LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acqg On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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_ V\Method\SFAMVLMO62921WMA .M
Title : VOC Analysis

Signal : TIC: Vve216l11.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 72 82 90 rBV3 227431 275833 ©.98% 0.089%
2 1.372 90 103 133 rBV2 102501 375195 1.33% 0.122%
3 2.101 316 330 338 rBvV2 418610 924717  3.28%  0.300%
4 2.153 338 346 371 rVB 2568396 3950873 14.01% 1.280%
5 2.269 371 382 415 rVB 598598 1080777 3.83% 0.350%
6 2.944 578 592 614 rBV 678191 1377793 4.89% 0.446%
7 3.185 652 667 685 rVW 155937 331510 1.18% 0.107%
8 3.687 807 823 863 rBV 3559678 8498711 30.14% 2.754%
9 3.870 869 880 883 rBV 171281 294485 1.04% 0.095%
10  4.346 998 1028 1056 rBV2 283374 730781  2.59% 0.237%
11 5.043 1225 1245 1253 rBV2 675077 1740077 6.17% 0.564%
12 5.613 1410 1422 1456 rVB 557528 1120898 3.97% 0.363%
13 5.921 1501 1518 1548 rBV2 718353 1660906 5.89% 0.538%
14 6.069 1551 1564 1577 rBV 370516 739454  2.62%  0.240%
15 6.169 1586 1595 1612 rVB 342777 645457 2.29% 0.209%
16 6.985 1834 1849 1866 rBV 232903 423897 1.50% 0.137%
17 7.223 1910 1923 1941 rBV 3151558 5476546 19.42% 1.774%
18 7.317 1941 1952 1961 rVV 832639 1448153 5.14% 0.469%
19 7.387 1961 1974 1990 rVV 3085294 5406071 19.17% 1.752%
20 7.622 2036 2047 2058 rBV 177311 318513 1.13% 0.103%
21 7.683 2058 2066 2088 rVB 289902 530519 1.88% 0.172%
22 7.998 2149 2164 2175 rVV2 305583 621749 2.20% 0.201%
23 8.079 2175 2189 2202 rVV 8953969 15294337 54.24% 4.955%
24  8.137 2202 2207 2224 rVB 265116 434357  1.54% 0.141%
25  8.249 2232 2242 2261 rBV 1178249 1972017 6.99% 0.639%
26 8.825 2405 2421 2424 rBV2 1072498 1658266 5.88% 0.537%
27  9.011 2470 2479 2489 rVVW 966782 1494604 5.30% 0.484%
28 9.075 2489 2499 2507 rVV3 564840 1055284 3.74% 0.342%
29 9.136 2507 2518 2533 rVV 3307700 5874540 20.83% 1.903%
30 9.239 2542 2550 2565 rVB 742605 1144643 4.06% 0.371%
31 9.326 2566 2577 2585 rBV3 366244 596464 2.12% 0.193%
32 9.381 2585 2594 2612 rVB 1126638 1741465 6.18% 0.564%
33 9.542 2633 2644 2653 rBV 2743791 4244053 15.05% 1.375%
34 9.593 2653 2660 2676 rVB 843385 1259251 4.47% 0.408%
35 9.696 2676 2692 2703 rBV3 860518 1905619 6.76% 0.617%

36 9.760 2703 2712 2719 rVV2 549197 864447 3.07% 0.280%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acqg On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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_ V\Method\SFAMVLMO62921WMA .M
Title : VOC Analysis
37 9.812 2721 2728 2754 rVB3 414322 973572  3.45%  0.315%
38 9.931 2755 2765 2779 rVB 416852 654157  2.32% 0.212%
39 10.008 2780 2789 2800 rVB 171689 267289 0.95% 0.087%
40 10.143 2821 2831 2835 rBV 869038 1243513 4.41% 0.403%
41 10.172 2836 2840 2847 rVV 957974 1314601 4.66% 0.426%
42 10.217 2847 2854 2863 rVvV 628887 961915 3.41% 0.312%
43 10.278 2863 2873 2881 rVV 1740075 2501970 8.87% 0.811%
44 10.333 2881 2890 2908 rVV3 3151473 5912395 20.97% 1.916%
45 10.448 2910 2926 2943 rVV 3009831 7060483 25.04% 2.288%

46 10.538 2944 2954 2969 rVV 2258975 3697476 13.11% 1.198%
47 10.699 2990 3004 3011 rBV 12673157 19464151 69.02% 6.306%
48 10.738 3011 3016 3033 rVB 2592031 3996833 14.17%  1.295%
49 10.844 3040 3049 3061 rBV 1119547 1650607 5.85% ©.535%
50 10.918 3061 3072 3086 rVB 5464584 8102882 28.73% 2.625%

51 11.024 3087 3105 3119 rBV2 13615737 23192815 82.25% 7.514%

52 11.088 3119 3125 3144 rVB4 494119 977425 3.47% 0.317%
53 11.185 3144 3155 3158 rBV2 831026 1268824 4.50% 0.411%
54 11.220 3159 3166 3168 rBV 995658 1170210 4.15% ©0.379%
55 11.246 3169 3174 3184 rVB3 2677273 3965495 14.06% 1.285%
56 11.310 3184 3194 3201 rBV 7617953 12332718 43.73% 3.996%
57 11.442 3227 3235 3243 rVB2 634302 910265 3.23% ©.295%

58 11.500 3243 3253 3255 rBV 1698230 2145937 7.61% 0.695%
59 11.535 3255 3264 3284 rVB 17194232 28199279 100.00%  9.136%
60 11.632 3284 3294 3307 rBV5 1290636 3209688 11.38% 1.040%

61 11.702 3307 3316 3324 rVB 1536948 2336991 8.29% 0.757%
62 11.828 3345 3355 3365 rBV2 3166430 5072463 17.99% 1.643%
63 11.924 3374 3385 3396 rBV 10953347 18262323 64.76% 5.917%
64 12.021 3407 3415 3431 rVB4 1074643 2033859 7.21% 0.659%

65 12.107 3431 3442 3457 rBV6 513652 1295440 4.59% 0.420%
66 12.181 3458 3465 3484 rVV3 663408 1580484 5.60% 0.512%
67 12.284 3484 3497 3516 rVB5 1864563 4363303 15.47% 1.414%
68 12.400 3522 3533 3542 rBV5 468234 1069087 3.79%  0.346%
69 12.464 3543 3553 3567 rVB3 4476288 7442792 26.39% 2.411%
70 12.554 3568 3581 3596 rVB 3182561 5072380 17.99% 1.643%
71 12.683 3609 3621 3626 rBV3 305520 656894  2.33% 0.213%
72 12.779 3642 3651 3662 rBV4 1648627 3208595 11.38%  1.040%
73 12.837 3663 3669 3677 rVV6 491407 995912  3.53% 0.323%
74 12.886 3677 3684 3693 rVV3 667298 1242921 4.41% 0.403%
75 12.937 3693 3700 3708 rVB 731399 1054811 3.74%  ©.342%
76 12.988 3708 3716 3725 rVB5 322199 497998 1.77% 0.161%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acqg On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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_ V\Method\SFAMVLMO62921WMA .M
Title : VOC Analysis
77 13.050 3726 3735 3746 rBV2 395676 793572  2.81% 0.257%
78 13.117 3746 3756 3764 rBv4 583882 941662 3.34%  0.305%
79 13.185 3765 3777 3792 rVV2 1509349 2871642 10.18% 0.930%
80 13.271 3792 3804 3817 rVB4 842251 1592823 5.65% 0.516%
81 13.384 3828 3839 3842 rBV2 1550148 2183527 7.74% 0.707%
82 13.419 3842 3850 3862 rVB 5302671 8725272 30.94% 2.827%
83 13.503 3869 3876 3895 rVB 1368217 2334977 8.28% 0.757%
84 13.622 3896 3913 3922 rBV6 537459 1530165 5.43% 0.496%
85 13.750 3944 3953 3962 rBV3 583010 986524  3.50% 0.320%
86 13.808 3962 3971 3986 rVB3 2362583 4359692 15.46% 1.413%
87 13.882 3987 3994 4009 rVB 477661 884825 3.14% 0.287%
88 13.969 4011 4021 4029 rBV7 432377 794098 2.82% 0.257%
89 14.024 4029 4038 4047 rBV 1491921 2095603 7.43% 0.679%
90 14.072 4047 4053 4062 rBV3 351868 512934 1.82% 0.166%
91 14.197 4082 4092 4108 rBV 1852138 2973897 10.55% 0.964%
92 14.606 4212 4219 4223 rBV 388690 548541 1.95% 0.178%
93 14.631 4224 4227 4234 rVB 429630 485886 1.72% 0.157%
94 14.818 4277 4285 4295 rVB2 555758 960497 3.41% 0.311%
95 15.072 4353 4364 4370 rBV2 215710 379559 1.35% 0.123%
96 15.303 4425 4436 4449 rBV 467548 867128 3.08% 0.281%
97 15.406 4461 4468 4484 rVB5 158512 274328 ©.97% 0.089%
98 15.512 4485 4501 4511 rBV2 843389 1539289 5.46% 0.499%
99 15.805 4583 4592 4601 rBV3 343721 608972 2.16% 0.197%
100 15.914 4618 4626 4645 rVB2 288608 531623 1.89% 0.172%

Sum of corrected areas: 308650051
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021611.D\data.ms
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Abundance TIC: VV021611.D\data.ms
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1.6e+07
1.4e+07
1.2e+07

le+07
8000000
6000000 13.419
4000000

2000000

0 T ‘ T T .‘x T T T ‘ T T T T ‘ T T T T T T T ‘ T T ‘ T T ‘ T T ‘ 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_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 Isopropyl Alcohol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
2.269 48.21 ug/L 1080780 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 78
4 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 382 (2.269 min): VV021611.D\data.ms (-371) (-) m/z 45.00 100.00%

45.0

S

5000
R AAERREEEEEES
38 ‘ 59.0 2.00 2.20 2.40 2.60
Ol 820007 789 m/z 43.e0  18.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #297: Isopropyl Alcohol
43.0
5000
2.00 2.20 2.40 2.60
m/z 41.00 7.52%
27.0
19.0 59.0
38
O\‘HH‘HHi\HMHH‘\!\M}H\‘\Hx\ﬂ}!}MH‘HH‘\H}‘HH‘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 #294: 1sopropyl Alcoho
45.0
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F
2.00 2.20 2.40 2.60
5000 ITI/Z 39.00 5.60%
19_027.0
| | M\ 381Q\\ 59\'0
O Frprrrrprrr e e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: Isopropyl Alcohol R  RRRREEE RS
453.0 2.00 2.20 2.40 2.60
m/z 59.00 4.37%
5000
27.0
19.0
oWm"m;‘Hl_HW!‘!‘M‘?"W;!:mw?%‘?wwwwww N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60

SFAMVLMO62921WMA.M Wed Jul @07 18:36:21 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 Propanal, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.944  61.46 ug/L 1377790  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
4 Isobutylene epoxide 72 C4H80 000558-30-5 64
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 58
Abundance Scan 592 (2.944 min): VV021611.D\data.ms (-578) (-) m/z 43.00 100.00%
43.0
72.0
5000
R EEARRREEES S
0 2.60 2.80 3.00 3.20
0 Al 2T 84l m/z 41.00  80.29%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . 0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #688: Propanal, 2-methyl-
43.0
5000 27.0 72.0 P
2.60 2.80 3.00 3.20
m/z 72.00 56.75%
\w (L 57.0 |
O\\\‘\\\\‘\\\\‘\\\‘\i\}\\‘\\‘\‘\‘\\\\‘\‘\\\‘\\\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #685: Propanal, 2-methyl-
43.0
e ARARmEES S
720 2.60 2.80 3.00 3.20
5000 ' m/z 39.00 27.80%
27.0
M- X | A
miz--> 10 20 30 40 50 60 70 80 90
Abundance #690: Propanal, 2-methyl- R ARAREEES S o
43.0 2.60 2.80 3.00 3.20
m/z 42.00 9.73%
72.0
5000 27.0
0 150 | “ \‘ | | 57\'0 | .

m/z--> 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 4 Butanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.687 379.10 ug/L 8498710 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 91
4 Butanal 72 C4H80 000123-72-8 91
5 Ethene, ethoxy- 72 C4H80 000109-92-2 72
Abundance Scan 823 (3.687 min): VV021611.D\data.ms (-807) (-) m/z 44.00 100.00%
44.0
72.0
5000
57.0
AR
3.40 3.60 3.80 4.00
7O .| esa %
Ot H e m/z 43.00 91.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #648: Butanal
44.0
72.0
5000 LN L B BN R
3.40 3.60 3.80 4.00
57.0 m/z 41.e0 77.14%
O H‘\\H‘\H\’\\\\‘HHM\!\‘HH‘HH‘\!\ “‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butana
44.0
R R R
72.0 3.40 3.60 3.80 4.00
5000 29.0 m/z 72.00 76.01%
57.0
150 ‘ ‘ 37“ ‘ |l ‘\
Ot R e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #645 Butanal R Rma e AN R
44.0 3.40 3.60 3.80 4.00
72.0 m/z 38.95 37.73%
5000
57.0
o bl
O‘wuuwuﬁuuwuwuuwuwuupu‘Hupmwuuwuwuwuhpuwuu‘ R L aRAR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 3-Penten-2-one, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.249 59.46 ug/L 1972020 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
4 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 2242 (8.249 min): VV021611.D\data.ms (-2232) (-) m/z 82.95 100.00%

83.0
55.0
5000 98.0
43.0
AT
‘ 670 8.00 8.20 8.40 8.60
O el 870 L ML9 500 78.30%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3246: 3-Penten-2-one, 4-methyl-
58.0 83.0
5000 L LA L B B
43.0 98.0 8.00 8.20 8.40 8.60
29.0 .
m/z 97.95 46.39%
‘ il M‘\ 67.0 |
O\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3169: 3-Hexen-2-one
83.0
A RRRREE L
55.0 8.00 8.20 8.40 8.60
5000 43.0 m/z 43.00 32.92%
98.0
290
M G
0HWm,mW‘H{Mm‘HH‘_m“m‘Wm“mwuw
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #3241 3-Penten-2-one, 4-methyl- R ARRRamEERE
55.0 83.0 8.00 8.20 8.40 8.60
43.0 m/z 39.00 21.96%
5000
29.0 93.0
Ol bl ey 870 DO & WA RN
m/z--> 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60

SFAMVLMO62921WMA.M Wed Jul @7 18:36:23 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 1-Butanol, 2-ethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.075 31.82 ug/L 1055280 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 83
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 74
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 59
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
Abundance Scan 2499 (9.075 min): VV021611.D\data.ms (-2489) (-) m/z 43.00 100.00%
3.0
70.0
5000
R e A mARARRE
| | 84‘0 Lot 8.80 9.00 9.20 9.40
bl e 101011491300 y/7 70,05 55.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4438: 1-Butanol, 2-ethyl-
43.0
5000 L L R B L L IR
28.0 8.80 9.00 9.20 9.40
‘ 84.0 m/z 71.05 43.33%
O H]‘-ﬁ.\o\’\\\‘\"h\\\“!}‘H‘\\!\‘\H\“HH’\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4437: 1-Butanol, 2-ethyl-
43.0
8.80 9.00 9.20 9.40
5000 m/z 55.00 39.74%
29.0 70.0
84.0
o bl et 2929
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4433: 1-Butanol, 2-ethyl-  ERNEEEEE LS S
43.0 8.80 9.00 9.20 9.40
m/z 41.00 32.23%
5000
29.0
o I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMVLMO62921WMA.M Wed Jul 07 18:36:24 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 2-Hexanone, 5-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.239 34.51 ug/L 1144640 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 87
5 2-Heptanone 114 C7H140 000110-43-0 83
Abundance Scan 2550 (9.239 min): VV021611.D\data.ms (-2542) (-) m/z 43.00 100.00%
3.0
e S BERRREEEENOEE L
71.0 9.00 9.20 9.40 9.60
1T se0 990 1141 ;
ot e m/z 58.00 46.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7510: 2-Hexanone, 5-methyl-
43.0
5000 58.0
9.00 9.20 9.40 9.60
m/z 57.00 15.49%
27.0 71.0
O\H‘\\r\\‘H\‘\“HH“‘i“\‘HWH‘HH“\H\‘?\5\.\0‘\\9\?‘.\0\\\]_‘]\-\4\-3\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7495: 2-Hexanone, 5-methyl-
43.0
9.00 9.20 9.40 9.60
5000 m/z 71.00 13.15%
58.0
27.0
ol 240 ) 850 99.0 114.0
R e L R RARRARR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7507: 2-Hexanone, 5-methyl-

43.0 9.00 9.20 9.40 9.60

m/z 41.00 13.07%
5000
58.0
27.0
71.0
0 ‘\\ ‘ ‘\ | n‘ ‘ ‘ \850 99.0 114'0
e e e e e e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60

SFAMVLMO62921WMA.M Wed Jul @07 18:36:24 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 4-Heptanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.381 52.51 ug/L 1741470  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone 114 C7H140 000123-19-3 91
2 4-Heptanone 114 C7H140 000123-19-3 91
3 4-Heptanone 114 C7H140 000123-19-3 72
4 4-Heptanone 114 C7H140 000123-19-3 72
5 4-Heptanone 114 C7H140 000123-19-3 72

Abundance Scan 2594 (9.381 min): VV021611.D\data.ms (-2585) (-) m/z 71.00 100.00%

43.0 71.0
5000
114.1
57.0 99.1 9.00 9.20 9.40 9.60 9.80
Ol el S0 850 P02 L m/z 43.05 87.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7439: 4-Heptanone
43.0 71.0
5000 L L B L B B I
9.00 9.20 9.40 9.60 9.80
m/z 41.00 23.70%
270 114.0
0 .l s70 | g50 990
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7434: 4-Heptanone
43.0 71.0
S RARSSE RS S
9.00 9.20 9.40 9.60 9.80
5000 m/z 114.10 23.17%
27.0 114.0
0 Ml 570 | 850 990
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7433: 4-Heptanone
43.0 9.00 9.20 9.40 9.60 9.80
71.0 m/z 39.00 10.34%
5000
27.0
114.0
0 13"\0 il “w‘\ 52\'0 | 85.0 990 ‘
e e e e e e e e RAERE R RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80

SFAMVLMO62921WMA.M Wed Jul @07 18:36:25 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 3-Heptanone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.593 37.97 ug/L 1259250 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone 114 C7H140 000106-35-4 91
2 3-Heptanone 114 C7H140 000106-35-4 86
3 3-Heptanone 114 C7H140 000106-35-4 78
4 3,5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 74
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 72

Abundance Scan 2660 (9.593 min): VV021611.D\data.ms (-2653) (-) m/z 57.00 100.00%
57.0

5000
85.0
41.0 72.0 1 7 T
‘ 1141 9.50
Ol et e 990 L m/z 85.00  33.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7438: 3-Heptanone
57.0
5000 29.0 '/L\\\ 7 T
85.0 9.50
41.0 72.0 m/z 72.00 19.75%
‘ ‘ ‘ 114.0
O\\\‘\\i}’\\\\“}‘\\\‘\\H}‘\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\‘\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7436: 3-Heptanone
57.0
29.0 T T
9.50
5000 ITI/Z 41.00 18.05%
41.0 85.0
72.0
‘ ‘ ‘ 114.0
OO U SOOI FONOOD AUORE ¥ B
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7435: 3-Heptanone = ‘
57.0 9.50
29.0 m/z 114.10 14.16%
5000
41.0 700 820
‘ ‘ | ‘ 114.0
Y RS S I R S .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 9.50

SFAMVLMO62921WMA.M Wed Jul 07 18:36:26 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 13 2-Heptanone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.696 57.46 ug/L 1905620 Chlorobenzene-d5 8.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 90
2 2-Heptanone 114 C7H140 000110-43-0 80
3 2-Heptanone 114 C7H140 000110-43-0 80
4 2-Heptanone 114 C7H140 000110-43-0 64
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64

Abundance Scan 2692 (9.696 min): VV021611.D\data.ms (-2676) (-) m/z 43.00 100.00%
43.0

58.0
5000
73.0 1 =1
\‘ | H 990 114.1 9.50 10.00
O e el bl e m/z 58.00 66.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7431: 2-Heptanone
43.0
58.0
5000 — —
9.50 10.00
m/z 55.00 26.62%
27.0
. T bl 720 9901140
\H‘\\H‘HH‘\\H‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7426: 2-Heptanone
43.0
== ==
58.0 9.50 10.00 }
5000 ITI/Z 72.95 18.40%

o |l 70 901140

o
N
~
=}

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7429: 2-Heptanone — ‘
43.0 9.50 10.00
m/z 71.00 17.40%
58.0
5000
27.0
L s0 | ), 720 ee0 1140 Al
‘H_‘H_H‘_Hw‘HWH‘WHH‘HHM‘HMH‘_HW‘HWH‘WH e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00

SFAMVLMO62921WMA.M Wed Jul @07 18:36:27 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 Propanoic acid, 2-methyl-, ... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.760  26.06 ug/L 864447  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 43
4 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 43
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 40

Abundance Scan 2712 (9.760 min): VV021611.D\data.ms (-2703) (-) m/z 71.00 100.00%
7

1.0
43.0
5000
89.0 Ak
e
“ 9.50 10.00
ol el M) 1190 1401 py; 43,00 67.55%
miz--> 20 40 60 80 100 120 140
Abundance #21030: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43.0 71.0
5000 =/ ——
9.50 10.00
70 89.0 m/z 41.00 48.75%
O\\\‘\‘J\\“H\\‘\‘\\‘“\‘\\‘\\“\]\-]\-4\.0‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #21033: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
= s
9.50 10.00
5000 m/z 56.00 42.43%
410 89.0
o Ll b im0 a0
miz--> 20 40 60 80 100 120 140
Abundance #21031: Propanoic acid, 2-methyl-, 2-methylpropyl ester e —
43.0 71.0 9.50 10.00
m/z 57.00 38.82%
5000
89.0
27.0
0 H\‘ I I \‘ Il | ‘ 129.0

m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO62921WMA.M Wed Jul 07 18:36:27 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.812 29.36 ug/L 973572  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 42
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 40
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 40
Abundance Scan 2728 (9.812 min): VV021611.D\data.ms (-2721) (-) m/z 43.00 100.00%
43.0
9l50‘ ‘10‘00‘
113.1 : :

0 H‘w,mMHWWm‘w,mWWm_‘m,‘l‘zﬁ‘l‘wm m/z 56.00 60.13%

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

Abundance #12695: Heptane, 2,4-dimethyl-

43.0
5000
85.0 9.50 10.00
27.0 570 710 m/z 85.10  38.87%
0 H I ‘\‘ . 99.0113.0128.0
H‘HH’\H\‘HH‘\\H‘HH‘HH’\H\‘HH‘\\H‘HH’HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #7640: Hexane, 2,4-dimethyl-
43.0
57.0
9.50 10.00
5000 m/z 41.00 36.61%
85.0
29.0
71.0
0 \ Ll 99.0 114.0
‘WHH,HH‘HH_‘H_‘H_H‘VH‘_HW‘HW‘HWH‘WH‘WHH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #61361: Hexane, 1-(hexyloxy)-2-methyl- Y =
43.0 9.50 10.00
m/z 83.00 32.29%
57.0 85.0
5000
290 ‘ 710 || 990 1150
0‘w‘Hw‘uwk‘wu‘wuu‘uu,ﬂm_‘um‘H_H‘MH‘_HW‘H‘ — ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

SFAMVLMO62921WMA.M Wed Jul @7 18:36:28 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 18 Butanoic acid, octyl ester Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.278 31.55 ug/L 2501970 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 83
2 Propanoic acid, 2-methyl-, octyl... 200 C12H2402 000109-15-9 83
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 83
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 74
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 74

Abundance Scan 2873 (10.278 min): VV021611.D\data.ms (-2863) (- m/z 71.00 100.00%

71.0
43.0
5000
BN LW 1 | S
101.0 10.00 10.50
ol b T a0 ) so.e0 83.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61145: Butanoic acid, octyl ester
430 710
5000 —— N
10.00 10.50
112.0 m/z 43.05 80.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61195: Propanoic acid, 2-methyl-, octyl ester
43.0 89.0
A — =
10.00 10.50
5000 m/z 41.00 49.42%
112.0
0 0 oy ST0. 2000
m/z--> 20 40 60 80 100 120 140 160 180 200 /\J\]\/m
Abundance #39517: Butanoic acid, hexyl ester — ey
43.0 71.0 10.00 10.50
m/z 56.00 44.34%
5000
oltsoll L iy | 10 1290 1540 A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

SFAMVLMO62921WMA.M Wed Jul @7 18:36:29 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.333  74.55 ug/L 5912400 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
3 4-Methyl-1-heptyn-3-0l 126 C8H140 1000342-45-3 50
4 Octane 114 C8H18 000111-65-9 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 47
Abundance Scan 2890 (10.333 min): VV021611.D\data.ms (-2881) (- m/z 43.00 100.00%
3.0
5000
69.0 g _ —
| H ” ‘ 1010 1201 10.00 10.50
ol L2020 1201 1430 0 6 00 44.74%
m/z--> 20 40 60 80 100 120 140
Abundance #12697: Heptane, 2,4-dimethyl-
43.0
5000 o Pt
85.0 10.00 10.50
m/z 41.00 39.97%
27.0 ‘ ‘ 70,0
O T ‘ \H\ \“M T \‘! ‘ T \“\ T ‘ \“\ T ‘ \%1\3;0‘1\2\8.\0\ ‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #12695: Heptane, 2,4-dimethyl-
43.0
‘ ‘%‘
10.00 10.50
5000 m/z 69.05 29.64%
85.0
27.0
I
ol bl b 11301280
miz--> 20 40 60 80 100 120 140
Abundance #11347: 4-Methyl-1-heptyn-3-ol P A=
43.0 10.00 10.50
m/z 57.05 27.46%
5000
27.0 71.0
ol 5
obrer el alll ll 1120 DV N
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 20 Benzene, 1-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.448 89.02 ug/L 7060480 1,4-Dichlorobenzene-d4 11.252
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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2926 (10.448 min): VV021611.D\data.ms (-2910) (- m/z 105.00 100.00%
105.0
5000 j\/\ j\
77.0 J 1050
390 121.1 :
b a7l ) 33 1400 7 120,05 31.58%
m/z--> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

AM\A

5000 A
10.50

91.00 12.17%

oL 180, %90 se0 "1° || 1210
1T ‘ T \ T ‘ T \ T ’ L ‘ L ‘ L ‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-

105.0

10.50
5000 m/z 76.95 11.49%
39.0 77.0
| 59.0 | | 121.0
1) S RS i N TN T B
m/z--> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 10 50

m/z 106.10 8.79%

39.0 77.0
(590 T 1210

m/z--> 20 40 60 80 100 120 140 10.50

5000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 21 4-Heptanone, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.699 245.42 ug/L 19464200 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 94
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 74
3 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64
4 5-Nonanone 142 C9H180 000502-56-7 59
5 t-Butyl isobutyl ketone 142 CS9H180 014705-50-1 59
Abundance Scan 3004 (10.699 min): VV021611.D\data.ms (-2990) (-  m/z 57.05 100.00%
57.0 85.0
5000 JALAW
142.1 UL 1
39 10.50 11.00
O ool b 2001 0Ly, gs.es  98.69%
m/z--> 0 20 40 60 80 100 120 140
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0 /kg
5000 —r —
10.50 11.00
m/z 41.00 32.52%
39 142.0
0 15.0 | \ﬁ A 1090
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57.0
850 N
= A
10.50 11.00
5000 m/z 58.00 26.44%
29.0
‘ 142.0
o2 L Wl 2090 ]
miz--> 0 20 40 60 80 100 120 140
Abundance #19984: 4-Octanone, 2-methyl- —
57.0 10.50 11.00
85.0 m/z 142.05  17.92%
5000
29.0
‘ 142.0
T O AT~ N | N
m/z--> 0 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 22 Benzene, 1-ethyl-2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.738 50.40 ug/L 3996830 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 3016 (10.738 min): VV021611.D\data.ms (-3011) (-  m/z 105.00 100.00%
105.0

5000
120.1
510 77“0 L 1381 10 50 11 00
O B A A B L e R m/z 120.10 30.79%
m/z--> 20 40 60 80 100 120 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 j\J\ ]\‘ T
120.0 10.50 11.00
m/z 91.00 11.71%
O \1\5\0‘ T \ \3\9“()\ \‘\5\9‘0‘\‘\ T \H‘ T \‘\ T ‘H‘\ \‘\H“\ L ‘ 1
m/z--> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
10.50 11.00
5000 ITI/Z 77 .00 11.34%
120.0
39.0 77.0
S W - T R ) WY A
m/z--> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 10.50 11.00
m/z 103.00 8.74%
5000
120.0
ol 180, 00 590, m el
m/z--> 20 40 60 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 24 2-Heptanone, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.024 292.43 ug/L 23192800 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 53
3 Octane, 3,4-dimethyl- 142 C10H22 015869-92-8 43
4 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 43
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38
Abundance Scan 3105 (11.024 min): VV021611.D\data.ms (-3087) (- m/z 43.00 100.00%
5000 85.0
67 109.1 11.00
ol _u‘?w“‘uH‘_“H‘l‘z?}l‘_““1‘6‘8:1‘ m/z 58.00  65.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
5000 A
85.0 11 00
m/z 85.05 42.43%
0 \\\’\H \“\\‘ ‘\‘\‘H“‘\‘\H‘H‘H‘\\.H‘\\H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #95668: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]-
43.0
— ‘
11.00
5000 85.0 m/z 69.05 41.62%
PSSO O e 7 Y R
miz--> 20 40 60 80 100 120 140 160
Abundance #19179: Octane, 3,4-dimethyl- —A — ‘
43.0 11.00
m/z 84.05 41.58%
5000
85.0
oozsh | les | w0
“‘W“““H““ T e —
mlz--> 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 27 1,1-Hexylenedioxybutane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.310 155.50 ug/L 12332700 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 74
2 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 40
3 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 40
4 Pentanoic acid, 2,4-dimethyl-4-n... 189 C8H15N04 005762-40-3 38
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 33
Abundance Scan 3194 (11.310 min): VV021611.D\data.ms (-3184) (- m/z 83.10 100.00%
3.1
5000
43.0 129.1
11.00 11.50
1711
o — “‘HF(Q““ A 2050 TS m/z 43.00 33.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000
11.00 11.50
129.0 m/z 129.05  29.42%
0 ‘\“\‘\ \“w\ 171.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #130927: Oxalic acid, cyclohexyl octyl ester
83.0
— —
11.00 11.50
m/z 55.00 20.59%
5000 550
0 2%0 I \‘ TR 129'0 157.0
1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #154561: Oxalic acid, cyclohexyl decyl ester
83.0 11.00 11.50
m/z 59.00 15.56%
5000 55.0
ol 20 e s
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 29 2,2-Dimethyl-1,3-butanediol Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

11.500 27.06 ug/L 2145940 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 50
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
3 n-Pentanol, 3-methyl-5-[1-cycloa... 143 C8H17NO 1000251-59-9 28
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 28
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 9

Abundance Scan 3253 (11.500 min): VV021611.D\data.ms (-3243) (- m/z 56.00 100.00%

56.0
5000
97.1
11.50
1430
o I | ‘ i U wu“ L w2z 57.00  44.00%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8847: 2,2-Dimethyl-1,3-butanediol
568.0
5000 s
11.50
m/z 97.10 23.85%
O Lt HH 85 0 8 O
\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 60 80 100 120 140 160
Abundance #1471:Cydobutane,ethyL
P
11.50
5000 ITI/Z 41.00 20.88%
27.0
Ll e
ol el A e e e
miz--> 0 20 40 60 80 100 120 140 160
Abundance  #20357: n-Pentanol, 3-methyl-5-[1-cycloazapropyl]-
56.0 11.50
m/z 55.00 20.37%
5000
‘ JV 98.0 126.0
PR T T N Nt A vl
m/z--> 0 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 30 2-Propyl-1-pentanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.535 355.56 ug/L 28199300 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
3 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 53
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 50

Abundance Scan 3264 (11.535 min): VV021611.D\data.ms (-3255) (- m/z 57.05 100.00%

57.0 '
5000
83.1 L :
11.50
112.1
ol 388 L L1134 1500 m/z 41.00 34.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13662: 2-Propyl-1-pentano
57.0
5000
11.50
m/z 43.05 30.75%
29.0 83.0
[ AT
O\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
T \
11.50
5000 ITI/Z 55.05 26.98%
83.0
29.0
L \‘ ‘\ 112.0
e M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #123755: 2-Ethyl-1-hexanol, pentafluoropropionate . ‘
57.0 11.50
m/z 70.10  26.55%
5000
83.0
1190
290
0 ‘ l | 147.0 177.0 203.0
‘H“H“H‘w"H"H‘_“w“u‘u“_“w‘u“u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 31 Tetrahydropyrrolo[2,1-c][1,... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.702  29.47 ug/L 2336990 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydropyrrolo[2,1-c][1,4]oxa... 141 C7H11NO2 101250-37-7 53
2 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 43
3 3-Hexen-1-o0l, 2,5-dimethyl-, for... 156 C9H1602 1000132-12-3 42
4 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 10
5 Octane, 3,4-dimethyl- 142 C1OH22 015869-92-8 10
Abundance Scan 3316 (11.702 min): VV021611.D\data.ms (-3307) (- m/z 83.00 100.00%
83.0
43.0
5000 141.1
| ‘ 11.50 12.00
Ol b U 11a1 L1671 L0 4300 68.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #18944: Tetrahydropyrrolo[2,1-c][1,4]oxazin-4-one
83.0
5000 55.0 141.0 A =
111.0 11.50 12.00
m/z 141.05 42.84%
28.0 ‘ ‘
O\\\\‘\‘!‘\\‘i‘w\\”}‘\h‘\\“\‘\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1284: 1H-1,2,4-Triazole, 3-methyl-
83.0
42.0 11.50 12.00
5000 m/z 56.05 34.18%
15.0 |
0l et e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29096: 3-Hexen-1-ol, 2,5-dimethyl-, formate,(Z)-
83.0 11.50 12.00
m/z 85.00 24.33%
55.0
5000
141.0
) N | O PO AN NN NN VL
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 32 2-Nonanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.828 63.96 ug/L 5072460 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanhone 142 C9H180 000821-55-6 64
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 38
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 30
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 27
5 2-Heptanone 114 C7H140 000110-43-0 27

Abundance Scan 3355 (11.828 min): VV021611.D\data.ms (-3345) (- m/z 43.00 100.00%
3.0

-

5000
1.0 105.0
— e
134.1 11.50 12.00
R ““u ol e b A8 sz 5860 43.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19930: 2-Nonanone
43.0
5000
11.50 12.00
710 m/z 71.00 35.18%
O\\\‘\\\\‘i‘u\\‘\\“\\‘U\\\‘].\0\9\.\0‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
— YA
11.50 12.00
5000 m/z 84.10 29.78%

15‘.0 m | ‘

o
©
o
o

‘ 109.0
‘ Ll \
R I T N I e R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12706: Hexane, 2,3,4-trimethyl- ‘

T ‘
43.0 11.50 12.00
m/z 105.00 29.04%

5000
71.0

m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30

Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
: VOC Analysis

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 33 Cyclohexanone, 3,3,5-trimet... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.924 230.26 ug/L 18262300 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 86
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50

Abundance Scan 3385 (11.924 min): VV021611.D\data.ms (-3374) (- m/z 83.00 100.00%

83.0
5000
55.0
140.1 e
119 ‘ 12.00
035-%,,9168-0 m/z 69.00  46.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 ‘J\— T T T
55.0 12.00
140.0 m/z 55.00 32.38%
2O oro |
O\\\\‘\\\\ \\‘\\’\\\\“‘\\\}"\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
e
12.00
5000 550 ITI/Z 56.00 29.73%
140.0
29.0
Ol S
miz--> 20 40 60 80 100 120 140 160
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83.0 12.00
m/z 140.05 23.37%
5000 55.0
27.0 140.0
NI 1 Y T i
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 34 o-Cymene Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.

12.021 25.64 ug/L 2033860 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 93
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 93
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93

Abundance Scan 3415 (12.021 min): VV021611.D\data.ms (-3407) (- m/z 119.10 100.00%

119.1
5000
56.0
970 L 12.00
43.1 '
I Wi | M‘ Ml 18512069 pyy 560 29.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: 0-Cymene
119.0
5000
12.00
91.0 m/z 134.00  29.32%
O \J-\S\.‘O\‘\ \4\‘1‘1.\9‘\ \ﬁ‘s\‘.\o\\““\f‘w\‘w\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
12.00
5000 ITI/Z 97.05 17.08%
91.0
oliso 40820 | o4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl- —
119.0 12.00
m/z 91.00 15.01%
5000
39.0 65.0 9]1.0
0 \\\‘\‘H\“‘H“;H‘H“H\‘”‘H\\“1‘\\‘\‘lHH\‘\m‘uu‘\m‘uu —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 37 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.284 55.02 ug/L 4363300 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methylene-, met... 114 C6H1002 002177-67-5 38
2 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 35
3 Propanamide, N-(1-oxopropyl)- 129 C6H11NO2 006050-26-6 32
4 2-Butenoic acid, 2-methyl-, meth... 114 C6H1002 005953-76-4 25
5 Trimethyl(n-pentyl)silane 144 C8H20Si 001641-49-2 25
Abundance Scan 3497 (12.284 min): VV021611.D\data.ms (-3484) (- m/z 57.05 100.00%
57.0
83.0
5000 129.0
‘ 12,00 12'50
171.1 : :
Y ulmm:u Ao 20801 b TS m/z 73.00  84.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7320: Butanoic acid, 2-methylene-, methyl ester
55.0
83.0
5000 114.0 —= M
29.0 12.00 12.50
m/z 55.00 73.46%
miz--> 20 40 60 80 100 120 140 160
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0 1 T T
12.00 12.50
5000 m/z 83.05 53.94%
‘ 129.0
‘ ‘ 171.0
ol Ml L ATe
miz--> 20 40 60 80 100 120 140 160
Abundance #12863: Propanamide, N-(1-oxopropyl)- —— .
57.0 12.00 12.50
m/z 41.00 45.20%
5000 29.0
129.0
101.0
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30

Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
: VOC Analysis

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 39 unknown-02 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.464 93.84 ug/L 7442790  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxa-4-azaspiro[4.5]decan-4-oxy. 198 C10H16NO03 1000115-84-0 47
,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 40
»4,5-Trimethyldihydrofuran-2-one 128 C7H1202 1000194-05-2 38
-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38

uhwNnpR
PR W e

Abundance Scan 3553 (12.464 min): VV021611.D\data.ms (-3543) (- m/z 56.05 100.00%

56.0
5000
‘ 1111 1250
83 0 4.1157.1 :
o S—— m Ll ‘ H ‘3}"“””_”‘1‘8‘5“2‘ +  m/z 57.00 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59310: 1-Oxa-4-azaspiro[4.5]decan-4-oxyl, 3,3-dimethyl
56.0
5000 L
12.50
28.0 ‘ 86.0 113.0 2o m/z 69.05 31.62%
O\\\\‘\‘!H\\‘i“\‘\\”“\‘\‘\‘\‘\\\\[\ff\‘\\\\‘\\f\‘\;?z\o\]_\g\s‘\()\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
M
12.50
5000 ITI/Z 55.00 25.82%
290.0 111.0
145.0
0 %0 | T o 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12279: 3,4,5-Trimethyldihydrofuran-2-one —
56.0 12.50
m/z 41.00 24.03%
5000
27.0 84.0
\m \“H i ‘ Ll ‘\ 1130
O et b e e e e L.
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 40 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.554 63.96 ug/L 5072380 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 36
2 1,2-Cyclohexanediamine 114 C6H14N2 000694-83-7 36
3 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 32
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25
5 2-Chloro-2-methylnonane 176 C1leH21Cl 004325-50-2 17

Abundance Scan 3581 (12.554 min): VV021611.D\data.ms (-3568) (- m/z 56.00 100.00%

56.0
5000 97.0
131.1
12.50
185.2
] MES—— jﬂm SR Al L1574 1852 7.5 40.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7345: 1,2-Cyclohexanediamine
56.0
5000 97.0
30.0 12.50
m/z 57.00 34.05%
O' ?Tig‘\\\"111\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7342: 1,2-Cyclohexanediamine
56.0
T \
12.50
5000 30.0 91.0 m/z 55.00  31.31%
0 7\‘}9‘\\!‘,\HMHH‘HH‘\\H,HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8847: 2,2-Dimethyl-1,3-butanediol — ‘
56.0 12.50
m/z 71.00 26.76%
) WMAA
85.0
Ol o i 1180 4
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 42 (DEL) Alkane: Cyclic12.780 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

12.780 40.46 ug/L 3208600 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 47
2 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 46
3 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 38
4 4-Nonene, 5-methyl- 140 C1eH20 015918-07-7 35
5 5-Amino-1-ethylpyrazole 111 C5H9N3 003528-58-3 27

Abundance Scan 3651 (12.779 min): VV021611.D\data.ms (-3642) (- m/z 55.00 100.00%

558.0
83.0
111.1
5000 140.1
Fe .
‘ ‘ I 661 12.50 13.00
0’ bl Ll 798 m/z e9.00  88.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #69595: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 A Ao
12.50 13.00
167.0 m/z 83.00 80.15%
125.0
0- ‘\M\‘w“\H‘i\\‘\\‘\”}\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6712: 3-Hexene, 2,3-dimethyl-
55.0
. e
83.0 12.50 13.00
5000 m/z 41.00  69.61%
112.0
27.0 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #11629: Cyclopentane, 1,1,3,4-tetramethyl-, trans- —— —T—
83.0 12.50 13.00
41.0 111.0 m/z 111.10  53.05%
5000
ol ULl lbss ol M
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 49 (DEL) Alkane: Cyclic13.185 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.185 36.21 ug/L 2871640 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 35
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 35
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 35
4 4-Decanol 158 C10H220 002051-31-2 25
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 25

Abundance Scan 3777 (13.185 min): VV021611.D\data.ms (-3765) (- m/z 73.00 100.00%
3.0

97.0
5000
P o
13.00 13.50
185.2
Obrrer i 2100 L 18322071 T es 0 oe.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6747: Cyclohexane, 1,4-dimethyl-
553.0
97.0
5000 P -
13.00 13.50
27.0 m/z 97.85 64.25%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
P o
13.00 13.50
5000 ITI/Z 43.00 30.47%
27.0
SIS 1 O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis- —e= —
55.0 97.0 13.00 13.50
m/z 143.05 26.48%
5000
w| |||
O\H\‘\‘\‘H‘ih\\\‘\“\w“\\‘h\\}“\H‘\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30

Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
: VOC Analysis

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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.271 20.08 ug/L 1592820 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 35
2 Pentanal, 3-methyl- 100 C6H120 015877-57-3 27
3 2,3-Pentanediol, 2,4-dimethyl- 132 C7H1602 066225-53-4 25
4 Tridecane, 7-methylene- 196 C14H28 019780-80-4 25
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 25

Abundance Scan 3804 (13.271 min): VV021611.D\data.ms (-3792) (- m/z 56.00 100.00%

56.0
5000
111.1
133.1 157.1 13.00 13.50
I ' '
0 b et bl L ST m/z 69.08 59.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11552: 1-Heptene, 2,6-dimethyl-
56.0
5000 S v
13.00 13.50
m/z 55.00 46.06%
29.0‘ | ‘83_0 12(‘5.0
O\\\’\H\\i‘\\\“’\w‘\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3839: Pentanal, 3-methyl-
56.0
P o
13.00 13.50
5000 m/z 73.05 41.81%
29.0
e
o) N 0 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14455: 2,3-Pentanediol, 2,4-dimethyl- . A
56.0 13.00 13.50
m/z 41.00 30.51%
5000
85.0
29.0
\\‘H‘ ‘ | ‘ 129.0
ol b b e 0 A= —r
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 51 5-Nonanone, 2,8-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.384  27.53 ug/L 2183530 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 94
2 11-Dodecen-2-one 182 C12H220 005009-33-6 38
3 (Trimethylsilyl)diazomethane 114 C4AH1eN2Si 018107-18-1 38
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 35
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 35

Abundance Scan 3839 (13.384 min): VV021611.D\data.ms (-3828) (- m/z 58.00 100.00%

58.0
81.0
5000 j\
1141 1300 1350
: 170.2 . .
“\\ | o ‘\\ \‘ 1380 | 199.2 9
O e e e m/z 43.00 93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38257: 5-Nonanone, 2,8-dimethyl-
58.0
81.0
5000 = —
13.00 13.50
m/z 81.00 75.69%
210 114.0 170.0
O\\\\‘\H}\“}\\‘ ‘\‘\‘1\“\“\\\‘\\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47171: 11-Dodecen-2-one
43.0
= —r=
13.00 13.50
5000 m/z 99.05 45.29%
71.0
96.0 124.0
0 mwwhumpwhwﬁ‘u%égp_‘}ﬁgg‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7060: (Trimethylsilyl)diazomethane — 7=
43.0 13.00 13.50
m/z 71.05 43.75%
5000 114.0
‘730
L2 I ) 15 W g W, VO N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30

Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
: VOC Analysis

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 52 unknown-04 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.419 110.02 ug/L 8725270 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43

3 2-Methyl-1-nonene 140 C10H20 002980-71-4 27
4 Butyl caprylate 200 C12H2402 000589-75-3 23
5 Cyclohexanamine 99 C6H13N 000108-91-8 12

Abundance Scan 3850 (13.419 min): VV021611.D\data.ms (-3842) (- m/z 56.10 100.00%

56.1
5000
111.1 A
145.1
13.50
85.0 ‘ 199.2
ow_m““” m“‘HH_H‘_‘u‘_HE‘??‘QWWW m/z 71.00  40.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
568.0
5000
13.50
29.0 111.0 m/z 69.10  33.08%
145.0
O ‘\\ \8‘?\01\‘\\\\‘\\\\‘\‘\\\“1\7\(\)\0‘\\]_\9\?\0\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
—F5
13.50
5000 ITI/Z 57.05 29.41%
0 Ly il “ 95.0 128.0
“‘w“u““"H"‘H"H“‘H“_“‘_“w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17960: 2-Methyl-1-nonene —
56.0 13.50
m/z 55.00  27.30%
5000
29.0
H | 84.0 1120 140.0
O“H“‘H“H e e e —T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 53 Azulene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

13.503  29.44 ug/L 2334980 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10HS8 000275-51-4 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 90

Abundance Scan 3876 (13.503 min): VV021611.D\data.ms (-3869) (-~ m/z 128.00 100.00%

128.0
5000
13.50
51.0 740 102.0
O ooy o 2722069 /s 127,00 12.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11942: Naphthalene
128.0
5000 \
1350
m/z 129.00 %
51.0 75.0 102.0 H
O‘\\\\‘\\“\\‘\\\w‘\\\\“\\\\‘\‘\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11940: Naphthalene
128.0
1350
5000 ITI/Z 102.00 8.34%
51.0 74.0 102.0 ‘
o280 e M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11935: Azulene P
128.0 13.50
m/z 126.00 7.32%
5000
102.0
ol280 210 0 |
AL A A o e e AR AR ==
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 56 Cyclohexanone, 5-methyl-2-(... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.808 54.97 ug/L 4359690 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 154 C1@H180 010458-14-7 50
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 38
3 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 35
4 5-Undecene, (E)- 154 C11H22 000764-97-6 25
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C1@H180 000491-07-6 25
Abundance Scan 3971 (13.808 min): VV021611.D\data.ms (-3962) (-  m/z 43.00 100.00%
43.0 1111
69.0
5000
139.1 e A
‘ ‘ 170.2 13.50 14.00
0 bt 2068 sy 55,00 98.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26853: Cyclohexanone, 5-methyl-2-(1-methylethyl)-
41.0 69.0 112.0
5000 e —
139.0 13.50 14.00
m/z 111.05 91.38%
suienEn e
0- \\M"‘!‘\\“i“‘\\‘H\“\‘\Hi\u‘\‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
13.50 14.00
5000 41.0 m/z 69.00  74.58%
) O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)- 5 ==
55.0 111.0 13.50 14.00
m/z 71.00 72.96%
5000
83.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 59 unknown-05 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.024  26.42 ug/L 2095600 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 38
2 Neopentyl glycol 104 C5H1202 000126-30-7 37
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 36
4 Neopentyl glycol 104 C5H1202 000126-30-7 28
5 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 27

Abundance Scan 4038 (14.024 min): VV021611.D\data.ms (-4029) (- m/z 56.00 100.00%

56.0
5000
1111
157.1 = ‘
14.00
85.0 ‘ 199.2
o“w“H‘MMJW_M‘qw‘wq‘u‘ﬁﬁ3?ﬂ‘uw‘w“w‘m_“‘ m/z 73.00 80.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4757 Neopentyl glycol
568.0
5000 s :
14.00
m/z 55.00  74.85%
31.0 ‘ ‘ 86.0
O\\\\‘\\“\\“\‘\\ “\\‘“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4756: Neopentyl glycol
56.0
T \
14.00
5000 ITI/Z 69.05 61.50%
31.0
Ll Lo
ottt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane = ‘
56.0 14.00
m/z 41.00 33.58%
5000
29.0 ‘ 111.0
145.0
85.0
obrrer il 4330, |1 a0 1980 R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acq On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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 61 (DEL) Alkane: Cyclic14.197 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.197 37.50 ug/L 2973900 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
2 Undecanol-4 172 C11H240 004272-06-4 35
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 32
4 1-Butyne, 3-methyl-3-propoxy- 126 C8H140 053907-64-5 27
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 27

Abundance Scan 4092 (14.197 min): VV021611.D\data.ms (-4082) (- m/z 56.10 100.00%

56.1
5000 111.1
157.1
=T —
14.00 14.50
“H\ Bl 1) \?ﬁ.q ull | ]1'35'11 ) 17\8'219\9-2 ©
O et s S e e m/z 55.00 85.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0
111.0
5000 ph —
14.00 14.50
41.0 m/z 73.00  83.85%
O\‘\‘\‘\\““\\\‘U‘\h“\\“”\\\‘\“\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39782: Undecanol-4
55.0
=T —
14.00 14.50
5000 ITI/Z 69.05 83.36%
29.0 111.0
‘ 83.0 ‘ ‘ 154.0
0- ‘hu‘hMyh‘w_‘;W“H“HM‘H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl- T ==
69.0 14.00 14.50
111.0 m/z 41.00 39.87%
5000
41.0
Ll | 1400
o e e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021611.D

Acqg On : 06 Jul 2021 13:30
Operator : SY/MD

Sample : M2914-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 2.269 48.2 ug/L 1080780 1 5.613 1120900 50.0
Propanal, 2-met... 2.944 61.5 wug/L 1377790 1 5.613 1120900 50.0
Butanal 3.687 379.1 wug/L 8498710 1 5.613 1120900 50.0
3-Penten-2-one,... 8.249 59.5 wug/L 1972020 2  8.850 1658270 50.0
1-Butanol, 2-et... 9.075 31.8 wug/L 1055280 2  8.850 1658270 50.0
2-Hexanone, 5-m... 9.239 34.5 ug/L 1144640 2 8.850 1658270 50.0
4-Heptanone 9.381 52.5 ug/L 1741470 2 8.850 1658270 50.0
3-Heptanone 9.593 38.0 wug/L 1259250 2  8.850 1658270 50.0
2-Heptanone 9.696 57.5 wug/L 1905620 2  8.850 1658270 50.0
Propanoic acid,... 9.760 26.1 ug/L 864447 2  8.850 1658270 50.0
(DEL) Alkane: S... 9.812 29.4 ug/L 973572 2 8.850 1658270 50.0
Butanoic acid, ... 10.278 31.6 ug/L 2501970 3 11.252 3965500 50.0
(DEL) Alkane: S... 10.333 74.5 wug/L 5912400 3 11.252 3965500 50.0
Benzene, 1l-ethy... 10.448 89.0 ug/L 7060480 3 11.252 3965500 50.0
4-Heptanone, 2,... 10.699 245.4 ug/L 19464200 3 11.252 3965500 50.0
Benzene, 1-ethy... 10.738 50.4 wug/L 3996830 3 11.252 3965500 50.0
2-Heptanone, 4,... 11.024 292.4 ug/L 23192800 3 11.252 3965500 50.0
1,1-Hexylenedio... 11.310 155.5 wug/L 12332700 3 11.252 3965500 50.0
2,2-Dimethyl-1,... 11.500 27.1 ug/L 2145940 3 11.252 3965500 50.0
2-Propyl-1-pent... 11.535 355.6 wug/L 281993060 3 11.252 3965500 50.0
Tetrahydropyrro... 11.702 29.5 wug/L 2336990 3 11.252 3965500 50.0
2-Nonanone 11.828 64.0 ug/L 5072460 3 11.252 3965500 50.0
Cyclohexanone, ... 11.924 230.3 ug/L 18262300 3 11.252 3965500 50.0
o-Cymene 12.021 25.6 ug/L 2033860 3 11.252 3965500 50.0
unknown-01 12.284 55.0 wug/L 4363300 3 11.252 3965500 50.0
unknown-02 12.464 93.8 wug/L 7442790 3 11.252 3965500 50.0
unknown-03 12.554 64.0 ug/L 5072380 3 11.252 3965500 50.0
(DEL) Alkane: C... 12.780 40.5 ug/L 3208600 3 11.252 3965500 50.0
(DEL) Alkane: C... 13.185 36.2 ug/L 2871640 3 11.252 3965500 50.0
(DEL) Alkane: S... 13.271 20.1 ug/L 1592820 3 11.252 3965500 50.0
5-Nonanone, 2,8... 13.384 27.5 wug/L 2183530 3 11.252 3965500 50.0
unknown-04 13.419 110.0 wug/L 8725270 3 11.252 3965500 50.0
Azulene 13.503 29.4 ug/L 2334980 3 11.252 3965500 50.0
Cyclohexanone, ... 13.808 55.0 ug/L 4359690 3 11.252 3965500 50.0
unknown-05 14.024 26.4 ug/L 2095600 3 11.252 3965500 50.0
(DEL) Alkane: C... 14.197 37.5 wug/L 2973900 3 11.252 3965500 50.0
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