LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 U\Method\82U092821W.M

Title : SW846 8260

Signal : TIC: VU@45022.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.475 34 42 53 rVB 104317 110732 2.70% 0.613%
2 1.973 187 197 211 rVB 108066 155742 3.79% 0.863%
3 2.192 255 265 288 rVB 139069 207313 5.05% 1.149%
4 3,083 532 542 551 rW 66745 121026 2.95% 0.671%
5 3.134 551 558 574 rVB2 34444 69138 1.68% 0.383%
6 3.359 613 628 647 rVB 55802 126228 3.07% 0.699%
7 3.7060 718 734 752 rVB 84653 187829 4.58% 1.041%
8 4.533 975 993 1014 rVB 142895 348216  8.48%  1.929%
9 5.292 1212 1229 1242 rBV 179678 382323 9.31% 2.118%
10 5.378 1242 1256 1273 rVV2 437690 1012052 24.65% 5.607%
11 5.594 1308 1323 1331 rBV2 42287 91061 2.22% 0.505%
12 5.706 1345 1358 1367 rBV 212290 413407 10.07% 2.290%
13 5.777 1367 1380 1395 rVV 2039826 4105273 100.00% 22.744%
14 5.851 1395 1403 1413 rVV3 57641 121272 2.95% 0.672%
15 5.922 1415 1425 1435 rVV4 45176 102155 2.49% 0.566%
16 5.993 1435 1447 1459 rVB3 76109 152559 3.72% 0.845%
17 6.134 1480 1491 1503 rBV2 53963 106060 2.58% 0.588%
18 6.253 1514 1528 1552 rVB 473453 914547 22.28% 5.067%
19 6.764 1664 1687 1709 rBV 344299 751079 18.30% 4.161%
20 6.983 1741 1755 1767 rBV 41929 77601 1.89% 0.430%
21 7.076 1767 1784 1796 rVB4 19129 46958 1.14% 0.260%
22 7.237 1825 1834 1852 rVB3 25166 52506 1.28% 0.291%
23 7.857 2015 2027 2030 rBvV2 62002 92529 2.25% 0.513%
24 7.899 2030 2040 2053 rVW 750762 1305874 31.81% 7.235%
25 7.973 2053 2063 2073 rVB 103062 169157 4.12% 0.937%
26 8.037 2073 2083 2096 rBV3 16706 42521 1.04% 0.236%
27  8.246 2134 2148 2166 rVB2 46947 92881 2.26% ©.515%
28 8.372 2171 2187 2197 rBV 25231 50974 1.24% 0.282%
29 8.867 2332 2341 2351 rVV 51006 82074 2.00% 0.455%
30 8.928 2351 2360 2371 rW 29187 47523 1.16% ©0.263%
31 9.420 2500 2513 2527 rBV 685540 1117500 27.22% 6.191%
32 9.574 2550 2561 2575 rBV 136677 218383 5.32% 1.210%
33 9.697 2581 2599 2613 rBV 591602 1007788 24.55% 5.583%
34 10.275 2755 2779 2790 rBV6 22176 49554  1.21% ©0.275%
35 10.488 2835 2845 2854 rBV2 36770 54645 1.33% 0.303%

36 10.635 2875 2891 2905 rBV 552999 866421 21.11% 4.800%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 U\Method\82U092821W.M
Title : SW846 8260
37 10.909 2964 2976 2985 rBV 43731 65691 1.60% 0.364%
38 11.002 2994 3005 3011 rBV 134342 236024 5.75% 1.308%
39 11.092 3022 3033 3054 rVB 102041 170183 4.15% 0.943%
40 11.295 3086 3096 3117 rVB 51822 90200 2.20% ©.500%
41 11.471 3140 3151 3164 rVB 292866 448631 10.93% 2.486%
42 11.745 3219 3236 3245 rBV 31740 52826 1.29% 0.293%
43 11.815 3245 3258 3272 rW 709147 1126243 27.43% 6.240%
44 11.896 3272 3283 3303 rVB 145135 232149 5.65% 1.286%
45 12.098 3334 3346 3351 rBvV2 53314 84518 2.06% 0.468%
46 12.127 3352 3355 3364 rw 43438 56843 1.38% ©0.315%
47 12.192 3364 3375 3395 rVB5 55919 113543 2.77% ©0.629%
48 12.468 3451 3461 3465 rBV 29257 42708 1.04% 0.237%
49 12.500 3466 3471 3481 rW 37178 52915 1.29% 0.293%
50 12.574 3482 3494 3502 rW 38189 60986 1.49% ©.338%
51 12.684 3517 3528 3550 rVB3 51285 110459 2.69% 0.612%
52 13.031 3626 3636 3650 rVB 32459 50154 1.22% 0.278%
53 13.455 3758 3768 3781 rVB3 68404 120193 2.93% 0.666%
54 14.089 3950 3965 3988 rVB 47298 82573 2.01% ©.457%
Sum of corrected areas: 18049740
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092921\
Vue45022.D

: 30 Sep 2021 03:27

: SY/MD

¢ M3952-05DL 10X

: 5.0mL/MSVOA_U/WATER

: 41 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.973 7.69 ug/l 155742  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 42
4 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 17
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 12
Abundance Scan 197 (1.973 min): VU045022.D\data.ms (-187) (-) m/z 42.95 100.00%
57.0
5000
‘ 72.0 1.60 1.80 2.00 2.20
O e et b myz 4@.95  89.16%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \j‘\uu‘uu‘uu‘uu’\
29.0 1.60 1.80 2.00 2.20
m/z 42.00 83.72%
72.0
s || 7
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol
42.0
AR e
310 1.60 1.80 2.00 2.20
5000 m/z 57.00 73.53%
0 150 T
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #807: Pentane e R
43.0 1.60 1.80 2.00 2.20
m/z 38.90 30.02%
5000
27.0
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.192 10.24 ug/l 207313  Pentafluorobenzene 5.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 25
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 17
5 1-Propene, 2-methoxy- 72 C4H80 000116-11-0 9
Abundance Scan 265 (2.192 min): VU045022.D\data.ms (-255) (-) m/z 42.95 100.00%
3.0
5000
57.0
‘ ‘ 72‘-0 1.80 2.00 2.20 2.40 2.60
-+ttt m/z 42.00 58.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
5000 [T T T T T T T
1.80 2.00 2.20 2.40 2.60
57.0 m/z 40.95 52.79%
21.0 ‘ 72.0
O\H‘:\L?\.(\)‘\H‘}"Hﬂ‘i }\\‘\‘\u\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #767: Oxirane, ethyl-
42.0
REmma R
1.80 2.00 2.20 2.40 2.60
5000 m/z 38.90 18.60%
21.0 72.0
57.0
0 |||
Omm‘u‘uw,m‘l‘ trr et e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- e e A
42.0 1.80 2.00 2.20 2.40 2.60
m/z 57.00 17.10%
5000 56.0
31.0
0 ‘ il | 700 100.0
R s o B A R e AR RARRO R
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40 2.60

82U092821W.M Fri Oct 01 18:47:23 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.083 5.98 ug/1 121026  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 43
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 28
Abundance Scan 542 (3.083 min): VU045022.D\data.ms (-532) (-) m/z 43.00 100.00%
43.0
5000 710 /Jk
57.0 J\\H‘HH‘HH‘HAHH
‘ ‘ ‘ 86.0 2.80 3.00 3.20 3.40
b et e m/z 71,00 49.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
\
5000 L B B B R B
71.0 2.80 3.00 3.20 3.40
m/z 42.00 47.03%
270 57.0 w50
O\\‘\].\5?0\‘\\\‘\“\\\\"\}\\‘\\‘!\’\\\\l{\\\’\\ll\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
e L AARERaR R
2.80 3.00 3.20 3.40
5000 m/z 40.95 44.72%
7.
27.0 57.0 720
15'0 \‘\ \‘\ | \M‘ ‘
Ot et et e B e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl- R RREERRRET S S
43.0 2.80 3.00 3.20 3.40
m/z 39.00 21.18%
5000
71.0
27.0 55.0
0 H‘%579"H““"‘“,‘m"m‘;‘,6‘3:9““”,‘%6!'?_” e
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.359 6.24 ug/l 126228 Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 628 (3.359 min): VU045022.D\data.ms (-613) (-) m/z 57.00 100.00%
57.0
41.0
5000
AR E e
‘ ‘ 710 g60 3.00 3.20 3.40 3.60
Obrrrrrrrprrer bbb it e M/Z 56.00 85.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 \‘%\ﬁ‘uu‘uu‘uu‘\
3.00 3.20 3.40 3.60
7 m/z 41.00 61.31%
" 71.0 g6.0
O \\‘\\\\’\\\{‘\\\\“}\\\’\\‘\}‘\H\“\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
R RESEERaRES RS
3.00 3.20 3.40 3.60
5000 41.0 m/z 43.00 23.49%
270 71.0
0 14.0 M ‘\ \‘ I ‘ | \“ 85.0 113'0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2013: Oxirane, (1-methylethyl)- ““H“‘%\“‘W““‘
41.0 56.0 3.00 3.20 3.40 3.60
m/z 38.90 19.45%
5000
27.0 ‘ 71.0
Y S [N NSO Y - S AR WY S N2 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.700 9.28 ug/l 187829  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 80
3 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 47
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 42
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 37

Abundance Scan 734 (3.700 min): VU045022.D\data.ms (-718) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0 R N R RAEEEm ]
‘ 710 3.40 3.60 3.80 4.00
0 ‘w"""H""uw““‘H‘l,“H‘M“‘W““‘H m/z 41.00 70.93%
m/z--> 10 20 30 40 60 70 80 90
Abundance #2039.n-Hexane
41.0 57.0
29.0
5000 L L I L R B
3.40 3.60 3.80 4.00
86.0 m/z 43.00 58.55%
15.0 71.0
O\\‘\i‘\\‘\\1\‘\\\i’\}\\‘\\\\’\\\\“\\\\’\\\\‘\\\
miz--> 10 20 30 40 60 70 80 90
Abundance #1948: 2—Ethyl—oxetane
57.0
R RaRaE RS
41.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 51.10%
29.0 86.0
71.0 ‘
o 15 O ‘ ‘ Il \ Il ‘ ‘ \‘ s
“_““‘H““‘w““ mmm s o
miz--> 10 60 70 80 90
Abundance #2019.Furan,tenah dro-3-methyl- e T ama]
56.0 3.40 3.60 3.80 4.00
210 m/z 42.00 29.43%
5000
29.0 71.0 86.0
oH_ls;m!\_\H\,‘M‘M,WuW,H»H_H
m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.533 17.20 ug/l 348216  Pentafluorobenzene 5.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4HS8 000287-23-0 53
Abundance Scan 993 (4.533 min): VU045022.D\data.ms (-975) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 ]\
man e R ARmARaE
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
Ol e 4880l L myz 4e.95  5.74%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 L L LR R R
4.20 4.40 4.60 4.80
m/z 69.00 42.79%
28.0 M ‘ 84.0
O\\‘;‘?;0\‘\\}‘!“\\\}“\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
270 \\‘\\\\’\\\\‘\\\\‘\\\\‘
4.20 4.40 4.60 4.80
5000 m/z 55.00 26.82%
42.0
‘ ‘ 84.0
0H‘\\H‘Hupul‘,“\‘uw\‘;‘\‘HH‘HH‘\!H‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane A e e
56.0 4.20 4.40 4.60 4.80
84.0 m/z 38.90 24.35%
5000 4L.0
69.0
7l |
I -1 I O O O NN ) PSR 1 W
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Cyclopentane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.851 6.63 ug/l 121272  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 50
Abundance Scan 1403 (5.851 min): VU045022.D\data.ms (-1395) (-) m/z 70.00 100.00%
70.0
56.0
5000 41.0
83.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ H ‘ ‘ 98.0 5.60 5.80 6.00 6.20
0L Ml gl L myz 55,95 67.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 7Q.0
41.0
5000 \\\\‘\\\\‘\\\\‘\\M
5.60 5.80 6.00 6.20
27.0 83.0 m/z 54.95 64.94%
T
0 H\‘\H\‘\H\‘HH‘HN}HH“\H \‘H\W ‘HHHH\‘HH‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
56.0
41.0 /‘/\“A«‘
5.60 5.80 6.00 6.20
5000 m/z 40.95 50.98%
27.0 83.0
98.0
140 || |
) St AP OO O RSN
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- R A SEARANREL S e
410 56.0 70.0 5.60 5.80 6.00 6.20
' m/z 38.90  28.14%
5000
27.0
83.0
‘ ‘ 98.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Isopropylcyclobutane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.993 8.34 ug/l 152559 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
4 Cycloheptane 98 C7H14 000291-64-5 83
5 1-Heptene 98 C7H14 000592-76-7 80

Abundance Scan 1447 (5.993 min): VU045022.D\data.ms (-1435) (-) m/z 56.00 100.00%

56.0
70.0
41.0
5000
98.0

83.0 . ‘uu‘uu‘uu‘uu‘u
“ H‘ ‘ 5.60 5.80 6.00 6.20 6.40
| Rl I

e el m/z 70.00  76.62%

m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0

5000 ‘H“‘H“‘H“‘H“‘H
27.0 5.60 5.80 6.00 6.20 6.40

98.0 m/z 55.00 76.38%

‘ ‘ 83.0 ‘

‘H\“H\“‘W‘M“WH‘*!H‘“NH“\AH‘\“H\“‘

miz--> 20 30 40 50 60 70 80 90 100

Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0

o

o

_‘H“H‘_“w“u‘u
700 5.60 5.80 6.00 6.20 6.40
5000 410 m/z 40.95  62.68%
98.0
27.0 ‘ 83.0 ‘
0“W“MM1HJ1N“wW‘W“m‘wuh‘““_“W“u
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- ‘H“_“W“H“H“‘
56.0 5.60 5.80 6.00 6.20 6.40

m/z 69.00  35.42%

41.0 70.0
5000
27.0 83.0 98.0
0 H ‘\ ‘ il ‘ il ‘ ‘

m/z--> 20 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.002 10.48 ug/l 236024  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 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 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3005 (11.002 min): VU045022.D\data.ms (-2994) (-  m/z 104.95 100.00%
105.0
5000
120.0 A
— e
51.0 77.0 91‘.0 11.00
Oberrrrrrree 380 il bk nyz 120.00 28.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M i /‘\ ]
120.0 11.00
m/z 91.00 13.25%
39.0 77.0 91.0
O\\‘HH‘2\\5\.‘(\)‘\H\“‘H\\i‘{‘\\1‘6‘%\.‘\0\‘\H‘H‘HHH\H‘\Hl\‘u‘u“‘uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 N\
. .
11.00
5000 m/z 77.00 12.71%
120.0
77.0 91.0
ol 180, 200 L 830 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl- S AUSLUAS /\ 1
105.0 11.00
m/z 106.00 9.16%
5000
120.0
79.0 j\
39.0 65.0
o‘w‘H‘_‘m"HJ‘m‘wu‘H‘m‘_‘H"H‘“;‘w‘;!wuu‘mw AL i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.896 10.31 ug/l 232149 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 3283 (11.896 min): VU045022.D\data.ms (-3272) (- z 105.00 100.00%
105.0
5000 120.0 A
Ll oa
39.0 629 (10 9LO 11,50 12.00
Obreprerrprrerrrlrer i g e z 120.00  41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 i
120.0 1150 12.00
770 77.00  13.28%
15.0 0 e MY
O\\’\\\\’H\“1’1\H"\\\\"1‘1H‘\\‘H‘\\\\‘\\\\‘HH‘HH‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
‘ LMo
11. 50 12.00
5000 120.0 91.00 10.66%
77.0
51.0 91.0
Oy 220 eS80 i LAl
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- A
105.0 11. 50 12 00
m/z 119.00 9.73%
5000 120.0
28.0 77.0 91.0 j\
51.0 :
0 140 \‘ ‘\ \‘u 64?'0 M ‘ Il ‘ /\ A

PR e e e e e ey T I \
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45022.D

Acqg On : 30 Sep 2021 03:27
Operator : SY/MD

Sample : M3952-05DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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-methyl- 1.973 7.7 ug/l 155742 1 5.375 1012050 50.0
Pentane 2.192 10.2 ug/l 207313 1 5.375 1012050 50.0
Pentane, 2-methyl- 3.083 6.0 ug/l 121026 1 5.375 1012050 50.0
Pentane, 3-methyl- 3.359 6.2 ug/l 126228 1 5.375 1012050 50.0
n-Hexane 3.700 9.3 ug/l 187829 1 5.375 1012050 50.0
Cyclopentane, m... 4,533 17.2 ug/l 348216 1 5.375 1012050 50.0
Cyclopentane, 1... 5.851 6.6 ug/l 121272 2 6.253 914547 50.0
Isopropylcyclob.. 5.993 8.3 ug/l 152559 2 6.253 914547 50.0
Benzene, 1l-ethy... 11.002 10.5 ug/l 236024 4 11.816 1126240 50.0
Benzene, 1,2,3-... 11.896 10.3 ug/l 232149 4 11.816 1126240 50.0
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