LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

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\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: Vv@21312.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 49 55 64 rVB 138023 122867 1.05% 0.283%
2 1.307 76 83 92 rBvV 885373 885607 7.60% 2.040%
3 1.349 93 96 107 rVB2 42391 43304 0.37% 0.100%
4 1.571 157 165 174 rBV 220038 254885 2.19% 0.587%
5 1.635 176 185 204 rVV 2346598 2882555 24.73% 6.639%
6 1.809 232 239 246 rBV3 56781 72531 0.62% 0.167%
7 2.111 322 333 361 rVB2 539595 1102715 9.46%  2.540%
8 2.500 436 454 461 rBvV2 455361 944929 8.11% 2.176%
9 2.687 502 512 513 rBVS 7983 10692 0.09% 0.025%
106 2.770 522 538 576 rVB2 5478033 11656184 100.00% 26.846%
11 2.995 605 608 612 rVB6 3059 2196 0.02% 0.005%
12 3.043 617 623 633 rVB6 4195 7028 0.06% 0.016%
13 3.162 652 660 665 rvvie 3981 5616 ©.05% ©0.013%
14 3.278 683 696 709 rBV6 10219 23867 ©0.20% 0.055%
15 3.375 716 726 731 rBV1e 7085 10351 0.09% 0.024%
16 3.545 759 779 796 rBV3 70002 199879 1.71% 0.460%
17 3.670 806 818 834 rVB2 190188 469141 4.02% 1.080%
18 3.767 836 848 866 rVB3 132040 316112 2.71% 0.728%
19 3.905 880 891 923 rVB5 163294 531271 4.56% 1.224%
20 4.143 962 965 969 rBV5 3741 3464 0.03% 0.008%
21 4.236 991 994 997 rWw3 2836 2420 0.092% 0.006%
22 4.352 1015 1030 1043 rBV2 400499 992026 8.51% 2.285%
23 4.596 1097 1106 1118 rVV8 17932 40449 0.35% 0.093%
24  4.683 1121 1133 1144 rVV4 68879 168046 1.44% 0.387%
25 4.770 1144 1160 1180 rVB5 477168 1251738 10.74%  2.883%
26 4.950 1190 1216 1231 rBV6 171526 513308 4.40% 1.182%
27 5.050 1232 1247 1273 rBV3 843723 2216762 19.02% 5.106%
28 5.182 1277 1288 1297 rBV5 402808 880913  7.56% 2.029%
29 5.490 1372 1384 1402 rVBS 11708 29089 0.25% 0.067%
30 5.622 1413 1425 1441 rBV 485571 1068792 9.17% 2.462%
31 5.841 1489 1493 1494 rBV4 5302 3823 0.03% 0.009%
32 5.931 1506 1521 1534 rBvV1ie 109074 288536 2.48% 0.665%
33  6.075 1553 1566 1593 rBV5 467777 1325963 11.38% 3.054%
34 6.201 1594 1605 1615 rBV5 147806 303207 2.60% 0.698%
35 6.262 1615 1624 1635 rVB3 212024 393217 3.37% 0.906%
36 6.371 1650 1658 1670 rVB7 29530 56057 0.48% 0.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

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\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 6.465 1670 1687 1701 rVB4 179320 420635 3.61% 0.969%
38 6.545 1702 1712 1715 rBV7 31420 48671 0.42% 0.112%
39 6.657 1734 1747 1766 rVB4 224711 608945 5.22% 1.402%
40 6.780 1766 1785 1797 rBV3 218662 495975 4.26% 1.142%
41  6.992 1834 1851 1860 rBV3 318286 700651 6.01% 1.614%
42 7.117 1884 1890 1898 rBV4 51252 78874 0.68% 0.182%
43 7.268 1924 1937 1944 rBV4 250466 512367 4.40% 1.180%
44  7.320 1944 1953 1967 rVB 1096340 1955565 16.78%  4.504%
45  7.445 1985 1992 1999 rBV3 70586 103700 ©.89% 0.239%
46  7.625 2042 2048 2055 rBV2 184105 274303 2.35% 0.632%
47  7.789 2082 2099 2108 rBV3 146169 298153 2.56% 0.687%
48  7.847 2108 2117 2141 rVB2 231933 512687 4.40% 1.181%
49 8.095 2184 2194 2204 rBV2 502769 906365 7.78% 2.087%
50  8.358 2270 2276 2281 rBV4 45235 70725 0.61% 0.163%
51 8.516 2317 2325 2335 rVB6 120325 206485 1.77% 0.476%
52 8.857 2421 2431 2449 rBV 774642 1278528 10.97% 2.945%
53 9.210 2535 2541 2548 rBV9 18340 33884 0.29% 0.078%
54 9.686 2680 2689 2690 rBV6 30320 37788 ©0.32% 0.087%
55 9.934 2761 2766 2773 rBV9 24378 38734 ©0.33% 0.089%
56 10.223 2845 2856 2871 rVB 678414 1091378 9.36% 2.514%
57 11.062 3109 3117 3124 rBV3 108342 168973 1.45% 0.389%

58 11.255 3167 3177 3200 rVB 820883 1287219 11.04%  2.965%
59 11.535 3256 3264 3269 rBV1e 9548 14928 0.13% 0.034%
60 11.632 3282 3294 3314 rVB 1323753 2151541 18.46%  4.955%

61 11.754 3323 3332 3341 rBv4 35325 55768 ©.48% 0.128%
62 11.824 3348 3354 3367 rVB3 25375 42992 0.37% ©0.099%
63 11.998 3400 3408 3415 rBV8 14335 24697 ©0.21% 0.057%
64 12.204 3468 3472 3479 rVB6 17291 20506 ©.18% 0.047%
65 12.246 3480 3485 3496 rVVe6 13780 22023 ©.19% ©0.051%
66 12.310 3497 3505 3513 rVB5 33612 52081 ©.45% 0.120%
67 12.390 3524 3530 3537 rVB5 32518 42293 0.36% 0.097%
68 12.558 3573 3582 3592 rBV3 50226 78314 0.67% 0.180%
69 12.689 3605 3623 3637 rBV6 74506 177578 1.52% 0.409%
70 12.763 3638 3646 3657 rVB4 51187 78020 ©.67% 0.180%
71 12.860 3662 3676 3677 rBV9 9620 17395 ©.15% ©0.040%
72 12.963 3699 3708 3716 rBV7 30438 52453 0.45% 0.121%
73 13.011 3716 3723 3731 rVB2 25317 34029 0.29% 0.078%
74 13.165 3766 3771 3772 rBV5 3065 2723 0.02% 0.006%
75 13.268 3798 3803 3806 rBV5 6011 6683 0.06% 0.015%
76 13.316 3811 3818 3825 rBv4 32010 53320 ©0.46% 0.123%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

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\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 13.410 3838 3847 3861 rVB6 19596 32617 ©0.28% 0.075%
78 13.490 3861 3872 3875 rBv9 11888 18588 0.16% 0.043%
79 13.548 3885 3890 3896 rBV9 8983 11820 0.10% 0.027%
80 13.622 3907 3913 3922 rVB1©® 10950 17839 0.15% 0.041%
81 13.715 3934 3942 3957 rBV1e 16127 33738 ©0.29% 0.078%
82 13.783 3957 3963 3970 rVvVv7 9223 11808 0.10% 0.027%
83 13.828 3973 3977 3984 rVB10 2895 2875 0.02% 0.007%
84 13.863 3984 3988 3991 rBV4 2451 1929 0.02% 0.004%
85 14.008 4030 4033 4036 rBV4 4799 4457 0.04% 0.010%
86 14.114 4054 4066 4074 rBVO 15044 34250 0.29% 0.079%
87 14.204 4091 4094 4096 rBV4 2882 1898 0.02% 0.004%
88 14.239 4097 4105 4113 rVWV 28615 42257 ©0.36% ©0.097%
89 14.303 4120 4125 4134 rVB8 17601 28294 0.24% 0.065%
90 14.461 4167 4174 4180 rBVO 7788 10542 0.09% 0.024%
91 14.622 4219 4224 4230 rBvV1e 3710 4732 0.04% 0.011%
92 14.834 4286 4290 4294 rBV6 2856 2895 0.02% 0.007%
93 14.966 4328 4331 4334 rBV3 3114 2300 0.02% 0.005%
94 15.435 4474 4477 4485 rBV9 3038 3636 ©0.03% 0.008%
95 16.008 4653 4655 4659 rVB6 3704 1871 0.02% 0.004%
96 16.162 4701 4703 4705 rBV3 3284 1917 0.02% 0.004%
97 16.223 4719 4722 4727 rBV6 2477 2884 0.02% 0.007%
98 16.297 4742 4745 4746 rBV3 3245 1938 0.02% 0.004%
99 16.345 4757 4760 4762 rBV3 4681 3213 0.03% 0.007%
100 16.686 4863 4866 4869 rBv4 3482 3246 0.03% 0.007%
Sum of corrected areas: 43419033
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021312.D\data.ms
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Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 320 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: VV021312.D\data.ms

o

5000000
4000000
3000000

2000000
11.632
1000000 8.857 10.223 11.255

8.095
2 6257847
ol 117700 4ad 207 8.358316 9.210 9.686 9.934 J\ 11%2]\ 11.5331.7514.998
o, 115981844, 9%

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
1.217 5.75 ug/L 122867 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 25
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isobutane 58 C4H1e 000075-28-5 7
4 Propene 42 C3He 000115-07-1 7
5 Isobutane 58 C4H1e 000075-28-5 7

Abundance  Scan 55 (1.217 min): VV021312.D\data.ms (-49) (-) m/z 43.10 100.00%

3.1
5000
s64,| 500571 g, 120 140 160
O rrrrrrr e e e e m/z 41.05 63.42%
mlz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #237: Isobutane
43.0
5000
27.0 1.20 140 1.60
m/z 39.10 41.02%
15.0
0 : \‘ Nl A 50057\\0
\H\H\\‘\\H‘H\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H \‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75
Abundance #236: Isobutane
43.0
. | VU & ¢
1.20 140 1.60
5000 m/z 42.10 32.53%
27.0
0L 10 120 1380 500570
P e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #235: Isobutane ““‘Aa BRARE R
43.0 1.20 140 1.60
m/z 38.10 7.24%
5000
27.0
15.0 57.0
O ‘ il 36 } | 500 o /\\
P T T e e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.635 134.85 ug/L 2882560 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 81
2 Butane, 2-methyl- 72 C5H12 000078-78-4 58
3 Butane, 2-methyl- 72 C5H12 000078-78-4 50
4 Pentane 72 C5H12 000109-66-0 32
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 25
Abundance Scan 185 (1.635 min): VV021312.D\data.ms (-176) (-) m/z 41.05 100.00%
41.0
5000
T AREEERREE AL
‘ 1.40 1.60 1.80 2.00
ol Myl731 1298 1686 207.0 _  298. ., 43 95 83.79%
m/z--> 0 50 100 150 200 250
Abundance #714: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00
‘ ‘ m/z 57.05 74.09%
O‘\\“\‘i”“\\“\\‘\\\\’\\\\’\\\\‘\\\\
miz--> 0 50 100 150 200 250
Abundance #713: Butane, 2-methyl-
43.0
e AEEmEEREE S
1.40 1.60 1.80 2.00
5000 m/z 42.05 70.60%
OIPJH\LW“\‘\\‘\\\\ e
miz--> 0 50 100 150 200 250
Abundance #712: Butane, 2-methyl- A RRARNEEARE
43.0 1.40 1.60 1.80 2.00
m/z 39.05 47.80%
5000
02'0 L‘” T A e
m/z--> 0 50 100 150 200 250 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
1.809 3.39 ug/L 72531 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Pentane 72 C5H12 000109-66-0 59
3 Oxirane, ethyl- 72 C4H80 000106-88-7 43
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 43
5 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 40
Abundance Scan 239 (1.809 min): VV021312.D\data.ms (-232) (-) m/z 43.05 100.00%
43.0
5000
s R RRE AR
“ 72"0 L0L8 1365 177.0207.3 714 140160180200 220
Ot b e e e e e e e e e m/z 41.00 73.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #706: Pentane
43.0
5000 RN R R
1.40 1.60 1.80 2.00 2.20
m/z 42.00 59.30%
‘72.0
O\\4\.9‘“\\““‘\\“MH!\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #709: Pentane
43.0
L‘\\\\‘\\\\‘\\\\’\\\\‘\\
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.00 30.47%
H 72.0
0\\\\‘\1\\“"\\‘1‘\\!\‘\\\m\\\‘\\\\‘\\\\‘\\\\‘\\u‘\m‘\m‘\m‘uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #668: Oxirane, ethyl- BaRamEaEES S
42.0 1.40 1.60 1.80 2.00 2.20
m/z 57.00 25.53%
5000
71.0
o‘l‘%‘:?“lH‘M“‘su‘“"‘Hw"‘W"‘_"‘_"‘_"‘_‘wawmww e
m/z--> 20 40 60 80 100120140160180200220240260 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.500 44.21 ug/L 944929 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36

4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 14
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 10

Abundance Scan 454 (2.500 min): VV021312.D\data.ms (-436) (-) m/z 43.10 100.00%

5000
‘ 86.1 ) 2.20 2.40 2.60 2.80
ob—— b L 2045 299 n/z; 42,10 75.46%
miz-> 50 100 150 200 250 300
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000
2.20 2.40 2.60 2.80
m/z 41.05 54.49%
‘ ‘ 86.0
O\\‘\““‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #1830: Butane, 2,3-dimethyl-
42.0
2.20 2.40 2.60 2.80
5000 m/z 39.10 37.68%
‘ 86.0
S L
miz--> 50 100 150 200 250 300
Abundance #1624: 1,2,3-Trimethyldiaziridine
42.0 2.20 2.40 2.60 2.80
m/z 71.10 35.93%
5000
85.0
0 Jhw For e e
m/z--> 50 100 150 200 250 300 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
3.545 9.35 ug/L 199879 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 78
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 56
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 43
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38
Abundance Scan 779 (3.545 min): VV021312.D\data.ms (-759) (-) m/z 57.10 100.00%
57.1
41.1 85.1
5000
A e A REAERRARE
20.2 3.20 3.40 3.60 3.80
Obrrrrprere el B2 e m/z 41.10 62.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57.0
43.0
5000 L B AL DL B
3.20 3.40 3.60 3.80
m/z 85.10 57.24%
29.0 ‘ 71.0 85.0
O\\‘\\\.\’\\\‘\“\\\\“}i\\’\\‘\1‘\\\\‘H\\\\’\}‘\\‘\\\\‘\\\]\-’]-\3\.\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3996: Pentane, 2,2-dimethyl-
57.0
L NN S
43.0 3.20 3.40 3.60 3.80
5000 85.0 m/z 43.00 49.09%
29.0
0 “ LLL W, 710 . 100.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3995: Pentane, 2,2-dimethyl- R Ra A REAES R AR
57.0 3.20 3.40 3.60 3.80
m/z 56.00 41.90%
43.0
5000 850
29.0
so | 1)
Ot e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.670  21.95 ug/L 469141  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 93
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 59
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 47
Abundance Scan 818 (3.670 min): VV021312.D\data.ms (-806) (-) m/z 43.10 100.00%
43.1
5000 85.0
3.40 3.60 3.80 4.00
ol el sl e 2278 1882 )7 57,05 95.87%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #3988: Pentane, 2,4-dimethyl-
43.0
5000 L L L B L B B
85.0 3.40 3.60 3.80 4.00
m/z 41.10 71.51%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
3.40 3.60 3.80 4.00
5000 m/z 56.00 57.44%
85.0
oL 130 | b4
Wm_m‘m R e e
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #3986: Pentane, 2,2-dimethyl- R ARRERREE RS
57.0 3.40 3.60 3.80 4.00
m/z 85.05 43.07%
5000
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Cyclic3.767 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.767 14.79 ug/L 316112 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 62
2 Cyclohexane 84 C6H12 000110-82-7 53
3 Cyclobutane 56 C4H8 000287-23-0 53
4 Cyclohexane 84 C6H12 000110-82-7 52
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 848 (3.767 min): VV021312.D\data.ms (-836) (-) m/z 56.05 100.00%
56.0
w AM
84'1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
38. ‘ 3.40 3.60 3.80 4.00
bl L1862 s 69,05 64.28%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1494: Cyclopentane, methyl-
56.0
5000 L DL B I LA LN R B
3.40 3.60 3.80 4.00
m/z 41.00 56.73%
28.0 84.0
O\‘\\\‘\‘\‘H‘\\‘ ‘\‘1‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1458: Cyclohexane
56.0
84.0 AR RRRARE RS SRS N
3.40 3.60 3.80 4.00
5000 m/z 39.00 41.06%
27.0 H ‘
0 \‘\\\\‘\m\\‘{\\H“J‘Hm\“\‘\H‘HH‘HH‘HH‘\
miz--> 0 20 40 60 80 100 120 140 160
Abundance #178: Cyclobutane R A RARRA SRR
28.0 3.40 3.60 3.80 4.00
m/z 55.05 31.54%
56.0
5000
1.0 \m ‘ ‘
Ol i ek P e e
m/z--> 0 20 40 60 80 100 120 140 160 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.770 58.56 ug/L 1251740 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
5 Hexane, 2,2,5,5-tetramethyl- 142 C1OH22 001071-81-4 53

Abundance Scan 1160 (4.770 min): VV021312.D\data.ms (-1144) (-) m/z 56.10 100.00%

56.1
5000
‘ ‘ ‘ 85.0 ) 4.40 4.60 4.80 5.00
Oty 1208 1933 2 nyz 41,10 71.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
5000
29.0 4.40 4.60 4.80 5.00
m/z 57.00 68.12%
| | Jeso
O \‘\H‘\‘\‘H\‘H\‘\‘ “\\‘\\‘\‘\Hi\\H‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3987: Pentane, 2,3-dimethyl-
56.0
4.40 4.60 4.80 5.00
5000 29.0 m/z 43.10 58.49%
0 ‘2"9““‘1”‘;1”“‘_uﬁ???qw_m_m_Ww,www
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3993: Pentane, 2,3-dimethyl-
56.0 4.40 4.60 4.80 5.00
m/z 71.05 44.31%
5000
29.0
85.0
Ot “\\“1\‘u‘\u‘\\u‘\u\‘u\\‘\m‘\m‘\m‘uu‘u \,HHWH‘M\A\F,HH_
m/z--> 0 20 40 60 80 100120140160 180 200220240 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.950 24.01 ug/L 513308 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-7-Methyl-3-octene 126 C9H18 1000113-52-8 47
2 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 38
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38

Abundance Scan 1216 (4.950 min): VV021312.D\data.ms (-1190) (-) m/z 55.05 100.00%

580 g31
5000

4.60 4.80 5.00 5.20
0! M 1155 1862 . o 16 92.85%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11548: trans-7-Methyl-3-octene
41.0
69.0
5000

4.60 4.80 5.00 5.20
126.0 m/z 83.10 86.16%

\\J-\S\.(’)\M\\ ‘\M\\H‘H\\gﬁ‘c\)\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3329: 2-Pentene, 3-ethyl-
55.0

4.60 4.80 5.00 5.20

o

5000 98.0 m/z 69.10 78.81%
27.0
O‘HH\"\“H “\‘\“%7‘9”‘\‘HH‘HH‘HH‘HH‘HH M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3327: 1-Hexene, 3-methyl- “HHWH‘HHWH,‘
55.0 4.60 4.80 5.00 5.20

m/z 41.05 66.53%

27.0
5000
L 98.0
7.
Om“,“!w _“m‘qm“mwuH“m‘mwm

m/z--> 20 40 60 80 100 120 140 160 180 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.201 14.18 ug/L 303207 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 93
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87

4 Piperazine, 1,4-dimethyl-

114 C6H14N2

5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S

Abundance Scan 1605 (6.201 min): VV021312.D\data.ms (-1594) (-)
5

000106-58-1 49
1000309-19-2 47

m/z 57.00 100.00%

1.0
5000
99.0
Pt e ST
‘ ‘ 5.80 6.00 6.20 6.40 6.60
0Ll L1827 o 43,05 83.66%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7637: Hexane, 2,5-dimethyl-
57.0
5000 DL B AL S
99.0 5.80 6.00 6.20 6.40 6.60
m/z 41.05 56.94%
O 15.0}78-0
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7648: Hexane, 2,5-dimethyl-
57.0
FR Pt e e
5.80 6.00 6.20 6.40 6.60
5000 m/z 99.05 32.31%
27.0 99.0
0 I
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #7639: Hexane, 2,5-dimethyl- A“MM%‘H“‘H‘,‘H“‘
43.0 5.80 6.00 6.20 6.40 6.60
m/z 39.00 29.25%
5000
71.0  99.0
so| | || ]
Y oL AL AL A ..
m/z--> 0O 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.262 18.40 ug/L 393217 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
2 2-Pentoxy-tetrahydropyran 172 C1eH2002 032767-70-7 64
3 Heptane, 3,4,5-trimethyl- 142 C1OH22 020278-89-1 53
4 2(3H)-Furanone, 5-ethyldihydro- 114 C6H1002 000695-06-7 50
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 50

Abundance Scan 1624 (6.262 mm) VV021312.D\data.ms (-1615) (-) m/z 85.05 100.00%

57.1 85.0
5000
" 6006206406%0j
110.2 ' : : '
0 WHH_‘??WM“ ““‘m‘u‘m‘H““““le“???w m/z 57.10 97.00%
m/z--> 0 20 40 80 100 120 140 160
Abundance #7641.Hexane,2A~dwneﬂwL
43.0
5000 85.0
6.00 6.20 6.40 6.60
m/z 43.10 81.40%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 100 120 140 160
Abundance #39507: 2 Pentoxytenahydropyran
8!-'.
6.00 6.20 6.40 6.60
5000 m/z 41.10 70.91%
56.0
290‘ ‘
o SN I N T I Y - 1/
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #19204: Heptane, 3,4,5-trimethyl- R AREEEREEE T
43.0 85.0 6.00 6.20 6.40 6.60
' m/z 56.05 37.15%
5000
0 65“
m/z--> 0 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Cyclic6.371 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.371 2.62 ug/L 56057 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, propyl- 112 C8H16 002040-96-2 47
2 5-Methyl-1-heptanol 130 C8H180 007212-53-5 35
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 35
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 30
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 30

Abundance Scan 1658 (6.371 min): VV021312.D\data.ms (-1650) (-) m/z 54.95 100.00%
55.0

5000
981 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ | ‘ og1.  6.006.20 6.40 6.60
ol bl L Pz 83.e0  98.99%
miz--> 50 100 150 200 250
Abundance #6693: Cyclopentane, propyl-
69.0
6.00 6.20 6.40 6.60
39,0 o
‘ ‘ 112.0 m/z 69.10 76.26%
Ot “\ 1“‘”‘\”‘ \“\“ r‘ LN B Bt B B B Y L
miz--> 50 100 150 200 250
Abundance #13660: 5-Methyl-1-heptanol

laal v

6.00 6.20 6.40 6.60
5000 m/z 41.00 71.03%

L Jero

0% “‘”H‘““‘U ‘ — — —
m/z--> 50 100 150 200 250
Abundance 3385: Cyclopropane, 1,1-diethyl-

6.00 6.20 6.40 6.60
m/z 39.00 51.97%

5000
39.0 98.0
| \‘M \‘\ \h‘\ \‘ ‘ ‘

m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60

o}
© H
o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 13 (DEL) Alkane: Cyclic6.465 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.465 19.68 ug/L 420635 1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 74
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
4 Cyclopentane, 1,2,4-trimethyl-, . 112 C8H16 004850-28-6 72
5 Cyclopentane, 1,2,3-trimethyl-, 112 C8H16 002613-69-6 64

Abundance Scan 1687 (6.465 min): VV021312.D\data.ms (-1670) (-) m/z 70.05 100.00%
70.0

=

5000
41.1
e R
1120 6.20 6.40 6.60 6.80
o"‘Hu‘}”;mh!“u‘wk“”‘“_‘1‘_HWHWw???;ﬂwHﬁ?‘l‘-ﬂu m/z 55.05 64.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70.0
5000 L B L B L LA B
6.20 6.40 6.60 6.80
41,0 m/z 41.10 36.06%
)L, e
O \‘\‘\‘\\“H\‘\‘\‘f‘\\‘w\H“H1\‘\\\\‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
R R
6.20 6.40 6.60 6.80
5000 m/z 39.05 22.31%

h 112.0
)

o
IN
iy
o

[T
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6838: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., Crp e T

70.0 6.20 6.40 6.60 6.80
m/z 69.10 21.99%

5000 21.0

———

LI )y 2o

m/z--> 20 40 60 80 100120140160180200220240260280

o

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
6.657  28.49 ug/L 608945 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
Abundance Scan 1747 (6.657 min): VV021312.D\data.ms (-1734) (-) m/z 43.10 100.00%
3.1 71.0
5000
| i 660680 700
95.0 . . . .
Ol rerrrrerrperetle bl f o 02 sz 71,05 95.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43.0 71.0
5000
6.40 6.60 6.80 7.00
m/z 70.10 69.31%
29.0 97.0
olaso ||l a0 [ 171110450
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12715: Hexane, 3,3,4-trimethyl-
43.0 57.0 71.0
e BERRREREE T
6.40 6.60 6.80 7.00
5000 m/z 41.10 43.10%
29.0
99.0
0 | ‘ Il LA i 850 ‘ 11\30 128.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7659: Pentane, 2,3,4-trimethyl- e A AARRaEaE
43.0 6.40 6.60 6.80 7.00
71.0 R
m/z 39.00 25.68%
5000
27.0 57.0
o L 10 L e sao
e e e e e e e e B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
6.780  23.20 ug/L 495975  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 53
3 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 50
4 2-Bromononane 206 CSH19Br 002216-35-5 50
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50

Abundance Scan 1785 (6.780 min): VV021312.D\data.ms (-1766) (-) m/z 43.05 100.00%

430 710
5000
/

95.0 N
‘ 6.40 6.60 6.80 7.00 7.20
| m‘\ \HH N 192.9

el 2229 m/z 71.05  91.63%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

6.40 6.60 6.80 7.00 7.20
m/z 70.05 63.79%

50| || || |0
\‘\\\\‘\\\\‘\\\‘\‘\\‘f‘\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester
430 710

6.40 6.60 6.80 7.00 7.20
5000 m/z 41.10 63.18%

o

o

I ‘M H i 4. 1110 1370 167.0
0 ‘_"w‘“w"‘w"H“‘H“H“‘H“‘H“H“‘H“

miz--> 0 20 40 80 100 120 140 160 180
Abundance #68286: Sulfurous acid, isobutyl 2-penty! ester A R
43.0 710 6.40 6.60 6.80 7.00 7.20

m/z 57.10 59.92%

- m
0 Ll L P39, 1390 M

m/z--> 0 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 21
R.T. EstConc Area Relative to ISTD R.T.
7.117 3.69 ug/L 78874  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 93
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
3 Octane, 4,5-diethyl- 170 C12H26 001636-41-5 59
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 52
5 Methoxyacetic acid, 4-methylpent... 174 C9H1803 1000282-41-2 47
Abundance Scan 1890 (7.117 min): VV021312.D\data.ms (-1884) (-) m/z 43.05 100.00%
7 840
5000
6.807.007.20 7.40
1141 281.C
ol b T 1eas 0 2810 1, 84.es  81.11%
miz--> 50 100 150 200 250
Abundance #7622: Hexane, 3-ethyl-
43.0 J\/\)\N
5000 84.0 {f\“ﬂwf\/\‘
6.80 7.00 7.20 7.40
m/z 41.00 67.89%
LI o
O\\“\ ‘”\r\‘\‘\‘\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #12683: Heptane, 2,3-dimethyl-
43.0
R AREmmaEE SRR,
6.80 7.00 7.20 7.40
m/z 85.00 65.98%
5000 84.0
A T N
miz--> 50 100 150 200 250
Abundance #38336: Octane, 4,5-diethyl- R AaaaaswsEE
43.0 6.80 7.00 7.20 7.40
m/z 55.00  31.35%
84.0
5000
A DTS
o “‘ T —— R EAREEassEwEES SRR,
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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: Cyclic7.268 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.268 20.04 ug/L 512367 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 81
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 76
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 74
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 74

Abundance Scan 1937 (7.268 min): VV021312.D\data.ms (-1924) (-) m/z 97.10 100.00%

97.1
55.0
5000
SV RN R WA WA
7.00 7.20 7.40 7.60
| mh\‘ I 230.7 9
0 b el S m/z 54.95  81.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
5000 UL L B L I B AL R
7.00 7.20 7.40 7.60
270” m/z 41.1@0 58.54%
O\\\‘\H\\“\\\“\H\\\“!\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R R RREREEE
7.00 7.20 7.40 7.60
5000 m/z 57.10 56.03%
27.0
ouu_“l‘” Hu“‘c‘\u‘p‘lm‘_‘mw,w_wwwH_m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- H“‘H“‘H“‘H‘{%ﬁﬁ
55.0 97.0 7.00 7.20 7.40 7.60
m/z 70.00 42.18%
5000
27.0
ou‘_“u , A R B %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Cyclic7.789 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.789 11.66 ug/L 298153  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 87
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87

Abundance Scan 2099 (7.789 min): VV021312.D\data.ms (-2082) (-) m/z 97.10 100.00%

97.1
55.0
5000
R R RS RO
7.40 7.60 7.80 8.00 8.20
Il nhL ll m‘\ 1 262.¢ 9
bl ol M %P%% m/z 55.00 68.43%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
53.0 97.0
5000 I L LU B R
7.40 7.60 7.80 8.00 8.20
270 m/z 112.10 39.22%
O H\‘\H\\‘ih\\‘\h!“\‘ih\\‘hhH!"H\‘\’HH‘HH‘H\\‘\H\‘\H\‘\H\‘\\H‘H\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55.0
97.0 N /\/
P e ey
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.00 34.75%
27.0
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- R A ERRE
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 39.05 22.01%
5000
27.0
m/z--> 20 40 60 80 100120140160 180200220240 260 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.847  20.05 ug/L 512687 Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 58
Abundance Scan 2117 (7.847 min): VV021312.D\data.ms (-2108) (-) m/z 95.10 100.00%
95.1
5000
67.0 110.1
39.0 530 ‘ 7.60 7.80 8.00 8.20
o‘ww_m‘w““WMMWm_H“;‘HHML_wwﬁz‘fss?‘ m/z 67.00 29.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 L L B I IR B
67.0 7.60 7.80 8.00 8.20
110.10  22.16%
390 110.0 m/z
53.0
O \\‘]\_\5\(\)‘\\\‘“‘\H\U\\Hi‘\‘\‘\\‘\\‘H‘Hf“‘\\H“\‘\l\‘HH“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95.0
7.60 7.80 8.00 8.20
5000 670 m/z 93.10 10.36%
110.0
270 41.0 ‘ ‘
0 ‘w‘H‘_‘H"H‘H"HNH‘_"w‘HH‘“"‘Mwu,uww,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95.0 7.60 7.80 8.00 8.20
m/z 77.10 10.31%
5000
67.0
110.0
41.0
270 7 810
0‘w‘H‘_HW_‘HMMHﬁM1W‘HM‘me‘HﬂMM‘H‘WH‘W‘H‘M‘ fA‘H“H“‘H“_“W‘(%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 (DEL) Alkane: Cyclic8.358 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.358 2.77 ug/L 70725 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 50
3 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 47
4 3-TIsopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 43
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 35

Abundance Scan 2276 (8.358 min): VV021312.D\data.ms (-2270) (-) m/z 111.10 100.00%

111.1
69.0
5000
‘ 2895 8.00 8.20 8.40 8.60
0 bl L2895 m/z 69.00  68.56%
m/z--> 50 100 150 200 250 300 350
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 L L L B I B B L B O
8.00 8.20 8.40 8.60
m/z 55.00 53.17%
miz--> 100 150 200 250 300 350
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0
1110 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.00 8.20 8.40 8.60
5000 ITI/Z 83.05 31.90%
27. ‘
OHHJH“‘ w“‘_m_m,‘WWH,HHW
m/z--> 50 100 150 200 250 300 350 j\
Abundance  #193384: Cyclohexane, 1,4-dimethyl-2-octadecyl- \“‘_“‘_“‘_“‘_““
111.0 8.00 8.20 8.40 8.60
m/z 70.05 26.31%
5000 69.0
0 H (L1 | 15301940 2520  323.0364.(
“““ A e A e B e VP
mlz--> 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 1,2,3,1',2',3'-Hexamethyl-b... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.516 8.08 ug/L 206485  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,1',2',3"-Hexamethyl-bicycl... 218 C16H26 051999-35-0 53
2 1,2,3-Trimethyl-cyclopent-2-enec... 138 C9H140 1000190-18-1 52
3 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 033422-32-1 49
4 1,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 49
5 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 47

Abundance Scan 2325 (8.516 min): VV021312.D\data.ms (-2317) (-) m/z 109.05 100.00%

100.1 ' '
67.0
5000
4.0 IRREANAWNAITLLN
“ | 1500 . 8.20 8.40 8.60 8.80
0 390 2880wz 67.85  57.16%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #75982: 1,2,3,1',2',3'-Hexamethyl-bicyclopentyl-2,2'-diene
109.0

=

5000 R
8.20 8.40 8.60 8.80

67.0 m/z 55.00  46.39%
41.0

‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #17640: 1,2,3-Trimethyl-cyclopent-2-enecarboxaldehyde
109.0

o

?

8.20 8.40 8.60 8.80

5000 m/z 95.05 37.28%
67.0

41.0

W‘M‘JH‘M | 1380

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10730: Cyclopropane, 1,1-dimethyl-2-(2-methyl-1-prope | el Ao it g
67.0 109.0 8.20 8.40 8.60 8.80
m/z 81.05 36.29%

o

.

5000
41.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 8.20 8.40 8.60 8.80
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o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 23 Benzene, (2-methylpropyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.062 6.56 ug/L 168973 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 86
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 83
3 Benzene, butyl- 134 C10H14 000104-51-8 80
4 Benzene, butyl- 134 C1eH14 000104-51-8 80
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 52

Abundance Scan 3117 (11.062 min): VV021312.D\data.ms (-3109) (- m/z 91.10 100.00%

91.1 ‘
5000
134.0
65.0
39.0 1100
ottt T8 nyz 92.10 55.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14849: Benzene, (2-methylpropyl)-
91.0
5000 1
1340 / 132133 28.30%
m/z . 0
430 g5
O\\\‘\‘\\\““\\\\‘\\\\‘\\‘\‘!\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14850: Benzene, (2-methylpropyl)-
91.0 A
\ T
1100
5000 64.95 16.84%
65.0 134.0
39.0
YL T S S N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14826: Benzene, butyl-
91.0 11.00
38.95 9.63%
5000
134.0
39.0 650
0 RTINS TR N ‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 Benzene, (1-methyl-1-butenyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.557 3.04 ug/L 78314 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91

Abundance Scan 3582 (12.558 min): VV021312.D\data.ms (-3573) (- m/z 131.00 100.00%

131.0
5000 /\ j\K
910 o tamn L o
39.0 ‘ ‘ 12.50
0 m‘HHmwmMm_H!‘_‘H!w‘1‘?‘5“‘7"w‘w‘wﬁ?‘s_‘ m/z 115.10  22.03%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 M ,[\/\
5000 n T T (\\NM? T \}yj\q ‘/
12.50
51.0 m/z 146.20  20.96%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 j\ /\
bt L e :
12.50
5000 ITI/Z 129.05 15.84%
91.0
39.0 ‘
NI NI D Y S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0 12.50
m/z 91.05 13.96%
5000 91.0
52.0 L M /\
R R SR | . B PRV
m/z--> 20 40 60 80 100120140160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV@21312.D

Acqg On : 06 May 2021 17:13

Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

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

Peak Number 25 Benzene, (3-methyl-2-butenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.689 6.90 ug/L 177578 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90

Abundance Scan 3623 (12.689 min): VV021312.D\data.ms (-3605) (-

m/z 131.00 100.00%

131.0
5000
91.0
‘ N
39.2 651 H M 12.50 13.00
Y S VSO TR RO “‘ Al A mjz 9l.e0  31.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21631: Benzene, (3rnethy|2 butenyl)-
131.
91.0 \M/\ /\
5000 [ — i T \Njk
12.50 13.00
m/z 146.05 30.11%
41.0 65.0
O‘\‘\\\““\\“\“\“u“h\\‘\\‘1\‘%}\Hp‘\M\‘\H\\\‘\\\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21632: Benzene, (1-methyl-1-butenyl)-
131.0 m /\
! ‘N“
12.50 13.00
5000 91.0 m/z 115.10 25.35%
39.0 650
0 11 |
1 R R RARRRRERR
m/z--> 20 40 60 80 100 120 140 160 180 & m WJ\/\//\/\/\'\)\
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- A ol LA
131.0 12.50 13.00
m/z 119.00 24.50%
5000 91.0
39.0
65 0
O‘HH‘HH\‘}“‘H‘M‘H‘M“\HHH“‘LM “ N jki\ /j\'\ /

m/z--> 20

40 60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample : M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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 26 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.763 3.03 ug/L 78020 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 91
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

Abundance Scan 3646 (12.763 min): VV021312.D\data.ms (-3638) (- m/z 131.00 100.00%

131.0
5000 JM
91.1 P e
39.0 1 5 12.50 13.00
0. e 29802084 /7 146,00 32.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 /\ (\
5000 A T \AA\ - {‘/\
12.50 13.00
39.0 m/z 115.10  25.69%
0 H|~m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- fm
131.0
M2Vt
12.50 13.00
5000 91.0 m/z 127.90  17.84%
39.0
0! ‘_“mwwww_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 12.50 13.00
m/z 91.10 17.68%
5000 91.0
M
0! | A | N,

m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021312.D

Acqg On : 06 May 2021 17:13
Operator : SY/MD

Sample 1 M2320-02

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@50321WMA.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|
(DEL) Alkane: S 1.217 5.8 ug/L 122867 1 5.622 1068790 50.0
(DEL) Alkane: S 1.635 134.8 ug/L 2882560 1 5.622 1068790 50.0
(DEL) Alkane: S 1.809 3.4 ug/L 72531 1 5.622 1068790 50.0
(DEL) Alkane: S 2.500 44.2 ug/L 944929 1 5.622 1068790 50.0
(DEL) Alkane: S 3.545 9.3 ug/L 199879 1 5.622 1068790 50.0
(DEL) Alkane: S 3.670 21.9 ug/L 469141 1 5.622 1068790 50.0
(DEL) Alkane: C 3.767 14.8 ug/L 316112 1 5.622 1068790 50.0
(DEL) Alkane: S 4.770 58.6 ug/L 1251740 1 5.622 1068790 50.0
(DEL) Alkane: S 4.950 24.0 ug/L 513308 1 5.622 1068790 50.0
(DEL) Alkane: S... 6.201 14.2 ug/L 303207 1 5.622 1068790 50.0
(DEL) Alkane: S... 6.262 18.4 ug/L 393217 1 5.622 1068790 50.0
(DEL) Alkane: C 6.371 2.6 ug/L 56057 1 5.622 1068790 50.0
(DEL) Alkane: C 6.465 19.7 ug/L 420635 1 5.622 1068790 50.0
(DEL) Alkane: S 6.657 28.5 ug/L 608945 1 5.622 1068790 50.0
(DEL) Alkane: S 6.780 23.2 ug/L 495975 1 5.622 1068790 50.0
(DEL) Alkane: S 7.117 3.7 ug/L 78874 1 5.622 1068790 50.0
(DEL) Alkane: C 7.268 20.0 ug/L 512367 2 8.857 1278530 50.0
(DEL) Alkane: C 7.789 11.7 ug/L 298153 2 8.857 1278530 50.0
Cyclopentene, 1 7.847 20.1 ug/L 512687 2 8.857 1278530 50.0
(DEL) Alkane: C... 8.358 2.8 ug/L 70725 2 8.857 1278530 50.0
1,2,3,1',2',3"'-... 8.516 8.1 wug/L 206485 2 8.857 1278530 50.0
Benzene, (2-met... 11.062 6.6 ug/L 168973 3 11.255 1287220 50.0
Benzene, (1-met... 12.557 3.0 ug/L 78314 3 11.255 1287220 50.0
Benzene, (3-met... 12.689 6.9 ug/L 177578 3 11.255 1287220 50.0
Benzene, (1,2-d... 12.763 3.0 ug/L 78020 3 11.255 1287220 50.0
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