LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 U\Method\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43034.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 15 rVB2 21262 20503 3.05% 0.282%
2 1.491 37 47 59 rBvV3 7730 15331 2.28% 0.211%
3 1.594 71 79 87 rBV3 9687 16268 2.42% 0.224%
4 2.774 435 446 465 rBvV2 4014 9577 1.43% 0.132%
5 5.099 1155 1169 1181 rVB2 6244 13026 1.94% 0.179%
6 5.298 1213 1231 1244 rBV2 109854 232413 34.59% 3.198%
7 5.382 1244 1257 1275 rVB 168731 344265 51.24% 4.737%
8 5.710 1344 1359 1377 rBV 122363 252656 37.61% 3.477%
9 6.256 1510 1529 1550 rBV 250797 470925 70.09% 6.480%
10 7.906 2027 2042 2059 rBV 395322 671846 100.00% 9.245%
11  8.559 2232 2245 2255 rBV3 8626 13693 2.04% 0.188%
12 8.796 2310 2319 2328 rBVS5S 5568 9047 1.35% 0.124%
13 9.423 2501 2514 2548 rVB 360424 595218 88.59% 8.191%
14 10.639 2880 2892 2916 rVB 302418 483582 71.98% 6.655%
15 11.468 3138 3150 3159 rVB7 4345 7665 1.14% 0.105%
16 11.700 3213 3222 3232 rVB4 7327 11852 1.76% 0.163%
17 11.819 3247 3259 3273 rBV 371949 597013 88.86%  8.215%
18 11.947 3290 3299 3304 rBV6 4464 6975 1.04% 0.096%
19 11.980 3304 3309 3317 rVB2 7876 10382 1.55% 0.143%
20 12.176 3359 3370 3378 rBV8 4211 7669 1.14% 0.106%
21 12.845 3568 3578 3589 rBV5 13340 21759 3.24% 0.299%
22 12.935 3593 3606 3612 rBV6 9426 19203 2.86% 0.264%
23 13.015 3624 3631 3636 rBV5 7263 11208 1.67% 0.154%
24 13.057 3637 3644 3658 rVV6 29572 50305 7.49% 0.692%
25 13.140 3662 3670 3681 rVv4 20558 32398 4.82% 0.446%
26 13.201 3683 3689 3705 rVB4 7423 18963 2.82% 0.261%
27 13.439 3754 3763 3769 rBV2 92550 155958 23.21%  2.146%
28 13.536 3786 3793 3801 rBV5 24232 40356 6.01% ©.555%
29 13.594 3802 3811 3847 rVV 137699 444970 66.23% 6.123%
30 13.732 3849 3854 3868 rVB8 25760 44933 6.69% 0.618%
31 13.857 3887 3893 3898 rBV7 18671 30648 4.56% 422%
32 14.053 3946 3954 3961 rBvV3 76989 124948 18.60% 719%
33 14.098 3963 3968 3974 rVW2 54686 65054  9.68%

34 14.198 3988 3999 4013 rBV 253898 452151 67.30%
35 14.459 4072 4080 4088 rBV 317248 422000 62.81%

oo Rroe
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O
%]
R

36 14.655 4136 4141 4157 rVB5 84999 161488 24.04% 2.222%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 U\Method\82U041221W.M

Title : SW846 8260

37 15.076 4267 4272 4281 rVB4 128810 188744 28.09%  2.597%
38 15.153 4291 4296 4306 rVB2 89350 138550 20.62% 1.907%
39 15.217 4308 4316 4329 rVV 267499 405460 60.35% 5.579%
40 15.407 4368 4375 4383 rBV 270422 371173 55.25% 5.108%
41 15.986 4548 4555 4568 rVB 130966 197572 29.41% 2.719%
42 16.301 4647 4653 4665 rVB2 54801 79217 11.79% 1.090%

Sum of corrected areas: 7266964
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41221\

: VUe43034.D

: 12 Apr 2021 19:28
: SY/MD

: M1946-06

: 5.0mL/MSVOA_U/WATER
: 23

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VU043034.D\data.ms

6.256

5.382

529 5.710

363
94
‘i.ﬁﬁ 2.774 5.099

Time-->
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Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VU043034.D\data.ms

7.906 11.819

9.423

10.639

8.796 70

0
Time-->

8.559 11,4681 70011 1

—
12.00

0

10.50

I T T ] —T —
8.50 9.00 9.50 10.0 11.00 11.50

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VU043034.D\data.ms
159 15.407

15.217

14.

14.198

15.986
14.655

16.301

Time-->
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‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.439 13.06 ug/l 155958 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 3763 (13.439 min): VU043034.D\data.ms (-3754) (- | m/z 57.00 100.00%
57.0
o J\J@
1350
99.1 170.1 :
ob— H Al ““‘ Aoy o S 2089 m/z 43.00  94.24%
miz-> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
5000 T
13.50
m/z 41.00 62.50%
98.0 170.0
O\Z\GLO“““\ ‘!‘\“‘\H‘ \H\‘\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
57.0
——
13.50
5000 m/z 71.10 55.62%
0 113.0 4490 183.0 253.0 296.(
— T T T T
miz--> 50 100 150 200 250
Abundance #59881: Tetradecane T
57.0 13.50
m/z 85.05 30.53%
5000
L o o Al
L S el e e
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.594 37.27 ug/l 444970  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 91
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 74
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
Abundance Scan 3811 (13.594 min): VU043034.D\data.ms (-3802) (- | m/z 57.00 100.00%
57.0
T
HU 200 1 135.1 13.50
Ob el 799 Ly 13511550 1842 3 00 53.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 — :
13.50
m/z 71.05 40.23%
29.0 H 98.0
O\\‘\H‘\\“‘\\\‘\“\\“7\9‘.9\\\““\\\‘\’\\\].\4.‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T
13.50
5000 m/z 41.00 36.52%
0 77.0 140.0 184.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- ——
57.0 13.50
m/z 55.00 18.47%
- JkﬁvaquﬁJM\V\M//VJJ\
29.0
85.0
113.0
ol O 1550 1aag o
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.198 37.87 ug/l 452151  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 83
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 80
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 78

Abundance Scan 3999 (14.198 min): VU043034.D\data.ms (-3988) (- | m/z 57.00 100.00%
57.0

o vmmfvaJ\/\Axﬁj\ﬂAj\

=
1131 14.00 14.50

‘W‘L‘W‘N‘W‘H“ 151 1981 m/z 71.00 78.19%

m/z--> 50 100 150 200 250
Abundance #19181: Octane, 2,6-dimethyl-
57.0

5000 S -
14.00 14.50

m/z 43.00 71.09%
\‘\ \

27.0 113.0
O T T ‘\ T ‘ ‘\ W‘ T “ T ‘ \‘ T \14\.3.’0\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0

= 7
14.00 14.50

o

5000 m/Z 41.00 44 ,22%
113.0
o 1550 196.0 267.0
‘ e T T
m/z--> 50 100 150 200 250
Abundance #59891: Tridecane, 7-methyl- T T
57.0 14.00 14.50

m/z 56.00  24.23%

5000
1120
L L 1420 1830

oLl e e —
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.459 35.34 ug/l 422000 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 4080 (14.459 min): VU043034.D\data.ms (-4072) (' | m/z 57.00 100.00%
57.0
5000
85.1
——
14.50
112 1 184.1
0 N m/z 43.00 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 T
14.50
290 m/z 71.00 55.70%
L 203430 1840
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
——
14.50
5000 m/z 41.00 54.45%
85.0
29.0
. 113.0 141.0 169.0 198.0
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane —
57.0 14.50
m/z 85.10 32.75%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tetradecane, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.655 13.52 ug/l 161488 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,5-dimethyl- 226 C16H34 056292-69-4 59
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 58
3 Hentriacontane 437 C31H64 000630-04-6 53
4 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 53
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 50

Abundance Scan 4141 (14.655 min): VU043034.D\data.ms (-4136) (- | m/z 57.00 100.00%

57.0
5000

——

127.1 14.50 15.00
183.1

LU 28 m/z 41.00  43.89%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83046: Tetradecane, 2,5-dimethyl-
57.0

5000 — e
14.50 15.00

m/z 43.00  37.52%
|

W‘JJ\M w*&”w%iﬁ?‘?%%q‘\““\H“\““\“H
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

7 —
14.50 15.00

o

o

5000 m/z 71.05 33.33%
0 126.0 1830
R e R R L I R R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T ——
57.0 14.50 15.00

m/z 55.00  25.56%

13.0
0 uh\ ‘]ﬂ h‘ 1y 1\6?\0 L %25'0 309.0 365.0 437.1

T — [ -
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptylcyclohexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.076  15.81 ug/1l 188744 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 60
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 60
3 Cyclohexane, decyl- 224 C16H32 001795-16-0 47
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 47
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 35
Abundance Scan 4272 (15.076 min): VU043034.D\data.ms (-4267) (- | m/z 83.00 100.00%
43.0 83.0
5000
N T
M | 1130  155.1 1822 15.00
O el el W e m/z 43,08 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47278: Heptylcyclohexane
83.0
5000 550 —— :
15.00
m/z 57.00 81.93%
182.0
O T ‘2\‘9\‘.\()\““\ T \“U‘ \M“\ T “1 T \h’]-\]\.]\"\(‘)\ \]\-\4.‘1\.\0\ T ’ TTTT “\ TTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
N T
58.0 15.00
5000 m/z 82.00 71.53%
29.0
0 112.0 139.0 168.0 196.0
T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81252: Cyclohexane, decyl- — ‘
83.0 15.00
m/z 41.00 71.30%
"0 MM
ol ll | 1110 1400 166.0 196.0 224.0
R e A REARE S S as oo e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Undecane, 3,9-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.153 11.60 ug/l 138550 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
2 Tridecane 184 C13H28 000629-50-5 53
3 2,3-Dimethyldodecane 198 C14H30 006117-98-2 50
4 Hexadecane 226 C1l6H34 000544-76-3 50
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 4296 (15.153 min): VU043034.D\data.ms (-4291) (' ' m/z 57.05 100.00%

57.0
5000
85.0

L
111.0 160.1 1500 1550

137.1
“w“‘wy“u‘wameM‘mu‘uw“w“‘ﬁﬂ‘_%95f m/z 43.00 61.85%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48874: Undecane, 3,9-dimethyl-
57.0

5000 e e
15.00 15.50
85.0

m/z 41.00 55.93%

29.0 ‘ ‘
155.0
\\\‘\‘\‘\\“‘\\\"\\“\\‘\\\\“\1\1\3\‘0\\\\‘\\\‘\‘\\\]\-‘8\4.\(\)\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

—
15.00 15.50

o

o

5000 85.0 ITI/Z 71.00 46.85%
29.0
112.0 141.0 184.0
o INBNRT S AN NIV Y A NAVE. 5.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59883: 2,3-Dimethyldodecane —— —
43.0 15.00 15.50
71.0 m/z 55.00  37.06%
5000
154.0
99.0
oltsoll [ | )l 1260 | 1m0
m_m_m_m_HWm_m‘mwm‘mw —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Dodecane, 2,6,10-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.217 33.96 ug/l 405460 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
5 Decane, 5-propyl- 184 C13H28 017312-62-8 72

Abundance Scan 4316 (15.217 min): VU043034.D\data.ms (-4308) (- | m/z 57.00 100.00%
57.0

5000
85.0

L
113.1 15.00 15.50
1411 1831
‘_mwm”:‘“lu‘M"J‘wwk"pw_m‘um‘?‘l?;‘z m/z 71.00 79.91%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0

5000 85.0

o

m/z 43.00 66.55%

29.0 ‘ 127.0
el bl )| 150 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

—T —
15.00 15.50

o

5000 m/z 41.00 49.,08%
29.0 850
0 1130 141.0 183.0
e B B i AR L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl- —— —
57.0 15.00 15.50

m/z 85.05 31.91%

5000
85.0
29.0
Ll ‘ 1130 1410 169.0 1970

O e b e e ST R - —
miz--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.407 31.09 ug/l 371173 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 C11H24 001120-21-4 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
Abundance Scan 4375 (15.407 min): VU043034.D\data.ms (-4368) (- | m/z 57.00 100.00%
57.0
5000
——
15.50
112.1 141.1 198.2
0 m‘mw“HHW“Mmm_mu_m_“‘}999””‘””‘”” m/z 43.00  92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
5000 T
85.0 15.50
290 m/z 71.00 61.62%
L 3010 1690 1990
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
——
15.50
5000 m/z 41.00 50.13%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane —
57.0 15.50
m/z 85.05 37.28%
5000
85.0
29.0
o L am0am0 s
B R e e A ARRAa aaa —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.986 16.55 ug/1l 197572  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 80
Abundance Scan 4555 (15.986 min): VU043034.D\data.ms (-4548) (- | m/z 57.00 100.00%
57.0
. Fv»“vv\]lUJ\/LVMWJ\ny
99.0 16
[ =2
ol L m/z 43.00 98.25%
miz--> 50 100 150 200 250
Abundance #83027: Hexadecane
57.0
5000 R
16.00
m/z 71.00 81.16%
99.0
01'40“‘ “\ ull MH\ “\ H‘ i \\1410 183.0 22\60
T 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
57.0
——
16.00
5000 m/z 41.00 51.43%
99.0
—— it
m/z--> 50 100 150 200 250
Abundance #185101: 1-Octadecanesulphonyl chloride P
57.0 16.00
m/z 85.05 39.79%
5000
X ﬂA”WVxﬁKJ\KMwNAMmW
133.0
ob—1 LI W R B A }??0“‘ N “‘Z?Q? —
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43034.D

Acqg On : 12 Apr 2021 19:28
Operator : SY/MD

Sample : M1946-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dodecane 13.439 13.1 ug/l 155958 4 11.819 597013 50.0
Undecane, 2,6-d... 13.594 37.3 ug/l 444970 4 11.819 597013 50.0
Octane, 2,6-dim... 14.198 37.9 ug/l 452151 4 11.819 597013 50.0
Tridecane 14.459 35.3 ug/l 422000 4 11.819 597013 50.0
Tetradecane, 2,... 14.655 13.5 wug/l 161488 4 11.819 597013 50.0
Heptylcyclohexane 15.076 15.8 ug/l 188744 4 11.819 597013 50.0
Undecane, 3,9-d... 15.153 11.6 ug/l 138550 4 11.819 597013 50.0
Dodecane, 2,6,1... 15.217 34.0 ug/l 405460 4 11.819 597013 50.0
Tetradecane 15.407 31.1 wug/l 371173 4 11.819 597013 50.0
Hexadecane 15.986 16.6 wug/l 197572 4 11.819 597013 50.0
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