LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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@70099.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.124 407 423 444 rBV3 179782 418121 1.29% 0.140%
2 5.074 1123 1150 1156 rBvV4 164891 465848 1.43% 0.156%
3 5.616 1320 1352 1389 rBv4 233012 806825 2.48% 0.270%
4 6.114 1511 1538 1568 rBV4 224538 708278 2.18% 0.237%
5 6.898 1806 1830 1856 rBV7 115035 359085 1.11% 0.120%
6 7.042 1861 1884 1905 rBV2 591822 1779254 5.48% 0.595%
7 7.144 1906 1922 1941 rVB3 224662 612043 1.88% 0.205%
8 8.021 2228 2249 2257 rBV 901779 2151304 6.62% 0.720%
9 8.083 2260 2272 2289 rVV2 2083067 5379325 16.56% 1.800%
10 8.174 2290 2306 2330 rVB 1675868 4266850 13.13% 1.428%
11  8.295 2331 2351 2369 rBV2 768901 1761616 5.42% 0©.589%
12 8.437 2385 2404 2435 rBV 1124128 2648482 8.15% 0.886%
13 8.614 2436 2470 2494 rBV 3009660 8591281 26.45% 2.874%
14  8.708 2496 2505 2526 rVB5 218699 572385 1.76% 0.191%
15 8.826 2527 2549 2579 rVB3 698083 1881060 5.79% 0.629%
16 8.965 2581 2601 2617 rBV2 3462490 7658795 23.58% 2.562%
17 9.124 2648 2660 2674 rVB2 222236 420279 1.29% 0.141%
18 9.201 2674 2689 2696 rBV5 177480 382073 1.18% 0.128%
19 9.456 2751 2784 2796 rBV2 1575265 3948851 12.16% 1.321%
20 9.510 2796 2804 2821 rVB2 761295 1471954 4.53% 0.492%
21  9.593 2821 2835 2843 rBvV2 222121 450543  1.39% 0.151%
22 9.639 2845 2852 2866 rVB3 243117 445287 1.37% 0.149%
23 9.735 2867 2888 2902 rBV5 213256 537310 1.65% ©.180%
24 9.883 2927 2943 2964 rBV 2522981 5137264 15.81% 1.719%
25 9.974 2965 2977 2979 rBV2 662871 881717 2.71%  0.295%

26 10.014 2981 2992 3006 rVB 3268009 6409941 19.73%
27 10.078 3007 3016 3025 rBV2 621034 993525 3.06%
28 10.215 3047 3067 3092 rBV2 824584 2118684 6.52%

P OOON
~N
[
]
R

29 10.320 3093 3106 3112 rBv4 244535 455279  1.40% 152%
30 10.371 3112 3125 3137 rVB 2053163 3631593 11.18% 215%
31 10.440 3137 3151 3164 rBV 5009756 9217886 28.38%  3.084%
32 10.505 3166 3175 3189 rVB 990400 1778205 5.47% ©.595%
33 10.625 3204 3220 3233 rVB4 1142763 2430196 7.48% 0.813%
34 10.861 3295 3308 3313 rBV2 758602 1382406 4.26% 0.463%
35 10.963 3336 3346 3358 rVB5 257392 495270 1.52% 0.166%
36 11.852 3359 3379 3391 rBV3 275850 635070 1.95% 0.212%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 11.154 3393 3417 3432 rBV4 447123 1402827 4.32% 0.469%
38 11.253 3447 3454 3464 rVB4 263928 375148 1.15% 0.126%
39 11.454 3521 3529 3538 rVB2 237869 328183 1.01% 0.110%
40 11.527 3546 3556 3582 rVB5 881962 2192960 6.75% 0.734%
41 11.626 3582 3593 3615 rBV 701767 1403177 4.32% 0.469%
42 11.744 3619 3637 3652 rVW 5616754 10364813 31.91% 3.468%

43 11.843 3655 3674 3694 rVV 4372314 8207370 25.27%  2.746%
44 11.950 3696 3714 3740 rVB 13945679 28428480 87.51% 9.511%
45 12.184 3792 3801 3813 rVB4 336744 545601 1.68% ©.183%

46 12.278 3819 3836 3854 rVB 3272355 6236098 19.20% 2.086%
47 12.363 3862 3868 3879 rVB2 403195 627407 1.93% 0.210%
48 12.578 3937 3948 3958 rBV 1169314 2014605 6.20% 0.674%
49 12.728 3991 4004 4027 rVB2 4554368 10134636 31.20% 3.391%
50 12.873 4049 4058 4062 rBV3 351710 506970 1.56% ©.170%

51 12.919 4064 4075 4086 rVB 3849472 5938360 18.28% 1.987%
52 12.980 4086 4098 4106 rBV 12000247 19973881 61.49% 6.683%
53 13.058 4119 4127 4167 rVB 7149577 12798647 39.40% 4.282%
54 13.219 4172 4187 4204 rBV 4251740 7586009 23.35% 2.538%
55 13.366 4228 4242 4257 rBV 19826788 32484882 100.00% 10.868%

56 13.498 4275 4291 4295 rBV3 384285 876173 2.70% 0.293%
57 13.605 4325 4331 4338 rBv4 240846 326917 1.01% ©.109%
58 13.675 4345 4357 4362 rBV 4971821 8165395 25.14%  2.732%
59 13.838 4406 4418 4420 rBV2 1113390 1418107 4.37% 0.474%
60 13.871 4421 4430 4437 rVV3 4300352 7777529 23.94%  2.602%
61 13.906 4439 4443 4466 rVVv4 3961919 7319611 22.53%  2.449%
62 13.991 4467 4475 4488 rVB3 744017 1131269 3.48% 0.378%
63 14.066 4494 4503 4514 rVB 856056 1335496 4.11% 0.447%
64 14.128 4515 4526 4532 rBV 1842065 2972995 9.15% ©.995%
65 14.214 4547 4558 4572 rVV 3196337 5068793 15.60% 1.696%
66 14.278 4575 4582 4588 rVV 349825 477861 1.47% 0.160%
67 14.324 4589 4599 4612 rVB3 1646185 2747214  8.46%  0.919%
68 14.458 4638 4649 4660 rBV 684947 1193036 3.67% ©.399%
69 14.538 4669 4679 4686 rBV 1539490 2404198 7.40%  0.804%
70 14.579 4686 4694 4703 rVV 2255899 3378984 10.40% 1.130%
71 14.622 4703 4710 4718 rVV2 881435 1255254 3.86% 0.420%
72 14.659 4719 4724 4739 rVB2 587916 851975 2.62% 0.285%
73 14.761 4753 4762 4770 rBV2 487584 712236 2.19% 0.238%
74 14.809 4770 4780 4788 rBV2 1290850 2188554 6.74% 0.732%
75 14.927 4807 4824 4836 rBV4 2046528 4861711 14.97% 1.627%
76 15.193 4902 4923 4934 rBV5 947897 2334127 7.19% 0.781%

82N120221W.M Tue Dec 21 11:26:56 2021 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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

77 15.314 4954 4968 4982 rVB5 800003 1851185 5.70% ©.619%
78 15.504 5029 5039 5052 rVB 811939 1458214 4.49% 0.488%
79 15.611 5068 5079 5090 rBV3 293923 547431 1.69% 0.183%
80 15.804 5135 5151 5168 rBvV2 373985 820360  2.53% 0.274%

81 16.617 5439 5454 5485 rVB 231939 588301 1.81% ©.197%

Sum of corrected areas: 298896865
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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: VN070099.D\data.ms
2e+07
1.5e+07
le+07
5000000
0 3.124 5.074 5.616 6.114 6.8¢
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN070099.D\data.ms
2e+07
1.5e+07
le+07
10.440 11.744
5000000 18
8.614 8.965 o 8%%014
6 g 08374 9@ 437 9.456 -
o70fA44 A?MB 2 7882 | o.pa01 P ¥deagss) ¥ '
= ‘ ‘ T =T ‘ =
Time--> 7.00 7.50 8 00 8 50 9. 00 9.50 10 00 10.50 11.00 11.50
Abundance TIC: VN070099.D\data.ms
2e+07 13.866
1.5e+0741 950
12.980
le+07
5000000
0 16 617
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©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 Pentane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.174 39.66 ug/l 4266850 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 37
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 28
Abundance Scan 2306 (8.174 min): VN070099.D\data.ms (-2290) (-) m/z 56.00 100.00%
56.0
- Jh J\
T
H | |50 7.80 8.00 8.20 8.40
Ol il 11281872 2070 4. 43,00 85.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000 L L B L LA A BN B
29.0 7.80 8.00 8.20 8.40
m/z 41.00 70.53%
‘ ‘ 85.0
O\\\‘\‘\‘\\\‘}\\‘“\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0

7.80 8.00 8.20 8.40

5000 ITI/Z 57 .00 63.16%
27.0
98.0
Ot e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1749: Propane, 1-isocyanato- T
56.0 7.80 8.00 8.20 8.40

m/z 71.10 36.70%

5000

2
9.0 84.0

Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.614 56.09 ug/l 8591280 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 2470 (8.614 min): VN070099.D\data.ms (-2436) (-) m/z 56.95 100.00%
57.0
5000
41.0
‘ ‘ 830 99.1 8.20 8.40 8.60 8.80 9.00
0l el e e A2 m/z 56,00 32.36%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677 Butane, 2,2,3,3-tetramethyl-
57.0
5000 [Tr T i T i [Tt Tt
41.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 31.79%
27.0 99.0
O \H‘\H\‘H‘H‘\HM“HH‘“‘H\‘\‘\‘\}‘\H\“H\\8‘\3\.\()\‘\\\\“\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
Ramna e
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 20.43%
41.0
27.0
0 13.0 71.0 850 990 1140
T T T e T T e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8654: Hexane, 2,2-dimethyl-

57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.00 11.61%
5000
41.0
27.0
ol 40 L o 990 1140

T e e e e e e e e R e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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, 2,3,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.883  33.54 ug/l 5137260 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
Abundance Scan 2943 (9.883 min): VN070099.D\data.ms (-2927) (-) m/z 43.00 100.00%
43.0
71.1
5000
57.0 r= .
9.50 10.00
95.0
0 HwHH_m_m‘HH“!m‘H1“_‘»‘:‘H_wal‘l‘ﬂ‘lw m/z 71.10 70.71%
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 A
9.50 10.00
27.0 57.0 m/z 70.00 51.72%
0 Il H 97.0 114.0
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
700 9.50 10.00
5000 m/z 41.00 34.87%
27.0
0 85.0 990 114.0
RA AN B o e ARARANR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl- o T
43.0 9.50 10.00
m/z 55.00 25.39%
5000 70.0
29.0
510 150 H \“‘ |, 85.0 100.0
e e e e e e e P ——
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©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 Pentane, 2,3,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.014 41.85 ug/l 6409940 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
Abundance Scan 2992 (10.014 min): VN070099.D\data.ms (-2981) (- | m/z 43.00 100.00%
43.0
71.1
‘ ‘ : 10.00
99.1 :
0 W‘H“H‘whuw,w:w:H‘\H‘W‘H“H‘W‘H“H‘%97% m/z 71.10  53.06%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0 /L
5000 N
10.00
m/z 70.00 50.46%
O 15\.0 “ “‘\ wH I 114'0
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
10.00
5000 71.0 m/z 57.00 37.14%
0 15.0 99.0
A B B B R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl-
43.0 10.00
m/z 41.00 36.23%
71.0
5000
ol dsol | L meo v
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©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.980 122.31 ug/l 19973900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 4098 (12.980 min): VN070099.D\data.ms (-4086) (- | m/z 105.00 100.00%
105.0
5000 J\W
T
90 10 13.00
0 "“‘H“‘wH‘m““u“““ﬂ‘l“HHH‘“H‘:!‘49"9”‘””‘””2‘9‘719 m/z 120.10  30.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /JMAL /\‘
13.00
m/z 77.00 13.20%
77.0
39.0
O\1\5\.9\‘\\\“‘\\‘\\“\‘H\M‘\\‘}\“1‘\\‘\““\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
A
13.00
5000 m/z 91.00 12.00%
39.0 77.0
0Lttt b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl- —
105.0 13.00
m/z 79.00 8.86%
5000
270 510 770
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.219 46.45 ug/l 7586010 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 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4187 (13.219 min): VN070099.D\data.ms (-4172) (- | m/z 105.00 100.00%
105.0
5000 J\/V\ A
e
390 77.0 J 13.00 13.50
0 Hw‘H“mWMMHM_“W‘M 272 1519 2069 n/z 120.10  29.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ‘/\ L ‘ﬁ‘
13. OO 13.50
m/z 77.00 13.16%

77.0
O \]_\5\(‘)\\\3\9“(\)\\\‘\\\\H‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0 j\

1300 1350
5000 m z 91.00 12.49%
79.0
39.0
O b T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene
105.0 13.00 13.50

m/z 79.00 9.71%

5000
77.0
39.0
ol15:0 "N Ll
L AR R

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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, cyclopropyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.871 47.62 ug/l 7777530  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Indane 118 C9H1e0 000496-11-7 60
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 58
Abundance Scan 4430 (13.871 min): VN070099.D\data.ms (-4421) (- | m/z 105.00 100.00%
105.0
5000
770 134.1 — /\/\M :
13.50 14.00
L. mﬁw ol \ 153.2 p
(I T A A B e m/z 117.00  95.71%
m/z--> 20 40 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0
5000
91.0 13.50 14.00
' m/z 118.00 52.19%
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
L — ; ‘va\J\
13.50 14.00
5000 m/z 115.00 33.72%
91.0
39.0 559
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 91.00 23.00%
5000 91.0
39.0 65.0
L N S WOV S |
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 8 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.906 44.82 ug/l 7319610 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 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 86

Abundance Scan 4443 (13.906 min): VN070099.D\data.ms (-4439) (- | m/z 119.10 100.00%
119.1
5000
o0 14.00
39.0 65.0 :
o] TR M ‘ “H“HH‘}H““‘1“'19-‘?””_”?‘9?:7‘ m/z 105.00  49.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.00
910 m/z 134.05 40.59%
O \‘\?‘\5‘\.?\‘\:\3\9“"\0\‘\‘\6‘?“'\0\\‘”‘ T \‘\.\ “1“\ \‘M TT \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
—by
14.00
5000 m/z 91.00 18.07%
91.0
15.0 390 65.0
T e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- —
119.0 14.00
m/z 77.00 13.39%
5000
91.0
41.0 ‘
0 W‘H‘,ﬂ‘w‘mhﬁﬂ‘M‘H‘ﬁM‘M‘HM‘H‘W‘H“H‘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©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 9 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.214  31.04 ug/l 5068790 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 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, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 4558 (14.214 min): VN070099.D\data.ms (-4547) (- m/z 119.10 100.00%

110.1
5000
910 14.00 14.50
39.0 65.0 ' :
o‘HwWMMuhw‘u‘uHMH“H‘u‘m‘;““”“““15?-‘1““““‘2‘9719 m/z 134.05  29.32%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 17.81%

39.0 65.0 ‘ ‘
O\-:L\S\.‘O\‘\H“‘\\“1‘\“1‘\H‘H‘\H\“H“H‘MH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

T
14.00 14.50

5000 m/z 77.00 9.86%
91.0
150 390 650
o OSSR Y LSRN A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- —4 M
119.0 14.00 14.50

m/z 120.10 9.86%

5000
91.0
390 65.0 ‘ ‘
0 150\ [T ‘H iy wh‘\ H‘ 1
L B B L L B B B B B

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\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.927  29.77 ug/l 4861710 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 83
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 81
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81

Abundance Scan 4824 (14.927 min): VN070099.D\data.ms (-4807) (- ' m/z 117.00 100.00%

117.0
5000
91.0

39.0 65.0 ‘ m ‘1481 15.00
bl ol gl £75:216821190.9 7 135 95 35.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

m/z 115.00  30.27%

51.0
270~ ‘
\\\‘\\\\‘\\‘U\““U\\\‘\\u\‘H\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0

910 15.00
m‘

o

15.00
5000 m/z 119.00 23.10%
39.0 650 91.0
Ol b Al
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0 15.00

m/z 131.00 18.11%

5000
39.0 650 ‘
| ‘ ‘u \M A \ a \}\“\ ‘

m/z--> 20 40 60 80 100 120 140 160 180 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN©70099.D

Acqg On : 15 Dec 2021 3:44

Operator : JC/MD

Sample : M5011-11 10X

Misc : 3.90g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 40 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, 2,3-di... 8.174 39.7 ug/l 4266850 1 8.086 5379330 50.0
Butane, 2,2,3,3... 8.614 56.1 ug/l 8591280 2 8.968 7658800 50.0
Pentane, 2,3,4-... 9.883 33.5 ug/l 5137260 2 8.968 7658800 50.0
Pentane, 2,3,3-... 10.014 41.9 ug/l 6409940 2 8.968 7658800 50.0
Benzene, 1l-ethy... 12.980 122.3 ug/l 19973900 4 13.675 8165400 50.0
Benzene, 1l-ethy... 13.219 46.5 ug/l 7586010 4 13.675 8165400 50.0
Benzene, cyclop... 13.871 47.6 ug/l 7777530 4 13.675 8165400 50.0
Benzene, 1l-ethy... 13.906 44.8 ug/l 7319610 4 13.675 8165400 50.0
Benzene, 2-ethy... 14.214 31.0 ug/l 5068790 4 13.675 8165400 50.0

8 4 0

Benzene, 2-ethe... 14.927 29. ug/l 4861710 13.675 8165400 50.
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