LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N122220W.M

Title : SW846 8260

Signal : TIC: VN@65428.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.550 1789 1807 1818 rBvV2 156158 397309 2.24%  0.209%
2 7.624 1818 1830 1849 rVB 263230 631900 3.56% 0.332%
3 7.987 1926 1943 1972 rBV 158263 367831 2.07% 0.193%
4 8.550 2102 2118 2142 rBV 418712 888179 5.01% 0.467%
5 10.058 2571 2587 2601 rBV 760635 1455706 8.20% 0.766%
6 10.251 2632 2647 2662 rVB 159339 306488 1.73% 0.161%
7 11.174 2917 2934 2953 rVB6 248988 599235 3.38% 0.315%
8 11.270 2953 2964 2975 rBV 183007 312913 1.76% 0.165%
9 11.379 2986 2998 3018 rBV 706718 1243392 7.01% 0.654%
10 11.482 3019 3030 3037 rBV 137290 261137 1.47% 0.137%
11 11.604 3046 3068 3082 rBv4 931190 2382126 13.43% 1.253%
12 11.669 3082 3088 3099 rVB2 158066 274300 1.55% 0.144%
13 11.920 3144 3166 3181 rBv4 403690 1292259 7.28% 0.680%
14 12.019 3189 3197 3204 rBV 183705 261162 1.47% 0.137%
15 12.093 3212 3220 3225 rBV2 162448 263318 1.48% 0.139%
16 12.135 3226 3233 3251 rVB5 391621 777006  4.38%  0.409%
17 12.219 3252 3259 3267 rBV2 124227 199321 1.12% 0.105%
18 12.309 3282 3287 3292 rBV 158733 190943 1.08% 0.100%
19 12.376 3301 3308 3316 rVV 587256 861799 4.86% 0.453%
20 12.421 3316 3322 3330 rVB 254693 332538 1.87% 0.175%
21 12.537 3351 3358 3361 rBV3 144086 194958 1.10% 103%

22 12.627 3374 3386 3393 rBV 968395 1725668 9.73%
23 12.701 3401 3409 3419 rVB3 2893302 4517188 25.46%
24 12.752 3420 3425 3435 rVB2 323444 494178 2.79%
25 12.865 3447 3460 3468 rBV 495436 1062985 5.99%
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N
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B

26 12.936 3475 3482 3494 rVB3 768195 1289740  7.27%
27 13.013 3494 3506 3516 rBV 1918052 3221585 18.16%
28 13.141 3534 3546 3554 rVB5 377611 785041  4.42%
29 13.209 3554 3567 3576 rBV4 1051736 2133973 12.03%
30 13.260 3576 3583 3589 rVV3 603353 912039 5.14%
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31 13.321 3589 3602 3618 rVB4 1187411 3420309 19.28%
32 13.399 3619 3626 3633 rBV = 492608 662231 3.73%
33 13.514 3649 3662 3669 rBV 1286670 2191171 12.35%
34 13.559 3669 3676 3691 rVB4 1075224 2150778 12.12%
35 13.646 3691 3703 3712 rBV 5180816 8296648 46.76%
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36 13.775 3738 3743 3746 rBV 381615 450488 2.54% 0.237%

82N122220W.M Fri Jan 08 15:52:14 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 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_N\methods\82N122220W.M
Title : SW846 8260
37 13.807 3748 3753 3762 rVB4 1081155 1533246 8.64% 0.806%
38 13.862 3763 3770 3778 rVB2 1217533 1753258 9.88% 0.922%
39 13.907 3779 3784 3793 rVB6 532832 779110 4.39% 0.410%
40 13.968 3794 3803 3813 rVB2 1653962 2667193 15.03% 1.403%
41 14.032 3814 3823 3834 rBV5 502551 1412402 7.96% 0.743%
42 14.138 3847 3856 3871 rBV5 1946447 4450365 25.08% 2.341%
43 14.270 3889 3897 3903 rBV2 1616200 2365153 13.33% 1.244%
44 14.305 3903 3908 3916 rVB2 1463094 1976887 11.14% 1.040%
45 14.408 3935 3940 3946 rVB2 739444 861888 4.86% 0.453%
46 14.450 3947 3953 3956 rVV 793064 1020524 5.75% ©.537%
47 14.498 3960 3968 3977 rVB2 7944855 11356926 64.01% 5.974%
48 14.563 3977 3988 3997 rBV6 3159119 6854657 38.63% 3.606%
49 14.614 3998 4004 4016 rVB2 2971418 4925218 27.76% 2.591%
50 14.714 4031 4035 4045 rVB2 1639658 2374932 13.38% 1.249%
51 14.823 4064 4069 4075 rVB5 1075111 1314333  7.41% 0.691%
52 14.929 4093 4102 4111 rBV6 1710058 3446174 19.42% 1.813%
53 15.083 4141 4150 4166 rBV4 3606035 7654599 43.14%  4.026%
54 15.157 4167 4173 4181 rVV 2236550 3394768 19.13% 1.786%
55 15.215 4182 4191 4208 rVV6 2770017 7256556 40.90% 3.817%

56 15.302 4209 4218 4232 rVB2 10717901 17743432 100.00%  9.333%

57 15.386 4234 4244 4257 rBV5 2120911 5948408 33.52% 3.129%
58 15.579 4297 4304 4317 rVB 5399307 9730218 54.84% 5.118%
59 15.733 4345 4352 4371 rVB7 2008674 4983420 28.09% 2.621%
60 15.871 4385 4395 4405 rBV5 3959556 7968923 44.91%  4.192%
61 15.997 4427 4434 4442 rBV 1701517 2626823 14.80%  1.382%
62 16.061 4445 4454 4465 rVV3 5536816 11129620 62.73% 5.854%
63 16.122 4467 4473 4483 rVV5 2104666 4093343 23.07% 2.153%
64 16.196 4487 4496 4512 rVB 6402365 11683927 65.85% 6.146%

Sum of corrected areas: 190114145
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

0

: M1022-01
: 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10721\

: VN@65428.D

7 Jan 2021 15:40
JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VN065428.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.646 121.29 ug/l 8296650 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Decane 142 C10H22 000124-18-5 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 3703 (13.646 min): VN065428.D\data.ms (-3691) (- m/z 57.05 100.00%

57.0
5000
85.0
JA/\‘V\AFT
13.50 1400
138.1
P — LI 4661 2070z 43.05  80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28424: Undecane
57.0
5000 .
85.0 1350 1400
29.0 m/z 71.05 51.71%
‘H ‘ 1130  156.0
O\\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19157: Decane
1 M
e A
13.50 14.00
5000 ITI/Z 41.05 43.12%
71.0
L) o0, w0
0mM\\‘U\m,u“u‘uu‘\m‘mWm,\m‘\m,\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane T ——
57.0 13.50 14.00
m/z 85.05 31.39%
5000
85.0
29.0
o \‘ ||, 1130 1410 160.0 226.0
“““““‘ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.498 166.02 ug/l 11356900 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tetradecane 198 C14H30 000629-59-4 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 3968 (14.498 min): VN065428.D\data.ms (-3960) (- m/z 57.10 100.00%
57.1
ﬁi 119.0 SAS
14.50
86.0 ‘ 170.2
om_m‘“:HMH‘,“J‘:‘w”_mmmw,m,”‘2‘9‘7;9”“_”‘%?‘,1‘1‘ m/z 43.10  77.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38315: Dodecane
57.0
5000 T
14.50
m/z 71.10 60.06%
O\\\2‘1.\()\“‘{HHH"\\“}\“1‘?%"?}‘]\_33\-8\\\\];\7\(\)\'?\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane
57.0
=
14.50
5000 m/z 41.05 39.85%
27"0 | 90 1410 1980
O e ety e ek oo e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48835: Tridecane —
57.0 14.50
m/z 85.10 36.62%
5000
ol b 1290 a0 a0 b
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.563 100.21 ug/l 6854660 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 89
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 68
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 64
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 60
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 46
Abundance Scan 3988 (14.563 min): VN065428.D\data.ms (-3977) (- m/z 117.00 100.00%
11y.0
5000
550 910 AR :
L

S —r u‘w\““‘“”““m‘! Al o _“1‘ 80,1 _206.9 119.00  73.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene

117.0
5000
14 50
91.0

m/z 132.00 35.78%

51.0 ‘
\\\‘2\7‘\9\’\\“}H\‘H\\\h‘\\w\‘HU‘\\!‘\‘”‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14041: 2,4-Dimethylstyrene
117.0

o

14 50
5000 m/z 115.00 31.71%
0! S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- — ‘
117.0 14.50
m/z 97.10 25.82%
5000
91.0
51.0
270 7 ‘
0 m_H‘,H‘M“H‘Hu_m“‘mH“‘UH‘mwmwm“m ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Dodecane, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.084 111.90 ug/l 7654600 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 68
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 62
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 59
Abundance Scan 4150 (15.083 min): VN065428.D\data.ms (-4141) (- m/z 57.10 100.00%
57.1
o bVJ\jL
851 1100 T T
‘ ‘ ‘ 15.00
Y S| N A “Mmlfﬁlwlw i “1"‘3?"2‘“2999 m/z 71.10  75.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
5000 - :
15.00
85.0 o
m/z 43.10 52.35%
29.0 ‘ 113.0 156.0 /
O\‘\‘\‘\\“‘\W\H‘\\“1\“‘\\\\“\\\\‘\\\\‘\\!‘\‘\!\178‘3\()\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28432: Decane, 2-methyl-
43.0
T

15.00
5000 71.0 m/z 41.05 34.31%
I s L Y
L NEE N N s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12692: Heptane, 2,6-dimethyl- —
43.0 15.00
m/z 56.10  25.88%
5000
71.0
‘ 113.0
0“NL‘\M‘M‘H“_M‘W“JW“H“H“‘H“H“‘H“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 unknownl5.215 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.215 106.08 ug/l 7256560 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 35
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 30
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 25
4 Propanenitrile, 3-(phenylamino)- 146 C9H1ON2 001075-76-9 25
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 25

Abundance Scan 4191 (15.215 min): VN065428.D\data.ms (-4182) (-  m/z 105.00 100.00%

105.0
131.0
5000
162.1
77.0 L —
39.0 ‘ ‘ H 15.00 15.50
0ol AL W 1909 ag e 62.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 IRV N
15.00 15.50
91.0 m/z 131.00 54.27%
190 M0 80, Lo
O\\\\‘\‘\\\“\\“w\“m\\\“\\\\“‘1‘\\!‘\‘U‘!\‘\H\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
= 1
15.00 15.50
5000 ITI/Z 91.00 43.14%
39.0 91.0
15.0 63.0
0! ‘Mw“m_‘“1wu“‘wuu_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21623: Benzene, (1-methyl-1-butenyl)- T —
131.0 15.00 15.50
m/z 117.00 39.26%
91.0
5000
51.0
k]
oHH_m‘“‘“:““‘1“uw‘Hm“hHMH‘_‘m_m_m‘ S S
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.302 259.38 ug/l 17743400 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Dodecane 170 C12H26 000112-40-3 86
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 4218 (15.302 min): VN065428.D\data.ms (-4209) (- m/z 57.10 100.00%

57.1
5000
1500 1550
184.2 : :
[ — LMH L8 Q\m L i — m/z 43.10 77.18%
m/z--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
5000 — —
15.00 15.50
m/z 71.10 66.61%
210) | | 39, 110 1800
O\ T T \ ‘ \‘ \M\‘[ \H\ T \ ‘ T T \‘\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 43.45%
27,0 ‘ 98.0 170.0
A O T
m/z--> 50 100 150 200 250
Abundance #134595: Octadecane, 1-chloro- T —
57.0 15.00 15.50
m/z 41.05 409.59%
5000
0 270 i ‘\ \‘ ‘ f \1\\:\)’? ‘0\ ‘\17"5'0 217.0 253.0 288.(
— ““ L A B L R — ——
m/z--> 50 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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.
15.579 142.24 ug/l 9730220 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 68
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 38

Abundance Scan 4304 (15.579 min): VN065428.D\data.ms (-4297) (- m/z 118.00 100.00%

118.0 ' '
146.1
5000
T I
: 77'0‘ 180.1 15.50
Orrerrarede bl AL 180-1207.9 2810 ;131 00 79.49%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

%

5000
15.50

91.0 m/z 146.05 73.33%

39.0 ‘ ‘
H \‘d ‘M h“h L \‘u H M \M
’HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\\H‘HH‘\\H‘HH‘\H\‘HH‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

B

15.50
5000 m/z 117.00  50.96%

91.0

39.0

0 A —
miz—> 20 40 60 80 100120140160180200 220240260280

Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 15.50

m/z 105.00  37.90%

-

5000 118.

520 999 1L
e R M

m/z--> 20 40 60 80 100120140160180200220240260280 15.50

3
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.871 116.49 ug/l 7968920 1,4-Dichlorobenzene-d4  13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94

002809-64-5 90
074663-81-3 70
004175-54-6 50
000769-25-5 49

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
5 Benzene, 2-ethenyl-1,3,5- tr‘1methy1 146 C11H14

Abundance Scan 4395 (15.871 min): VN065428.D\data.ms (-4385) (-  m/z 131.00 100.00%

131.0
5000
91.0 - ——
41.0 ‘ 60.1 15.50 16.00
o‘H_HﬂHMHWmeN” b 2952 8L sz 146.05  58.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 — Y
39.0 91.0 15.50 16.00
m/z 118.00  57.26%
O ’ ‘\“”!\“\“H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
- =
15.50 16.00
5000 ITI/Z 145.05 43.,90%
390 90
0 “H‘“‘“”1wu“u‘,‘H‘,"H_ww_ww,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- — —
146.0 15.50 16.00
m/z 117.00 31.98%
5000
117.
520 sso) | | |
R i -1 ¥ B — -
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 4
R.T. EstConc Area Relative to ISTD R.T.

16.061 162.70 ug/l 11129600 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 76
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
5 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 58

Abundance Scan 4454 (16.061 min): VN065428.D\data.ms (-4445) -  m/z 118.00 100.00%

118.0
145.1
5000
9o m 16.00 |
39.0 65.0 ‘ '
Y e | Al AL o201 2122y 145.05  77.31%
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
160.0
5000 o :
16.00
39.0 910 m/z 160.10  65.81%
‘ 63.0 ‘
0 \\\’\‘”\ T i‘\ \“”\ “m\‘\‘{‘”‘ it "h‘u \‘M}‘\ T \“‘\ T T T T
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 ~/ ‘
16.00
5000 m/z 117.00 39.61%
91.0
28.0 51.0
0 N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- P |
145.0 16.00
m/z 105.00 35.13%
5000
117.0
91.0
41.0 65.0 ‘ ‘
SEEL I O 1 Y L =
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.196 170.80 ug/l 11683900 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59

Abundance Scan 4496 (16.196 min): VN065428.D\data.ms (-4487) - m/z 57.10 100.00%
57.1

5000 W%JL
1600 1650
99.1 . .
140.1 198.2
om_m_HH,H“:‘“lu‘u“‘me?ml,??f”HWWH,HH,‘%‘?R“ m/z 43.10  73.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane
57.0
5000 e =
16.00 16.50
m/z 71.10 67.39%
O\\\2‘\7\‘.\\‘\HH’\\“}\“1‘\9\\?“\O\”\‘\‘\].\é‘]\.\\o\’\\H‘\]\-\9\?\\0\\‘\\\\’\\\\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48886: Decane, 2,3,6-trimethyl-
43.0
— =
16.00 16.50
5000 85.0 m/z 85.10 45.01%
‘ 141.0
0‘H_hw‘JhwmNHWH‘wuuwuwuu‘uuwuwuuw‘uwuwH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83025: Hexadecane T =
57.0 16.00 16.50
m/z 41.05 37.01%
o Zﬂ‘ ‘w‘Fgo 1410 183.0 226.0
‘H_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHH_‘HMHW‘HWHH‘H —r— ——
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_N\Data\VN@10721\
Data File : VN@65428.D

Acqg On : 7 Jan 2021 15:40

Operator : JC/MD

Sample : Ml1e22-01

Misc : 1.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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|
Undecane 13.646 121.3 ug/l 8296650 4 13.318 3420310 50.0
Dodecane 14.498 166.0 ug/l 11356900 4 13.318 3420310 50.0
1-Phenyl-1-butene 14.563 100.2 ug/l 6854660 4 13.318 3420310 50.0
Dodecane, 4,6-d... 15.084 111.9 ug/l 7654600 4 13.318 3420310 50.0
unknown15.215 15.215 106.1 ug/l 7256560 4 13.318 3420310 50.0
Tridecane 15.302 259.4 ug/l 17743400 4 13.318 3420310 50.0
Naphthalene, 1,... 15.579 142.2 ug/l 9730220 4 13.318 3420310 50.0
Naphthalene, 1,... 15.871 116.5 ug/l 7968920 4 13.318 3420310 50.0
Naphthalene, 1,... 16.061 162.7 wug/l 11129600 4 13.318 3420310 50.0

8 4 0

Tetradecane 16.196 170. ug/1l 11683900 13.318 3420310 50.
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