LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS Vvial : 19 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@70247.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.236 83 92 128 rVB4 57082 177935 1.65% 0.220%
2 7.024 1849 1877 1900 rBV4 45423 139679 1.30% 0.173%
3 7.351 1979 1999 2030 rBvV2 37568 123841 1.15% 0.153%
4 8.019 2223 2248 2258 rBV2 907098 2275341 21.15% 2.819%
5 8.080 2259 2271 2291 rVV 1719686 4027845 37.44%  4.990%
6 8.161 2291 2301 2325 rVB2 106481 260509 2.42% 0.323%
7 8.284 2331 2347 2364 rVB3 65725 145208 1.35% 0.180%
8 8.432 2379 2402 2431 rBV 1141113 2697827 25.08%  3.342%
9 8.603 2450 2466 2514 rVB2 394541 1132706 10.53% 1.403%
10  8.818 2529 2546 2563 rBV3 66317 145749 1.35% 0.181%
11 8.963 2577 2600 2629 rBV 2827322 6104356 56.74% 7.562%
12 9.451 2757 2782 2792 rBV2 146396 323507 3.01% 0.401%
13 9.504 2793 2802 2818 rVB3 110806 216570 2.01% 0.268%
14  9.877 2921 2941 2964 rVB2 310575 663543 6.17% 0.822%
15 10.011 2975 2991 3005 rBV4 367370 772085 7.18% 0.956%
16 10.076 3005 3015 3045 rVB4 147754 391511 3.64% 0.485%
17 10.212 3050 3066 3093 rVB3 150085 361764 3.36%  0.448%
18 10.368 3109 3124 3135 rBV 335132 634871 5.90% 0.786%

19 10.440 3135 3151 3171 rVV 4443461 8428445 78.34% 10.441%

20 10.620 3205 3218 3233 rVB3 154565 295117  2.74% ©.366%
21 11.151 3407 3416 3435 rVB2 84552 167868 1.56% ©.208%
22 11.524 3546 3555 3580 rVB3 203091 456673  4.24%  0.566%
23 11.626 3582 3593 3615 rBV2 156113 288298 2.68% ©.357%
24 11.744 3619 3637 3654 rBV 4840382 8708104 80.94% 10.788%
25 11.956 3709 3716 3724 rBv2 121331 166804 1.55% ©.207%

26 12.731 3991 4005 4027 rVB 4160746 7720687 71.76%
27 12.983 4090 4099 4106 rBV 228287 362975
28 13.050 4116 4124 4144 rVB3 508089 989600  9.20%
29 13.366 4231 4242 4254 rVB 1150723 1820415 16.92%
30 13.675 4343 4357 4397 rVB2 5242302 10758602 100.00% 13.
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31 13.838 4409 4418 4421 rBV3 216267 288375 2.68%
32 13.871 4423 4430 4435 rVV3 558727 866831  8.06%
33 13.908 4438 4444 4466 rVB2 904768 1690984 15.72%
34 13.991 4467 4475 4489 rVB2 298495 415190 3.86%
35 14.069 4497 4504 4514 rVB 166469 225902 2.10%
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36 14.131 4517 4527 4532 rBV 477170 753340 7.00% 0.933%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS Vvial : 19 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\82N120221W.M
Title : SW846 8260
37 14.217 4548 4559 4576 rBV 1006818 1636416 15.21% 2.027%
38 14.324 4590 4599 4611 rVB3 430754 722242 6.71% ©.895%
39 14.461 4642 4650 4661 rBV3 223966 369319 3.43% 0.458%
40 14.538 4672 4679 4686 rBV 554903 778907 7.24% 0.965%
41 14.579 4687 4694 4702 rVB 868495 1179059 10.96% 1.461%
42 14.622 4703 4710 4718 rVB3 424434 508404 4.73% 0.630%
43 14.761 4755 4762 4770 rBV2 239674 311509 2.90% 0.386%
44 14.809 4771 4780 4787 rBv4 530491 900864 8.37% 1.116%
45 14.847 4789 4794 4806 rVB3 692376 998921  9.28% 1.237%
46 14.925 4808 4823 4835 rBv4 956575 2455230 22.82% 3.042%
47 15.193 4915 4923 4951 rVB4 625098 1596539 14.84% 1.978%
48 15.311 4957 4967 4984 rVB6 499105 1112404 10.34% 1.378%
49 15.466 5017 5025 5029 rBV6 190978 278277 2.59% 0.345%
50 15.504 5032 5039 5052 rVB 525472 888308 8.26% 1.100%
51 15.611 5070 5079 5089 rBV4 220639 374329 3.48% 0.464%
52 15.804 5141 5151 5167 rVB2 319067 669691 6.22% 0.830%

53 16.614 5441 5453 5483 rVB 389917 943933 8.77%  1.169%

Sum of corrected areas: 80723409

82N120221W.M Thu Dec 23 18:29:05 2021 Page: 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M5011-12
: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 19

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\

: VN@70247.D
: 20 Dec 2021 18:01

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000
2000000
1000000

0
Time--> 2
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5000000
4000000
3000000
2000000

1000000

TIC: VNO70247.D\data.ms
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TIC: VN070247.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.603 9.28 ug/l 1132710 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
Abundance Scan 2466 (8.603 min): VN070247.D\data.ms (-2450) (-) m/z 57.00 100.00%
57.0
5000
41.0
8.20 8.40 8.60 8.80 9.00
| 830 991
i m/z 41.00 30.97%
m/z--> 0 20 40 60 80 100 120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 /v\u‘uu’uu‘uu‘u
41.0 8.20 8.40 8.60 8.80 9.00
' m/z 56.00 30.01%
T ‘ T \1\5‘\'0‘ T ‘\‘\ T \“‘ L \8‘3\.()\ \9\9".0\ ]\.]\-4.\.(‘)\ 1T
miz--> 0 20 40 60 80 100 120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 19.75%
41.0
180 | \H L 830 901140
Tt
miz--> 0 20 40 60 80 100 120
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- T R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 10.18%
5000
41.0
26\.b “\ i 81.0 96.0 113.0128.0
e R e R RRR RS
m/z--> 0 20 40 60 80 100 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Pentane, 2,3,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.877 5.43 ug/1 663543  1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 64

Abundance Scan 2941 (9.877 min): VN070247.D\data.ms (-2921) () m/z 42.95 100.00%
3.0

71.0
5000 J\/\A
= =~
| “ o5 1 9.50 10.00
ey 39 1190 1742 s 71,05 73.79%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 P 0
9.50 10.00
m/z 69.95 52.43%
150 | \‘m I L 910 1140
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4472: Pentane, 3-ethyl-
43.0
9.50 10.00
5000 70.0 m/z 41.00 35.82%
15.0 H “‘\ ‘H n 100.0
e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl- o T
43.0 9.50 10.00
m/z 55.00 24.17%
71.0
5000
15.0 || JM L L 114.0
R e e R B e A - —
m/z--> 0 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Pentane, 2,3,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.011 6.32 ug/1 772085 1,4-Difluorobenzene 8.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 86
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 74
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Diisoamyl ether 158 C10H220 000544-01-4 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 56

Abundance Scan 2991 (10.011 min): VN0O70247.D\data.ms (-2975) (- m/z 43.00 100.00%
3.0

71.0
5000
‘ ‘ L " 1000 |
99.1 :
‘,mwHH‘H:H‘;_»M:“““““‘1‘2‘8:9‘ m/z 71.05 55.71%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 = |
10.00
27.0 m/z 70.00 52.40%
2.0 | H \‘ i \‘ 99\0
\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
o A
A
71.0 10.00
5000 m/z 57.00 37.62%
27.0
L] 114.0
Tt
m/z--> 0 20 40 60 80 100 120
Abundance #8635: Heptane, 4-methyl- A, ‘ T T
43.0 10.00
m/z 41.00 37.45%
71.0
5000
27,0
bl L ssoma0 vl
m/z--> 0 20 40 60 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 4 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.217 7.61 ug/1 1636420 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 4559 (14.217 min): VN070247.D\data.ms (-4548) (- m/z 119.05 100.00%

119.1
5000
o0 14.00 14.50
39.0 65.0 : :
] S e ‘ b W 3961 1882 /7 134.05  29.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
5000
14.00 14.50
91.0 m/z 91.00  18.31%
\1\5\-‘0\‘\ \4\.:‘71.\0\‘\ \HG“S\‘.\()\W“‘ T \‘i‘\‘wu‘”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e S
14.00 14.50
5000 ITI/Z 120.05 9.85%
91.0
150 %90, 77
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e A
119.0 14.00 14.50
m/z 105.00 9.42%
5000
91.0
39.0 65.0
;‘5"‘0‘\‘““H“M“;“‘““"H““1“”M‘m‘uu‘uu‘mwuu e AL
m/z--> 20 40 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_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 5 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.579 5.48 ug/1 1179060 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 4694 (14.579 min): VN070247.D\data.ms (-4687) (- m/z 119.10 100.00%

119.1
5000
91.0 L ‘
39.0 650 1.0163.1 189.1 1459
Ol ekt i Wl $41.0168.1 1891 /7 134,05 41.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 AL ﬂ&
14.50
91.0 m/z 91.00 15.88%
41.0 630 |
\\\‘\‘\\\“\\w‘\‘h\‘\\\‘M‘\\\\‘m\\}w\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
L \
14.50
5000 ITI/Z 120.10 8.70%
91.0
e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- P ‘
119.0 14.50
m/z 77.00 8.69%
5000
390 91.0
-~ 65.0
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\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 6 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.925 11.41 ug/1 2455230 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 90
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70

Abundance Scan 4823 (14.925 min): VN0O70247.D\data.ms (-4808) (-  m/z 117.00 100.00%

117.0
5000
91.0 —
39.0 5.0 15.00
: 148.1 '
”w 28602082 /7 119,10 45.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 N
15.00
m/z 132.00 35.11%
39.0 g50 910 ‘ ‘
\H‘\‘\H“‘H“”\“‘U\H“‘H“\\‘”i‘\\U‘\‘\H‘\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
15.00
5000 ITI/Z 115.00 31.26%
91.0
51.0 ‘
S A 7 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene T
117.0 15.00
m/z 91.00 22.02%
5000
Al

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\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Benzene, 1-ethyl-3-(1-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.193 7.42 ug/1 1596540 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 81
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 81
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 72
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 70
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 70

Abundance Scan 4923 (15.193 min): VNO70247.D\data.ms (-4915) (- m/z 133.05 100.00%
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\\\‘\\\\“‘\\‘\\“\“\\\M‘\\\\‘H‘\\H‘i\\‘\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl- — =
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

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

Peak Number 8 Benzene, (2-methyl-1-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.311 5.17 ug/1 1112400 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 64
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 64
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64

Abundance Scan 4967 (15.311 min): VN070247.D\data.ms (-4957) (- m/z 131.05 100.00%
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Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70247.D

Acqg On : 20 Dec 2021 18:01

Operator : JC/MD

Sample : M5011-12

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

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2,2,3,3... 8.603 9.3 wug/l 1132710 2 8.963 6104360 50.0
Pentane, 2,3,4-... 9.877 5.4 ug/l 663543 2 8.963 6104360 50.0
Pentane, 2,3,3-... 10.011 6.3 ug/l 772085 2 8.963 6104360 50.0
o-Cymene 14.217 7.6 ug/l 1636420 4 13.675 10758600 50.0
Benzene, 1,2,3,... 14.579 5.5 ug/l 1179060 4 13.675 10758600 50.0
1H-Indene, 2,3-... 14.925 11.4 ug/l 2455230 4 13.675 10758600 50.0
Benzene, 1l-ethy... 15.193 7.4 ug/l 1596540 4 13.675 10758600 50.0
Benzene, (2-met... 15.311 5.2 ug/l 1112400 4 13.675 10758600 50.0
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