 13.76%
147.0
41.0 1890 460
ot e T
m/iz--> 50 100 150 200 250
Abundance #25755: 1-Benzylazetidine =T
91.0 17.00
m/z 92.00 9.18%
5000 146.0
42.0 ‘
ST S S — )
m/z--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzene, (1-propyloctyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.168 4.58 ug/L 959322  1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 95
2 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 72
3 Benzene, (1-propylnonyl)- 246 C18H30 002719-64-4 56
4 Benzene, (1-propylheptyl)- 218 C1l6H26 004537-12-6 53
5 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 40
Abundance Scan 5016 (17.168 min): VV029251.D\data.ms (-5008) (- m/z 91.00 100.00%
91.0
5000
133.0
—— =
41.0 189.1 232.2 17.00 17.50
bt L b m/z 133.00  27.17%
miz--> 50 100 150 200 250 300 350
Abundance #114092: Benzene, (1-propyloctyl)-
91.0
5000 — =
17.00 17.50
133.0 m/z 105.00 10.45%
41.0 | 189.0 232.0
O\M\\M“\\\ “\‘\\‘\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
91.0
— o
17.00 17.50
5000 133.0 m/z 92.00 8.34%
43.0
0 175.0 217.0 259.0 315.0 358.(
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #131085: Benzene, (1-propylnonyl)- = ™
91.0 17.00 17.50
m/z 189.10 8.15%
5000
133.0
4%0 | 203.0 246.0
T N I i et ——
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Benzene, (1-ethylnonyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.371 2.90 ug/L 606372 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 91
2 Benzene, (1-ethylundecyl)- 260 C19H32 004534-52-5 72
3 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 64
4 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 64
5 Benzene, (1l-ethyloctyl)- 218 C16H26 004621-36-7 64
Abundance Scan 5079 (17.371 min): VV029251.D\data.ms (-5070) (- m/z 91.00 100.00%
91.0
- \,M_)\&
e N AR
41.0 133.0 203.2232.2 17.00 17.20 17.40
b T A720 | 281C 9
O sttt el S b m/z 119.00 43.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #114089: Benzene, (1-ethylnonyl)-
91.0
5000 L L L L L L R B
17.00 17.20 17.40
m/z 105.00 11.97%
‘41“'0 120.0 161.0 203.02320
O\‘\‘\\\“H\‘\“\\\\“\\H‘}\\\H‘\\\‘\‘\‘\\\"\\\\‘\\\\‘HH‘H}\‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
B e
17.00 17.20 17.40
5000 m/z 203.15 10.73%
41.0
. 12001610 1470 231:0260.0
T T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131077: Benzene, (1-ethyldecyl)- =
91.0 17.00 17.20 17.40
m/z 232.20 8.61%
5000
41.0
ol 1330 1750 21702460
\‘\\\\“‘H\\‘\‘\HHH‘\\\\“\\\‘\“\\\\‘\\\\"\\\\‘\\\\‘HH‘HH‘\‘\H‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Tetradecane, 1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.458 3.34 ug/L 699035 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 93
2 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 91
3 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 90
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 87
5 Dodecane, 1-chloro- 204 C12H25C1 000112-52-7 80
Abundance Scan 5106 (17.458 min): VV029251.D\data.ms (-5099) (- m/z 57.00 100.00%
510 910
5000
‘ T \1\7‘2\0\ \1\7‘4\0\ T
133.0 : :
ol ‘M“u“‘!w‘“ ) ‘W oL 2841 2820 n/; 91,00  84.76%
miz-> 50 100 150 200 250
Abundance #79824: Dodecane, 1-chloro-
43.0
91.0
5000 L B B I B B B
17.20 17.40
m/z 43.00 84.64%
O T T “\ ‘\‘ ‘H ‘\ H!‘ \‘M \“ “‘ “\‘ \g-?’\s.\o‘ \17\5\-0\2‘06\.0\ T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
91.0 \\\\‘\\\\‘\\\\‘\
17.20 17.40
5000 m/z 55.00 67.39%
ol 26,0 1330 1750 2320
e e T T
miz--> 50 100 150 200 250
Abundance #79822: Dodecane, 1-chloro- e a
91.0 17.20 17.40
57.0 m/z 41.08 55.73%
- A//\\]\VvW\/\J/\W\ﬁ\
o2l L wm0memozon0 o T
m/z--> 50 100 150 200 250 17.20 17.40

SFAMVTR111122WMA.M Fri Nov 25 12:57:24 2022 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112022\
Data File : VV029251.D

Acqg On : 21 Nov 2022 02:36
Operator : SY/MD

Sample : N5725-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pyrazine 7.256 0.7 ug/L 139104 2 8.844 1038040 5.0
(DEL) Alkane: S.. 12.841 4.9 wug/L 1031499 3 11.239 10464990 5.0
(DEL) Alkane: S.. 12.950 0.9 ug/L 181923 3 11.239 1046490 5.0
(DEL) Alkane: S.. 13.088 1.1 wug/L 233330 3 11.239 1046490 5.0
(DEL) Alkane: S.. 14.805 3.0 ug/L 634686 3 11.239 1046490 5.0
(DEL) Alkane: S... 15.027 0.7 ug/L 155837 3 11.239 1046490 5.0
Dodecanal 15.368 10.9 ug/L 2291080 3 11.239 1046490 5.0
Dodecane, 1-chl... 15.763 28.0 wug/L 5851140 3 11.239 10464990 5.0
(DEL) Alkane: C... 15.927 65.6 ug/L 13738000 3 11.239 10464990 5.0
Benzene, (1-but... 16.284 3.1 ug/L 654251 3 11.239 1046490 5.0
Benzene, (1-pro... 16.365 3.1 ug/L 649872 3 11.239 1046490 5.0
Benzene, (1-eth... 16.545 5.4 ug/L 1125840 3 11.239 1046490 5.0
Benzene, (1-met... 16.863 3.0 ug/L 629997 3 11.239 1046490 5.0
Benzene, (1-pen... 17.043 3.1 ug/L 643134 3 11.239 1046490 5.0
Benzene, (1,1-d... 17.072 8.8 wug/L 1836520 3 11.239 1046490 5.0
Benzene, (1-pro... 17.168 4.6 ug/L 959322 3 11.239 1046490 5.0
Benzene, (1l-eth... 17.371 2.9 ug/L 606372 3 11.239 1046490 5.0
Tetradecane, 1-... 17.458 3.3 wug/L 699035 3 11.239 1046490 5.0
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