LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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@43061.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.691 101 109 122 rVB 24082 31114 3.67% ©.352%
2 2.639 393 404 433 rVB2 15897 35121 4.14% 0.397%
3 5.298 1216 1231 1244 rBV 134765 284756 33.57% 3.219%
4 5.382 1244 1257 1278 rVB 210370 428871 50.56% 4.849%
5 5.710 1344 1359 1379 rBV 151163 308336 36.35%  3.486%
6 6.073 1456 1472 1475 rBV5 3689 9575 1.13% 0.108%
7 6.256 1516 1529 1545 rBV 311533 586784 69.17% 6.634%
8 7.906 2027 2042 2063 rBV 491964 848304 100.00%  9.591%
9 9.423 2501 2514 2532 rBV 446437 736609 86.83% 8.328%
10 10.639 2878 2892 2914 rVB 388917 623964 73.55% 7.054%
11 10.896 2956 2972 2982 rBV1e 5305 13199 1.56% 0.149%
12 11.179 3052 3060 3074 rVB3 4845 9490 1.12% 0.107%
13 11.301 3086 3098 3109 rVB6 5144 10808 1.27% 0.122%
14 11.420 3128 3135 3146 rBV3 8437 13906 1.64% 0.157%
15 11.819 3247 3259 3272 rBV 490981 778808 91.81%  8.805%
16 11.906 3272 3286 3303 rVB3 24673 54939 6.48% 0.621%
17 12.008 3312 3318 3327 rVB3 9647 13889 1.64% 0.157%
18 12.102 3339 3347 3353 rBV3 11064 18267 2.15% 0.207%
19 12.195 3366 3376 3390 rVB3 23983 46811 5.52% 0.529%
20 12.333 3407 3419 3429 rBV 49536 74759 8.81% 0.845%
21 12.388 3431 3436 3450 rVB8 11753 24317  2.87% 0.275%
22 12.500 3450 3471 3476 rBV7 11687 31088 3.66% 0.351%
23 12.578 3489 3495 3503 rVB 22355 30004 3.54% 0.339%
24 12.613 3503 3506 3514 rVBS8 8431 10530 1.24% 0.119%
25 12.674 3517 3525 3544 rBV6 15359 44045 5.19% 0.498%
26 12.883 3585 3590 3597 rVB2 11924 14093 1.66% 0.159%
27 12.976 3601 3619 3626 rVV7 33902 75876  8.94% ©.858%
28 13.034 3626 3637 3652 rVB3 51117 140614 16.58%  1.590%
29 13.115 3653 3662 3663 rBV4 10280 12819 1.51% 0.145%
30 13.140 3664 3670 3678 rBV3 28811 37254 4.39% 0.421%
31 13.295 3711 3718 3728 rVB5 19250 32148 3.79% 0.363%
32 13.356 3733 3737 3746 rVB6 12644 16467 1.94% 0.186%
33 13.439 3752 3763 3786 rBV6 153331 450080 53.06% 5.089%
34 13.571 3799 3804 3806 rBV2 11566 12373 1.46% 0.140%
35 13.594 3806 3811 3816 rvVv 33956 43709 5.15% 0.494%
36 13.632 3817 3823 3836 rVB8 41917 68431 8.07% 0.774%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 13.738 3848 3856 3864 rBV6 24030 40922 4.82% 0.463%
38 13.796 3867 3874 3880 rBV2 20304 30334 3.58% 0.343%
39 13.844 3881 3889 3905 rVww4 62763 141887 16.73% 1.604%
40 13.954 3917 3923 3926 rBV2 35586 46141 5.44% 0.522%
41 14.098 3963 3968 3972 rBvV2 21355 26500 3.12% ©.300%
42 14.198 3988 3999 4014 rVB6 76735 182424 21.50% 2.062%
43 14.295 4019 4029 4042 rVV5 62290 145495 17.15% 1.645%
44 14.356 4043 4048 4055 rVB3 26067 34307 4.04% ©0.388%
45 14.458 4072 4080 4086 rBV 177343 236214 27.85% 2.671%
46 14.494 4087 4091 4099 rVB3 51104 65080 7.67% 0.736%
47 14.677 4137 4148 4169 rVB5 130053 322476 38.91%  3.646%
48 14.815 4184 4191 4199 rBV2 73076 109475 12.91% 1.238%
49 14.886 4206 4213 4221 rVB2 96927 147440 17.38% 1.667%
50 14.947 4227 4232 4239 rBV5S 24136 31284 3.69% 0.354%
51 15.024 4248 4256 4265 rBV5 105843 189107 22.29% 2.138%
52 15.156 4292 4297 4304 rVB7 37335 50316 5.93% 0.569%
53 15.211 4305 4314 4327 rBv4 105319 220385 25.98% 2.492%
54 15.278 4331 4335 4350 rVB4 61581 100033 11.79% 1.131%
55 15.356 4352 4359 4366 rBV5 33502 54306 6.40% 0.614%
56 15.407 4367 4375 4384 rBV 178453 246907 29.11% 2.792%
57 15.513 4403 4408 4418 rVB7 45903 73668 8.68% ©.833%
58 15.934 4531 4539 4549 rBv2 95467 174210 20.54% 1.970%
59 16.301 4647 4653 4663 rVB 101807 149620 17.64% 1.692%
60 17.143 4909 4915 4925 rVB2 36735 54231 6.39% 0.613%
Sum of corrected areas: 8844920
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Data Path :
: VUe43061.D

: 13 Apr 2021 18:54
: SY/MD

: M1995-01

: 5.0mL/MSVOA_U/WATER
. 24

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\

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU043061.D\data.ms
400000
6.256
300000
5.382
200000
5.29 5.710
100000
1.691
. 2.639 6.073
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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
Abundance TIC: VU043061.D\data.ms
7.906 11.819
9.423
400000 10.639
300000
200000
100000
o k 10 896 1 1193@1420 %dg?o
T T T —T — — ——f T ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 1100 1150 1200
Abundance TIC: VU043061.D\data.ms
400000
300000
14.458 15.407
200000
13.439 14.677
598%0245 211 15.934 16.301
100000 13.844 14 % 494 145 P dl5.513
2 13.954 "“ 115.356
12333 13308449 _:133 “ 3 ‘l ‘ 17.143
1 "‘;"AANA“ ‘
O \ \ T T T T T T T ‘ T T T T ‘ T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14 50 15 oo 15 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 1
R.T. EstConc Area Relative to ISTD R.T.

13.439  28.90 ug/l 450080 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 C11H24 001120-21-4 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Tetradecane 198 C14H30 000629-59-4 58
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 3763 (13.439 min): VU043061.D\data.ms (-3752) (- m/z 57.00 100.00%
57.0

5000
85.0
‘ 119.0 is%d
170.1 :
oHwm‘Uw!uu“‘uulwwwu“_‘}fﬂl‘?”_”wm m/z 43.00  93.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38315: Dodecane
57.0
5000 T T
85.0 13.50
m/z 41.00 55.13%
29.0
NN 1120 1410 1700
O\\\‘\‘\\\‘\\\\‘\\‘\\“1\\\H‘\\“\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28424: Undecane
57.0
——
13.50
5000 ITI/Z 71.00 53.02%
85.0
29.0
‘ H ‘ 113.0 156.0
0““JH“1‘Nu‘Jiwuu‘W_‘U‘_u“‘u‘l“u““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane T
57.0 13.50
m/z 85.05 30.47%
5000
29.0 85.0
“‘_““H‘“‘H““H“‘H““W““_““H‘ ——
mlz--> 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@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Tridecane, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.198 11.71 ug/1 182424  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 60
2 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 49
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 49
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 47
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 46

Abundance Scan 3999 (14.198 min): VU043061.D\data.ms (-3988) (- m/z 57.00 100.00%
57.0

104.0
5000
146.1
P —
‘ 84.0 h’ 14.00 14.50
I S Y W 3250 s LTIS1980 0 71,00 76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59891: Tridecane, 7-methyl-
57.0
5000 Al 2
112.0 14.00 14.50
m/z 43.00 68.01%
O ‘\\\\’\\\H‘\\“}\“SU\O\\‘\\\‘\‘;‘\3\%‘0\];5\5\‘9\\];8‘3\\9\’\\
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #167565:Oxchacm,24ﬁhWhexylnonyleﬁer
57.0
P —
14.00 14.50
5000 m/z 103.95 52.59%
29.0 85.0 112.0
‘ ‘ ‘ 171.0
0 “\H,‘:H“_“W‘!m_H‘Wm‘HHW‘HWH,H
miz--> 20 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester B /‘\\#j\ﬁ“ ,
57.0 14.00 14.50
m/z 41.00 49.84%
5000
29.0 ‘ ‘ 850 1130
o_m,ml““‘:‘““m_‘!‘wmwm_m_m,u I —
m/z--> 20 60 80 100 120 140 160 180 200 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@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.459 15.17 ug/1 236214 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane 170 C12H26 000112-40-3 90
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 72

Abundance Scan 4080 (14.458 min): VU043061.D\data.ms (-4072) (-  m/z 57.00 100.00%
57.0

5000
85.0
—
14.50
112.1 1842
Obrrrrrebralh bl AL m/z 43.00 90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 T
14.50
29.0 85.0 m/z 71.00 57.78%
0 “ | | ) ,113.0 1410 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
T
14.50
5000 ITI/Z 41.00 54.08%
85.0
29.0
0 \ ‘ L H‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane —
57.0 14.50
m/z 85.05 33.10%
5000
85.0
290
0“30141016901980 JLn
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\VvUe41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54

Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.677 20.70 ug/l 322476  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 86
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 76
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 74

5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
Abundance Scan 4148 (14.677 min): VU043061.D\data.ms (-4137) (-  m/z 131.00 100.00%
131.0
.
1450 1500
39.0 63.0 ‘ M ‘1601 : :
o‘HwH‘Wwwhmwh\“_ o f 1821 2070 /7 146,00 29.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 Aw
5000 91.0 j\M i e
14.50 15.00
39.0 m/z 115.00 24.07%
O\\\\‘\\\\w\\‘\\‘HM}\\‘\\‘}\“H\\H“\M\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
~ —
14.50 15.00
5000 m/z 133.00  22.07%
3%0 63.0 91.0 ‘
o‘Hw“‘H_“wwmHH_H1“AMwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ﬁvwk/“f\
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- LVARYA R
131.0 14.50 15.00
m/z 145.00 20.36%
5000
91
630
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@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.886 9.47 ug/1 147440  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 43
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 43

Abundance Scan 4213 (14.886 min): VU043061.D\data.ms (-4206) (- m/z 131.00 100.00%

131.0
5000
91.0 160.1 [ =
390 650 14.50 15.00
o b 2069 /7 145.00  90.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 A MY LAVAS
14.50 15.00
1050 m/z 146.00 37.72%
mo 7o T |
O \\\‘\\\\“‘\\‘\\‘w‘\\\‘”‘\\‘\\‘\\\\“i\\f\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 M
= R e
91.0 14.50 15.00 .
5000 ITI/Z 114.95 31.08%
51.0
27.0 ‘ H
0 "“HH“‘H‘H““‘H‘M b M‘_‘uww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21631: Benzene, (3-methyl-2-butenyl)- - —
131.0 14.50 15.00
m/z 128.00 27.74%
91.0
5000
41.0 65.0
o e = -
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\VvUe41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54

Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.024 12.14 ug/l 189107 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 78
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 58
4 2-Propenal, 3-(4-methylphenyl)- 146 C10H1e0 001504-75-2 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 58

Abundance Scan 4256 (15.024 min): VU043061.D\data.ms (-4248) (-  m/z 131.00 100.00%
0

131
5000
T \
15.00
0! m/z 117.95 51.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 e :
105.0 15.00
m/z 146.00 47.08%
27.0 510 77.0
O | \‘\.\ \“‘\ \“1‘\‘““\‘” \‘“‘ T “‘1‘\ T T “\M\ L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
VAV
15.00
5000 ITI/Z 117.00 34.87%
39.0 91.0
15.0 63.0
NS RWINSEE B —
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21631: Benzene, (3-methyl-2-butenyl)- ——
131.0 15.00
m/z 145.00 29.92%
91.0
5000
41.0 65.0
PN [N RN B - 19| A I (it
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.211 14.15 ug/1 220385 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 83
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 60
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 45

Abundance Scan 4314 (15.211 min): VU043061.D\data.ms (-4305) (-  m/z 118.00 100.00%

57.0 118.0
1451
5000
85.1
: 1500 1550
176.1 ’ :
0 o TP 2071 s 57,08 85.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L e
15.00 15.50
91.0 m/z 145.65  77.35%
28.0 510
O' \\"‘\‘\\\"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
—— T
160.0 15.00 1550
5000 ITI/Z 71.00 73.63%
39.0 91.0
63.0
o} Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- — ——
145.0 15.00 15.50
m/z 160.10 73.12%
5000
91.0 1150
39.0
150 " 650, | | | il
0 Frrprr et e e bl A
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@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.407 15.85 ug/l 246907 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 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 4375 (15.407 min): VU043061.D\data.ms (-4367) (- m/z 57.00 100.00%
57.0
> 580 /W\A/L
——
15.50
112 1 198 1
0 2491 1691 m/z 43.00  88.68%
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 61.01%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
——
15.50
5000 m/z 41.00 49,24%
85.0
29.0
0 ‘\ ““ I M‘ /113.0 1410 169.0 197.0 226.0
R R RARARREsEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane —
57.0 15.50
m/z 85.05 37.58%
5000, o o 85.0
LUl o 180
0 w‘1‘W“H"Jm‘WH‘W‘mh‘ﬂ“‘u“_“‘ﬂ“W“‘W“u —_r
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@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.934 11.18 ug/1 174210 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 94
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 91

Abundance Scan 4539 (15.934 min): VU043061.D\data.ms (-4531) (-  m/z 145.00 100.00%

145.0
5000
115.0 i6bd
39.0 77.0 .
ol g | M““‘ M Ay 1001 2804 ;16910 41.23%
miz--> 50 100 150 200 250
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145.0
5000 /\/\/\\/\\ T T T \/\\f\j\{\
16.00
m/z 132.00 20.98%
1 ‘
77.0
NI T o 1 Y
miz--> 50 100 150 200 250
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
b
16.00
5000 m/z 115.00 18.26%
115? ‘
S W I S
miz--> 50 100 150 200 250
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- ——
145.0 16.00
m/z 128.00 17.38%
5000
115.
390 ‘
0 ‘u‘ “\ \‘\ ‘M‘\ ‘u‘ n u‘ h “ - — — ——
mlz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.301 9.61 ug/l 149620 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80

Abundance Scan 4653 (16.301 min): VU043061.D\data.ms (-4647) (- m/z 57.00 100.00%

57.0 ' '
5000 85.1
‘ 16.00 16,50
13.1 212.2 : :
o,mJi‘m‘_u”:‘ulw‘_mwﬁf‘?%?ﬁ?wWWHw‘??‘l“( m/z 43.00  90.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71394: Pentadecane
57.0
5000 — s
85.0 16.00 16.50
20.0 m/z 71.05 62.53%
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48833: Tridecane
57.0
—— —
16.00 16.50
m/z 41.00 49.19%
5000/, 85.0 /

L

O,Jupu‘wuwuuwuwu‘WHH_HWHH_‘H_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83024: Hexadecane
57.0 16.00 16.50
m/z 85.10 38.88%
5000
85.0
29.0
,‘Hw‘u‘_‘HM‘H‘H‘WH‘w‘u‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43061.D

Acqg On : 13 Apr 2021 18:54
Operator : SY/MD

Sample : M1995-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 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 28.9 wug/l 450080 4 11.819 778808 50.0
Tridecane, 7-me... 14.198 11.7 wug/l 182424 4 11.819 778808 50.0
Tridecane 14.459 15.2 ug/l 236214 4 11.819 778808 50.0
Benzene, (1,2-d... 14.677 20.7 wug/l 322476 4 11.819 778808 50.0
Benzene, 1,3,5-... 14.886 9.5 ug/l 147440 4 11.819 778808 50.0
Naphthalene, 1,... 15.024 12.1 ug/l 189107 4 11.819 778808 50.0
Naphthalene, 1,... 15.211 14.2 ug/l 220385 4 11.819 778808 50.0
Tetradecane 15.407 15.9 ug/l 246907 4 11.819 778808 50.0
Naphthalene, 1,... 15.934 11.2 ug/l 174210 4 11.819 778808 50.0
Pentadecane 16.301 9.6 ug/l 149620 4 11.819 778808 50.0
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