LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VN©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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: VNO70146.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 80 91 129 rVB3 80047 227842  2.50% 0.128%
2 5.076 1134 1151 1182 rVB4 95918 346958 3.81% 0.195%
3 5.299 1214 1234 1264 rVB2 30555 112753 1.24% 0.064%
4 5.565 1307 1333 1360 rVB4 56022 199228 2.19% 0.112%
5 6.080 1497 1525 1556 rBV6 80774 251339 2.76% 0.142%
6 7.018 1846 1875 1900 rBV3 260912 812934 8.93% 0.458%
7 7.356 1984 2001 2041 rVB 79244 262464  2.88% 0.148%
8 8.021 2224 2249 2257 rBV 885864 2258281 24.80% 1.272%
9 8.078 2260 2270 2287 rVV 1710102 4204181 46.17% 2.368%
10 8.161 2287 2301 2327 rVB3 639610 1601075 17.58% 0.902%
11  8.284 2327 2347 2368 rBV 474086 1098720 12.07% 0.619%
12 8.434 2382 2403 2428 rBV 1110154 2547146 27.97% 1.435%
13 8.606 2432 2467 2494 rBV 1709431 4596978 50.49% 2.589%
14  8.818 2527 2546 2577 rVB2 493179 1054349 11.58% 0.594%
15 8.963 2580 2600 2630 rBV 2755733 5886972 64.65% 3.316%
16 9.260 2698 2711 2736 rVB5 58895 151627 1.67% ©.085%
17 9.453 2753 2783 2793 rBV3 749489 1701007 18.68% 0.958%
18 9.504 2794 2802 2819 rVW 507377 991850 10.89% ©.559%
19 9.588 2819 2833 2843 rVWV 119580 253838 2.79% 0.143%
20 9.633 2844 2850 2863 rVW5 67116 123897 1.36% 0.070%

21 9.730 2865 2886 2902 rVB7 121488 319446 3.51%
22 9.877 2922 2941 2966 rBV 1249281 2634176 28.93%
23 10.014 2968 2992 3005 rVV 1593649 3421018 37.57%
24 10.076 3005 3015 3045 rVB2 795857 2034263 22.34%
25 10.215 3046 3067 3092 rBvV2 764378 1844818 20.26%

P RRRPRO
0
N
~
3R

26 10.368 3108 3124 3137 rBV 1386619 2621116 28.79%
27 10.440 3137 3151 3174 rVB 4421608 8380954 92.04%
28 10.620 3204 3218 3233 rVB 848472 1627493 17.87%

[N RIS
(o]
fary
~N
R

29 10.784 3269 3279 3282 rBV3 76975 105693 1.16% 060%
30 10.886 3297 3317 3335 rVB7 347503 922122 10.13% 519%
31 10.963 3336 3346 3359 rVB 208277 371624 4.08% ©.209%
32 11.052 3360 3379 3392 rBV2 259692 514829 5.65% 0.290%
33 11.154 3406 3417 3435 rVB 370122 749356  8.23%  0.422%
34 11.454 3520 3529 3537 rBV 210753 328204 3.60% ©.185%
35 11.527 3540 3556 3581 rVB3 1032781 2431400 26.70% 1.369%
36 11.629 3582 3594 3616 rBV 831370 1488235 16.34% 0.838%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VN©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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 11.747 3619 3638 3653 rBV 4565925 8584360 94.28%  4.835%
38 11.811 3656 3662 3671 rVB 201635 257834  2.83% 0.145%
39 11.958 3707 3717 3725 rBV2 805713 1212035 13.31% 0.683%
40 12.184 3792 3801 3812 rBV6 261913 412661 4.53% 0.232%
41 12.253 3819 3827 3840 rVB4 345536 531183 5.83% 0.299%
42 12.369 3861 3870 3881 rVB 412785 672335 7.38% 0.379%
43 12.734 3994 4006 4028 rVB2 3945482 8541207 93.80% 4.811%
44 12.876 4049 4059 4066 rBV3 283503 529286 5.81% 0.298%
45 12.919 4069 4075 4086 rVB 557060 844932  9.28% 0.476%
46 12.983 4088 4099 4106 rBV 1195388 1968635 21.62% 1.109%
47 13.055 4117 4126 4168 rVB3 2432366 5315616 58.38%  2.994%
48 13.222 4173 4188 4205 rBV2 868990 2007415 22.05% 1.131%
49 13.369 4230 4243 4255 rBV 5144920 8066337 88.59% 4.543%
50 13.608 4324 4332 4338 rBV2 406663 567681 6.23% 0.320%
51 13.675 4346 4357 4379 rBV2 4775485 9105503 100.00% 5.128%
52 13.841 4407 4419 4421 rBV2 1018618 1322174 14.52% 0.745%
53 13.871 4423 4430 4437 rVV2 2719306 4610174 50.63% 2.597%
54 13.911 4438 4445 4466 rVV3 3488903 6949595 76.32% 3.914%
55 13.994 4467 4476 4488 rVV2 1103145 1631245 17.91% ©0.919%
56 14.069 4496 4504 4515 rVB 755948 1132304 12.44% 0.638%
57 14.131 4516 4527 4532 rBV 1828055 2824043 31.01% 1.591%
58 14.217 4548 4559 4574 rBV 3322679 5305314 58.26% 2.988%
59 14.327 4589 4600 4612 rVB3 1698026 2802341 30.78% 1.578%
60 14.463 4640 4651 4662 rBV3 781422 1472054 16.17% 0.829%
61 14.541 4671 4680 4687 rBV 1648874 2594310 28.49% 1.461%
62 14.579 4688 4694 4703 rVV 2473857 3461273 38.01% 1.949%
63 14.622 4703 4710 4718 rVV2 1613931 2282229 25.06% 1.285%
64 14.659 4720 4724 4739 rVB2 970073 1314880 14.44% 0.741%
65 14.764 4755 4763 4771 rBV2 831032 1110798 12.20% 0.626%
66 14.812 4771 4781 4788 rBv4 1912830 3247704 35.67% 1.829%
67 14.850 4790 4795 4807 rVB3 1993490 2863284 31.45% 1.613%
68 14.930 4808 4825 4837 rBV5 3072580 7771110 85.35% 4.377%
69 15.086 4875 4883 4899 rVB3 413815 763543 8.39% 0.430%
70 15.196 4903 4924 4952 rVv4 1883881 6155910 67.61% 3.467%
71 15.314 4956 4968 4986 rVB3 1488536 3455581 37.95% 1.946%
72 15.469 5015 5026 5029 rBV7 429777 642209 7.05% 0.362%
73 15.504 5032 5039 5053 rVB 1153282 1993942 21.90% 1.123%
74 15.614 5070 5080 5091 rBV3 662051 1152333 12.66% 0.649%
75 15.807 5137 5152 5168 rBV2 924193 2013338 22.11% 1.134%
76 16.617 5441 5454 5498 rVB2 593956 1582472 17.38% 0.891%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VN@70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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

Sum of corrected areas: 177549366
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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: VN0O70146.D\data.ms
5000000
4000000
3000000
2000000
1000000
o 2.234 5.076 5299 5.565 6.080
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO70146.D\data.ms
5000000
10.440 11.747
4000000
3000000 8.963
2000000 8.078 8.606 10,014
8.434 9.877 :
1000000 8.0 g 453 .0¥76.215
- 018 %1284 8 818
o : 7.356 9 260 88330
- E— —4 ; ; ; = 2
Time-->  7.00 7.50 8.00 9 oo 9 50 10.00 10.50 11.00 11.50
Abundance TIC: VN0O70146.D\data.ms
13.869 13.675
5000000
12.734
4000000 13.911 14.217
14.930
14. 579
3000000 13.811
13.055 145 1 1f é b
14131 oo 622 T 15.196
2000000 ‘ 15.314
12.9 e 994 15.504
1.958 13.81 14, 4 ﬁw ;5 807
1000000 5 61
- 12.918 13.608 5.086 | | |15, A. 16.617
12473 2. i i
AN ‘ L
0 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 oo 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\VN121621\
Data File : VNO70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 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 8

R.T. EstConc Area Relative to ISTD R.T.
5161 19.04 ug/l 1601089 Pentafluorobenzene 5.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,3-dimethyl- 100 c7H16 000565-59-3 91

2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 40
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37
Abundance Scan 2301 (8.161 min): VN070146.D\data.ms (-2287) (-) m/z 56.00 100.00%
56.0
5000
7.80 8.00 8.20 8.40
85.0
2069 m/z 43.00 84.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000
20.0 7.80 8.00 8.20 8.40
m/z 41.00 71.00%
\\\‘\‘\\\“‘\\\““\\“\\8“5\‘.\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
e L A RAmEERaR
7.80 8.00 8.20 8.40
5000 m/z 57.00 65.79%
29.0
83.0 113.0
R e AR T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4490: Butane, 2,2,3-trimethyl- T
57.0 7.80 8.00 8.20 8.40
m/z 71.00 37.69%
85.0
5000
29.0
\‘HHWH,HHWM
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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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.
8.606 39.04 ug/l 4596980 1,4-Difluorobenzene 8.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 2467 (8.606 min): VN070146.D\data.ms (-2432) (-) m/z 57.00 100.00%
57.0
5000
41.0
| g30 991 8.20 8.40 8.60 8.80 9.00
. T 1129 o
e e W e T AT m/z 56.00 31.88%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000
41.0 8.20 8.40 8.60 8.80 9.00
' m/z 40.95 31.37%
27.0 ‘ ‘ 99.0
\\\‘\\\\‘\3\.‘9‘\\\‘\“HH“\‘H\‘H‘\MHH‘\H3\3\.9‘\\\\“\\\\‘\\\.\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
e
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 19.80%
41.0
27.0
, 71.0 85.0 990 1140
T T T e T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.20%
5000
41.0
27.0
: Ll 71.0 990 1140
T e e e e e e 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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 7
R.T. EstConc Area Relative to ISTD R.T.
9.877 22.37 ug/l 2634180 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 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 59
Abundance Scan 2941 (9.877 min): VN070146.D\data.ms (-2922) (-) m/z 43.00 100.00%
71.0
5000 4/\/\
- ~
‘ “ 051 . 9.50 10.00
e —— R Y A2 N IR I
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 = s
9.50 10.00
m/z 70.00 51.56%
15.0 M M\ \M n 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
70.0 9.50 10.00
5000 ITI/Z 41.00 35.22%
15.0 114.0
T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl- “ T
43.0 9.50 10.00
m/z 55.00  25.52%
5000 70.0
15.0 H “‘\ ‘H n 100.0
R B e B AR R AR RN AR . —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 Heptane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.014 29.06 ug/l 3421020 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 74
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 47
Abundance Scan 2992 (10.014 min): VN070146.D\data.ms (-2968) (- | m/z 43.00 100.00%
43.0
71.0
‘ ‘ : 10.00 |
99.1 .
0 "w‘“HuHu"mw:Hn"HWMwwwm%qfﬁ@ m/z 71.00  52.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L :
10.00
m/z 70.00 52.58%
15.0 M ‘\ | \“ n 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0 10.00
5000 m/z 41.00 38.41%
15.0 114.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl- T
43.0 10.00
m/z 57.00 34.94%
71.0
5000
soll i L L 220
m/z--> 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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 Heptane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.076  17.28 ug/l 2034260 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
4 Cyclohexanol, 4-methyl- 114 C7H140 000589-91-3 38
5 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 35
Abundance Scan 3015 (10.076 min): VN070146.D\data.ms (-3005) (- | m/z 43.00 100.00%
3.0
70.0 ‘ ‘
99.1 ‘ ‘
L]
el AL 2071 5700 97.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8632: Heptane, 2-methyl-
43.0
5000
10.00
m/z 41.00 57.19%
H 70.0 99.0
\\]_\5‘\.(‘)\}\\“}\\H“\\“\\‘\\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
RN
10.00
m/z 42.00  45.48%
5000 99.0 /
15.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 10.00
m/z 39.00 21.44%
5000
97.0
“‘L ‘W 129.0 171.0
e e e e e e e e e e
m/z--> 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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 Heptane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.215 15.67 ug/1 1844820  1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 78
3 Octane, 3,4-dimethyl- 142 C1eH22 015869-92-8 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 50

Abundance Scan 3067 (10.215 min): VN070146.D\data.ms (-3046) (- | m/z 43.00 100.00%

43.0
85.0
5000

10.00 10.50
1141
\\\‘\\\\“‘\\\‘\‘\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\2\ m/z 57.09 83.9500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
A

5000 S —
10.00 10.50

m/z 41.00 63.21%

150 1140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T

10.00 10.50
5000 85.0 m/z 85.85 63.15%
129.0
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22089: Octane, 3,4-dimethyl-
43.0 10.00 10.50

m/z 56.00 53.02%

5000
85.0
190 120

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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-methyl-3-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.871  25.32 ug/1 4610170 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 55
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 55
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 46
4 2-Tolyloxirane 134 C9H100 002783-26-8 45
5 2-Indanol 134 C9H100 004254-29-9 43
Abundance Scan 4430 (13.871 min): VN070146.D\data.ms (-4423) (- | m/z 105.00 100.00%
105.0
5000
134.1
39.0 57 77.0 ‘ 13.50 14.00
S N A ‘M“ | e 2931 m/z 117.00  35.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000
13.50 14.00
770 134.0 m/z 134.05 21.14%
39.0 ‘
\1\5\.?\‘1‘\ \“ T \“\5\8‘0\‘\ T \M‘ T \‘M T “\‘\ \‘\“‘ L B I
miz--> 20 40 60 80 100 120 140 160
Abundance
105.0
. —pL
13.50 14.00
5000 m/z 118.00 19.11%
134.0
270 51.0 77.0
L i e B I
miz--> 20 40 60 80 100 120 140 160 M
Abundance #17050: Benzene, 1-methyl-2-propyl- \“ 1 L
105.0 13.50 14.00
m/z 106.00  14.60%
5000
134.0
77.0
150 90 s70 L
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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.131  15.51 ug/1 2824040 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 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 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 4527 (14.131 min): VN070146.D\data.ms (-4516) (- | m/z 119.00 100.00%
119.0
5000
o0 L 00 0
39.0 65.0 14. 14.5
) A R ‘ il 1390 1680 o134 00 31.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 90.95 18.67%
190 LEme L )
I 1L I Jils i il
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
— .
14.00 14.50
5000 m/z 105.00 12.88%
91.0
150 390 650
T e  m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: 0-Cymene
119.0 14.00 14.50
m/z 77.00 10.60%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO70146.D

Acqg On : 16 Dec 2021 18:48

Operator JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST2

e.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

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

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

9 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.217  29.13 ug/1 5305310 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 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 4559 (14.217 min): VN070146.D\data.ms (-4548) (- | m/z 119.05 100.00%
119.1
5000 ?
9o 14.00 14.50
39.0 65.0 . :
) S T i ‘ b M 1480170.0 2071 s 134,05 29.21%
m/z--> 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
910 m/z 91.00 18.18%
39.0 65.0
?‘\5\-?\‘\\\“‘\ \“i‘\“i‘u\‘H‘\H\“u“\ \‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
— ~
14.00 14.50
5000 m/z 120.10 9.95%
91.0
150 390 650
R A o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 77.00 9.89%
5000
91.0
4ﬁ'0 600, | I
L Leu il m m i | L
A R B — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Thu Dec 23 03:22:31 2021
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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\VN121621\

: VNO@70146.D
: 16 Dec 2021 18:48

JC/MD

: M5011-06
: 2.37g/1emL/100uL/5.00emL/MSVOA_N/MEOH
: 21 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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, 1,2,3,4-tetramethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.579 19.01 ug/l 34612760  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 4694 (14.579 min): VN070146.D\data.ms (-4688) (-

119.1

5000
91.0
39.0 65.0
Obrrb L U 1410 167.1 1958
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

o1.
150 390 650

m/z 119.05 100.00%

-

P
14.50

m/z 134.05  43.22%

B

o
14.50

m/z 91.00 16.43%

=

.
14.50

m/z 120.05 9.63%

8

P
14.50

m/z 77.00 9.13%

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
5000
91.0
41.0 63.0
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200

.
14.50

82N120221W.M Thu Dec 23 03:22:32 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 11 3-Phenylbut-1-ene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.812 17.83 ug/1 3247700  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 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
5 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 87
Abundance Scan 4781 (14.812 min): VNO70146.D\data.ms (-4771) (- | m/z 117.00 100.00%
117.0
5000
s10 70 h ‘ 14,50 15.00
’ 148.1 . :
S N e ‘ b gl 18212069 135 65 37.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 /k - RNA
91.0 14.50 15.00 .
510 m/z 115.00  28.63%
270 = ‘
\\\‘\‘\\\"\\‘U\““U\ \”i‘h‘\\”\“M\\\“\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
— —
14.50 15.00
5000 m/z 131.05 22.80%
91.0
39.0 65.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- == —4
117.0 14.50 15.00
m/z 91.00 18.00%
5000
390 g5g 910 ‘
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_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 12 unknownl4.850 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.850  15.72 ug/1 2863280 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diglycolic acid, 2-acetylphenyl ... 406 C23H3406 1000382-72-7 47
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 43
3 3,5-Dimethylbenzylpentylamine 205 C14H23N 1000491-60-8 43
4 Diglycolic acid, 2-acetylphenyl ... 392 C22H3206 1000382-72-6 38
5 2-Propenal, 3-(2-pyridinylamino)- 148 C8H8N20 068970-82-1 37
Abundance Scan 4795 (14.850 min): VN070146.D\data.ms (-4790) (- | m/z 119.10 100.00%
119.1
— T
‘ ‘ | ‘1702 14.50 15.00
ob bl LR - m/z 57.00  43.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #305827: Diglycolic acid, 2-acetylphenyl undecyl ester
119.0
5000 — —
14.50 15.00
m/z 43.00 40.29%
57.0
T \H “‘\ ‘\‘ \M\‘ ‘|‘\‘H T “‘:!_7\6\.(\)‘ T \2\4\3‘0\ \2\8\89\ T \4\.(‘)6\"
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
— ——
14.50 15.00
5000 m/z 133.05 39.69%
41.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #81586: 3,5-Dimethylbenzylpentylamine 7 —
119.0 14.50 15.00
m/z 71.05 26.20%
h AWUMW
860 | 16102040
A e e T e — ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 13 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.930 42.67 ug/l 7771110  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 96
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81

Abundance Scan 4825 (14.930 min): VN070146.D\data.ms (-4808) (- | m/z 117.00 100.00%
1

17.0
5000
91.0

51.0 15.00

148.1
AN FAT OO A W e i681  m/z 132.05  35.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 15.00

m/z 115.00  29.68%
H‘\

51.0
270 ‘
\\\‘\‘\\\“\\‘U\““U\\”i‘h‘\\”\“H‘\\\“\‘\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0

15.00
5000 m/z 119.00  21.40%
91.0
51.0
27.0

R B A B I B R AR

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16120: Benzene, 2-butenyl- e
117.0 15.00

m/z 91.00  18.34%

5000 910

39.0 65.0 ‘
| ‘ \‘m‘ ‘\;‘ I i I H ‘H‘\

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_N\Data\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 14 Benzene, (1-methyl-1-butenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.196  33.80 ug/l 6155910 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 62

Abundance Scan 4924 (15.196 min): VN070146.D\data.ms (-4903) (- m/z 133.05 100.00%
1

33.1
5000
91.0

—
15.00 15.50

390 649 ‘
S T R A 40 1822 nm/z 131.00  83.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0

5000 LN
15.00 15.50

m/z 148.05 30.70%

51.0
27.0 ‘
—— \‘h “‘i“ ‘\‘H‘ ‘W‘l‘u‘\‘ - ‘\M\‘ : J“ ‘\!H - “\‘ -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
e

—
15.00 15.50

5000 91.0 m/z 119.00 25.33%
39.0 65.0
————r——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- P P
131.0 15.00 15.50

m/z 91.00  25.06%

5000
390 91.0
0 630 ‘
R T 1110 A

T T
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\VN121621\
Data File : VNO©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 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 15 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.314  18.98 ug/1l 3455580 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 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 70

Abundance Scan 4968 (15.314 min): VN070146.D\data.ms (-4956) (- | m/z 131.00 100.00%
131.0
w UXJM
91.0 s —
39.0 64.9 ‘ 162.1 15.00 15.50
H‘_m_JMMw,mwh‘mh‘_ b DT 2090 133,00 57.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 g LN
15.00 15.50
m/z 91.00 22.22%
390 \650 h‘ W
ol Iy I
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
P T
91.0 15.00 15.50
5000 m/z 146.05 22.15%
41.0 65.0
R B o B e R e B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0 15.00 15.50
m/z 115.00 18.53%
91.0
5000
51.0
27.0 ‘ H
H‘_m“““:““‘1‘””;,”‘:‘_‘H‘_‘HH_‘*HWm‘_m_m A ey
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121621\
Data File : VN©70146.D

Acqg On : 16 Dec 2021 18:48

Operator : JC/MD

Sample : M5011-06

Misc : 2.37g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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... 8.161 19.0 ug/l 1601080 1 8.080 4204180 50.0
Butane, 2,2,3,3... 8.606 39.0 ug/l 4596980 2  8.965 5886970 50.0
Pentane, 2,3,4-... 9.877 22.4 ug/l 2634180 2  8.965 5886970 50.0
Heptane, 4-methyl- 10.014 29.1 wug/l 3421020 2  8.965 5886970 50.0
Heptane, 2-methyl- 10.076 17.3 ug/l 2034260 2  8.965 5886970 50.0
Heptane, 3-methyl- 10.215 15.7 wug/l 1844820 2  8.965 5886970 50.0
Benzene, 1-meth... 13.871 25.3 wug/l 4610170 4 13.675 9105500 50.0
Benzene, 2-ethy... 14.131 15.5 wug/l 2824040 4 13.675 9105500 50.0
Benzene, 4-ethy... 14.217 29.1 wug/l 5305310 4 13.675 9105500 50.0
Benzene, 1,2,3,... 14.579 19.0 ug/l 3461270 4 13.675 9105500 50.0
3-Phenylbut-1-ene  14.812 17.8 wug/l 32477060 4 13.675 9105500 50.0
unknown14.850 14.850 15.7 wug/l 2863280 4 13.675 9105500 50.0
Benzene, 2-ethe... 14.930 42.7 ug/l 7771116 4 13.675 9105500 50.0
Benzene, (1-met... 15.196 33.8 wug/l 6155910 4 13.675 9105500 50.0
Benzene, (2-met... 15.314 19.0 wug/l 3455580 4 13.675 9105500 50.0
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