LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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@43071.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 16 rVB 46759 44499 5.64% 0.661%
2 1.485 36 45 59 rBv2 16195 34009 4.31% 0.505%
3 1.591 71 78 98 rBV4 19712 38604 4.90% 0.573%
4 1.806 130 145 153 rBVi1e 4715 11217 1.42% 0.167%
5 2.160 247 255 262 rvv3 5763 8050 1.02% 0.119%
6 2.308 287 301 315 rBv4 10201 23998 3.04% 0.356%
7 2.633 389 402 415 rBV 8006 15020 1.91% 0.223%
8 2.774 432 446 461 rBV3 7160 17704 2.25% 0.263%
9 5.096 1150 1168 1188 rBv2 46730 100817 12.79% 1.497%
10 5.298 1213 1231 1244 rBV 129208 272812 34.61% 4.050%
11 5.382 1244 1257 1274 rVB 199596 407757 51.72%  6.053%
12 5.710 1343 1359 1376 rBV 144196 294449 37.35% 4.371%
13 6.256 1516 1529 1546 rBV 298505 559680 71.00%  8.308%
14 7.906 2028 2042 2057 rBV 456770 788319 100.00% 11.702%
15 8.793 2306 2318 2331 rBvV4 19732 34097 4.33% 0.506%
16 9.423 2501 2514 2548 rVB 419832 693859 88.02% 10.300%
17 10.015 2688 2698 2711 rBV5S 3139 7959 1.01% ©0.118%
18 10.639 2880 2892 2916 rVB 358126 562514 71.36%  8.350%
19 11.468 3140 3150 3162 rVB5 5402 10405 1.32% 0.154%
20 11.578 3174 3184 3199 rVB6 4897 8843 1.12% 0.131%
21 11.7e0 3215 3222 3232 rVB4 7304 11381 1.44% 0.169%
22 11.819 3246 3259 3273 rBV 440111 698312 88.58% 10.366%
23 11.951 3288 3300 3304 rBV5 5506 8530 1.08% 0.127%
24 11.980 3304 3309 3317 rVB2 6867 10177 1.29% 0.151%
25 12.073 3325 3338 3346 rBV3 7782 14510 1.84% 0.215%
26 12.780 3541 3558 3569 rBV9 6486 14480 1.84% 0.215%
27 12.845 3569 3578 3587 rVB9 9074 15383 1.95% 0.228%
28 13.057 3636 3644 3654 rVB5 18325 29529 3.75% 0.438%
29 13.140 3661 3670 3680 rBV6 13178 22505 2.85% 0.334%
30 13.198 3681 3688 3703 rvvie 6068 15005 1.90% 0.223%
31 13.359 3732 3738 3741 rBV5 6877 8527 1.08% 0.127%
32 13.439 3754 3763 3768 rBv2 49131 83042 10.53% 1.233%
33 13.536 3786 3793 3800 rBV5 17330 26693 3.39% 0.396%
34 13.594 3802 3811 3818 rBV 79581 139292 17.67% 2.068%
35 13.732 3850 3854 3867 rVB1lo 18332 28335 3.59% 0.421%
36 13.861 3886 3894 3897 rBV6 14922 23538 2.99% 0.349%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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 14.005 3919 3939 3945 rBV9 55077 148882 18.89% 2.210%
38 14.053 3946 3954 3961 rvv3 50559 82871 10.51% 1.230%
39 14.099 3963 3968 3973 rW2 29366 33838 4.29% 0.502%
40 14.198 3988 3999 4013 rBv2 149853 276057 35.02% 4.098%
41 14.459 4072 4080 4088 rBV 170770 229140 29.07%  3.401%
42 14.655 4137 4141 4156 rVB6 48922 96109 12.19% 1.427%
43 15.153 4291 4296 4306 rVB3 52930 81544 10.34% 1.210%
44 15.217 4307 4316 4330 rBV 163784 252538 32.04%  3.749%
45 15.407 4368 4375 4382 rBV 150519 196760 24.96%  2.921%
46 15.986 4548 4555 4568 rVB 93508 138516 17.57% 2.056%
47 16.053 4570 4576 4589 rVB5 32850 58992 7.48% 0.876%
48 16.301 4646 4653 4664 rVB2 39652 57350 7.27% 0.851%
Sum of corrected areas: 6736448
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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\VUe41321\

: VUe43071.D

: 13 Apr 2021 23:29

: SY/MD

: M1964-01

: 5.0mL/MSVOA_U/WATER

: 36 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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863

91
1.48891) g56

2.160308 26383774

5.382

5.29 >0

5.096

6.256

o

Time-->

Abundance

400000

300000

200000

100000

TIC: VU043071.D\data.ms

7.906 0.423

10.639

11.

D T L L S L L LA L L L L B I L L L L L L L L L L L B

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 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 6.20 6.40 6.60

319

0

Time-->

Abundance

400000

300000

200000

100000

8.793
" t 10.015

— 7 S ‘ T T 1
9.00 9.50 10.00
TIC: VU043071.D\data.ms

7 T
10.50 11.00

112681
e
11.50

goLLms

12.00

Time-->

82U041221W.M

o~
LA I

13.50

T ‘ T T ‘ T T ‘ T T ‘ T T T
12.50 14.00 14.50 15.00 15.50

Wed Apr 14 18:32:21 2021

T ‘ T T ‘ T
16.00 16.50

Page: 3

‘
17.00

T
17.50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 5.95 ug/1 83042 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Undecane 156 C11H24 001120-21-4 78
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 72
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 59

Abundance Scan 3763 (13.439 min): VU043071.D\data.ms (-3754) (- m/z 57.00 100.00%

57.0
5000
85.0
—
13.50
119.0 170.0
0 el M0 DD m/z 43.00  90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
5000 T T
85.0 13.50
m/z 41.00 55.63%
29.0
RN 1120 1470 170.0
O\\\‘\‘\\\‘\\\\‘\\‘\\"1\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57.0
——
13.50
5000 ITI/Z 70.95 55.62%
85.0
29.0
L mso 1500
0“"H“H‘N‘_Jiwdu‘ﬁ“w“m“‘ul‘u“‘u“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane T
57.0 13.50
m/z 54.95 30.91%
5000
85.0
29.0
0 A 210, 1410 1600 1950 -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Dodecane, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.594 9.97 ug/l 139292 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72

Abundance Scan 3811 (13.594 min): VU043071.D\data.ms (-3802) (- m/z 57.00 100.00%
57.

0
5000
U
ol 318 | reQ | . 1350 1691 . 4309  49.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57.0
5000 S :
13.50
m/z 41.00 39.28%
29.0
O\\‘\‘f‘f\““\\\‘!“\‘\“i?.‘q\“\\\“‘\\1‘\’\\%\4.‘0;0\\\‘\\\%‘8\4.;0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
T T
13.50
5000 ITI/Z 71.00 37.03%
29.0 98.0
oww‘”h“H‘Huwg‘wHu‘u”!h,mlf‘};‘?”_ml?f‘:‘?
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- ——
57.0 13.50
m/z 56.00 19.08%
B JWWNMVVJMVNA\AA“ﬂNWJ/VV
29.0
85.0
ol L T PO 1580 s el
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@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 6-Tridecene, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.005 10.66 ug/l 148882 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, (Z)- 182 C13H26 006508-77-6 60
2 3-Tridecene, (E)- 182 C13H26 041446-57-5 60
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 58
4 6-Tridecene, (E)- 182 C13H26 006434-76-0 55
5 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 52

Abundance Scan 3939 (14.005 min): VU043071.D\data.ms (-3919) (- m/z 43.00 100.00%
43.0

69.0
5000 97.0
126.1 T |
H 167.0 14.00
0! _‘;HJWMH;ku_“‘w“m m/z 41.60  97.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47277: 6-Tridecene, (2)-
55.0
5000 29.0
N
83.0 14.00
m/z 57.00  89.24%
182.0
O \\}“]\-]\-‘]!‘“\()‘\‘\\\‘\175!4\..‘()\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47272: 3-Tridecene, (E)-
41.0
N
69.0 14.00
5000 ITI/Z 55.00 86.89%
97.0 1820
0/15.0 | H | 1250 1540 ‘%%
el L mmmaa
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11531: Cyclopentane, butyl- 7 |
41.0 69.0 14.00
m/z 69.00 76.55%
5000
97.0
126.0
0 14.0 H\H\ \‘ ‘
1 o R —
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.198 19.77 ug/1l 276057 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 78
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 59

Abundance Scan 3999 (14.198 min): VU043071.D\data.ms (-3988) (- m/z 57.00 100.00%
57.0

5000

=

‘ 85.0 11ﬁ 1 155.0183.2 14.00 14.50
el L 18501832 w7 71.85  78.89%

m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

é

5000
14.00 14.50

8.0 113.0 m/z 43.00 71.99%

183.0
L) \\ 1410 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester

o

é

57.0
14.00 14.50
5000 ITI/Z 41.00 46.18%
29,0‘ 8501130
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59900: Dodecane, 4,6-dimethyl- — —
57.0 14.00 14.50
m/z 56.00 21.47%
5000
85.0
290‘ ‘ 130 1s50
ol A b d L 00 sy T
m/z--> 20 40 60 80 100120140160 180200 220240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.459 16.41 ug/l 229140 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 74
4 1-Todo-2-methylnonane 268 C1OH21I 1000101-47-9 64
5 Undecane 156 C11H24 001120-21-4 59

Abundance Scan 4080 (14.459 min): VU043071.D\data.ms (-4072) (-  m/z 57.00 100.00%
57.0

5000
850 MM
—
14.50
112.0 184.1
bbbl b AL m/z 43.00 91.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 LN
14.50
290 m/z 71.05 58.80%
L) oo o
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
T
14.50
5000 ITI/Z 41.00 55.97%
85.0
29.0
0 ‘\‘ “\ MH\ H\ Il \\‘1130 1410 169.0 1980
AR LR R R T RAARARARERRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane —
57.0 14.50
m/z 85.05 37.27%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
H“H‘W‘H‘_‘H‘H“_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H“ ——
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@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Isobutyl nonyl carbonate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.655 6.88 ug/l 96109 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
3 1-Octyn-3-0l1, 4-ethyl- 154 C10H180 005877-42-9 38
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 38
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38

Abundance Scan 4141 (14.655 min): VU043071.D\data.ms (-4137) (- m/z 57.00 100.00%
57.0

o u\/\ﬂ\/w
‘ 98.0 S .
127.0 14.50 15.00
153.0 180.0 207.0
o‘ww“‘w!_MH"U‘_m_wauwH_m_m m/z 41.00  41.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #97340: Isobutyl nonyl carbonate
57.0
5000 —r ——
14.50 15.00
290 85.0 m/z 43.00 37.28%
| |1, 1o
O\\‘\H\\“‘\\\ ‘\‘1\\“!\\\‘\\\\“\h\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
—— —
14.50 15.00
5000 ITI/Z 71.05 33.68%
2.0 1130
S e - L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26702: 1-Octyn-3-ol, 4-ethyl- T —
57.0 14.50 15.00
m/z 55.00 27.56%
5000
29.0 98.0
S 0 =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Dodecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.153 5.84 ug/1 81544  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 59
3 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 52
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
5 Heptacosane 380 C27H56 000593-49-7 49
Abundance Scan 4296 (15.153 min): VU043071.D\data.ms (-4291) (- m/z 57.00 100.00%
57.0
o MVMM/\N
85.0 . BEA
113.1 169.1 15.00 15.50
141.0 196.1
o S A i MY - R S L P R P
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48848: Dodecane, 3-methyl-
57.0
5000 — ——
15.00 15.50
29.0 85.0 m/z 41.00 61.89%
155.0
0 \‘\H\‘\‘\‘H‘NH\“‘HHHN\H“‘:!_\l\\‘?’\-‘()\\\\‘\H“\‘\\H‘HH‘H\\‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57.0
—— —
15.00 15.50
5000 m/z 71.00 48.47%
29.0
85.0 169.0
0 Wl TR A \11?"0 140.0 i ~198.0
R B B e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #71400: Tetradecane, 2-methyl- T —
57.0 15.00 15.50
m/z 56.00 38.81%
5000
85.0
290 113.0 169.0
RET N 0 O i
m/z--> 0O 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@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.217 18.08 ug/l 252538 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 78

Abundance Scan 4316 (15.217 min): VU043071.D\data.ms (-4307) - m/z 57.00 100.00%
57.0

o VJwWANV\ﬁJKanlb\x“w
| | gpaems 1500 1550
97.1 . . .
- w”‘ NN .= N — m/z 71.00  85.00%
miz--> 50 100 150 200 250
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 - I
15.00 15.50
‘ m/z 43.00 66.03%
27,0 ‘ 113.0
O T “\ ‘f‘ ‘H‘\ ‘1‘ \H\ ‘[ \“ T “\ T ‘ T \]-8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
e e
15.00 15.50
5000 ITI/Z 41.00 50.98%
0 h || 18050 1890 2550 206 MMM
L e e L s B B s s B B B
miz--> 50 100 150 200 250
Abundance #71411: Dodecane, 2,6,11-trimethyl- —— —
57.0 15.00 15.50
m/z 85.05 33.67%
27.0
oLl »‘ﬁlﬁ:‘% 1890 2070 AL
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.407 14.09 ug/l 196760 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 4375 (15.407 min): VU043071.D\data.ms (-4368) (- m/z 57.00 100.00%
57.0
5000 85.0 M\/\M/\N\A
1550
113.1 140.0 198.2 !
0 m‘m‘M“HHW“MlmJ‘_m_m_m}??ﬂwwww m/z 43.00 91.76%
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 61.15%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
—
15.50
5000 m/z 41.00 49.42%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ L 11\3 0 141.0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane —
57.0 15.50
m/z 85.05 38.95%
5000 85.0
29.0
‘ | H | 1120 1410 1840
S S D . N M o
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@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 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 Undecane, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.986 9.92 ug/l 138516 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 83
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
Abundance Scan 4555 (15.986 min): VU043071.D\data.ms (-4548) (- m/z 43.00 100.00%
3.0
16.00
141.1 .
183.2
om_m\‘;m‘,u“‘m‘uH‘Hwthuu,m,u‘H_WW_W%?%:‘ m/z 57.00 93.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38317: Dodecane
57.0
5000 T
16.00
m/z 71.00 82.70%
27‘.0‘ H | 98.0 1579 1700
O\H‘\‘\\\“}H‘\"H‘}\“l‘\\\”‘\\H“\MH.\‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38332: Undecane, 5-methyl-
43.0
—
16.00
5000 m/z 41.00 47 .86%
85.0
bbb b dd001m00
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38338: Decane, 3,7-dimethyl- P
43.0 16.00
m/z 85.00 39.86%
5000
85.0
H ‘ 127.0
YN P A NP B (¢ HOSS—— -
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

82U041221W.M Wed Apr 14 18:32:44 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43071.D

Acqg On : 13 Apr 2021 23:29
Operator : SY/MD

Sample : M1964-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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 6.0 ug/l 83042 4 11.819 698312 50.0
Dodecane, 6-met... 13.594 10.0 ug/l 139292 4 11.819 698312 50.0
6-Tridecene, (Z)- 14.005 10.7 ug/l 148882 4 11.819 698312 50.0
Pentadecane, 2,... 14.198 19.8 wug/l 276057 4 11.819 698312 50.0
Tridecane 14.459 16.4 wug/l 229140 4 11.819 698312 50.0
Isobutyl nonyl ... 14.655 6.9 ug/l 96109 4 11.819 698312 50.0
Dodecane, 3-met... 15.153 5.8 ug/l 81544 4 11.819 698312 50.0
Dodecane, 2,7,1... 15.217 18.1 wug/l 252538 4 11.819 698312 50.0
Tetradecane 15.407 14.1 ug/l 196760 4 11.819 698312 50.0
Undecane, 5-met... 15.986 9.9 wug/l 138516 4 11.819 698312 50.0
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