LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acqg On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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: VV@21602.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.207 43 52 59 rBv2 13222 26590 1.64% 0.129%
2 1.304 76 82 96 rvB 186080 184714 11.41% 0.896%
3 1.375 97 104 123 rBV 104989 121734 7.52% 0.590%
4 1.558 154 161 180 rVB 152938 181099 11.19% ©0.878%
5 1.876 250 260 281 rBV 277957 433841 26.80% 2.104%
6 2.165 319 331 341 rBV 331115 501728 30.99% 2.433%
7 2.159 341 348 356 rVB 58527 81581 5.04% 0.396%
8 2.275 375 384 403 rVB2 20468 43205 2.67% ©.209%
9 2.384 413 418 429 rBvV3 2144 4066 0.25% 0.020%
106 2.506 448 456 466 rVB3 3737 6394 0.39% 0.031%
11 2.616 486 490 492 rBv2 713 625 0.04% ©0.003%
12 2.738 525 528 530 rw2 861 705 0.04% 0.003%
13  2.757 530 534 545 rVB7 1788 3208 0.20% 0.016%
14 2.953 583 595 612 rBV 8998 20134 1.24% 0.098%
15 3.182 663 666 668 rBv2 765 541 0.03% 0.003%
16 3.352 712 719 746 rBvV2 22778 60449 3.73% 0.293%
17 3.725 829 835 836 rBv2 830 698 0.04% 0.003%
18 3.822 856 865 869 rBV 4805 8314 0.51% 0.040%
19 3.873 871 881 912 rVB 156447 395001 24.40% 1.915%
20 4.352 1012 1030 1063 rBV3 284565 870878 53.79% 4.223%
21 5.047 1229 1246 1286 rBV2 623136 1619089 100.00% 7.850%
22 5.233 1302 1304 1308 rVB4 1098 620 0.04% 0.003%
23 5.326 1324 1333 1349 rBV5 7908 19268 1.19% 0.093%
24 5.513 1379 1391 1393 rBV6 4515 6990 0.43% 0.034%
25 5.619 1411 1424 1456 rBV 458136 921852 56.94% 4.470%
26 5.911 1505 1515 1529 rBV7 6321 13801 0.85% 0.067%
27 5.976 1532 1535 1538 rBV2 1102 853 0.05% 0.004%
28 6.072 1551 1565 1592 rBV 351476 722391 44.62%  3.503%
29 6.313 1636 1640 1643 rBVS5S 1542 1481 0.09% 0.007%
30 6.407 1665 1669 1671 rVB4 812 548 0.03% 0.003%
31 6.522 1695 1705 1719 rvVvB3 4439 8631 ©.53% 0.042%
32 6.619 1727 1735 1748 rBV4 5058 12440 0.77% 0.060%
33  6.786 1777 1787 1792 rBV5 436 806 0.05% 0.004%
34 6.915 1822 1827 1829 rBV3 980 9902 0.06% 0.004%
35 6.989 1838 1850 1872 rBV 204377 370241 22.87% 1.795%
36 7.095 1874 1883 1896 rVB4 15884 30169 1.86% 0.146%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acqg On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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 7.317 1941 1952 1968 rBV 750113 1285281 79.38% 6.232%
38 7.397 1970 1977 2012 rVB2 35368 84084 5.19% 0.408%
39 7.567 2026 2030 2038 rVB6 2833 3490 0.22% 0.017%
40 7.622 2038 2047 2083 rVB 141687 272250 16.82% 1.320%
41  7.850 2115 2118 2120 rVV3 1212 946 0.06%  0.005%
42 7.982 2147 2159 2168 rBV3 2698 4900 0.30% 0.024%
43 8.027 2168 2173 2175 rBV3 2190 2142 0.13% 0.010%
44  8.088 2180 2192 2224 rBV 517237 905617 55.93% 4.391%
45  8.349 2269 2273 2285 rVB8 3709 5718 ©.35% 0.028%
46  8.503 2316 2321 2322 rBV2 1131 931 ©0.06% 0.005%
47  8.596 2336 2350 2359 rBV6 5527 12722 0.79% 0.062%
48 8.670 2365 2373 2385 rVB4 8366 14666 0.91% 0.071%
49 8.792 2400 2411 2415 rBVS 8823 13701 0.85% 0.066%
50 8.853 2416 2430 2452 rVB 683802 1105795 68.30% 5.362%
51 9.104 2502 2508 2509 rBV5 2468 2468 0.15% 0.012%
52 9.143 2513 2520 2532 rVV3 31070 56045 3.46% 0.272%
53 9.207 2532 2540 2553 rVB3 17226 28622 1.77% 0.139%
54 9.275 2555 2561 2570 rVvB7 2734 4162 0.26% 0.020%
55 9.355 2577 2586 2590 rBV 9321 13815 ©0.85% 0.067%
56 9.387 2590 2596 2607 rvVB2 23142 36137 2.23% 0.175%
57 9.480 2618 2625 2634 rBV9 4031 7358 0.45% 0.036%
58 9.548 2638 2646 2667 rVB2 31812 60055 3.71% 0.291%
59 9.680 2682 2687 2688 rBV4 1105 946 0.06% 0.005%
60 9.712 2690 2697 2710 rVB2 14395 22439 1.39% 0.109%
61 9.934 2756 2766 2781 rVB 19143 35000 2.16% 0.170%
62 10.014 2785 2791 2802 rVB5 7560 11044 0.68% 0.054%
63 10.066 2805 2807 2808 rBV3 1502 688 0.04% 0.003%
64 10.091 2809 2815 2820 rBV5 6028 8003 0.49% 0.039%
65 10.217 2837 2854 2878 rVB 545066 866567 53.52% 4.202%
66 10.355 2886 2897 2915 rBV 103522 162932 10.06% 0.790%
67 10.448 2915 2926 2945 rBV 403698 852219 52.64% 4.132%
68 10.541 2945 2955 2965 rBV 259382 387972 23.96%  1.881%
69 10.628 2976 2982 2991 rVB4 9255 13108 0.81% 0.064%
70 10.689 2998 3001 3003 rBV3 1084 752 0.05% 0.004%
71 10.738 3004 3016 3029 rBV 247305 388854 24.02%  1.885%
72 10.914 3061 3071 3090 rVB 682588 1039606 64.21% 5.041%
73 11.088 3119 3125 3138 rVB2 52386 82576 5.10% 0.400%
74 11.149 3140 3144 3148 rVV5 7481 9165 ©.57% 0.044%
75 11.194 3148 3158 3166 rVVv2 237583 357648 22.09% 1.734%
76 11.252 3166 3176 3193 rVV 746464 1250060 77.21% 6.061%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acqg On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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 11.339 3194 3203 3225 rVB 145880 249393 15.40% 1.209%
78 11.535 3252 3264 3272 rBV3 53323 109166 6.74% ©.529%
79 11.625 3282 3292 3315 rVB 779355 1300295 80.31% 6.305%
80 11.792 3337 3344 3349 rBV2 11278 15770 0.97% 0.076%
81 11.911 3371 3381 3387 rBv4 18493 31371  1.94% 0.152%
82 11.995 3398 3407 3428 rVB3 65606 134562 8.31% 0.652%
83 12.191 3462 3468 3475 rVB7 7741 10688 0.66% 0.052%
84 12.242 3478 3484 3493 rVWW7 10700 19706 1.22% 0.096%
85 12.303 3494 3503 3515 rVB3 135625 213335 13.18% 1.034%
86 12.467 3547 3554 3559 rBV6 24620 33337 2.06% 0.162%
87 12.503 3561 3565 3574 rVB3 25595 33533 2.07% 0.163%
88 12.593 3587 3593 3600 rVB3 20357 26745 1.65% 0.130%
89 12.889 3676 3685 3701 rBV 221823 327210 20.21% 1.587%
90 13.545 3884 3889 3899 rVB 77197 99900 6.17% 0.484%
91 13.638 3909 3918 3933 rVB4 98988 212563 13.13% 1.031%
92 13.901 3992 4000 4015 rVB 523318 717795 44.33% 3.480%
93 14.654 4229 4234 4244 rVB 48382 60881 3.76% 0.295%
94 14.847 4286 4294 4303 rBV 233891 316928 19.57% 1.537%
95 15.120 4372 4379 4395 rVB 54185 87480 5.40% 0.424%
96 15.705 4549 4561 4580 rVB2 188463 330139 20.39% 1.601%
97 16.310 4743 4749 4762 rVB6 13065 19694 1.22% 0.095%
98 16.387 4767 4773 4781 rVB7 7204 11273 0.70% 0.055%
99 16.525 4808 4816 4826 rVB2 41333 62876 3.88% 0.305%
100 16.847 4907 4916 4932 rVB2 70784 113494 7.01% 0.550%
Sum of corrected areas: 20624205
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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: VV021602.D\data.ms

700000

5.047
600000

500000 5.619

400000
2105 6.072

300000 1.876 4.352

200000

13 1558 3.873
100000 M 159
1.20 %a@%msm 9533, 18332 38 548326518 58116\ 6518052

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2. 60 2 80 3 OO 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

Abundance TIC: VV021602.D\data.ms
7.317 11.252 11.625

700000 8.853 10.914

o

600000
10.217
8.088

500000
10.448

400000

300000 . Sa738 | 11100

200000 ' 7 622 339

100000 o8 s || 11 11.995
s10.76014.9% |17 o ssempmon SHPAIaro 0w || taoms | i | aneh

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11. 00 11 50 12.00
Abundance TIC: VV021602.D\data.ms

o

700000
600000 13.901
500000
400000

300000
12,889 14.847

200000 15.705
12.303 13]& 38

100000 14.654 || 15120 16.847

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\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 1 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
1.375 6.60 ug/L 121734  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Propane 44 C3H8 000074-98-6 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance  Scan 104 (1.375 min): VV021602.D\data.ms (-97) (-) m/z 44.00 100.00%
44.0
5000
120 140 160 1.80
63.9 780 : ' T er 200
H‘HH‘HH‘H\\‘\\H‘HH‘HH‘HH“‘H\ ‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H m/z 43.06 56.360
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde
29.0
44.0
5000 LML LI L L L B
15.0 1.20 1.40 1.60 1.80
m/z 41.95 18.05%
H‘HH‘H}!‘}H\‘HHHH‘HH‘HH‘}!\\‘\H\‘HH‘HH‘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
29.0 44.0
N B
1.20 1.40 1.60 1.80
5000 m/z 40.95 7.09%
15.0
PP P T T T e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #78: Propane A,““““““““
29.0 1.20 1.40 1.60 1.80
m/z 63.90 3.36%
5000
44.0
150 H
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80

SFAMVLMO62921WMA.M Wed Jul @07 ©9:11:55 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 Ethanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.876  23.53 ug/L 433841  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 78
2 Ethanol 46 C2H60 000064-17-5 78
3 Ethanol 46 C2H60 000064-17-5 64
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 Dimethyl ether 46 C2H60 000115-10-6 9

Abundance Scan 260 (1.876 min): VV021602.D\data.ms (-250) (-) m/z 45.00 100.00%

45.0
5000 /\\
o EAREEEEEEEE
1.60 1.80 2.00 2.20
el 289 788 909 /7 45.95  41.55%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #95: Ethanol
31.0
5000 45.0
1.60 1.80 2.00 2.20
m/z 42.95 21.04%
80
\\\‘\\\\‘\\‘\\“\\}}}\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
31.0
R RREEEEEE R e
45.0 1.60 1.80 2.00 2.20
5000 m/z 42.00 7.74%
20 150
i R AAARERS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #94: Ethanol T T AT
31.0 1.60 1.80 2.00 2.20
m/z 44.00 2.51%
5000 45.0
0 Il
I i |
R e R e RS S RRNEE RN s o
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 1-Propanol Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.352 3.28 ug/L 60449 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 1-Propanol 60 C3H80 000071-23-8 72
3 1-Propanol 60 C3H80 000071-23-8 59
4 2-Fluoropropene 60 C3HS5F 001184-60-7 49
5 2-Fluoropropene 60 C3H5F 001184-60-7 47
Abundance Scan 719 (3.352 min): VV021602.D\data.ms (-712) (-) m/z 59.00 100.00%

59.0
42.0
5000

“ ] 3.00 3.20 3.40 3.60
52.9 .
e 22 e M/Z 42,00 75.63%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #291: 1-Propanol
31.0

5000 \‘wuwuu‘uu]wu
3.00 3.20 3.40 3.60
420 59.0 m/z 60.00 57.76%
\‘\H\‘H:\Lﬁ'\(\)\\’\\\zﬁl\c\pw‘ \H‘\H}‘MH’HH’\H\‘H\HHH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
31.0
\‘\\\\‘\\\\‘\\\\M’A\‘\\\‘\
3.00 3.20 3.40 3.60
5000 m/z 41.00 52.45%
59.0
25.0 420 53.0
T T T T T T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #288: 1-Propanol W“‘ﬁfﬁu“‘u,ﬂﬁﬁﬁf
31.0 3.00 3.20 3.40 3.60

m/z 39.00 32.60%

5000
42.0 59.0
150 250 | 530
SR S, DML L TR 22 N M

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 5 Benzene, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.355 6.52 ug/L 162932 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 91
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 91
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CI1N 013622-43-0 72
Abundance Scan 2897 (10.355 min): VV021602.D\data.ms (-2886) (- m/z 91.00 100.00%
91.0
5000
120.1 s s
450 510 30 780 | 1050 10.00 10.50 ]
R R R it R R R RIS CURREU KEU ISR RS m/z 120.10  23.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9408: Benzene, propyl-
91.0 }\
5000 e /\ RS
10.00 10.50
120.0 m/z 92.00 10.66%
65.0
0 %0520 °7 780 | 1050
H‘\H\‘HH‘HH’HH‘\H\’HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91.0 }\
— e
10.00 10.50
5000 m/z 65.00 9.64%
120.0
26.0 39-0 52,0 90 780 105.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9407: Benzene, propyl- “ e
91.0 10.00 10.50
m/z 78.00 6.37%
5000
39.0 620 78.0 N
260 > 520 |70 | 1050 5
REaaa T RAARARanas e ] — e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00 10.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70221\
: VWVe21602.D

: 02 Jul 2021 16:54
: SY/MD

¢ M2914-15

: 5.0mL/MSVOA_V/WATER

: 17  Sample Multiplier: 1

Library Search Compound Report

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

: VOC Analysis

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

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

Peak Number

6 Benzene, 1l-ethyl-3-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.448 34.09 ug/L 852219 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-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 2926 (10.448 min): VV021602.D\data.ms (-2915) (- m/z 105.00 100.00%
105.0
5000
120.1
77.0 91.0
390 .80 | |l T
e e e e e e e m/z 120.10 31.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 10.50
m/z 90.95 12.31%
o0 B0 e OO
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\i\\‘\\\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance J\
105.0
LA
10.50
5000 m/z 77.00 11.70%
120.0
91.0
15.0 39.0 63.0 7.0
R RN Ra A e R R Eaan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\
Abundance #9425: Benzene, 1-ethyl-2-methyl- =
105.0 10.50
m/z 106.00 9.13%
5000
120.0 ﬁbm
39.0 77.0 91.0 A
H“““‘2‘6“?”‘““Hui‘\um?%‘e‘u“1“””“1‘H“‘;me‘mu‘ s
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50

SFAMVLMO62921WMA.M Wed Jul 07 ©9:11:59 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.738 15.55 ug/L 388854 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 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 3016 (10.738 min): VV021602.D\data.ms (-3004) (- m/z 105.00 100.00%

105.0
5000
120.1
476 510 640 77.0 91‘-0 10.50 11.00
\\‘\\\\‘\\\\‘\\\\r‘\\\\i‘\\\\‘\‘\‘.\\‘\\\M“\\\\“}\\\‘\M\‘\‘\\‘\‘\“\\\\‘ m/z 129.19 39-8800
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 10.50 11.00
m/z 91.00 12.04%

39.0 77.0 91.0
ZQOG&O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0

10.50 11.00
5000 m/z 77.00 11.53%
120.0
15.0 39.0 63.0 77.0 91.0
miz-> 10 20 30 40 50 60 70 80 90 100110120 j\ 1,
Abundance #9429: Benzene, 1-ethyl-4-methyl- g

105.0 10.50 11.00
m/z 79.00 9.13%

5000

120.0

610 77.0 91.0
20 el S0 —~

|
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50 11.00

=
—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 Acetic acid, hexyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.088 3.30 ug/L 82576 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 52
2 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 50
3 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 50
4 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 50
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 50
Abundance Scan 3125 (11.088 min): VV021602.D\data.ms (-3119) (- m/z 43.00 100.00%
43.0
5000 105.0
L0 540 U \
L e e
\\\‘\\\\“ \\‘\‘H‘\‘\“\ \““‘\”‘\\\““\‘\\\‘\‘\\‘\‘\\\‘\‘ m/Z 105.00 49.,94%
miz-> 20 40 60 80 100 120 140
Abundance #20868: Acetic acid, hexyl ester
43.0
5000
11.00
10 840 m/z 56.05 45.16%
miz-> 20 40 60 80 100 120 140
Abundance
43.0
T \
11.00
5000 m/z 55.00 29.32%
61.0
84.0
26.0 101.0
T T e T T
miz--> 20 40 60 80 100 120 140
Abundance #20870: Acetic acid, hexyl ester V“WVquk‘ ‘ /\
43.0 11.00
m/z 60.95 23.31%
5000
1.0
| T o |
SRS T by VIVl
m/z--> 20 40 60 80 100 120 140 11.00

SFAMVLMO62921WMA.M Wed Jul @07 ©9:12:00 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 D-Limonene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.194 14.31 ug/L 357648 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C10H16 005989-27-5 99
2 D-Limonene 136 C1OH16 005989-27-5 94
3 Limonene 136 C1OH16 000138-86-3 93
4 D-Limonene 136 C1OH1l6 005989-27-5 83
5 Limonene 136 C1OH16 000138-86-3 76
Abundance Scan 3158 (11.194 min): VV021602.D\data.ms (-3148) (- | m/z 67.95 100.00%
68.0
93.0
5000
119.0
39.0 e
H ‘ ‘ ‘ L 11,00 11.50
e 1459wz 66.95  74.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 R
1210 11 00 11.50
41.0 ' m/z 93.05 74.18%
207'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68.0
Py —
93.0 11.00 11.50
5000 m/z 79.00 38.19%
210 136.0
15.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ J\
Abundance #15668: Limonene e
68.0 11.00 11.50
m/z 119.00 36.64%
39.0 93.0
5000
136.0 /A
wA‘m‘“‘m“‘w_ww_m AV MA A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

SFAMVLMO62921WMA.M Wed Jul @07 ©9:12:01 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.339 9.98 ug/L 249393  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3203 (11.339 min): VV021602.D\data.ms (-3194) (- m/z 105.00 100.00%
105.0
5000
g0 70 11.00 11.50
it 33201892 106 65 42.63%
m/z--> 20 40 60 80 100 120 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 - /k‘ :
11.00 11.50
m/z 77.00 12.38%

77.0
‘1‘5‘9“”‘\“\‘?,9”‘m_‘\H‘\‘\H;‘L‘z‘q”_m |
m/z--> 20 60 80 100 120 140
Abundance
ope Jah .

1100 1150
5000 m/z 119.05 9.66%
10 %0 s00 " wpo
iz 20 4 60 8 100 120 140 I M\
Abundance #9421: Benzene, 1,2,4-trimethyl- — /\‘ =
105.0 11.00 11.50

m/z 90.95 9.14%

: /L
77.0
270 510 U7 1220 M P

m/z--> 20 40 60 80 100 120 140 11. 00 11. 50

SFAMVLMO62921WMA.M Wed Jul @07 ©9:12:01 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 11 Indane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.535 4.37 ug/L 109166 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Indane 118 C9H1e 000496-11-7 70
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 68
5 Indane 118 C9H10 000496-11-7 68

Abundance Scan 3264 (11.535 min): VV021602.D\data.ms (-3252) (- m/z 117.00 100.00%
117.0
57.0 91.0 1 :
39.0 ‘ ‘ 134.0 11.50
el 780l ] 1“ . m/z 118.00  54.97%
miz--> 20 60 80 100 120 140
Abundance #8949: Indane
117.0
5000 f\“ \ /\ ]
11.50
m/z 115.00  34.60%
39.0 g 91.0 ‘ /
T \].\3.\()‘ \‘\ T \“ T \“i \““\‘ \7\4..\9‘ T \“\ T “\ T 1“ L ‘ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0
11.50
m/z 91.00 21.21%
5000 91.0
51.0
27.0 74.0
T e e
miz--> 20 40 60 80 100 120 140 J\ M
Abundance #8951: Indane ‘ A A“%
117.0 11.50
m/z 57.05 20.34%
5000
91.0
39.0 63.0
m/z--> 20 40 80 100 120 140 11.50

SFAMVLMO62921WMA.M Wed Jul 07 ©9:12:02 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 1-Cyclohexyl-2-methyl-2-pro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.995 5.38 ug/L 134562  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 72
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 72
3 7-Octen-2-0l1, 2,6-dimethyl- 156 C1@H200 018479-58-8 64
4 7-Octen-2-o0l, 2,6-dimethyl- 156 C10H200 018479-58-8 64
5 2-Octanol, 2-methyl-6-methylene- 156 C10OH200 018479-59-9 56

Abundance Scan 3407 (11.995 min): VV021602.D\data.ms (-3398) (- m/z 59.00 100.00%
59.0
5000 JL
=
39 ‘ 83.0 123.1 12.00
S —y i e . m/z 54.95  22.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol
59.0
5000 R
12.00
82.0 m/z 43.00 19.50%
39 :
\1\5\.?\ ‘}H\ \““\P\ \H\“i \‘\‘\ \‘}'M\ T \‘i ‘ T \%2‘?.\0\]74“2\.\0\ T ’ T TT ’ T
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
T
12.00
5000 m/z 41.e0 17.15%
83.0 123.0 159.0
— e e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl- s
59.0 12.00
m/z 67.00 15.32%
5000
39
83.0 123.0
B R Y Lo N 8
m/z--> 20 40 60 80 100 120 140 160 180 12.00

SFAMVLMO62921WMA.M Wed Jul @7 ©9:12:03 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.304 8.53 ug/L 213335 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Myrcene 136 C10H16 000123-35-3 49
2 1,6-Octadien-3-0l, 3,7-dimethyl- 154 C10H180 000078-70-6 49
3 .beta.-Myrcene 136 C1eH16 000123-35-3 49
4 1,6-Octadien-3-0l1, 3,7-dimethyl- 154 C10H180 000078-70-6 38
5 1,5-Dimethyl-1-vinyl-4-hexenyl b... 224 C14H2402 000078-36-4 38
Abundance Scan 3503 (12.303 min): VV021602.D\data.ms (-3494) (- m/z 71.00 100.00%
71.0 93.0
41.0
139.1
5000
1211 S -
H 12.00 12.50
“ﬁM‘NW‘Np“‘E}“J“‘ m/z 92.95  90.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15700: .beta.-Myrcene
41.0 93.0
69.0
5000 P e
12.00 12.50
m/z 69.05 81.23%
| ‘ ‘ ‘ ‘ 121.0
\\]_\8.’0\\‘\\’H‘\\H“\‘\‘!‘\\“l‘\\H‘\‘\“\\\“\\\l‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
71.0
93'0 ‘ T T ‘ T
43.0 12.00 12.50
5000 m/z 41.00 76.36%
121.0
26.0 139.0
i e o e e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #15701: .beta.-Myrcene o T
41.0 93.0 12.00 12.50
69.0 m/z 55.00 67.98%
5000
‘ ‘ ‘ 136.0
e 1190 At o
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMVLMO62921WMA.M Wed Jul @07 09:12:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.889 13.09 ug/L 327210 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 3685 (12.889 min): VV021602.D\data.ms (-3676) (- m/z 57.00 100.00%
57.0
5000
85.1
= =
12.50 13.00
112.0 170.2
‘H‘H‘w“Muﬂkw$uﬂy‘ku?ﬁ¥ﬁ‘w‘u‘u“w‘u‘u“ m/z 43.00  77.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
5000 i =
85.0 12.50 13.00
m/z 71.10 55.68%
29 0
120 4419 1700
\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
- ~—
12.50 13.00
5000 m/z 41.00 39.02%
85.0
29.0
113.0 141 170.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane — ——
57.0 12.50 13.00
m/z 85.10 34.25%
5000 85.0
29.0
3.0
L 001690 1070 280 iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

SFAMVLMO62921WMA.M Wed Jul @7 ©9:12:05 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 18
R.T. EstConc Area Relative to ISTD R.T.
13.545 4.00 ug/L 99900 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 93
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Decane, 5-propyl- 184 C13H28 017312-62-8 81
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
Abundance Scan 3889 (13.545 min): VV021602.D\data.ms (-3884) (- m/z 57.00 100.00%
57.0
- T L\,\AAM\J\‘
1350 |
1131 169.1 :
““H H”w‘:mmmh_mUHH_Mm?f?‘??‘w m/z 43.00 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0
5000 s :
13.50
29.0 141.0 m/z 71.10 62.47%
T O
A |
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
430 710
T \
13.50
5000 m/z 85.10 47 .66%
99.0 141.0
15.0 169.0
T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- R I
57.0 13.50
m/z 41.00 40.61%
h | w/\A\J\‘
140.0
182.0
WmWH_mmﬁl‘??‘Hwwa”?e@‘q TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 16 Sulfurous acid, 2-ethylhexy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.638 8.50 ug/L 212563 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64

Abundance Scan 3918 (13.638 min): VV021602.D\data.ms (-3909) (- m/z 57.00 100.00%
57.

0
5000
85.1

T T
11‘3'1 155.2 13.50 14.00

| L I wy‘m . 18312070 ./, 71.e5 83.23%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

5000 - =
13.50 14.00

m/z 43.00 55.97%

29,0‘ 85.0 1130
\\\‘\‘\‘\\“‘\\\!“1\h}\“1‘\\\“‘\u“\‘\‘\u‘uu‘uu‘uu‘uu MVLJ\R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

T T
13.50 14.00

5000 m/z 41.00 31.90%
29.0 113.0
85.0 142.0
I R AR R ARRREE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59899: Dodecane, 4,6-dimethyl- — —
57.0 13.50 14.00

m/z 56.00 27.08%

5000
290‘ 85.0
113.0
\‘ L ‘\‘ u 155.0 1830

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\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.902  28.71 ug/L 717795 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 4000 (13.901 min): VV021602.D\data.ms (-3992) (- m/z 57.00 100.00%
57.0
o . AN\L
13‘56 5.4‘0(5
112.1 184.2 : :
o‘H_HmHMH‘_‘J‘WMn”_mum W10 TV m/z 43.00  76.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48834: Tridecane
57.0
5000 85.0 \‘ T
13.50 14.00
29.0 m/z 71.05 61.34%
\‘ | ‘ H \‘ | | 1120 1410 184.0
r— ] 1 11l | IL m . |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
— 5
13.50 14.00
5000 m/z 85.10 38.76%
85.0
29.0
113.0 141.0 184.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane — —
57.0 13.50 14.00
m/z 41.00 37.33%
5000
29.0 85.0
‘\‘ \‘\ H\ 1, ‘\‘ 1L 113'0 . 141.0 184.0
e P R
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.847 12.68 ug/L 316928 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 97
3 Tetradecane 198 C14H30 000629-59-4 97
4 Hexadecane 226 C1l6H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 4294 (14.847 min): VV021602.D\data.ms (-4286) (- m/z 57.00 100.00%
57.0
14‘56 ‘15‘00‘
113.1 198.2 : :
‘H‘w‘H“l‘_u‘“‘m‘w‘_‘H_w“lf“l“z”‘l?g‘l‘w_m m/z 43.00 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 T R
14.50 15.00
29.0 m/z 71.05 65.03%
\\\‘\\‘\\‘\\\\‘\\“\\“1‘\\\“‘?.\1}:‘3\?\\]\-\4.‘1\\()\\%\6\9\9‘\\]_\9\?\0\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— M
14.50 15.00
5000 85.0 m/z 85.05 39.48%
29.0
1130 1410 1490 1980
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane - —
57.0 14.50 15.00
m/z 41.00 38.15%
5000
85.0
29.0
\‘ [ H Ly 41180 1410 169.0 198.0
e e e A e e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 4-tert-Butylcyclohexyl acetate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.120 3.50 ug/L 87480 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butylcyclohexyl acetate 198 C12H2202 032210-23-4 83
2 4-tert-Butylcyclohexyl acetate 198 C12H2202 032210-23-4 72
3 Cyclohexanol, 4-(1,1-dimethyleth... 198 C12H2202 001900-69-2 64
4 Cyclohexene, 4-(1,1-dimethylethyl)- 138 C10H18 002228-98-0 47
5 Cyclohexanol, 4-(1,1-dimethyleth... 198 C12H2202 010411-92-4 42

Abundance Scan 4379 (15.120 min): VV021602.D\data.ms (-4372) (- m/z 57.05 100.00%
57.0
= A
15.00 15.50
m/z 82.00 61.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59546: 4-tert-Butylcyclohexyl acetate
57.0
5000 — L hha
15.00 15.50
123.0 m/z 43.00  47.66%
\\‘\2‘3"\0\“‘\H““"\}‘H \4\“-9\H“H\\“J\_ﬁ\s‘.g\\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
= =
15.00 15.50
5000 m/z 67.00 44 .,21%
2710 123.0
i 94.0 155.0
T T e P e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59638: Cyclohexanol, 4-(1,1-dimethylethyl)-, acetate, tre —— —r—
57.0 15.00 15.50
m/z 81.00 32.77%
5000
‘ 123.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 4,7-Methano-1H-inden-6-0l, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.705 13.20 ug/L 330139 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methano-1H-inden-6-0l, 3a,4,... 192 C12H1602 005413-60-5 72
2 Dicyclopentadiene 132 C10H12 000077-73-6 64
3 Cyclobuta[1,2:3,4]dicyclopentene... 132 C10OH12 105226-58-2 59
4 Tricyclo[5.2.1.0(2,6)]dec-3-en-1... 150 C10H140 039852-87-4 56
5 Bicyclo[3.2.0]hept-2-ene, cis- 94 C7H1e 1000155-54-0 50

Abundance Scan 4561 (15.705 min): VV021602.D\data.ms (-4549) (- m/z 65.95 100.00%

66.0
43.0
5000
91 o 117.0

HH | H 1500 1921 15.50 16.00
\‘\\\\w‘\\w”\“\‘\ ‘\\1‘\ ‘!\\‘\H‘\h\\‘\‘\\‘\\‘\\\\‘\\1\‘\\\\ mz 42 95 59.8900

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54536: 4,7-Methano-1H-inden-6-ol, 3a,4,5,6,7,7a-hexah
66.0
43.0

5000 T
132.0 15 50 16 00

m/z 66.95 38.98%

1040
HH “HH 1920
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
66.0

15 50 16 OO
5000 132.0 ITI/Z 117.00 25.66%
91.0
41.0
T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14108: Cyclobuta[1,2:3,4]dicyclopentene, 1,3a,3b,4,6a, —— P
66.0 15.50 16.00
m/z 91.00  23.95%
5000
39.0
T T
N PR PR | 1]
e e e Fo, s
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 Tricyclo[4.2.1.1(2,5)]dec-3... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

16.525  2.51 ug/l 62876 1,4-Dichlorobenzene-dd  11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ricyclo[4.2.1.1(2,5)]dec-3-en-9... 150 C18H140 070220-93-8 83
icyclopentadiene 132 C10H12 000077-73-6 81
»7-Methano-1H-inden-6-0l1, 3a,4,... 192 C12H1602 005413-60-5 72
,7-Methanoindene, 3a,4,5,6,7,7a... 134 Cl1leH14 002825-86-7 59
ricyclo[4.2.1.1(2,5)]dec-3-en-9... 192 C12H1602 119405-11-7 56

uih wNnR
—H» b Od

Abundance Scan 4816 (16.525 min): VV021602.D\data.ms (-4808) (- m/z 65.95 100.00%

66.0
5000
117.0
s

‘ H 206.1 16.50
bl 1 I

’37A9' HH‘\H\‘HH‘\‘\H‘HH‘\H%\G?\}H m/Z 57.00 85.15%

m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #23881: Tricyclo[4.2.1.1(2,5)]dec-3-en-9-0l, stereoisomer
66.0

5000 \
132.0 16.50
m/z 67.00 46.80%

04.
27.0 ‘ T
NMMMHMMMMJMJMNH‘_JH_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
66.0

16.50
5000 132.0 ITI/Z 117.00 28.38%
104.0
e LA R AN
m/z--> 20 40 60 80 100120140160180200220240260280 /\ /\“
Abundance #54536: 4,7-Methano-1H-inden-6-ol, 3a,4,5,6,7,7a-hexah nl M\‘ v
66.0 16.50
m/z 132.00 28.06%
5000
132.0
290\\\”7\1920 A
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acq On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 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 Cyclohexanone, 2-cyclohexyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.847 4.54 ug/L 113494  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 98
2 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 94
3 2-(1-Cyclohexenyl)cyclohexanone 178 C12H180 001502-22-3 91
4 2-(1-Cyclohexenyl)cyclohexanone 178 C12H180 001502-22-3 87
5 Cyclohexanone, 2-cyclohexylidene- 178 C12H180 001011-12-7 83

Abundance Scan 4916 (16.847 min): VV021602.D\data.ms (-4907) (- m/z 149.05 100.00%

149.1
79.0
5000 178.2
41.0
19.1 . 1650 17.00
208.0 1 m/z 79.60 55.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #44015: Cyclohexanone, 2-cyclohexylidene-
149.0
79.0 178.0
5000
16. 50 17 00
41.0 m/z 178.20  45.10%
19.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
178.0 1650 1700
5000 81.0 m z 81.00 42.99%
41.0
119.0
T T T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #44009: 2-(1-Cyclohexenyl)cyclohexanone ah ”ANWA
149.0 1650 1700
m/z 91.00 35.35%
178.0
5000 79.0
41.0
08.
; Af’\l(\A/\/

m/z--> 20 40 60 80 100120140160180200220240260280 16. 50 17 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070221\
Data File : VV021602.D

Acqg On : 02 Jul 2021 16:54
Operator : SY/MD

Sample : M2914-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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|
unknown-01 1.375 6.6 ug/L 121734 1 5.619 921852 50.0
Ethanol 1.876 23.5 ug/L 433841 1 5.619 921852 50.0
1-Propanol 3.352 3.3 ug/L 60449 1 5.619 921852 50.0
Benzene, propyl- 10.355 6.5 ug/L 162932 3 11.252 1250060 50.0
Benzene, 1l-ethy... 10.448 34.1 ug/L 852219 3 11.252 1250060 50.0
Benzene, 1l-ethy... 10.738 15.6 wug/L 388854 3 11.252 1250060 50.0
Acetic acid, he... 11.088 3.3 ug/L 82576 3 11.252 1250060 50.0
D-Limonene 11.194 14.3 ug/L 357648 3 11.252 1250060 50.0
Benzene, 1,2,3-... 11.339 10.0 ug/L 249393 3 11.252 1250060 50.0
Indane 11.535 4.4 ug/L 109166 3 11.252 1250060 50.0
1-Cyclohexyl-2-... 11.995 5.4 ug/L 134562 3 11.252 1250060 50.0
unknown-02 12.304 8.5 ug/L 213335 3 11.252 1250060 50.0
(DEL) Alkane: S... 12.889 13.1 ug/L 327210 3 11.252 1250060 50.0
(DEL) Alkane: S... 13.545 4.0 ug/L 99900 3 11.252 1250060 50.0
Sulfurous acid,... 13.638 8.5 ug/L 212563 3 11.252 1250060 50.0
(DEL) Alkane: S... 13.902 28.7 ug/L 717795 3 11.252 1250060 50.0
(DEL) Alkane: S... 14.847 12.7 ug/L 316928 3 11.252 1250060 50.0
4-tert-Butylcyc... 15.120 3.5 ug/L 87480 3 11.252 1250060 50.0
4,7-Methano-1H-... 15.705 13.2 ug/L 330139 3 11.252 1250060 50.0
Tricyclo[4.2.1.... 16.525 2.5 ug/L 62876 3 11.252 1250060 50.0
Cyclohexanone, ... 16.847 4.5 ug/L 113494 3 11.252 1250060 50.0
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