LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VNO@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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@70093.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.613 1326 1351 1377 rVB5 37227 128826 1.53% 0.202%
2 7.045 1862 1885 1904 rBV4 46361 139769 1.66% 0.219%
3 7.142 1906 1921 1944 rVB5 29887 90315 1.08% 0.142%
4  8.021 2224 2249 2260 rBV3 837425 2049229 24.39% 3.217%
5 8.083 2261 2272 2292 rVV 1562435 3594919 42.79% 5.644%
6 8.174 2295 2306 2332 rVB3 105671 265020 3.15% 0.416%
7 8.295 2332 2351 2367 rBV3 111213 253609 3.02% 0.398%
8 8.437 2384 2404 2431 rBV 1020986 2376356 28.29% 3.731%
9 8.614 2438 2470 2493 rBV 537563 1433932 17.07% 2.251%
10 8.823 2538 2548 2579 rVB4 69884 183977 2.19% 0.289%
11 8.965 2580 2601 2634 rBV 2544680 5362518 63.84% 8.419%
12 9.456 2754 2784 2795 rBV2 184987 444013 5.29% 0.697%
13  9.510 2795 2804 2820 rVB3 109333 205713  2.45% 0.323%
14  9.883 2923 2943 2966 rVB 392423 809842 9.64% 1.271%
15 10.014 2966 2992 3007 rVV2 552191 1178335 14.03% 1.850%
16 10.078 3007 3016 3044 rVB5 81456 218651 2.60%  0.343%
17 10.215 3045 3067 3091 rBV5 88665 237838 2.83% 0.373%
18 10.368 3098 3124 3136 rBV 313106 615925 7.33% 0.967%
19 10.440 3136 3151 3173 rVV 4211033 7843453 93.37% 12.314%
20 10.623 3211 3219 3234 rVB5 75844 152286 1.81% 0.239%

21 10.888 3297 3318 3335 rVB6 73769 173935 2.07% ©.273%
22 11.527 3546 3556 3582 rVB6 45255 115784 1.38% 0.182%
23 11.744 3617 3637 3661 rBV 4666850 8400578 100.00% 13.189%
24 11.843 3664 3674 3695 rVV 248326 458246  5.45% 0.719%
25 11.950 3697 3714 3740 rVB2 422778 886299 10.55% 1.391%

26 12.280 3815 3837 3855 rBV3 117203 242650 2.89% 0.381%
27 12.578 3935 3948 3961 rBV 60577 115075 1.37% ©0.181%
28 12.731 3988 4005 4031 rVB 3693573 6464925 76.96% 10.150%
29 12.919 4064 4075 4087 rBV 254893 408346 4.86% 0.641%
30 12.983 4087 4099 4106 rBV 719209 1201670 14.30% 1.887%

31 13.058 4119 4127 4141 rVB 527562 854540 10.17% 1
32 13.222 4171 4188 4205 rBV 285675 510239 6.07% ©
33 13.366 4228 4242 4273 rVB 1516743 2621492 31.21% 4.116%
34 13.498 4273 4291 4303 rBv4 71738 194508 2.32% ©
35 13.560 4307 4314 4324 rW 68976 107312 1.28% ©

36 13.613 4324 4334 4341 rVW2 61676 106655 1.27% ©0.167%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VNO@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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 13.675 4342 4357 4398 rVB 4072085 7680335 91.43% 12.058%
38 13.838 4404 4418 4422 rBV 247800 374528 4.46% 0.588%
39 13.871 4423 4430 4436 rVVv3 375212 600760 7.15% 0.943%
40 13.908 4437 4444 4467 rVB4 550113 1154300 13.74% 1.812%
41 13.997 4467 4477 4491 rVB7 54245 101794 1.21% 0.160%
42 14.069 4492 4504 4514 rBV2 99986 165751 1.97% 0.260%
43 14.128 4514 4526 4532 rBV 231430 380096 4.52% 0.597%
44 14.217 4547 4559 4573 rVB 505379 815600 9.71% 1.280%
45 14.324 4586 4599 4611 rVB4 103022 177253 2.11% 0.278%
46 14.458 4637 4649 4660 rVB 71747 113661 1.35% 0.178%
47 14.538 4661 4679 4686 rvv2 158617 276878 3.30% 0.435%
48 14.579 4686 4694 4703 rVvV 226023 371450 4.42% 0.583%
49 14.622 4703 4710 4718 rVWV2 88836 142138 1.69% 0.223%
50 14.807 4770 4779 4789 rBV2 70061 121310 1.44% 0.190%
51 14.922 4806 4822 4836 rBv4 153378 384742 4.58% 0.604%
52 15.196 4913 4924 4940 rBVS 39672 86960 1.04% 0.137%
53 15.507 5024 5040 5058 rVB 105900 211206  2.51% ©.332%
54 15.700 5102 5112 5125 rVB4 47750 89266 1.06% ©.140%
Sum of corrected areas: 63694808
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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
Abundance TIC: VNO70093.D\data.ms
4000000
3000000
2000000
1000000
0 5.613
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.80
Abundance TIC: VN070093.D\data.ms
11.744
10.440
4000000
3000000
8.965
2000000
8.083
1000000 8.0 8.437
. .014
8.614 0683 104
o784 1BA295 8.823 9@ /\ j&gmzls 10.623 10.888 11.527
] B A e S e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO70093.D\data.ms
13.675
4
000000 12731
3000000
2000000
13.366
1000000 12.983 4008
1.950 058 98 14217
12,919/ 13.222 15 9 -
. 12280 12578 a e 1430045888304 867922 15196 15.5075.700
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Pentane, 2,2,4-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8614 13.37 ug/l 1433930  1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,2,4-trimethyl- 114 camis 000540-84-1 72

2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 2470 (8.614 min): VN070093.D\data.ms (-2438) (-) m/z 57.00 100.00%
57.0
5000
99.0 8.20 8.40 8.60 8.80 9.00
|| . - 206.8 o
-ttt m/z 41.00 32.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000 AR RN R RN
8.20 8.40 8.60 8.80 9.00
290“ m/z 56.00 31.78%
O \‘.\\\‘\‘\‘\‘\\“\\\H‘\\\\‘\\\9\9“'\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 42.95 21.39%
27.0 99.0
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl- R EANEARENEN S
57.0 8.20 8.40 8.60 8.80 9.00
m/z 38.95 11.60%
5000
29.0
Ll Jeso o
e R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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 4
R.T. EstConc Area Relative to ISTD R.T.
9.883 7.55 ug/1 809842  1,4-Difluorobenzene 8.965

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 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
Abundance Scan 2943 (9.883 min): VN070093.D\data.ms (-2923) (-) m/z 43.00 100.00%
3.0
71.1
5000
57.0 //\/‘\h ML
H 970 9.50 10.00
0l rrerrreprrreprree et el a2 2120 sz 71010 70.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0 /\
5000 P L
9.50 10.00
27.0 57.0 m/z 70.00 51.79%
0 Tl H | 97.0 114.0
\H’HH’HH’\\H‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
- U A
9.50 10.00
5000 70.0 m/z 41.00 36.49%
29.0
0 1.0 15.0 85.0 100.0
T T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8630: Heptane, 4-methyl- o ]
43.0 9.50 10.00
70.0 m/z 55.00 24.83%
5000
27.0
0 ‘H,HH,HH,‘HH_MH‘HW‘MwHw‘mﬁfﬂ‘?%‘?“l‘lﬁ'ﬂ” AV ACHLL
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.014 10.99 ug/l 1178340  1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 76
3 Diisoamyl ether 158 C10H220 000544-01-4 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 2992 (10.014 min): VN070093.D\data.ms (-2966) (- | m/z 43.00 100.00%
43.0
71.0
U AAL ‘
10.00
99.1
0 el 2988 myz 71,05 52.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T /\A*
10.00
m/z 70.00 49.93%
\‘\\\\‘\\\\‘\\\‘\’\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0 10.00
5000 m/z 40.95 38.77%
0 15.0 114.0
T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #34608: Diisoamyl ether = ‘
430 790 10.00
m/z 57.00 37.92%
5000
‘ 101.0
0 Wm_‘;“u“‘:‘m‘w,":"mWm‘uH‘HHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.983 7.82 ug/1 12016760 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4099 (12.983 min): VN070093.D\data.ms (-4087) (- | m/z 105.00 100.00%
105.0
5000
120.1
390 3.0 77‘-0 91.0 13.00
Ol e el sl bl e m/z 120,10 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00
m/z 76.95 13.11%
39.0 77.0 91.0
OH‘\\\\‘\2\6\‘.\(‘)\\H"‘HHHVH\‘6’?\.‘(\)\‘\\\‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
13.00
5000 m/z 91.00 11.18%
120.0
77.0 91.0
ol 180 39.0 63.0
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\Jj\\/
Abundance #10727: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.05 8.66%
5000
700 120.0
gm0 M || LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
VN@70093.D

: 15 Dec 2021 1:12

JC/MD

: M5011-01 10X
: 5.81g/1emL/100uL/5.00mL/MSVOA_N/MEOH
: 34 Sample Multiplier: 1

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

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
5 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 5

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
13.908 7.51 ug/1 1154300 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
3 o-Cymene 134 C10H14 000527-84-4 83
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 80
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 80

Abundance Scan 4444 (13.908 min): VN070093.D\data.ms (-4437) (- | m/z 119.05 100.00%
119.1
5000
91'0‘ 14.00
39.0 65.0 :
oW"w"H\um‘wmMH“"MM"}‘mww_wm%(?‘?:‘? m/z 134.05 33.03%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 Alpn | aly
14.00
m/z 105.00  27.95%
390 g50 210
O \‘\\\\‘\‘\\\“‘\\‘\‘\‘h\‘\\\‘H‘\\‘\\‘w“\\m‘l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
14.00
5000 m/z 91.00 18.32%
91.0
15.0 39.0 650
R B B B R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene —
119.0 14.00
m/z 77.00 11.82%
5000
91.0
41.0 65.0 ‘
0 w\H\‘ﬂ\ﬂ“ﬂNﬁh\M\muﬂHWM\HHM\\W\H\M\\W\H\ —4
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.217 5.31 ug/1 815600 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1eH14 000099-87-6 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 4559 (14.217 min): VN0O70093.D\data.ms (-4547) (- | m/z 119.10 100.00%
119.1
5000
950 ‘ 14.00 14.50
39.0 65.0
o 0800 Ll aess 2008 3o ge 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 ‘/\\ '
14 00 14.50
91.0 m/z 17.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
14 00 14 50
5000 m/z 105.0 10.68%
91.0
41.0 65.0
O SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0 14.00 14.50
m/z 120.0 9.97%
5000
91.0 /M
41.0 65.0 ‘
) N P S L PR S S — A WAVARALY
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70093.D

Acqg On : 15 Dec 2021 1:12

Operator : JC/MD

Sample : M5011-01 10X

Misc : 5.81g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 34 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|
Pentane, 2,2,4-... 8.614 13.4 ug/l 1433930 2 8.965 5362520 50.0
Pentane, 2,3,4-... 9.883 7.5 ug/l 809842 2 8.965 5362520 50.0
Pentane, 2,3,3-... 10.014  11.0 ug/l 1178340 2 8.965 5362520 50.0
Benzene, 1-ethy... 12.983 7.8 ug/l 1201670 4 13.675 7680340 50.0
Benzene, 1l-ethy... 13.908 7.5 wug/l 1154300 4 13.675 7680340 50.0
Benzene, 4-ethy... 14.217 5.3 ug/l 815600 4 13.675 7680340 50.0
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