LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis

Signal : TIC: VU@43730.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.363 3 7 12 rBV3 5775 5315 0.02% 0.009%
2 1.604 74 82 98 rVB2 294013 334267 1.42% 0.581%
3 1.912 170 178 197 rVB2 181461 284515 1.21% 0.494%
4 2.578 370 385 399 rBV3 650403 1289208 5.47%  2.240%
5 2.761 432 442 450 rBV 7561 14275 0.06% 0.025%
6 2.941 495 498 500 rBV 657 493 0.00% 0.001%
7 3.054 525 533 541 rBV7 2195 4212 0.02% 0.007%
8 3.179 557 572 590 rBV 68092 153488 ©0.65% 0.267%
9 3.285 601 605 610 rVB4 518 468 0.00% 0.001%
106 3.359 617 628 641 rVB3 8682 17173 0.07% 0.030%
11 3.877 766 789 812 rBV 2271680 5400129 22.91% 9.384%
12 4.002 815 828 848 rVB 68053 175992 0.75% 0.306%
13 4.542 985 996 999 rBv4 2324 3723 0.02% 0.006%
14 4.626 1008 1022 1032 rBV 211595 497273  2.11% 0.864%
15 4.813 1072 1080 1093 rVB3 7040 15874 0.07% 0.028%
16 5.073 1143 1161 1180 rBV 332986 732364 3.11% 1.273%
17 5.327 1217 1240 1273 rBV 10471932 23572143 100.00% 40.963%
18 5.732 1346 1366 1415 rVB2 712308 2015113 8.55% 3.502%
19 6.256 1514 1529 1548 rBV 476657 900607 3.82% 1.565%
20 6.555 1605 1622 1625 rBV9 8498 18287 ©0.08% 0.032%
21 6.700 1649 1667 1684 rBV 437281 841155 3.57% 1.462%
22 6.922 1720 1736 1762 rBV 294021 587440 2.49% 1.021%
23 7.256 1831 1840 1849 rBV5 2984 5172 0.02% 0.009%
24 7.346 1854 1868 1898 rBV 227524 435495 1.85% ©.757%
25 7.523 1909 1923 1931 rBV 316083 569405 2.42%  0.990%
26 7.571 1931 1938 1960 rVB 256645 443904 1.88% 0.771%
27 7.719 1970 1984 2005 rVB 279663 518328 2.20% ©0.901%
28 7.906 2026 2042 2056 rBV 900478 1523543  6.46% 2.648%
29 7.976 2056 2064 2075 rVB2 33067 56821 0.24% 0.099%
30 8.185 2116 2129 2145 rBV 160882 271160 1.15% 0.471%
31 8.404 2183 2197 2210 rVB5 8067 19128 0.08% 0.033%
32 8.494 2212 2225 2236 rVB3 3580 6435 0.03% 0.011%
33  8.558 2236 2245 2253 rBV6 4857 7616 0.03% 0.013%
34 8.639 2256 2270 2304 rBV 600403 1075279 4.56% 1.869%
35 8.845 2328 2334 2342 rBV7 2838 4158 0.02% 0.007%
36 8.931 2356 2361 2365 rBV6 566 548 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis
37 9.047 2383 2397 2405 rBV9 3617 7339 0.03% 0.013%
38 9.140 2417 2426 2434 rVB6 1240 2155 0.01% 0.004%
39 9.182 2434 2439 2440 rBV3 1312 1086 0.00% 0.002%
40 9.282 2466 2470 2473 rVW4 768 743 0.00% 0.001%
41  9.320 2473 2482 2498 rVV3 12750 23589 0.10% 0.041%
42 9.423 2500 2514 2536 rBV 690212 1278060 5.42% 2.221%
43  9.526 2537 2546 2556 rVV3 28194 49435 0.21% ©.086%
44  9.574 2556 2561 2577 rVB7 2559 5107 ©.02% 0.009%
45 9.700 2585 2600 2611 rBv4 6415 12241 0.05% 0.021%
46 9.764 2611 2620 2628 rBv4 3291 5178 0.02% 0.009%
47  9.928 2667 2671 2678 rBvV2 391 396 0.00% 0.001%
48 9.996 2685 2692 2699 rBv4 1887 2598 0.01% 0.005%
49 10.047 2699 2708 2717 rW7 1616 2760 0.01% 0.005%
50 10.111 2719 2728 2742 rVB3 6253 11884 0.05% 0.021%
51 10.263 2761 2775 2795 rBV 2248857 4071860 17.27% 7.076%
52 10.552 2856 2865 2875 rBv2 70013 123240 0.52% 0.214%
53 10.764 2915 2931 2942 rBV 614139 1029125 4.37% 1.788%
54 10.899 2957 2973 2981 rBV8 55554 159079 0.67% 0.276%
55 10.944 2982 2987 2995 rVB 60306 80281 0.34% 0.140%
56 11.037 2995 3016 3034 rBV 3068489 5254160 22.29% 9.131%
57 11.124 3035 3043 3051 rBV2 108218 152829 ©0.65% 0.266%
58 11.198 3060 3066 3073 rvv 76953 101148 ©0.43% 0.176%
59 11.243 3074 3080 3089 rVB2 60679 86830 0.37% 0.151%
60 11.298 3089 3097 3103 rBV 18576 27674 0.12% 0.048%
61 11.340 3103 3110 3120 rVB2 43075 61197 0.26% 0.106%
62 11.481 3143 3154 3166 rBV7 15758 37679 0.16% 0.065%
63 11.571 3177 3182 3191 rVB7 6849 9252 0.04% 0.016%
64 11.642 3192 3204 3215 rVV7 16807 36278 ©0.15% 0.063%
65 11.716 3218 3227 3243 rVB6 27702 46378 0.20% 0.081%
66 11.819 3244 3259 3276 rW 678382 1105708 4.69% 1.921%
67 11.906 3277 3286 3296 rVB3 23228 35477 ©0.15% 0.062%
68 12.102 3329 3347 3361 rBV3 140565 233330 ©0.99% 0.405%
69 12.198 3363 3377 3395 rVV 847594 1425602 6.05% 2.477%
70 12.381 3431 3434 3440 rVB6 1164 1181 0.01% 0.002%
71 12.426 3443 3448 3460 rVB6 3154 4535 0.02% 0.008%
72 12.500 3462 3471 3481 rBV7 4734 9572 0.04% 0.017%
73 12.561 3483 3490 3499 rVB10O 6521 10629 ©0.05% ©0.018%
74 12.616 3500 3507 3514 rBV2 9522 12478 ©0.05% 0.022%
75 12.664 3517 3522 3525 rBV5S 3919 4597 0.02% 0.008%
76 12.870 3575 3586 3599 rBV2 28914 45877 0.19% 0.080%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis
77 12.951 3600 3611 3628 rVB5 26177 56469 0.24% 0.098%
78 13.118 3659 3663 3670 rBVS8 3602 4769 0.02% 0.008%
79 13.156 3670 3675 3684 rVB5 5911 8133 0.03% 0.014%
80 13.262 3700 3708 3723 rVV9 17482 37439 0.16% 0.065%
81 13.333 3725 3730 3740 rVB7 3998 5418 0.02% 0.009%
82 13.401 3747 3751 3757 rBV7 861 1111 0.00% 0.002%
83 13.462 3762 3770 3777 rVB7 3085 5010 0.02% 0.009%
84 13.523 3786 3789 3790 rBV2 831 446 0.00% 0.001%
85 13.629 3817 3822 3829 rVB5 1291 1730 0.01% 0.003%
86 13.732 3847 3854 3862 rVV5 3322 4766 ©0.02%  0.008%
87 13.790 3868 3872 3880 rVB6 1948 2449 0.01% 0.004%
88 13.825 3880 3883 3885 rBV2 548 422 0.00% 0.001%
89 13.848 3885 3890 3896 rBV6 1553 1613 0.01% 0.003%
90 13.918 3898 3912 3915 rBV4 5020 8361 0.04% 0.015%
91 14.060 3952 3956 3957 rBV2 1172 687 0.00% 0.001%
92 14.092 3963 3966 3973 rVB3 2234 2324 0.01% 0.004%
93 14.176 3984 3992 4000 rBV9 8422 12428 0.05% 0.022%
94 14.291 4022 4028 4038 rVB9 2592 3439 0.01% 0.006%
95 14.336 4038 4042 4046 rBV3 1011 1241 0.01% 0.002%
96 14.526 4097 4101 4107 rVB5 987 957 0.00% 0.002%
97 14.774 4170 4178 4184 rVB6 5327 7075 0.03% 0.012%
98 14.815 4187 4191 4200 rVVé6 1016 1351 0.01% 0.002%
99 15.031 4253 4258 4269 rVB7 2469 2961 0.01% 0.005%
100 15.426 4374 4381 4391 rVB8 2508 4678 ©0.02%  0.008%
Sum of corrected areas: 57544350
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU043730.D\data.ms
1le+07 5.327
8000000

6000000

4000000

3.877
2000000

2.578 5.732 6.256 6.70(
31604 1912 )\ 2.762.98a08413 255 .002 454826 813 23 AN /\ .. 6.555/

R N L RN R I B H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H—F‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH’HH

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU043730.D\data.ms
1le+07

o
[

8000000

6000000

4000000
11.037

10.263
2000000
7.906 12.1
639 9.423 10.764 11.819
6.922  ; 73482831719 /9@768-1858.M%@L8$49919mms2ﬁa§2w%99m1 10552 1094411 ¥0BRMNABIAAZIL 902103
V23R " e 9760 2708 4 2002 e MBI 90T

01—
Time--> 7.00 7.50 8.00 8. 50 9. OO 9. 50 10. 00 10.50 11.00 11.50 12.00
Abundance TIC: VU043730.D\data.ms
1le+07
8000000
6000000
4000000
2000000
0 12238%56121&7@533% ) DR HERZERIB(BOPA #9361 .526144/84%35.031 15.426
‘ T T T T ‘ T 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

SFAMULMO51421WMA.M Mon May 17 17:02:02 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
3.179 8.52 ug/L 153488 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol 88 C5H120 000584-02-1 40
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 39
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 39
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 38
5 5-Hexyn-3-o0l 98 C6H100 019780-84-8 38
Abundance Scan 572 (3.179 min): VU043730.D\data.ms (-557) (-) m/z 59.00 100.00%
59.0
5000
41.0
e
2.80 3.00 3.20 3.40 3.60
L 409, 89.0 ;
OFrrr e e e M/ 41,00 27.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2090: 3-Pentanol
59.0
5000 310 \‘\\\\‘\\\\‘\\\\‘\\\\’\
2.80 3.00 3.20 3.40 3.60
410 m/z 43.00  15.62%
\\\‘\1\\‘\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #4710: Propanoic acid, 2-hydroxy-2-methyl-
59.0
“H‘W,H“H‘W‘H‘,
2.80 3.00 3.20 3.40 3.60
5000 43.0 m/z 57.00 11.16%
31.0
0 15\.0 I \‘\ L | 69.077.0 890
e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #4485: Propane, 2- ethoxy 2-methyl- Pt e
59.0 2.80 3.00 3.20 3.40 3.60
m/z 38.90 11.00%
5000
87.0
20.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 Diisopropyl ether Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.002 9.77 ug/L 175992  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 78
2 Diisopropyl ether 102 C6H140 000108-20-3 78
3 Diisopropyl ether 102 C6H140 000108-20-3 72
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 64
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 64
Abundance Scan 828 (4.002 min): VU043730.D\data.ms (-815) (-) m/z 44.95 100.00%
45.0
5000
87.0
Rmaas e RRAESEEEE
59.0 3.60 3.80 4.00 4.20 4.40
e 1020 ;
o+ttt m/z 43.00 52.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4423: Diisopropyl ether
45.0
5000 I L L B R
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.00  29.50%
27.0 59.0
ol 180 L | 720 102.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4428: Diisopropyl ether
45.0
Raaas e EEaaE R
3.60 3.80 4.00 4.20 4.40
5000 m/z 40.95 18.39%
87.0
59.0
0 27‘0\ | ‘\ i ‘ | 102.0
A B A AARGE
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropy! ether A e R
45.0 3.60 3.80 4.00 4.20 4.40
m/z 58.95 14.12%
5000
87.0
59.0
0,180 219 [ 1 710 102.0
R T B e e R R EEaan R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 2(1H)-Pyrimidinone, 4-amino- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.922 32.61 ug/L 587440 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Pyrimidinone, 4-amino- 111 C4H5N30 000071-30-7 64
2 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 59
3 Bruceantin 548 C28H36011 041451-75-6 50
4 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 45
5 2(1H)-Pyrimidinone, 4-amino- 111 C4H5N30 000071-30-7 39

Abundance Scan 1736 (6.922 min): VU043730.D\data.ms (-1720) (-) m/z 111.00 100.00%
111.0

?

50001 43.0
R RamE R AR
‘ ‘ 6.60 6.80 7.00 7.20
Y N m/z 43.00 44.17%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #6057: 2(1H)-Pyrimidinone, 4-amino-
111.0
5000
6.60 6.80 7.00 7.20
41.0 m/z 67.00 17.41%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #6051: 2-Aminopyrimidine-1-oxide
111.0
6.60 6.80 7.00 7.20
5000 ITI/Z 55.00 16.57%
53. ‘
0 HH“‘“‘MH‘ L e o e e A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #238995: Bruceantin R RAEmaREE SR
111.0 6.60 6.80 7.00 7.20
m/z 41.00 10.85%
5000
43.0
“ ‘ 297.0 438.1
0 el e e e ey T e
m/z--> 0 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.346  24.18 ug/L 435495  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 91
2 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 90
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 72
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 64
5 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 59

Abundance Scan 1868 (7.346 min): VU043730.D\data.ms (-1854) (-) m/z 56.00 100.00%

56.0
5000 41.0
‘ 69"0 59 95.0 112.1 7.00 7.20 7.40 7.60
Ot ll oty 829 T L mjz al.e0  47.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6728: 1-Hexene, 2,5-dimethyl-
56.0
5000
410 7.00 7.20 7.40 7.60
m/z 57.00 38.74%
270 69.0 112.0
O \\‘\\\\‘\\\‘\‘\\\\“H\\\‘\‘\ \‘\\\‘i‘i\\\\8‘2\.\()\\‘9\§\'c\)‘\\\\“1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6715: 1-Hexene, 2,5-dimethyl-
56.0
P e e
7.00 7.20 7.40 7.60
5000 41.0 m/z 55.00 32.09%
27.0 69.0 112.0
ob1e0 . 830 910 [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6684: 1-Heptene, 2-methyl-
56.0 7.00 7.20 7.40 7.60
m/z 39.00 18.84%
5000 41.0
69.0
27.0 112.0
14.0 H ‘ 840 970 |
0 \\‘\1\\‘\\\1‘\\\\}!‘\\\“\‘} SN SN NN N A RARRNNEEEE RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.523  31.61 ug/L 569405 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 90
2 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 90
3 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 90
4 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 90
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 78

Abundance Scan 1923 (7.523 min): VU043730.D\data.ms (-1909) (-) m/z 69.00 100.00%

69.0
41.0
5000
55.0 112.0
7.20 7.40 7.60 7.80
ol e %80
0m‘HH"m,uH‘lm‘mH‘mWuu‘u'u“H‘m‘mwmw m/z 40.95 55.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6732: 2-Hexene, 2,5-dimethyl-
69.0
41.0
5000 N RN RN R RN
7.20 7.40 7.60 7.80
2.0 55.0 112.0 m/z 112.00  23.52%
‘\ ‘ |l il s20 s70
O\H‘HH‘\H\’\\Hi\\H“H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6734: 2-Hexene, 2,5-dimethyl-
69.0 /\
41.0 R R A
7.20 7.40 7.60 7.80
5000 m/z 54.95 19.12%
56.0 112.0
27.0
o bl 0 910 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6731: 2-Hexene, 2,5-dimethyl-
69.0 7.20 7.40 7.60 7.80
41.0 m/z 55.95 18.11%
5000
27.0 55.0 112.0
obso Ll sosme |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMULM@51421WMA.M Mon May 17 17:02:06 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.719  28.78 ug/L 518328 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 83
2 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 72
3 Furan, tetrahydro-2,2,4,4-tetram... 128 C8H160 003358-28-9 53
4 4-Piperidinone, 1-methyl- 113 C6H11NO 001445-73-4 50
5 1,3,5-Triazine-2,4(1H,3H)-dione 113 C3H3N302 000071-33-0 47

Abundance Scan 1984 (7.719 min): VU043730.D\data.ms (-1970) (-) m/z 42.95 100.00%

43.0
113.0
5000
95.0
‘ Ll

7.40 7.60 7.80 8.00
H‘HH‘HH_‘HN‘H_‘H_‘H_‘HMH‘_H‘_H‘_M‘_HW‘H m/z 113.00  58.64%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
5000 LI L A L L L R B R
70.0 113.0 7.40 7.60 7.80 8.00

m/z 69.95 57.69%

27.0 95.0
‘W‘m‘W‘LM”‘LH”W‘”JW‘”\”‘W‘”‘W»‘W‘”\”‘W‘”‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0

740760780800

o

113.0
70 0
27.0 95.0
0**MH*M*MW*HW*H\HHMHWWH*WH*WMLW*HW*H*MH*M‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl-
43.0 7.40 7.60 7.80 8.00

m/z 95.00  27.12%

5000
113.0
290 70.0
o POl 1980 70

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

SFAMULM@51421WMA.M Mon May 17 17:02:07 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 8 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.262 159.30 ug/L 4071860 Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 72
2 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 64
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 50
4 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 47
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 42

Abundance Scan 2775 (10.262 min): VU043730.D\data.ms (-2761) (- m/z 59.00 100.00%

59.0
5000
41.0
—— —
M H‘ ‘ 00 97.0 1150 10.00 10.50
Ol 20 L m/z 41.00  25.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
5000 —— —
10.00 10.50
41.0 970 5o m/z 56.00 22.55%
O\\‘\\\\‘\2\7\-“\\\\“‘\‘\‘\\‘\\H‘}i\\\\“\\.\\‘\\\\‘\\\\‘\\\\‘}\\.\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #13762: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
—— —
10.00 10.50
5000 ITI/Z 55.00 22.00%
43.0
27.0
ol 20, 70 H1B0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #3910: Oxetane, 2,2,4-trimethyl- — —
59.0 10.00 10.50
43.0 m/z 69.00 20.71%
5000
85.0
| 1000
L SR M —— —— —r—
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.00 10.50

SFAMULMO51421WMA.M Mon May 17 17:02:08 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.552 4.82 ug/L 123240  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 40
2 2-Propanone, 1-cyclohexyl- 140 CSH160 000103-78-6 32
3 3-Hexanol, 4,4-dimethyl- 130 C8H180 019550-09-5 28
4 6-Methylheptane-1,6-diol 146 C8H1802 005392-57-4 25
5 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 17
Abundance Scan 2865 (10.552 mln) VU043730.D\data.ms (-2856) (-  m/z 58.95 100.00%
59.0
43.0
5000
95.0
T \
L m/z 69.95 62.83%
miz-> 20 40 60 80 100 120 140
Abundance #22116: 2,5-Hexanediol, 2,5-dimethyl-
43.0
59.0
5000 ‘ w
113.0 10.50
95.0 m/z 42.95 52.93%
O T \ ‘ \M? \“H\ T \ \‘i \‘\“\7\7.‘()\ T \‘\ ‘ L \‘\ ‘ \].\31\-\0‘ T
m/z--> 60 80 100 120 140
Abundance #18716: 2-Propanone, 1-cyclohexyl-
59.0 A
= ‘
10.50
5000 m/z 54.95 40.69%
82.0
97.0
0 270 “ \‘ [ MR | 122.0 149'0
“““‘
m/z--> 60 80 100 120 140
Abundance #13715: 3-Hexanol, 4,4-dimethyl- —e= ‘
(o)
43.0 59.0 10.50
m/z 95.00 35.75%
5000
27.0
[
0‘m‘u!“‘}‘1uu‘l;““U‘“mm‘”m_”w” ! e LN
m/z--> 20 40 60 80 100 120 140 10.50

SFAMULMO51421WMA.M Mon May 17 17:02:09 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 3-Heptanone, 5-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.899 7.19 ug/L 159079 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 50
2 3-Octanone 128 C8H160 000106-68-3 50
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 45
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 38
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 38

Abundance Scan 2973 (10.899 min): VU043730.D\data.ms (-2957) (- m/z 43.00 100.00%

43.0
109.0
5000
9.0 ‘ T T ‘ T
138.0 280.¢ 10,50 11.00
0L ‘ “““‘{“1‘ ‘U‘“ H R — “ ‘ m/z 57.00 98.75%
m/z--> 50 100 150 200 250
Abundance #12502: 3-Heptanone, 5-methyl-
29.0
71.0
5000 T T
10.50 11.00
m/z 71.00 83.41%
‘ 128.0
O\“\“{‘}“““M\W‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #12434: 3-Octanone
43.0
e ML
10.50 11.00
m/z 40.95 80.91%
5000 990
‘ ‘ 128.0
m/z--> 50 100 150 200 250
Abundance #12526: 3-Heptanone, 6-methyl- o A
43.0 10.50 11.00
m/z 54.95 72.11%
5000 99.0
128.0
ol Al | |

s I~
miz--> 50 100 150 200 250 10.50 11.00

SFAMULMO51421WMA.M Mon May 17 17:02:10 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.944 3.63 ug/L 80281 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 033422-32-1 43
2 Cyclopropane, 1,1-dimethyl-2-(1-... 124 C9H16 074779-84-3 43
3 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 38
4 1,4-Hexadiene, 3-ethyl-4,5-dimet... 138 C10H18 1000154-09-2 38
5 2,4-Heptadiene, 2,6-dimethyl- 124 CSH16 004634-87-1 38

Abundance Scan 2987 (10.944 min): VU043730.D\data.ms (-2982) (-  m/z 40.95 100.00%

41.0 69.0 109.0
5000
i 123.0
11 OO
| H‘ \‘ \‘ P il | 1380
om_m‘MummH_m;w,w Ml m/z 109.00  99.10%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10730: Cyclopropane, 1,1-dimethyl- 2 -(2-methyl-1-prope
67.0 09.0
5000 124.0 11 OO
41.0
81.0
m/z 69.0 88.31%
w0 ||
O\\\‘\\\‘\“\\\\“\\\\‘\‘\\\‘\\\\‘\\\‘\’1}\\“\w‘\\‘\\\‘\}\\\\‘\\‘\\’\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10728: Cyclopropane, 1,1-dimethyl-2-(1-methyl-2-prope
41.0 68.0
ll 00
5000 52.90%
21.0 109.0
T
N N W Y OOPR N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109.0 11. OO
m/z . 41.99%
67.0
5000 210
81.0
‘ 124.0
95.0
Om‘uH‘mWm“1‘1‘\“HMU“H“‘,HH“m‘m_mlw“!u,ww /N\
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11. OO

SFAMULMO51421WMA.M Mon May 17 17:02:10 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.037 237.59 ug/L 5254160 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 35
2 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 30
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 27
4 1H-Pyrazole, 4,5-dihydro-5-methyl- 84 C4H8N2 001568-20-3 27
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 27

Abundance Scan 3016 (11.037 min): VU043730.D\data.ms (-2995) (-  m/z 42.95 100.00%
0

43.0 69. 127.0
109.0
5000
T T
‘ 1 11.00
Ob el L0 11540 s 68 95 98.50%
miz--> 20 40 60 80 100 120 140
Abundance #11729: 2-Thiophenecarboxaldehyde, oxime
127.0
84.0
5000 — :
11.00
39.0 m/z 127.00  87.15%
110.0
0 \J\-G\.‘O\ =T \“ \‘\ f\?‘ow \“W T “‘\“\ 1 } T \“‘\ T 1‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69.0
— ‘
41.0 11.00
5000 m/Z 109.00 69.09%
180 ||
O bbbl
miz--> 20 40 60 80 100 120 140
Abundance #1517: 2-Pentene, 4-methyl-, (2)- o
41.0 69.0 11.00
m/z 84.00 58.34%
5000
0 —t
m/z--> 20 40 60 80 100 120 140 11.00

SFAMULMO51421WMA.M Mon May 17 17:02:11 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52

Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA .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 13 1,3-Heptadiene, 3-ethyl-2-m... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.124 6.91 ug/L 152829 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Heptadiene, 3-ethyl-2-methyl- 138 C10H18 061142-35-6 83
2 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 64
3 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 64
4 9-Oxabicyclo[3.3.1]non-6-en-3-one 138 C8H1002 1000190-65-0 50
5 4-Octyne 110 C8H14 001942-45-6 46

41.0

Abundance Scan 3043 (11.124 min): VU043730. D\data ms (-3035) (-
09.0

m/z 109.00 100.00%

67.0
5000
138.0
‘ 7 11.00 1150
oy I— |1 M W Al b wz a1.ee 89.44%
miz--> 20 40 60 80 100 120 140
Abundance #16941: 1,3-Heptadiene, 3-ethyl-2-methyl-
67.0 109.0
5000 410 —
138.0 1100 1150
67.00 75.65%
2%
O LI ‘ T \P\ T ‘ \ T “““ T U T \ﬁ‘ \ T ‘\“‘ T ‘\‘\ T ‘ ‘\ LI “ T
miz--> 80 100 120 140
Abundance #10724. Cyclopentane, 2-ethylidene-1,1-dimethyl-
109.0
11.00 11.50
67.0
m/z 69.00 65.94%
5000 41.0
% 124.0
0 “““““‘JL \w\\ “M”l‘wﬂ“““““
miz--> 20 40 80 100 120 140
Abundance #17563: 2,4—Heptad|ena|, 2,4-dimethyl- — ‘ ‘
109.0 11.00 11.50
m/z 81.00 59.55%
5000
41.0
‘ 67.0 o1 138.0
o280 Wb wl SR L Ly
m/z--> 20 40 60 80 100 120 140 1100 1150

SFAMULM@51421WMA.M Mon May 17 17:02:12 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 unknown-©5 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.198 4.57 ug/L 101148 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 3,3,5-trimethyl- 124 CSH16 074753-00-7 47
2 cis-2,6-Dimethyl-2,6-octadiene 138 C10H18 002492-22-0 47
3 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 46
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 43
5 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 43

Abundance Scan 3066 (11.198 min): VU043730.D\data.ms (-3060) (- m/z 69.00 100.00%

41.0 69.0
123.0
5000

2.0 ‘ 9.0 11.00 1150
HwH‘WH‘qhHpMH_‘ww‘mﬁm‘ﬂﬂ‘_mm‘uwumwf§§9“ m/z 41.00  89.43%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #10703: 1,4-Hexadiene, 3,3,5-trimethyl-
41.0 69.0

o

5000 T
1100 1150
m/z 123.00 53.85%
27.0 55.0 109.0
O \\\‘\\\‘\"\\\\“H\\\‘\\\\‘\\\‘1}\\\\"‘}\?]’-\.9\‘\\\\“\\\\].‘z\ﬁ\c‘)\\\\’\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16917: cis-2,6-Dimethyl-2,6-octadiene
69.0
T ‘ T \/\\ ‘ T
41.0 11.00 11.50
95.0
2r0 || %R0 ) ‘ 100,022 138.0
e S e A R RRRENE
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16907: 2,6-Octadiene, 2,7-dimethyl-
410 69.0 1100 1150

m/z 38.90 18.37%

5000
27.0
obe el 520 ||| 9804690123.0138.0

m/z--> 20 30 40 50 60 70 80 90 100110120130140 1100 1L50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 15 2,4-Heptadienal, 2,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.243 3.93 ug/L 86830 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 72
2 1,3-Hexadiene, 3-ethyl-2,5-dimet... 138 C1@H18 062338-07-2 62
3 3,3,5,5-Tetramethylcyclopentene 124 C9H16 038667-10-6 50
4 Bicyclo[2.2.1]heptan-2-one, 3-et. 138 C9H140 054345-87-8 47
5 1,3-Heptadiene, 3-ethyl-2- methyl- 138 C10H18 061142-35-6 38

Abundance Scan 3080 (11.243 min): VU043730. D\data ms (-3074) (- m/z 109.00 100.00%

67.0 09.0
5000 138.0
41.0

‘ gﬁo 11.00 11.50
e “M““““u ‘Wﬂu‘ﬂﬁ b b msz e7.00 91.99%

mlz--> 20 40 60 100 120 140
Abundance #17563: 2,4-Heptad|enal, 2,4-dimethyl-
109.0
5000

o

11.00 11.50
21.0 m/z 81.00 67.42%
‘ 67.0 o1 138.0
O T \1\8‘0\ ‘\‘ T “ ‘\ T ‘\ ‘\ ‘ \ ‘\‘ T \‘ “‘ T \9 \‘ \‘\ T “ ‘\ T \“ T
m/z--> 20 80 100 120 140
Abundance #16959. 1,3—Hexad|ene, 3-ethyl-2,5-dimethyl-
67.0
109.0 A,
410 138.0 11. 00 11 50
5000 m/z 138.00 48.69%
i
miz--> 80 100 120 140 A\
Abundance #10707: 3,3,5,5- Tetramethylcyclopentene Al ‘ e /\ A ‘
109.0 11. 00 11 50

m/z 55.00  45.27%

- | JA
41.0
91.0
0 150 H\ ul e |l Ly Al 12\4'0

m/z--> 20 60 80 100 120 140 11. 00 ll 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 unknown-06 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.340 2.77 ug/L 61197 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 43
2 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 43
3 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 42
4 4-Hexen-1-o0l, 2-ethenyl-2,5-dime... 154 C10H180 050598-21-5 40
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 38

Abundance Scan 3110 (11.340 min): VU043730.D\data.ms (-3103) (- m/z 69.00 100.00%

69.0
41.0
5000 123.0

‘ | M ‘960 11.00 11,50
om_H‘“uuu‘wu‘m‘\w‘!_‘H_mwww_ww m/z 40.95 81.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5947: 6-Methyl-1,5-heptadiene
410 490
5000 T
11.00 11,50

m/z 122.95 45.52%

110.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16961: 1,6-Octadiene, 3,5-dimethyl-, trans-
69.0
41.0 11.00 11,50
5000 ITI z 66.95 23.23%
95.0
ol ll b 2280
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67856: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol =
69.0 11. 00 11 50

m/z 38.90 18.72%

41.0
5000
‘ 95.0 123.0
0 i ‘w H\ . \M\ ul ‘\ | 1650 193.0

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52

Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA .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 17 unknown-07 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.102 10.55 ug/L 233330 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 20
2 Indane 118 C9H10 000496-11-7 18
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 14
4 Indolizine 117 C8H7N 000274-40-8 14
5 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 14

Abundance Scan 3347 (12.102 min): VU043730.D\data.ms (-3329) (-  m/z 122.90 100.00%

122.9
5000 96.9
510 158.9 - ——
74.9 H 12.00 12.50
0! e M 2808 7 117,00 79.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8948: Indane
117.0
5000 — ]\ ‘ —
12.00 12.50
m/z 124.90 65.95%
39.0 58.0 91‘-0 L‘”
O\\\‘\‘\\\"\\“\\““‘\‘\\\h‘\\‘\\“\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8951: Indane
117.0
—h —
12.00 12.50
5000 ITI/Z 96.90 40.06%
390 63.0 91"0 L
Y e S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8967: Benzene, cyclopropyl- 1 —
117.0 12.00 12.50
m/z 118.00 39.79%
5000 910
390 65.0 A A
0““‘“NM‘W‘WU“N_‘W“\“ T T A
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 2,4,6-Octatriene, 2,6-dimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.951 2.55 ug/L 56469 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H16 007216-56-0 93
2 2,4,6-Octatriene, 2,6-dimethyl- 136 C1eH16 000673-84-7 90
3 2,4,6-Octatriene, 3,4-dimethyl- 136 C1@H16 057396-75-5 87
4 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C10H16 004045-44-7 87
5 2,4,6-Octatriene, 2,6-dimethyl-,... 136 C10H1l6 007216-56-0 87

Abundance Scan 3611 (12.951 min): VU043730.D\data.ms (-3600) (-  m/z 120.95 100.00%

121.0
105.0
5000 136.0
79.0 ' }\
/\\ T T ‘ T
(M L
ol “1“1‘,“““\“ 1T T T N m/z 105.60  62.61%
miz--> 20 40 60 80 100 120 140
Abundance #15815: 2,4,6-Octatriene, 2,6-dimethyl-, (E,Z)-
121.0
5000 105.0 136.0 M\J\Aﬂ bl VAT
79.0 ' 13.00
41.0 m/z 91.00  50.83%
O \]-\5\0‘ T ‘\‘ T T ““\ T “‘\6’3\‘9\ “i‘ T T ‘ ‘\M\ T T ‘i‘\ T T \‘ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #15771: 2,4,6-Octatriene, 2,6-dimethyl-
121.0
— vl Al
13.00
m/z 136.00 39.51%
5000 105.0 136.0
79.0
41.0
NI |
miz-> 20 40 60 80 100 120 140 {\M
Abundance #15767: 2,4,6-Octatriene, 3,4-dimethyl- m —
121.0 13.00
m/z 79.00 31.47%
136.0
5000
105.0
79.0
41.0 ‘ MM
ol 2o b Wb M AL
m/z--> 20 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43730.D

Acqg On : 14 May 2021 03:52
Operator : SY/MD

Sample : M2350-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@51421WMA.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 3.179 8.5 ug/L 153488 1 6.256 900607 50.0
Diisopropyl ether 4.002 9.8 wug/L 175992 1 6.256 900607 50.0
2(1H)-Pyrimidin... 6.922 32.6 ug/L 587440 1 6.256 900607 50.0
(DEL) Alkane: S... 7.346 24.2 ug/L 435495 1 6.256 900607 50.0
(DEL) Alkane: S... 7.523 31.6 ug/L 569405 1 6.256 900607 50.0
Furan, tetrahyd... 7.719 28.8 wug/L 518328 1 6.256 900607 50.0
2-Hexanol, 2,5-... 10.262 159.3 ug/L 4071860 2 9.423 1278060 50.0
unknown-02 10.552 4.8 ug/L 123240 2 9.423 1278060 50.0
3-Heptanone, 5-... 10.899 7.2 ug/L 159079 3 11.819 1105710 50.0
unknown-03 10.944 3.6 ug/L 80281 3 11.819 1105710 50.0
unknown-04 11.037 237.6 ug/L 5254160 3 11.819 1105710 50.0
1,3-Heptadiene,... 11.124 6.9 ug/L 152829 3 11.819 1105710 50.0
unknown-05 11.198 4.6 ug/L 101148 3 11.819 1105710 50.0
2,4-Heptadienal... 11.243 3.9 ug/L 86830 3 11.819 1105710 50.0
unknown-06 11.340 2.8 ug/L 61197 3 11.819 1105710 50.0
unknown-07 12.102 10.6 ug/L 233330 3 11.819 1105710 50.0
2,4,6-Octatrien... 12.951 2.5 ug/L 56469 3 11.819 1105710 50.0
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