LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51

Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER 124-GW-2

ALS Vvial : 15 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 U\Method\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43170.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.494 37 48 71 rBV3 147221 593919 5.04% 0.771%
2 1.604 76 82 90 rvv 169061 210192 1.78% 0.273%
3 1.996 194 204 226 rVB 1413248 1951353 16.56% 2.532%
4 2.208 260 270 286 rVB 698144 1025711 8.70% 1.331%
5 2.321 298 305 328 rVB3 70047 128463 1.09% 0.167%
6 2.472 342 352 367 rVB 185553 291327 2.47% 0.378%
7 2.604 380 393 431 rVB2 89620 203062 1.72% 0.263%
8 3.051 517 532 534 rBV3 263880 430913 3.66% 0.559%
9 3.089 536 544 554 rvwv 939134 1921777 16.30% 2.494%
10 3.144 555 561 585 rVB2 295217 671177 5.69% 0.871%
11  3.369 612 631 652 rBV 668254 1476659 12.53% 1.916%
12 3.707 719 736 760 rVB 424481 940589 7.98% 1.220%
13 3.986 810 823 841 rVB 115873 277371  2.35%  0.360%
14 4.099 841 858 872 rBV2 71840 183923 1.56% 0.239%
15 4.343 921 934 950 rVB2 84999 215126 1.83% 0.279%
16 4.543 978 996 1013 rBV 1079313 2600241 22.06% 3.374%
17 5.186 1188 1196 1210 rVB2 74079 158342 1.34% 0.205%
18 5.298 1210 1231 1243 rBV 118969 286009 2.43% 0.371%
19 5.388 1243 1259 1275 rBV5 705436 1919036 16.28% 2.490%
20 5.469 1276 1284 1308 rVB3 175814 460717 3.91% 0.598%
21 5.600 1308 1325 1336 rBV 281273 626676 5.32% 0.813%
22 5.710 1349 1359 1374 rVB 123542 242675 2.06% 0.315%
23 5.858 1393 1405 1413 rBV2 243550 500139 4.24% 0.649%
24 5.925 1414 1426 1437 rVV7 221562 625354 5.31% 0.811%
25 5.996 1437 1448 1462 rVB 194209 431533 3.66% 0.560%
26 6.141 1478 1493 1504 rBV 150136 290082 2.46% 0.376%
27 6.256 1516 1529 1537 rBV 260931 498397 4.23% 0.647%
28 6.301 1538 1543 1565 rVB3 135377 326569 2.77% 0.424%
29 6.571 1614 1627 1657 rVB7 40528 118275 1.00% 0.153%
30 6.771 1665 1689 1712 rBV2 866580 2015994 17.10% 2.616%
31 6.989 1745 1757 1770 rVB 127157 231556 1.96% 0.300%
32 7.253 1828 1839 1855 rVB7 50796 143822 1.22% 0.187%
33 7.401 1872 1885 1909 rBV3 134713 322691 2.74% 0.419%
34 7.767 1989 1999 2015 rVB3 103180 200818 1.70% 0.261%
35 7.864 2015 2029 2033 rBV2 130676 229743  1.95% 0.298%

36 7.906 2033 2042 2054 rVB 440173 772651 6.56% 1.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51

Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER 124-GW-2

ALS Vvial : 15 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 U\Method\82U041221W.M
Title : SW846 8260
37 8.054 2072 2088 2099 rBV7 76184 222519 1.89% 0.289%
38 8.250 2136 2149 2164 rVB2 76076 172321 1.46% 0.224%
39 8.375 2164 2188 2195 rBV3 75087 157666 1.34% 0.205%
40  9.423 2502 2514 2528 rBV 382066 644176  5.47%  0.836%
41  9.578 2550 2562 2585 rVV 2768293 4312113 36.58% 5.595%
42 9.703 2586 2601 2631 rVB 7339637 11786725 100.00% 15.294%
43 10.108 2713 2727 2753 rVB 1212764 1933189 16.40% 2.508%
44 10.491 2835 2846 2857 rBV 295630 452743  3.84% 0©.587%
45 10.639 2881 2892 2906 rBV 341082 543972 4.62% 0.706%
46 10.912 2966 2977 2992 rVB 746984 1130969 9.60% 1.467%
47 11.005 2993 3006 3011 rBV 1810029 2968869 25.19%  3.852%
48 11.095 3024 3034 3052 rVB 1428998 2168475 18.40% 2.814%
49 11.298 3085 3097 3117 rVB 1144540 1794807 15.23% 2.329%

50 11.475 3140 3152 3168 rVB 5385162 7983113 67.73% 10.359%

51 11.751 3224 3238 3246 rBV 156712 238379 2.02% ©.309%
52 11.819 3246 3259 3272 rVB2 485702 842882  7.15% 1.094%
53 11.902 3272 3285 3297 rBV 1352649 2091158 17.74% 2.713%
54 12.102 3333 3347 3354 rBV2 1148239 1922031 16.31%  2.494%
55 12.195 3365 3376 3394 rVB4 720966 1396992 11.85% 1.813%
56 12.311 3401 3412 3424 rVB4 71365 126471 1.07% 0.164%
57 12.385 3424 3435 3450 rVB 199828 300624  2.55% ©.390%
58 12.475 3450 3463 3467 rBV 407618 631440 5.36% ©.819%
59 12.504 3467 3472 3483 rVB 382131 550351 4.67% 0.714%
60 12.578 3483 3495 3503 rBV 693050 1051406 8.92% 1.364%
61 12.619 3503 3508 3519 rVB 141614 206052 1.75% ©.267%
62 12.690 3519 3530 3550 rBvV2 438869 849556  7.21% 1.102%
63 12.883 3579 3590 3602 rVB 177966 295147 2.50% 0.383%
64 12.979 3602 3620 3628 rBV 375821 603525 5.12% ©.783%
65 13.034 3628 3637 3650 rVB 547795 827695 7.02% 1.074%
66 13.301 3710 3720 3732 rVB 402503 605055 5.13% ©.785%
67 13.462 3760 3770 3784 rVB3 790896 1327064 11.26% 1.722%
68 13.632 3814 3823 3837 rVB3 101729 173501 1.47%  ©.225%
69 13.793 3864 3873 3881 rVV 109737 180657 1.53% 0.234%
70 13.844 3881 3889 3905 rVB5 127272 269421 2.29% 0.350%
71 13.951 3916 3922 3938 rVB2 111995 232703 1.97% ©.302%
72 14.092 3952 3966 3992 rBV 875121 1423204 12.07% 1.847%
73 14.494 4079 4091 4105 rBV 82118 130123 1.10% 0.169%
74 14.677 4136 4148 4162 rBV 70037 145007 1.23% ©.188%
75 15.230 4308 4320 4333 rBV 357843 549535 4.66% ©.713%

76 15.417 4367 4378 4391 rBV 189123 303349 2.57% 0.394%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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 U\Method\82U041221W.M
Title : SW846 8260

Sum of corrected areas: 77067867
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU043170.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000
1.996

1000000 2.208 3.089 5.388 6.7

16§04 32& 472604 %\44 A > 707 398899 4.343 | \ 5. 18@9@1@@1%8@@@1@92\\@1 6.571

(i (i \V_Y\\ T T T I T \\\ \‘\\\TT’Y_F/\ ‘H\‘v—r\\u‘\w—rﬁ_ﬁ‘ =TT T

Time--> 1.40 1.60 1.80 2.00 2.20 240 260 2.80 3.00 3.20 340 3.60 3.80 4.00 4.20 4.40 460 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU043170.D\data.ms
7000000 9.J08

4543

o

6000000
11.475

5000000
4000000
3000000 9.578

2000000 11.005
1.00
10.108 2. 298 1. gofz 102

1000000 10.9 113
9.423 10. 4111639
6.989 7. 25@401 7. 75 4‘3 058.280375 k .y

T T T T L— T *r

T \
Time--> 7.00 7. 50 8 OO 8. 50 9.00 9.50 10 OO 10 50 11 OO 11.50 12 00
Abundance TIC: VU043170.D\data.ms

7000000

6000000
5000000
4000000
3000000
2000000
1000000 462 14.092

12.578
690 3413 301
A3 J&%%K ) |13. 63337%4951A 14.494.677 15ﬁ%-417

0\/\\‘ LA s B B B B S Sy B B B L — L — T T L —

Time--> 12:50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 9
R.T. EstConc Area Relative to ISTD R.T.
1.996 50.84 ug/l 1951350  Pentafluorobenzene 5.385

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 204 (1.996 min): VU043170.D\data.ms (-194) (-) m/z 43.00 100.00%

43.0
57.0
5000
1.60 1.80 2.00 2.20 2.40
72.1 -60 1.80 2.00 2.20 2.
36.0,1/|, 59.0 ‘ 65.0 o
e g H e e m/z 40,95 95.16%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 /‘\WH‘HH‘HH‘HH‘H
1.60 1.80 2.00 2.20 2.40
29.0 m/z 42.00 86.97%
5o ‘ 500 \‘ 650"
\\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H \‘\\H‘H\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42.0
R RAARSRRREE
310 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 62.02%
15.0 50.0570 720
TP P P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane RARRmEa S
43.0 1.60 1.80 2.00 2.20 2.40

m/z 38.95 36.51%

5000

57.0
27.0 72.0
150 \ ‘50-0“\ 65.0 |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.089 50.07 ug/l 1921780  Pentafluorobenzene 5.385

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 59
3 Pentane 72 C5H12 000109-66-0 58
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 33
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
Abundance Scan 544 (3.089 min): VU043170.D\data.ms (-536) (-) m/z 43.00 100.00%

43.0
5000 71.0

570 S S G| W
2.80 3.00 3.20 3.40
], 880

et m/z 42,00 46.85%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl-
43.0

5000 RS SR EEEIEASEES
2.80 3.00 3.20 3.40

27.0 710 m/z 41.00 43.83%

57.0
201501860
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance

43.0

2.80 3.00 3.20 3.40

5000 m z 71.00 37.99%
71.0
27.0 55.0
15.0 86.0
A e A E e e

miz--> 0O 10 20 30 40 50 60 70 80 90

Abundance #706: Pentane An““‘u““w““,u“
43.0 2.80 3.00 3.20 3.40

m/z 39.00 22.12%

5000
57.0
27.0 72.0
M ‘\\ H‘ ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 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\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.369 38.47 ug/l 1476660  Pentafluorobenzene 5.385

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 43
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 43
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
5 Butyl isocyanatoacetate 157 C7H11INO3 017046-22-9 40
Abundance Scan 631 (3.369 min): VU043170.D\data.ms (-612) (-) m/z 57.00 100.00%
57.0
41.0
5000
M | 861 3.00 3.20 3.40 3.60 ]
e m/z 56.00  83.22%
miz--> 0 20 40 60 80 100 120
Abundance #1826: Pentane, 3-methyl-
57.0
41.0
5000 N L A R
3.00 3.20 3.40 3.60
m/z 41.00 71.84%
130 | \‘ L 80
\‘\\\\‘\‘\\\i\\\"\\\\‘\‘\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
410 570
3.00 3.20 3.40 3.60
5000 m/z 43.00 26.47%
26.0 87.0
e e e T I
miz--> 0 20 40 60 80 100 120
Abundance #12711: Hexane, 2,2,3-trimethyl- “H‘W“/\‘H“H“‘
57.0 3.00 3.20 3.40 3.60
m/z 39.00 21.79%
5000
41.0
Zﬂb “ . 850 113.0128.0
e
m/z--> 0 20 40 60 80 100 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41621\
Data File : VUe43170.D

Acqg On : 16 Apr 2021 15:51

Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

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 Cyclopentane, methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.543  67.75 ug/l 2600240  Pentafluorobenzene 5.385
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 996 (4.543 min): VU043170.D\data.ms (-978) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
RN A RARERRREE
‘ ‘ 84.0 4.20 4.40 4.60 4.80
e el et T m/z 41.00 61.91%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
41.0
5000 T T T[T T[T T T
69.0 4.20 4.40 4.60 4.80
27.0 9
‘ “ ‘ 84.0 m/z 69.00 40.72%
\\\]_‘.\o\\\‘]\-?\'c\)‘\\{H‘\\\\}\‘\\\‘\w‘\‘\\\‘}‘\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
41.0
4.20 4.40 4.60 4.80
5000 ITI/Z 38.95 30.16%
21.0 69.0
15.0 84.0
A B B AR
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1478: 1-Pentene, 2-methyl- R AR REamaRamEy s
41.0 56.0 4.20 4.40 4.60 4.80
m/z 55.00 27.01%
5000 27.0 69.0
84.0
15.0
""H""1““Hl!“m“m}“‘l et A RARERE
m/z--> 0O 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\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Cyclopentane, 1,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.858 50.17 ug/l 500139 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 50
Abundance Scan 1405 (5.858 min): VU043170.D\data.ms (-1393) (-) m/z 70.00 100.00%
70.0
410 550
5000
‘ “ ‘ 981 5.60 5.80 6.00 6.20
\H‘\H\‘\H\‘HH‘\H}}HH“‘\M‘\“H\‘\ \‘H‘\“‘HH‘\HMHH m/Z 55.00 76.2100
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
270 83.0 m/z 56.60  73.92%
l |
\\\‘\\\\‘\\\\‘\\i\‘\\\\}\‘\\\“\u ‘\‘\\\w ‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 72.29%
27.0
83.0
98.0
1.0 14.0
T T T e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
410 m/z 39.00 37.31%
5000
27.0 83.0
98.0
140 || |
‘H‘H‘W‘HW‘H‘_‘HL\HﬁM‘WuﬂiMH‘_H‘_‘H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

82U041221W.M Mon Apr 19 02:59:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 1,3-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.925 62.74 ug/l 625354  1,4-Difluorobenzene 6.256

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, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 72
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 58

Abundance Scan 1426 (5.925 min): VU043170.D\data.ms (-1414) (-) m/z 56.00 100.00%

56 .0 70.0
41.0
5000
83.0

‘ 98.1 5.60 5.80 6.00 6.20
\H‘HH‘HH‘HH‘HH}HH“\‘\\‘HH‘HH“\\H‘H\}‘HH ITIZ 70.00 85.29%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0

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

83.0 m/z 55.00 78.54%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\

| | oo
‘ | ‘ Ml ‘ mill ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0 700

5.60 5.80 6.00 6.20

5000 m/z 41.00  70.94%
27.
0 83.0
98.0
1.0 14.0
L R R A AR R AR R AR LA R RR R RRRARE
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 560580600620
41.0 m/z 39.00 35.93%
5000
21.0 ‘ 830 98.0
H‘_‘H‘H‘W‘Hm_‘u}m‘wdlL_‘w‘u‘wwu‘_‘w‘u“ M e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

82U041221W.M Mon Apr 19 02:59:34 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Isopropylcyclobutane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.996 43.29 ug/l 431533  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 97
2 Isopropylcyclobutane 98 C7H14 000872-56-0 96
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 1-Heptene 98 C7H14 000592-76-7 90
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 83
Abundance Scan 1448 (5.996 min): VU043170.D\data.ms (-1437) (-) m/z 56.00 100.00%
56.0
41.0 70.0
5000
98.1
83.0 5.60 5.80 6.00 6.20 6.40
\H‘HH‘HH‘HH‘HH}\‘H\“\H‘\‘H‘\H\‘\H‘\“‘\‘\H‘HH‘HH m/Z 55.00 71.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 41.00 68.25%
‘ 83.0
\\\1‘.9\\‘]-\4\*\()\‘\\i!‘\\\\}\‘\\\“\u ‘\‘\\\w ‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0
"—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_F
70.0 5.60 5.80 6.00 6.20 6.40
m/z 70.00 67.79%
5000 270
98.0
83.0
T T e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans- ‘H“‘H“_‘fE/YN“
56.0 5.60 5.80 6.00 6.20 6.40
21.0 m/z 39.00 34.39%
70.0
5000
27.0 98.0
‘ ‘ 83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40

82U041221W.M Mon Apr 19 02:59:35 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.005 176.11 ug/l 2968870 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3006 (11.005 min): VU043170.D\data.ms (-2993) (- | m/z 105.00 100.00%
105.0
5000
120.0 \
77.0 91.0 o0
B0 80 | Con
et e i e m/z 120.00  30.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\M AL
m/z 91.00 13.55%
77.0 91.0
\\‘H\\.‘\H‘\‘\\:3\?‘-?\\“\\\\6‘%;‘\0\‘\\\‘}“HH“}\\\‘\Hl\‘\\\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
ARV i
11.00
5000 m/z 76.95 13.02%
120.0
. 39.0 63.0 77.0 91.0
T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /kfvxi /\
Abundance #9430: Benzene, 1-ethyl-4-methyl- pLA——
105.0 11.00
m/z 103.00 9.05%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00

82U041221W.M Mon Apr 19 02:59:36 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.298 106.47 ug/l 1794810 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3097 (11.298 min): VU043170.D\data.ms (-3085) (- | m/z 105.00 100.00%
105.0
5000
120.0 A
— e
39.0 63.0 77‘-0 91‘-0 11.00 11.50
et il il e m/z 120,00 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 K\M i -
120.0 11.00 11.50
m/z 77.00 13.21%
77.0 91.0
H‘J\-\S\.\O‘\H‘\‘\\3\\9‘.\0\\\“\\\\6‘:\3‘\"9\‘\\\M“HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 11.00 11.50
5000 m/z 90.95 13.01%
39.0 63.0 77.0 91.0
H‘\\H‘\H.\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 79.00 9.79%
120.0
5000
39.0 77.0 91.0 J\A
LY. e S O O 1 | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50

82U041221W.M Mon Apr 19 02:59:37 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.902 124.05 ug/l 2091160 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3285 (11.902 min): VU043170.D\data.ms (-3272) (- | m/z 105.00 100.00%
105.0
5000 120.0 j\
— T
39.0 630 10 910 11.50 12.00
H_‘H‘HH‘H‘Mu‘qbuwwhw‘um_unﬂ‘H_MM‘HmMH‘W m/z 120.00  40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 f\
5000 b
11.50 12.00
m/z 77.00 13.52%
39.0 77.0 91.0
\\‘]\_\5\.\0‘\\\‘\‘\\H“‘\H\i‘\‘\\\e‘%\"\o\‘\\\‘H‘HH“HH‘\Hl\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0 /\
— ——
11.50 12.00
5000 m/z 91.00 10.65%
120.0
77.0 91.0
27.0 51.0 64.0
T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.56%
120.0
5000
77.0
27.0 51.0 91.0
H_H‘_HM‘HWM‘JWw?ﬁPMHM_HWMHWMEWNMM‘H‘ ‘ “Aﬂfk‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

82U041221W.M Mon Apr 19 02:59:38 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 11 Benzene, cyclopropyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.102 114.02 ug/l 1922030 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 59
5 Deltacyclene 118 C9H10 007785-10-6 52

Abundance Scan 3347 (12.102 min): VU043170.D\data.ms (-3333) (- | m/z 117.00 100.00%

117.0
5000
91.0

3?.0 63.0 ‘ ‘ ‘ 134.1 12,00 12:50
w‘Hw‘Hw‘HqhukNﬁ‘_HH_HJ_‘HHMH_‘H‘HH‘JH‘H m/z 118.00  53.60%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #8964: Benzene, cyclopropyl-
117.0
5000
12 00 12 50
91.0

‘ m/z 115.00  35.81%

51.0 65.0
\‘\2\\7\(‘3\H\“\H\i‘\H}‘\‘\‘\\‘\Hw‘\H\‘\H\‘\‘H\‘Hl\‘\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
117.0

12.00 12.50
m/z 91.00 21.19%
5000 91.0
39.0 65.0
T T T T e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #8948: Indane
117.0 12.00 12.50

m/z 119.00  21.13%

5000
390 580 91.0
g 770 | ‘ Ll AA

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 1200 1250

82U041221W.M Mon Apr 19 02:59:39 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 12 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.578 62.37 ug/l 1051410 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3495 (12.578 min): VU043170.D\data.ms (-3483) (- | m/z 118.95 100.00%

119.0
5000
134.0
91.0

390 650 | 12.50
et et b e e m/z 134,00 28.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\1250 - |
134.0 :
9L.0 m/z 91.08  17.64%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
T T
12.50
5000 m/Z 77 .00 9.83%
91.0 134.0
15.0 39.0 65.0
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14809: p-Cymene T ‘
119.0 12.50

m/z 120.00 9.70%

5000
91.0 134.0
41.0 65.0
260 || R ‘ Wl J\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

82U041221W.M Mon Apr 19 02:59:40 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41621\
Data File : VUe43170.D

Acqg On : 16 Apr 2021 15:51

Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 13 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.690 50.40 ug/l 849556 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 83

Abundance Scan 3530 (12.690 min): VU043170.D\data.ms (-3519) (- | m/z 117.00 100.00%
11y7.0
5000
39.0 630 ‘ 1330 12.50 13.00
el A SRS m/z 114,95 35.53%
m/z--> 20 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.00  26.60%
51.0 133.0
\\\‘2\7\(\)\“\\“\\"\ \7\4.\p‘\\‘\\‘HH\\H‘\}“\‘\"\\\\
miz--> 20 60 80 100 120 140
Abundance
117.0
p e
12.50 13.00
5000 m/z 91.00 16.04%
91.0
39.0 65.0 133.0
L e et 2 SRR
m/z--> 20 80 100 120 140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0 1250 1300
m/z 118.00 9.82%
5000
91.0
39.0 65.0 173.0 A
150 e b L pe LU
m/z--> 20 40 60 80 100 120 140 250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 14 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.034 49.10 ug/l 827695 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 3637 (13.034 min): VU043170.D\data.ms (-3628) (- | m/z 119.00 100.00%
119.0
AN
91.0 I —
39.0 65.0 ‘ 135.1 13.00
OF bt e LTI sz 134,00 42.02%
miz--> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 £ A - J\
13.00
m/z 91.00 16.62%
39.0 91.0
\].\5‘\.(‘) T ‘\ T \“"\ \“\‘ T ‘6?\0\ \‘H‘ T \‘\ T ‘m\ \m‘l T \1\?.‘()\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
T
13.00
5000 m/z 120.00 9.74%
91.0
390 650 135.0
M Amamana m e
miz--> 20 40 60 80 100 120 140 J\ JA
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- AL P i
119.0 13.00
m/z 77.00 9.29%
5000
91.0
39.0 65.0 135.0
\¥59\H\\HV\W\‘WM\Jq\\\\‘w\\Wl\\ﬁ\‘\\\\ M
m/z--> 20 40 60 80 100 120 140 13.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41621\
Data File : VUe43170.D

Acqg On : 16 Apr 2021 15:51

Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M

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

Concentration Rank 5

Peak Number 15 1-Phenyl-1-butene

R.T. EstConc Area Relative to ISTD R.T.
13.462 78.72 ug/l 1327060 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 78
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 76
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76

Abundance Scan 3770 (13.462 min): VU043170.D\data.ms (-3760) (- | m/z 117.00 100.00%
117.0
5000
91.0 T
51.0 ‘ 1#-0 13.50
e e Dl all 2620 /7 132,00 34.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 T A
13.50
9L.0 m/z 119.00  33.51%
51.0 ‘
T ‘2\7‘\-0\\ T \“i”\ T }‘ \7\4\P‘ T ‘”U‘\ L” \JF‘ \A\’.(‘)\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.50
5000 ITI/Z 115.00 30.96%
91.0
39.0
65.0
134.0
B o T R
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- = ANA
117.0 13.50
m/z 91.00 18.48%
5000
91.0
270 51.0
Rl O A NI YT AN,
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41621\
Data File : VU@43170.D

Acqg On : 16 Apr 2021 15:51
Operator : SY/MD

Sample : M2045-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-methyl- 1.996 50.8 wug/l 1951350 1 5.385 1919040 50.0
Pentane, 2-methyl-  3.089 50.1 wug/l 1921780 1 5.385 1919040 50.0
Pentane, 3-methyl- 3.369 38.5 ug/l 1476660 1 5.385 1919040 50.0
Cyclopentane, m... 4.543 67.8 wug/l 2600240 1 5.385 1919040 50.0
Cyclopentane, 1... 5.858 50.2 wug/l 500139 2 6.256 498397 50.0
Cyclopentane, 1... 5.925 62.7 ug/l 625354 2 6.256 498397 50.0
Isopropylcyclob... 5.996 43.3 ug/l 431533 2 6.256 498397 50.0
Benzene, 1l-ethy... 11.005 176.1 ug/l 2968870 4 11.819 842882 50.0
Benzene, 1-ethy... 11.298 106.5 ug/l 1794810 4 11.819 842882 50.0
Benzene, 1,2,3-... 11.902 124.1 wug/l 2091160 4 11.819 842882 50.0
Benzene, cyclop... 12.102 114.0 ug/l 1922030 4 11.819 842882 50.0
Benzene, 4-ethy... 12.578 62.4 ug/l 1051410 4 11.819 842882 50.0
Benzene, 1-ethe... 12.690 50.4 wug/l 849556 4 11.819 842882 50.0
Benzene, 1,2,3,... 13.034 49.1 ug/l 827695 4 11.819 842882 50.0
1-Phenyl-1-butene 13.462 78.7 ug/l 1327060 4 11.819 842882 50.0
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