LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@45094.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 89 rBV 182626 206007 13.19% 1.267%
2 1.652 90 97 117 rVB 299980 370529 23.72% 2.279%
3 1.909 169 177 193 rVB 140271 188954 12.10% 1.162%
4 2.469 346 351 358 rvB2 1111 1165 ©0.07% 0.007%
5 2.572 370 383 409 rBV 279534 548771 35.13% 3.375%
6 2.957 496 503 513 rVB4 625 1070 0.07% 0.007%
7 3.047 513 531 559 rBV 400084 855190 54.74% 5.260%
8 3.192 559 576 591 rWw3 4427 12019 0.77% 0.074%
9 3.285 601 605 609 rBV3 367 333 0.02% 0.002%
106 3.359 617 628 642 rBV7 4739 11037 0.71% ©0.068%
11  3.684 724 729 734 rBV2 326 352  0.02% 0.002%
12 3.932 797 806 809 rBV2 225 351 0.02% 0.002%
13 4.179 879 883 889 rBV2 278 366 0.02% 0.002%
14 4.301 908 921 935 rVB4 2884 7839 0.50% 0.048%
15 4.440 940 964 984 rBV 238135 603991 38.66% 3.715%
16 4.629 1008 1023 1060 rBV 149656 426076 27.27% 2.621%
17 5.070 1143 1160 1175 rBV 226072 496494 31.78%  3.054%
18 5.298 1220 1231 1237 rBV4 688 1027 0.097% 0.006%
19 5.465 1264 1283 1307 rBV 691673 1562176 100.00% 9.608%
20 5.642 1326 1338 1344 rBV4 2974 5732 0.37% 0.035%
21 5.729 1344 1365 1381 rBV2 486646 1290868 82.63%  7.940%
22 5.838 1388 1399 1407 rBv2 77004 170575 10.92% 1.049%
23 5.903 1408 1419 1458 rVB 488288 1099260 70.37% 6.761%
24  6.253 1514 1528 1560 rVB 333301 630980 40.39%  3.881%
25 6.546 1607 1619 1633 rVB9 8909 18906 1.21% 0.116%
26 6.697 1650 1666 1690 rBV 302713 599751 38.39% 3.689%
27 6.813 1690 1702 1711 rVV2 23547 44449  2.85% 0.273%
28 6.870 1711 1720 1729 rVWV 24118 45033 2.88% 0.277%
29 6.928 1729 1738 1753 rVB 26131 52862 3.38% 0.325%
30 7.009 1759 1763 1766 rVB2 421 285 0.02% 0.002%
31 7.076 1766 1784 1795 rBV4 9025 19797 1.27% 0.122%
32 7.186 1806 1818 1824 rBV7 1449 3069 0.20% 0.019%
33 7.259 1825 1841 1862 rBV 323401 617913 39.55% 3.801%
34 7.385 1863 1880 1901 rBV 321540 641575 41.07%  3.946%
35 7.571 1924 1938 1949 rBV 171331 307637 19.69% 1.892%
36 7.632 1950 1957 1967 rVV3 27520 50219 3.21% 0.309%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 7.694 1968 1976 1993 rVB2 16596 32055 2.05% 0.197%
38 7.764 1993 1998 1999 rBV5 1007 878 0.06% 0.005%
39 7.838 2012 2021 2028 rBV4 9132 17493 1.12% 0.108%
40  7.903 2029 2041 2056 rVB 592076 1000853 64.07% 6.156%
41  8.044 2074 2085 2105 rBvV2 28256 54413 3.48% 0.335%
42 8.182 2114 2128 2141 rBV 116108 199805 12.79% 1.229%
43 8.243 2141 2147 2159 rVB5 6502 12502 0.80% 0.077%
44  8.372 2184 2187 2190 rBvV2 581 308 0.02% 0.002%
45  8.414 2192 2200 2216 rVB2 12242 22222 1.42% 0.137%
46 8.491 2216 2224 2235 rVB4 4634 7668 0.49% 0.047%
47  8.552 2236 2243 2245 rBV4 2145 2125 0.14% 0.013%
48 8.636 2257 2269 2289 rBV 411053 715608 45.81% 4.401%
49 8.832 2320 2330 2344 rVB4 8390 16331 1.05% 0.100%
50 8.890 2344 2348 2355 rVB5 1387 1685 0.11% 0.010%
51 8.951 2363 2367 2369 rBV4 871 764 0.05% ©0.005%
52 9.079 2397 2407 2414 rBVS8 2472 4958 0.32% 0.030%
53 9.166 2427 2434 2442 rBV5 1293 1863 0.12% 0.011%
54  9.243 2452 2458 2460 rBvV2 611 569 0.04% 0.003%
55 9.343 2475 2489 2501 rBv2 45656 83345 5.34% 0.513%
56 9.420 2501 2513 2527 rBV 481103 786531 50.35% 4.838%
57 9.610 2563 2572 2581 rBV6 3669 6499 0.42% 0.040%
58 9.693 2589 2598 2602 rBV6 2044 2478 0.16% 0.015%
59 9.735 2606 2611 2613 rBV2 1511 1566 0.10% 0.010%
60 9.819 2631 2637 2649 rVB6 3173 4618 ©0.30% 0.028%
61 9.893 2655 2660 2664 rVB4 454 423 0.03% 0.003%
62 9.980 2680 2687 2692 rBV3 536 606 0.04% 0.004%
63 10.031 2695 2703 2712 rVV5 1785 3001 0.19% 0.018%
64 10.089 2716 2721 2731 rVB5 2051 3405 0.22% 0.021%
65 10.256 2761 2773 2774 rBV4 2492 3229 0.21% 0.020%
66 10.330 2791 2796 2804 rBV6 1287 1937 0.12% 0.012%
67 10.488 2841 2845 2853 rVB4 1681 2061 0.13% 0.013%
68 10.549 2854 2864 2870 rBV4 4153 7464 0.48% 0.046%
69 10.671 2896 2902 2912 rBV4 6142 8237 0.53% 0.051%
70 10.761 2918 2930 2949 rVB 412197 659018 42.19% 4.053%
71 10.861 2955 2961 2968 rBV6 1795 2888 ©0.18% 0.018%
72 11.008 3001 3007 3009 rBV2 622 470 0.03% 0.003%
73 11.073 3022 3027 3031 rBV2 521 429 0.03% 0.003%
74 11.099 3031 3035 3036 rBV2 485 352 0.02% 0.002%
75 11.111 3037 3039 3042 rBV2 561 319 0.02% 0.002%
76 11.198 3062 3066 3067 rBV2 594 326 0.02% 0.002%

SFAMULMO92321WMA.M Mon Oct 11 17:18:50 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMULM@92321WMA.M
Title : VOC Analysis
77 11.375 3116 3121 3122 rBV2 559 299 0.02% 0.002%
78 11.391 3122 3126 3131 rVB3 749 906 0.06% 0.006%
79 11.462 3139 3148 3160 rVB3 3347 5519 0.35% 0.034%
80 11.517 3163 3165 3173 rVB4 615 678 0.04% 0.004%
81 11.581 3180 3185 3189 rBV3 860 860 0.06% 0.005%
82 11.645 3192 3205 3214 rBVS 4713 7726 0.49% 0.048%
83 11.703 3215 3223 3228 rBV5S 1626 2486 0.16% 0.015%
84 11.816 3245 3258 3274 rBV 474053 734063 46.99%  4.515%
85 12.015 3317 3320 3326 rVB2 812 780 0.05% 0.005%
86 12.098 3341 3346 3357 rVB2 5114 7218 0.46% 0.044%
87 12.195 3357 3376 3391 rBV 555919 891646 57.08% 5.484%
88 12.336 3413 3420 3425 rVB6 1323 1624 0.10% 0.010%
89 12.404 3438 3441 3447 rVB3 870 720 0.05% 0.004%
90 12.549 3482 3486 3488 rBV3 680 519 0.03% 0.003%
91 12.635 3510 3513 3522 rVB4 802 1200 ©0.08% 0.007%
92 12.716 3533 3538 3543 rBV3 1100 1083 0.07% 0.007%
93 12.767 3546 3554 3560 rVB4 1971 2781 0.18% 0.017%
94 12.867 3577 3585 3596 rVB3 6044 8499 0.54% 0.052%
95 13.118 3655 3663 3670 rBV2 5212 7005 0.45% 0.043%
96 13.330 3721 3729 3742 rVB2 7475 10167 0.65% 0.063%
97 13.754 3857 3861 3865 rBV3 334 318 0.02% 0.002%
98 13.886 3895 3902 3919 rVB5 3026 5083 0.33% 0.031%
99 14.877 4207 4210 4217 rVB4 944 958 0.06% 0.006%
100 15.176 4296 4303 4312 rBV 1820 2619 0.17% 0.016%
Sum of corrected areas: 16258717
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU045094.D\data.ms

600000

500000 5.72%.903

400000 3.047

1.652 6.253 )
300000 ' 2.572 6.69

4.440 5.070

200000 1.601
1.909 4.629

100000 -8

7\3.192859 3.684 3.932 4.1380 5.298) | 5.6 6.546

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.40 1.60 1.80 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
Abundance TIC: VU045094.D\data.ms

600000 7.903
12.1

500000 9.420 11.816

8.636 10.761
400000

7.23885
300000

200000 7571

8.182

100000
9.3
Oiﬁ%%f@g L@iomﬁk@ﬁ@ 8 %@1?1@79@4 @mmmammm sﬁmmmgmmm@ 121@1;8

Time--> 7.00 8. OO 8. 50 9.00 9. 50 10 OO 10 50 11 OO 11 50 12. 00
Abundance TIC: VU045094.D\data.ms

600000

500000

400000

300000

200000

100000

0 1233615497715 86713.1183.330 13 2134886 14.877 15.176
LI S S B R ER B B B R T L S B EN B B B B B L - L L R 1 T

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\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.652  29.36 ug/L 370529 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentane 72 C5H12 000463-82-1 72
2 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 38
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 36

4 Butane, 2-bromo- 136 C4H9Br 000078-76-2 36
5 Propane, 2-[(1,1-dimethylethyl)s... 178 C8H1802S 001886-75-5 9

Abundance  Scan 97 (1.652 min): VU045094.D\data.ms (-90) (-) m/z 57.00 100.00%

57.0
5000
41.0

1.60 1.80 2.00

0 ‘H‘mWm‘H‘w‘H“‘:‘H‘Hw1_‘92-9“_””“_‘” m/z 41.00  37.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #811: Neopentane
57.0
5000 410 LML L L L Y

1.60 1.80 2.00
m/z 38.90 12.81%

27.0
oL 10 140 || || 71
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5143 Propane, 2-methyl-2-nitro-
e B ma
1.60 1.80 2.00
5000 ITI/Z 56.00 4.60%
27.0
0 HWmW'wHM‘H:H‘HM!1_m‘m‘_m_m_m
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #8665: Pentane, 2,2,4-trimethyl- A
57.0 1.60 1.80 2.00
m/z 58.00 4.53%
5000
41.0
27,0
0 ‘ \‘ \‘\ 71.0 84.0 990
R R R e e A RARARN e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.047 67.77 ug/L 855190 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
Abundance Scan 531 (3.047 min): VU045094.D\data.ms (-513) (-) m/z 43.00 100.00%
43.0
5000
71.0
A REmEA R
55.0 86.0 2.80 3.00 3.20 3.40
Obr el b 828 L U m/z 42,00 85.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L B L I LN B
71.0 2.80 3.00 3.20 3.40

m/z 41.00 43.91%

27.0 55.0
86.0
\\‘\J-\S;O\‘\\\‘\“\\\\‘i\\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 30 40 50 70 80 90
Abundance #2055: Butane, 2,3—d|methyl—
43.0

2.80 3.00 3.20 3.40

o

5000 m z 71.00 28.06%
270 71.0
ol 180 [ ]l 550630 86.0
R A B
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl- ‘ EEARaEEEE
42.0 2.80 3.00 3.20 3.40

m/z 39.00 20.44%

5000
71.0
27.0
55.0 86.0
0 15.0 \ ‘ .| _63.0 |

m/z--> 10 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\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.440 47.86 ug/L 603991 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
Abundance Scan 964 (4.440 min): VU045094.D\data.ms (-940) (-) m/z 43.00 100.00%
43.0 57.0
5000
85.0
e RRREEEES R L
4.20 4.40 4.60 4.80
69.0
Obrrrrrereprreprretll el el 2000 m/z 57.60  91.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 850 HH‘HH’HHA\‘\H
' 4.20 4.40 4.60 4.80
29.0 m/z 41.00 57.69%
Lol s | oo
O\\\’\\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\\\\’\\\\‘\\}\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0 R AAENaRREE R
4.20 4.40 4.60 4.80
5000 m/z 56.00 54.88%
29.0 85.0
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl- R w/u\‘ SRR
43.0 4.20 4.40 4.60 4.80
570 m/z 85.00 28.07%
5000
27.0 85.0
e e e e e e T EAAEEOEEEY
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.465 123.79 ug/L 1562180 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,5,5-tetramethyl- 142 C1OH22 001071-81-4 72
Abundance Scan 1283 (5.465 min): VU045094.D\data.ms (-1264) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
85.0 5.20 5.40 5.60 5.80
100.0
oH‘,W,HH,Hm,m,m‘ oot T m/z 43.00  73.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 58.0
5000 L B B B LR SR
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.00 64.40%
Ll 0 o
O\\\’\\\\’\\\\’\\\\’\\\\’\\ \’\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
N RERREEES SR
5.20 5.40 5.60 5.80
m/z 41.00 63.94%
5000 71.0
29.0
Ll =0 00
Ot e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl- e AABRERREEEE S
43.0 960 5.20 5.40 5.60 5.80
m/z 71.00 39.91%
5000
29.0 71.0
doaso [0 w000
A T e A aa RN RERRE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.903 87.11 ug/L 1099260 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
Abundance Scan 1419 (5.903 min): VU045094.D\data.ms (-1408) (-) m/z 57.00 100.00%
57.0
5000
41.0
R RAREE
M 990 5.60 5.80 6.00 6.20
Obrrrprerrprrr bl e SO e e M/Z 56.00 33.04%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
5000 /L/\,
5.60 5.80 6.00 6.20
41.0 m/z 40.95  26.14%
27,0
0 . ‘ \“ ‘\ J, 71.0 85.0 990 1140
\H‘\H\‘HH‘\H\‘HH‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
ERRm T
5.60 5.80 6.00 6.20
5000 m/z 43.00 16.07%
41.0
27.0 “ 710 99.0
L A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /j\gg
Abundance #8667: Pentane, 2,2,4-trimethyl- R EAERmmasnEs s
57.0 5.60 5.80 6.00 6.20
m/z 39.00 8.64%
5000
41.0
27.0
0 130 || \H 71.0 85.0 990 1140
e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20

SFAMULM@92321WMA.M Mon Oct 11 17:18:55 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.813 3.52 ug/L 44449  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 62
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 53
Abundance Scan 1702 (6.813 min): VU045094.D\data.ms (-1690) (-) m/z 57.00 100.00%
57.0
43.0
5000
71.0 99.0 e A e
‘ ‘ H “ ‘ 114.0 6.40 6.60 6.80 7.00 7.20
0 Hw‘Hw‘uw‘uw‘uu‘uw‘uw‘uwu‘wu‘wu‘wu‘wﬂu,u m/z 42.95 77.90%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0
5000 | B BB B
6.40 6.60 6.80 7.00 7.20
27.0 71.0 99.0 m/z 41.00  45.85%
: ] emo | s
H\‘\\H’HH‘\H\‘\H\’HH‘\H\‘\\H’HH‘\\H‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8628: Heptane, 2-methyl-
43.0 570
e T
6.40 6.60 6.80 7.00 7.20
5000 m/z 42.00 26.36%
29.0 71.0 99.0
0 15.0 H ‘ | M\ ‘ 85.0 | 11\4'0
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl- R R
43.0 57.0 6.40 6.60 6.80 7.00 7.20
m/z 71.00 24.96%
5000
27.0 71.0 99.0
‘ ‘ ‘ 114.0
0 H‘_H‘MUMM‘HM‘H,HH‘H‘WH‘JH‘W‘HW‘HW‘H‘ju‘w‘ R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20

SFAMULM@92321WMA.M Mon Oct 11 17:18:56 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.870 3.57 ug/L 45033  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 87
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 86
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 86
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 59
Abundance Scan 1720 (6.870 min): VU045094.D\data.ms (-1711) (-) m/z 43.00 100.00%
43.0 57.0
85.0
5000
71.0
e Y ey
“ ‘ ‘H ‘ 1140 6.60 6.80 7.00 7.20 ]
0L rrrprrrrprrer e e e e b M/Z2 57.00 0 92.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0
5000 L L L B L BN B
6.60 6.80 7.00 7.20
290 710 m/z 85.60  80.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 570
R R
85.0 6.60 6.80 7.00 7.20
5000 m/z 40.95 57.87%
29.0 71.0
o350 Il L ||, 9901140
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl- ARSRARRE RS L
43.0 6.60 6.80 7.00 7.20
57.0 m/z 56.00 47 .54%
5000 85.0
29.0
‘ 71.0
15.0
PR -3 - S LA W AV
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20

SFAMULM@92321WMA.M Mon Oct

11 17:18:57 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.928 4.19 ug/L 52862 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
3 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 72
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
Abundance Scan 1738 (6.928 min): VU045094.D\data.ms (-1729) (-) m/z 57.00 100.00%
57.0
5000
41.0
R AmamasLE
6.60 6.80 7.00 7.20
A 830 990 :
O e e e e m/z 56.00 60.59%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
41.0 6.60 6.80 7.00 7.20
m/z 40.95 33.92%
99.0
27,0
O \H‘\H\‘HH‘\H‘\‘HH‘“H\‘\‘\‘\}‘HH‘\H3\3\.9‘\\\\‘\\\]\_‘1\3\;\0‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
R RREE e
6.60 6.80 7.00 7.20
5000 m/z 42.90 13.24%
41.0
27,0
0 o I . 71.0 850 99.0 1140
TR T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3918: Acetamide, N-2-propenyl- AT
57.0 6.60 6.80 7.00 7.20
m/z 54.90 10.41%
43.0
5000
280 84.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20

SFAMULM@92321WMA.M Mon Oct 11 17:18:58 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25

Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

7.259 48.96 ug/L 617913  1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80

m/z 43.00 100.00%

Abundance Scan 1841 (7.259 min): VU045094.D\data.ms (-1825) (-)

43.0 71.0
5000
57 0

97.0 112.0
M,HH,HH,W_HMm_HWWW_WHWH e

7.00 7.20 7.40 7.60
71.00 86.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-

430
71.0
5000

7.00 7.20 7.40 7.60

o

27.0 57.0 m/z 70.00 64.48%
0 “ Ll H 97.0 114.0
\H’HH’HH’HH‘HH‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
AT
7.00 7.20 7.40 7.60
5000 m/z 40.95 34.91%
27.0 57.0
o L] 97.0 1140
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl-
43.0 7.00 7.20 7.40 7.60
m/z 55.00 27.16%

5000 70.0
29.0
510 150 H \M‘ |, 85.0 100.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60

SFAMULM@92321WMA.M Mon Oct 11 17:18:58 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.385 50.84 ug/L 641575 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1880 (7.385 min): VU045094.D\data.ms (-1863) (-)

m/z 42.95 100.00%

43.0
71.0
5000 57.0 85.0
A
‘ 99.0 7.00 7.20 7.40 7.60 7.80
0t e el e m/z 71.080  68.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
57.0 7.00 7.20 7.40 7.60 7.80
270 85.0 m/z 70.00  58.00%
o ] ‘ 990 1130
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.00 50.08%
57.0 71.0
85.0
I
Ol e et e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8648: Hexane, 3,3-dimethyl- Raama e AR
43.0 7.00 7.20 7.40 7.60 7.80
m/z 85.00 40.41%
5000 71.0
57.0 85.0
29.0
oL 10 180 H ol %80y
H‘_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ R R R o S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60 7.80

SFAMULM@92321WMA.M Mon Oct

11 17:18:59 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 12 2-Butanol, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.632 3.98 ug/L 50219 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 CeH140 000594-60-5 72
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 64
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
4 HEX-5-EN-3-0L 100 C6H120 000688-99-3 50
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50

Abundance Scan 1957 (7.632 min): VU045094.D\data.ms (-1950) (-) m/z 59.00 100.00%

59.0
5000 40.9
87.0
A REREEemEE SRR
‘ 1.0 7.40 7.60 7.80 8.00
O A A T - R m/z 40.90  39.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000
7.40 7.60 7.80 8.00
4L.0 87.0 m/z 42.95 31.09%
15.0 28.0
O\\\‘\\‘\\‘\\\H“\\\\“\\‘\\’\\‘\w‘\\\7\{%\(\)\\’\\\\‘\\\]-9]\-\()\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4341: Oxirane, tetramethyl-
59.0
N RRRRREE
43.0 7.40 7.60 7.80 8.00
5000 m/z 69.00  30.48%
31.0
L 180 1Ll 70 859 1000
rrrrrer e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #5041: 2-Butanol, 2,3-dimethyl- mwm‘mwm‘m
59.0 7.40 7.60 7.80 8.00
m/z 86.95 26.71%
5000
41.0 87.0
ol 150 2. ‘H ﬁlo ‘ 101.0
R R R R R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00

SFAMULM@92321WMA.M Mon Oct 11 17:19:00 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 13 2-Pentanol, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.694 2.54 ug/L 32055 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 50
3 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 43
5 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 42

Abundance Scan 1976 (7.694 min): VU045094.D\data.ms (-1968) (-) m/z 59.00 100.00%

59.0
5000
45.0
87.0

‘ ‘ 7.40 7.60 7.80 8.00
H‘_‘H‘HH‘H‘MLHWHﬂMM‘miﬂu‘ﬂuw‘uw‘u‘_‘u‘u m/z 44.95  33.93%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
45.0 7.40 7.60 7.80 8.00
87.0 m/z 40.90 29.21%

o

31.0 ‘
H\‘]\-\5\(\)‘\H‘\“HH“‘\‘\H‘H‘\w‘H\\7‘:\3\.\0\‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9512: 3-Pentanol, 2,2-dimethyl-
59.0

7.40 7.60 7.80 8.00

5000 41 m/z 42.90  24.35%
87.0
27.
0 14)'0 T w *20 10101150
““““““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5025: 2-Pentanol, 2-methyl- R RS ARARRAEASS
59.0 7.40 7.60 7.80 8.00
m/z 86.95 23.62%
5000
48.0 87.0
310
so T[]
e EREHEES N I B
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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 14 3-Pentanol, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.044 3.46 ug/L 54413 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 64
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 59
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 53
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 47
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 45

Abundance Scan 2085 (8.044 min): VU045094.D\data.ms (-2074) (-) m/z 73.00 100.00%
3.0

55.0
5000

42.9
SN B SV

m 87.0 7.80 8.00 8.20 8.40
H‘H"_“w“HMH"quw“m‘m“_Mﬂw“m‘u“w m/z 55.00 53.79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5031: 3-Pentanol, 3-methyl-
73.0
/\W

5000 55.0 SISV R A VAN
7.80 8.00 8.20 8.40

41. m/z 42.90 28.22%
L

o

29.0

87.0
H\%?9\HJM“‘H\‘H‘\H‘w“H\‘“‘\wa“H\‘H‘I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5029: 3-Pentanol, 3-methyl-
73.0

7.80 8.00 8.20 8.40

o

5000 55.0 m/z 40.90  24.59%
43.0
29.0 H 87.0
obo L] 00
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5030: 3-Pentanol, 3-methyl- “““H““““‘M%$A
73.0 7.80 8.00 8.20 8.40

m/z 45.00 24.16%

5000 55.0

29.0 87.0
L \ A

Ol et e e b e S BN B B P
miz--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40

43.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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 15 2,2,4-Trimethyl-3-pentanone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.343 5.30 ug/L 83345 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-3-pentanone 128 C8H160 005857-36-3 60
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
3 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 49
4 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 47
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 47

Abundance Scan 2489 (9.343 min): VU045094.D\data.ms (-2475) (-) m/z 57.00 100.00%
5

7.0
5000
R
‘ u ‘ 84.9 128.1 9.00 9.20 9.40 9.60
OFrrrprr el _J“wuhH‘uH‘_JH_MWH_H m/z 43.00  48.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14455: 2,2,4-Trimethyl-3-pentanone
57.0
5000 LI L L L L L L B
9.00 9.20 9.40 9.60
290.0 m/z 41.00 42.35%
M' ‘ ‘ 85.0 128.0
O \\‘\‘\\\\“\\\‘\“\\\\‘\‘\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
PR R T
9.00 9.20 9.40 9.60
5000 m/z 71.00 26.28%
22.0 L 98.0
ot 180 %1% 1410 1600
miz--> 20 40 60 80 100 120 140 160 180 \ /\
Abundance #14434: 3-Hexanone, 2,4-dimethyl- W“W“H“pﬁﬁu““ﬂA
57.0 9.00 9.20 9.40 9.60
m/z 59.00 22.48%
5000
27.0
85.0
128.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100421\
Data File : VU@45094.D

Acqg On : 04 Oct 2021 14:25
Operator : SY/MD

Sample : M3996-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.652 29.4 ug/L 370529 1 6.253 630980 50.0
(DEL) Alkane: S.. 3.047 67.8 ug/L 855190 1 6.253 630980 50.0
(DEL) Alkane: S.. 4.440 47.9 ug/L 603991 1 6.253 630980 50.0
(DEL) Alkane: S.. 5.465 123.8 ug/L 1562180 1 6.253 630980 50.0
(DEL) Alkane: S.. 5.903 87.1 ug/L 1099260 1 6.253 630980 50.0
(DEL) Alkane: S.. 6.813 3.5 ug/L 44449 1 6.253 630980 50.0
(DEL) Alkane: S.. 6.870 3.6 ug/L 45033 1 6.253 630980 50.0
(DEL) Alkane: S.. 6.928 4.2 ug/L 52862 1 6.253 630980 50.0
(DEL) Alkane: S.. 7.259 49.0 ug/L 617913 1 6.253 630980 50.0
(DEL) Alkane: S... 7.385 50.8 ug/L 641575 1 6.253 630980 50.0
2-Butanol, 2,3-... 7.632 4.0 ug/L 50219 1 6.253 630980 50.0
2-Pentanol, 2-m... 7.694 2.5 ug/L 32055 1 6.253 630980 50.0
3-Pentanol, 3-m... 8.044 3.5 ug/L 54413 2 9.420 786531 50.0
2,2,4-Trimethyl... 9.343 5.3 ug/L 83345 2 9.420 786531 50.0
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