LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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: VVv@21314.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 48 55 63 rBv2 207813 192915 0.40% 0.216%
2 1.307 75 83 92 rBV 1044492 1033838 2.16% 1.158%
3 1.349 92 96 102 rVB 36856 37707 0.08% 0.042%
4 1.568 156 164 174 rBV 236688 274662 ©.58% 0.308%
5 1.635 174 185 205 rBV 2881310 3538852 7.41% 3.963%
6 2.111 322 333 337 rBV 633455 1029995 2.16% 1.153%
7 2.294 384 390 399 rBV2 3598 3998 0.01% 0.004%
8 2.449 435 438 440 rBVS 3160 2265 0.00% 0.003%
9 2.497 440 453 471 rVW 864765 2040034 4.27% 2.285%
10 2.577 472 478 493 rVB2 249106 429192 0.90% 0.481%
11 2.706 494 518 520 rBV3 65909 191466 ©0.40% 0.214%
12 2.770 522 538 577 rVB2 22576230 47765419 100.00% 53.490%
13 3.156 647 658 675 rBV5 21688 46944 0.10% ©0.053%
14 3.278 684 696 710 rBV5 40803 88197 0.18% 0.099%
15 3.375 713 726 734 rBV6 19995 40091 ©0.08% 0.045%
16 3.545 762 779 799 rBV5 91144 286856 0.60% 0.321%
17 3.671 803 818 836 rVB3 394343 972874 2.04%  1.089%
18 3.767 840 848 863 rVB3 70688 157815 ©.33% 0.177%
19 3.857 863 876 877 rBV5 30289 47077 0.10% 0.053%
20 3.892 879 887 889 rBV 127386 164863 ©.35% 0.185%
21  4.224 987 990 992 rBvV3 3129 2055 0.00% 0.002%
22 4.352 1015 1030 1043 rBV 412109 1077197 2.26% 1.206%
23 4.593 1096 1105 1117 rBVS 14316 31252 0.07% 0.035%
24  4.677 1117 1131 1143 rBV4 73073 180937 ©.38% 0.203%
25 4.767 1143 1159 1187 rVB2 1177968 2936735 6.15%  3.289%
26 4.950 1193 1216 1231 rBV6 124838 396656 ©.83% 0.444%
27 5.050 1231 1247 1264 rBV2 904948 2379710 4.98%  2.665%
28 5.182 1276 1288 1294 rBV5 367096 785889 1.65% ©.880%
29 5.240 1297 1306 1317 rVV2 805669 1892216 3.96% 2.119%
30 5.400 1353 1356 1357 rBV3 3468 1853 0.00% 0.002%
31 5.500 1373 1387 1393 rBVlie 13828 30213 0.06% 0.034%
32 5.622 1413 1425 1460 rBvV2 553715 1399005 2.93% 1.567%
33 5.921 1506 1518 1536 rBV7 275096 662478 1.39% 0.742%
34 6.072 1552 1565 1593 rBV6 500481 1295824 2.71% 1.451%
35 6.201 1593 1605 1614 rBV3 180528 360920 0.76% 0.404%

36 6.262 1615 1624 1634 rVB4 228922 424898 0.89% 0.476%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00

Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Peak Location:

Method
Title : VOC Analysis
37 6.465 1672 1687 1702 rVB5 136553
38 6.542 1704 1711 1715 rBV8 23180
39 6.658 1733 1747 1767 rVB 653659
40 6.780 1767 1785 1798 rBV2 575347
41 6.989 1834 1850 1861 rBV2 358909
42 7.269 1924 1937 1944 rBV3 258778
43 7.320 1944 1953 1969 rVB 1198346
44  7.445 1986 1992 1998 rBv4 49133
45  7.625 2041 2048 2067 rVB3 239987
46 7.789 2081 2099 2108 rBVv4 137582
47  7.847 2109 2117 2141 rVB 205799
48 8.092 2184 2193 2204 rBV 617535
49 8.516 2316 2325 2339 rVB7 82428
50 8.857 2422 2431 2442 rBV 848785
51 9.477 2618 2624 2632 rVB5 48514
52 9.690 2681 2690 2691 rBV6 29110
53 10.220 2846 2855 2873 rVB 763053
54 11.063 3108 3117 3125 rBV 133110
55 11.159 3141 3147 3156 rVB 27227
56 11.256 3167 3177 3201 rVB 987636
57 11.632 3283 3294 3310 rVB2 1568484
58 11.828 3349 3355 3365 rVB2 24358
59 12.204 3467 3472 3479 rVB3 22398
60 12.307 3497 3504 3512 rVB3 57743
61 12.352 3512 3518 3525 rVWW7 33205
62 12.387 3525 3529 3537 rVB6 33078
63 12.554 3575 3581 3590 rBV4 32556
64 12.677 3606 3619 3621 rBvV4 66958
65 12.763 3639 3646 3654 rBV3 42008
66 12.960 3698 3707 3716 rBV6 51073
67 13.008 3716 3722 3730 rBV3 16630
68 13.175 3766 3774 3775 rBV5 13945
69 13.272 3800 3804 3810 rBV5 12212
70 13.320 3811 3819 3834 rVB3 72774
71 13.468 3861 3865 3866 rBv4 9805
72 13.551 3886 3891 3894 rBV6 15294
73 13.619 3906 3912 3924 rVB6 18350
74 13.712 3936 3941 3951 rBvV1ie 23762
75 13.979 4021 4024 4027 rBVS 3649
76 14.017 4031 4036 4040 rVWW7 12744
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO50321WMA .M
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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 14.114 4053 4066 4071 rBV8 37171 73040 0.15% 0.082%
78 14.194 4089 4091 4093 rBV3 3155 1967 ©0.00% 0.002%
79 14.239 4099 4105 4116 rBV2 55032 83224 0.17% 0.093%
80 14.304 4118 4125 4139 rVB2 68573 118004 0.25% 0.132%
81 14.371 4139 4146 4150 rBvV8 12003 16330 0.03% 0.018%
82 14.458 4166 4173 4180 rBV4 26917 37145 0.08% 0.042%
83 14.583 4205 4212 4218 rBV4 12084 21260 0.04% 0.024%
84 14.673 4238 4240 4243 rBV3 3607 2131 0.00% 0.002%
85 14.702 4244 4249 4263 rVB6 20127 34977 0.07% 0.039%
86 14.818 4282 4285 4287 rBV3 5679 3852 0.01% 0.004%
87 14.882 4301 4305 4309 rBV7 6547 7923 0.02% 0.009%
88 15.053 4354 4358 4359 rBV4 3343 2675 0.01% 0.003%
89 15.111 4373 4376 4382 rVB7 3845 2406 0.01% 0.003%
90 15.162 4389 4392 4397 rBV6 2688 2769 0.01% 0.003%
91 15.188 4397 4400 4404 rVB5 5036 3953 0.01% 0.004%
92 15.300 4430 4435 4438 rBV7 2961 3235 0.01% 0.004%
93 15.355 4448 4452 4457 rVB8 4767 3936 0.01% 0.004%
94 15.426 4468 4474 4482 rBV1e 3880 6432 0.01% 0.007%
95 15.458 4482 4484 4487 rVB4 3393 1786 0.00% 0.002%
96 15.480 4487 4491 4492 rBV2 2992 2159 0.00% 0.002%
97 15.931 4628 4631 4633 rBV2 3355 1936 0.00% 0.002%
98 15.976 4643 4645 4649 rVB5 3132 1942 0.00% 0.002%
99 16.008 4653 4655 4659 rBVS5 3413 2129 0.00% 0.002%
100 16.834 4910 4912 4916 rBVS 3904 2446 0.01% 0.003%
Sum of corrected areas: 89297224

SFAMVLMO50321WMA.M Tue May 11 14:46:28 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\

: VWe21314.D

: 06 May 2021 18:00
: SY/MD

: M2320-04

: 5.0mL/MSVOA_V/WATER
: 19

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV021314.D\data.ms
2.770
2e+07
1.5e+07
le+07
5000000
1.635
ol L Ji 3491 54% 2111 oo %ﬁﬁj@ 3.1367873.585 Mo 4284352 4, a«mm 03 /&%ﬁ&g@eé 22 5.98.06526%.465
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV021314.D\data.ms
2e+07
1.5e+07
le+07
5000000
11.632
8.857 11.256
0 b.6687806. 989 7»}6\9 44§ 6257897 8.092 8516 9.4779.690 10.220 1106359 /\ 11.828
I ‘ ‘ T : e e e e e e e B e e e
Time--> 700 750 &00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV021314.D\data.ms
2e+07
1.5e+07
le+07
5000000
Ozmem.ssmmaemsmmmmzlmmmmm T RS 15135 16.834
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 T ‘ T T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16 00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 6.89 ug/L 192915 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 25
2 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 16
3 Isobutane 58 C4H10 000075-28-5 9
4 Isobutane 58 C4Hie 000075-28-5 9
5 Propene 42 C3H6 000115-07-1 9

Abundance  Scan 55 (1.217 min): VV021314.D\data.ms (-48) (-) m/z 43.10 100.00%

5000
120 140 1.60
bl 8LL 1472 2047 0 4110 61.78%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43.0
5000
1.20 140 1.60
m/z 39.10 39.41%
15.0 ‘
O \‘\\\“\‘\‘H\\i}\\fh‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #2439: Propane, 1-chloro-2-methyl-
43.0 j\\
S | W A
120 140 1.60
5000 m/z 42.10 34.66%
15.0 ‘
0 ""u“‘m:“uw‘MM"7‘?"9""""_m,www”w
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #238: Isobutane
43.0 1.20 140 1.60
m/z 45.00 12.05%
5000
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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.
1.635 126.48 ug/L 3538850 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 53
2 Butane, 2-methyl- 72 C5H12 000078-78-4 52
3 Butane, 2-methyl- 72 C5H12 000078-78-4 52
4 1-Butene 56 C4H8 000106-98-9 32
5 3-Buten-1-o0l 72 C4H80 000627-27-0 28
Abundance Scan 185 (1.635 min): VV021314.D\data.ms (-174) (-) m/z 41.10 100.00%

41.1
5000

1.40 1.60 1.80 2.00
ol dbyl731 1241 1731 23612736 ./, 43,10 85.12%

I
m/z--> 0 50 100 150 200 250
Abundance #712: Butane, 2-methyl-
43.0
5000

1.40 1.60 1.80 2.00
m/z 57.05 73.30%
| H\‘

02\'0‘““\““\“‘w“‘w““\““
m/z--> 0 50 100 150 200 250
Abundance #713: Butane, 2-methyl-
43.0
1‘401‘601’80260
01\'0*‘*“*‘\“‘H‘**\HH\HH\HH\HH
m/z--> 0 50 100 150 200 250
Abundance #714: Butane, 2-methyl-
43.0 1.40 1.60 1.80 2.00
m/z 39.10 45.41%

5000
O \H Al H“ ‘

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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 3
R.T. EstConc Area Relative to ISTD R.T.
2.497 72.91 ug/L 2040030 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 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
Abundance Scan 453 (2.497 min): VV021314.D\data.ms (-440) (-) m/z 43.05 100.00%
43.0
5000 71.0
2.20 2.40 2.60 2.80
Ol el B2 1355 sz 42,10 76.28%
miz--> 0 20 40 60 80 100 120 140
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.20 2.40 2.60 2.80
m/z 41.05 61.29%
27.0 ‘
0 \‘\\\\‘\‘\‘\\i}\‘\“1‘\\i\‘8\7\.0\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #1830: Butane, 2,3-dimethyl-
42.0
2.20 2.40 2.60 2.80
5000 m/z 71.05 38.04%
71.0
0 ze‘p ‘\ | \‘ 870
e L B e L
miz--> 0 20 40 60 80 100 120 140
Abundance #1831: Butane, 2,3-dimethyl- R AN Eaaanaaa
43.0 2.20 2.40 2.60 2.80
m/z 39.10 37.59%
5000
27.0
71.0
b0 Ml eo
m/z--> 0 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80

SFAMVLMO50321WMA.M Tue May 11 14:46:32 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2(3H)-Furanone, dihydro-3,5... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.577 15.34 ug/L 429192  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-3,5-dime... 114 C6H1002 005145-01-7 78
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 53
3 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 52
4 Furan, 2,5-dihydro- 70 C4He0 001708-29-8 52
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 50
Abundance Scan 478 (2.577 min): VV021314.D\data.ms (-472) (-) m/z 42.10 100.00%
42.1
70.0
5000
| ‘ 2.20 2.40 2.60 2.80
bl b 1899 s 55 05 63.01%
miz--> 0 20 40 60 80 100 120 140
Abundance #7297: 2(3H)-Furanone, dihydro-3,5-dimethyl-
42.0
5000
700 2.20 2.40 2.60 2.80
m/z 70.00 60.25%
‘ ‘ 99.0
O \‘\\\\‘\\\\“\\‘\hl‘\\‘\\‘\\\\“\\\\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #576: Cyclopropane, ethyl-
42.0
M
2.20 2.40 2.60 2.80
5000 m/z 41.10 51.60%
70.0
15.0
0 ‘“‘““"HH“JMH‘M‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 4 60 80 100 120 140
Abundance #544: Furan, 2,5-dihydro-
39.0 70.0 2.20 2.40 2.60 2.80
m/z 39.05 51.18%
5000
o0 Ll
m/z--> 0 20 40 60 80 100 120 140 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2-Propanol, 2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
2.706 6.84 ug/L 191466  1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 64
2 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 56
3 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 56
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 50
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
Abundance Scan 518 (2.706 min): VV021314.D\data.ms (-494) (-) m/z 59.00 100.00%
59.0
5000 //\\
41.0 R ARRRERERAR
H 2.40 2.60 2.80 3.00
Obrrperreprrrrreeeepthe e 900 2221 /2 4e.95  19.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #858: 2-Propanol, 2-methyl-
59.0
5000
310 2.40 2.60 2.80 3.00
' m/z 42.95 17.02%
15.0 ‘
O \\\‘\{‘\\‘\\\‘\“\\\\‘%\}F\.\O‘\\i‘\i\\H‘\\.H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #860: 2-Propanol, 2-methyl-
59.0
2.40 2.60 2.80 3.00
5000 m/z 39.00 11.54%
31.0
15\0 \\‘ \L -0 \‘ |
Ot e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #859: 2-Propanol, 2-methyl-
59.0 2.40 2.60 2.80 3.00
m/z 57.20 9.59%
5000
31.0
LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 26
R.T. EstConc Area Relative to ISTD R.T.
3.278 3.15 ug/L 88197 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 78
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 78
3 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 72
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 72
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 72
Abundance Scan 696 (3.278 min): VV021314.D\data.ms (-684) (-) m/z 69.00 100.00%
69.0
41.0
5000
‘ ‘ 1199 210.9 3.00 3.20 3.40 3.60
Obrrrpree il B9 B0 myz 41,05 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1507: 2-Pentene, 4-methyl-, (2)-
41.0 69.0
5000 L B B LR B
3.00 3.20 3.40 3.60
m/z 84.00 40.42%
15.0 ‘
O\\\‘\’\‘\‘\\“h\\“\w‘\“\‘\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 2-Butene, 2,3-dimethyl-
41.0
690 Lt e LY,
3.00 3.20 3.40 3.60
5000 m/z 38.95 28.34%
15.0 ‘ ‘
0 el el e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1506: 1-Butene, 3,3-dimethyl- R AARamEESS e
41.0 69.0 3.00 3.20 3.40 3.60
m/z 67.10 16.99%
5000
o‘m,““‘u‘i‘huu”l“‘M‘H,mWm‘HHquu‘mwm‘ SN EMST L. S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.545 10.25 ug/L 286856 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 72
2 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 59
3 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 56
5 1-Benzenesulfonylpiperazine 226 C10H14N202S 1000302-69-2 53
Abundance Scan 779 (3.545 min): VV021314.D\data.ms (-762) (-) m/z 57.10 100.00%
57.1
85.0
5000
N ARESRRLEE S na R
‘ 3.20 3.40 3.60 3.80
Oyl 222888 /7 85.00  64.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57.0
3.20 3.40 3.60 3.80
m/z 41.10 55.88%
29.0‘ 85.0
OHH’\‘\‘H“WH“‘\\‘H\\’{‘H\‘J\-}ﬁl‘o\\H‘HH‘HH‘HH‘HH‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1550: Cyclobutanone, oxime
57.0
e e AL
850 3.20 3.40 3.60 3.80
5000 m/z 42.95 47 .98%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78610: Sulfurous acid, butyl isohexyl ester e RARERRER
570 85.0 3.20 3.40 3.60 3.80
' m/z 56.10 37.87%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00

Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.671 34.77 ug/L 972874  1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 47
Abundance Scan 818 (3.671 min): VV021314.D\data.ms (-803) (-) m/z 57.10 100.00%
57.1
5000
85.1
A RERERR e
3.40 3.60 3.80 4.00
Ol eSOl by 2081825 nyz 43,10 87.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3988: Pentane, 2,4-dimethyl-
43.0
5000 LI L B B A B
85.0 3.40 3.60 3.80 4.00
m/z 41.10 78.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
EmmmamEE
3.40 3.60 3.80 4.00
5000 m/z 56.10 53.42%
85.0
“‘w“‘w“‘““w“u,“u“‘u“‘u,“u“‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3995: Pentane, 2,2-dimethyl- PR e
57.0 3.40 3.60 3.80 4.00
m/z 39.05 39.40%
5000 85.0
290
mlz--> 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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: Cyclic3.767 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.767 5.64 ug/L 157815 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
2 2-Heptene 98 C7H14 000592-77-8 59
3 1-Butene 56 C4H8 000106-98-9 47
4 Cyclobutane 56 C4H8 000287-23-0 43
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 41
Abundance Scan 848 (3.767 min): VV021314.D\data.ms (-840) (-) m/z 56.05 100.00%
56.0
- J\/L\
84.1 L et
‘ 215.2 3.40 3.60 3.80 4.00
Ol 2184 4100 62.07%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
568.0
5000 L LS L I RN I
3.40 3.60 3.80 4.00
m/z 69.05 53.89%
ZTO 84.0
O \‘\\\‘\‘\‘\‘\\‘ ‘\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3298: 2-Heptene
41.0
T e
3.40 3.60 3.80 4.00
5000 69.0 m/z 39.05 25.46%
98.0
15\'0\“ H‘ |
0 bt e e bl e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #177: 1-Butene R ERmanmee s e
41.0 3.40 3.60 3.80 4.00
m/z 55.00  24.50%
5000 /J\/\/V
N1 Y —— LVIWARA N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.767 104.96 ug/L 2936740 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3 dimethyl- 100 C7H16 000565-59-3 87
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 53

Abundance Scan 1159 (4.767 min): VV021314.D\data.ms (-1143) (-) m/z 56.05 100.00%

56.0
41.1
5000 711

85.1 4.40 4.60 4.80 5.00
WLl 1001 1244 %
HW‘HW‘HW‘HW‘HW“W‘HW‘HW‘HW‘HW‘HW‘HW‘H‘_‘ m/z 41.10 80.40

m/z--> 10 20 30 40 60 70 80 90 100110120130
Abundance #3993. Pentane, 2,3-dimethyl-
56.0
41.0
5000

71.0 4.40 4.60 4.80 5.00
m/z 43.05 67.64%

27/0 850
”‘W”‘W”LW”JA”‘WA‘W””L”‘Wm‘ﬁ%ggg‘W”W‘”W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
41/0

4.40 4.60 4.80 5.00

o

o

5000 ITI/Z 57.10 67.48%
27.0 1.0
R L AA maant Lt ARRRRARRRRS!
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3985: Pentane, 2,3-dimethyl- R ana e RARERRERE
56.0 4.40 4.60 4.80 5.00

m/z 71.10  45.86%

41,0
5000 71.0

27)0

. L0 000
SN YN N ot 1 EE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2,2,6,6,-Tetramethylcyclohe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.950 14.18 ug/L 396656 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2,6,6,-Tetramethylcyclohexanone 154 C10H180 001195-93-3 53
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 49
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 49
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 46
5 3-Heptene 98 C7H14 000592-78-9 45
Abundance Scan 1216 (4.950 min): VV021314.D\data.ms (-1193) (-) m/z 55.00 100.00%
55.0 \
5000
98.0 4.60 4.80 5.00 5.20
(E— o A4r 2830 a7 s5.95  73.41%
miz--> 0 50 100 150 200 250
Abundance #26786: 2,2,6,6,-Tetramethylcyclohexanone
56.0
5000
4.60 4.80 5.00 5.20
154.0 m/z 83.10 63.11%
0 ‘1\5.\0“\ \‘h ““\“\“”\‘\q‘-l}.\ow ™ L e B B
miz--> 0 50 100 150 200 250
Abundance #3320: 1-Hexene, 3-methyl-
55.0
APy
4.60 4.80 5.00 5.20
5000 m/z 69.10 62.28%
98.0
miz--> 0 50 100 150 200 250
Abundance #3390: Cyclopentane, 1,1-dimethyl- ELNSAL AL SV, A RS S
56.0 4.60 4.80 5.00 5.20
m/z 41.05 55.16%
5000
15.0‘ ‘ 98.0
8 e
m/z--> 0 50 100 150 200 250 4.60 4.80 5.00 5.20

SFAMVLMO50321WMA.M Tue May 11 14:46:38 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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: Cyclic5.182 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.182  28.09 ug/L 785889 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 55
3 Isopropylcyclobutane 98 C7H14 000872-56-0 47
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43

Abundance Scan 1288 (5.182 min): VV021314.D\data.ms (-1276) (-) m/z 70.10 100.00%

70.1
41.0
5000 /\

S e e £
‘ | 980 4.80 5.00 5.20 5.40 5.60
WWH“HHH il 2RSTER0R m/z 55.10 56.83%

134.0150.8
m/z--> 20 40 O 80 100 120 140
Abundance #3392: Cyclopentane, 1,3-dimethyl-
70.0
41.0

5000 “H““H““‘_““‘
4.80 5.00 5.20 5.40 5.60

m/z 41.05 52.07%
‘ 98.0
I i

on | |
\\‘\‘\‘!\\“\\“h ‘\‘}\\‘\\\\“\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0

4.80 5.00 5.20 5.40 5.60

o

o

5000 m/z 56.05 51.99%
3 0 A
0H\\“‘\}H‘\HM‘“\\;\H“‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140
Abundance #3339: Isopropylcyclobutane
55.0 4.80 5.00 5.20 5.40 5.60

m/z 39.05 38.66%

5000

39.0
83.0
il

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.240 67.63 ug/L 1892220 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
3 2-Pentene, 5-butoxy-, (E)- 142 C9H180 054004-23-8 50
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 45
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
Abundance Scan 1306 (5.240 min): VV021314.D\data.ms (-1297) (-) m/z 57.10 100.00%
57.1
5000
41.1
A EaE e AAN N
‘ ‘ 830 991 5.00 5.20 5.40 5.60
O el BT SS sz 5610 37.20%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57.0
5000
41.0 5.00 5.20 5.40 5.60
m/z 41.10 36.86%
99.0
15.0 83.0
0 ‘\\\‘\‘\‘1‘\\‘i“\\\‘uﬂ‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #7650: Hexane, 2,2-dimethyl-
57.0
R ARBRRERRE
5.00 5.20 5.40 5.60
5000 m/z 39.10 18.84%
41.0
99.0
15.0 77.0
0 “““‘Mk ﬂﬂ“‘m““‘ P
miz--> 0 20 40 60 80 100 120 140
Abundance #20009: 2-Pentene, 5-butoxy-, (E)- e MR mm e e
57.0 5.00 5.20 5.40 5.60
m/z 43.05 14.46%
5000 21.0
99.0
141.0
0 ‘HH‘HHHH \ H‘u”‘ e R i e R RRERERER R
m/z--> 0 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 15
R.T. EstConc Area Relative to ISTD R.T.
6.201 12.90 ug/L 360920 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 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
4 Hexanoyl chloride 134 C6H11ClO0 000142-61-0 50
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 43
Abundance Scan 1605 (6.201 min): VV021314.D\data.ms (-1593) (-) m/z 57.10 100.00%
57.1
5000 99.1
R e AR
h ‘ ‘ 165.0 5.80 6.00 6.20 6.40 6.60
ol Ay I 1650 2870 /7 a3.05  73.83%
m/z--> 0 50 100 150 200 250
Abundance #7637: Hexane, 2,5-dimethyl-
57.0
5000 [T T T[T T Tt Tyt
99.0 5.80 6.00 6.20 6.40 6.60
m/z 41.10  61.99%
O ‘1\5.\0\ ‘} "h\ T T ‘i \M\ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #7648: Hexane, 2,5-dimethyl-
57.0
PR T T
5.80 6.00 6.20 6.40 6.60
5000 m/z 99.10 40.29%
99.0
14'0‘\ | \‘ ‘ |
ol el e
miz--> 0 50 100 150 200 250
Abundance #7639: Hexane, 2,5-dimethyl- R e R
43.0 5.80 6.00 6.20 6.40 6.60
m/z 71.10 31.64%
5000
99.0
m/z--> 0 50 100 150 200 250 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 13
R.T. EstConc Area Relative to ISTD R.T.
6.262 15.19 ug/L 424898 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
4 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 43
5 2-Butene, 1,4-diethoxy- 144 C8H1602 007250-85-3 43

Abundance Scan 1624 (6.262 min): VV021314.D\data.ms (-1615) (-) m/z 57.05 100.00%
5 9.1

10 8
5000
6.00 6.20 6.40 6.60
114.2
ol Sl e S 914 7 8s.10 99.96%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7641: Hexane, 2,4-dimethyl-
43.0
5000 85.0
6.00 6.20 6.40 6.60
m/z 43.10 83.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #7642: Hexane, 2,4-dimethyl-
43.0
T T
85.0 6.00 6.20 6.40 6.60
5000 ITI/Z 41.10 73.54%
o asol ) ) | mao
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #7633: Hexane, 2,4-dimethyl- R e
43.0 6.00 6.20 6.40 6.60
m/z 39.10 38.69%
85.0
5000
15.0H \ ‘H | 1140
ot e e e e P e S
m/z--> 0 20 40 60 80 100 120 140 160 180 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 16 (DEL) Alkane: Cyclic6.465 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.465 11.25 ug/L 314750 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 81
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 81
4 2-Undecene, 3-methyl-, (Z)- 168 C12H24 057024-90-5 72
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 72

Abundance Scan 1687 (6.465 min): VV021314.D\data.ms (-1672) (-) m/z 70.10 100.00%
70.1

=

5000 41.0
‘ 112.2 6.20 6.40 6.60 6.80
bttt L 2087 p/7 55.10 68.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70.0
5000 L L B L BN B
6.20 6.40 6.60 6.80
43.0 .
m/z 41.00 43.27%
| ],
TR ‘ T I
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
R G A
6.20 6.40 6.60 6.80
5000 m/z 38.95 29.58%

\ \h\ U ‘ 7o

o
IN
=
o

| [T |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 DT T

70.0 6.20 6.40 6.60 6.80
m/z 69.10 22.99%

5000
41.0

3

2.0
o) | | 1"

Y i O A AN
miz--> 20 40 60 80 100 120 140 160 180 200 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 5
R.T. EstConc Area Relative to ISTD R.T.
6.658 50.27 ug/L 1406490 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
3 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 83
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74

Abundance Scan 1747 (6.658 min): VV021314.D\data.ms (-1733) (-) m/z 71.10 100.00%

43.1 71.1
5000
D e e e
‘ 95.0 6.40 6.60 6.80 7.00
0 ‘_H‘_‘H‘Hm‘wHJ‘_M,H“““}HH m/z 43.10 96.71%
miz--> 0 20 40 80 100 120
Abundance #7630: Heptane, 4-methyl-
43.0
71.0
5000
6.40 6.60 6.80 7.00
27.0 m/z 70.10 75.96%
0 H “‘\ ‘H I 1l 99.0 11\40
\‘\\\\‘\ \\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 60 80 100 120
Abundance #7659. Pentane, 2,3,4-trimethyl-
43.0
71.0
6.40 6.60 6.80 7.00
5000 ITI/Z 41.10 48.16%
27 0
0 \‘ H ‘ 97.0 114.0
““““‘ “““““‘ R L
miz--> 0 20 80 100 120
Abundance #19203: Heptane, 3,3,4-trimethyl- A AREEESEEN LR
43.0 71.0 6.40 6.60 6.80 7.00
m/z 55.10 32.58%
5000
0 \H ‘ ‘ ‘ 95.0 113.0128.0
R A - L S S GO T
m/z--> 0 20 40 60 80 100 120 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.780 43.75 ug/L 1224020 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
2 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 53
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 53
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50

Abundance Scan 1785 (6.780 min): VV021314.D\data.ms (-1767) (-) m/z 43.10 100.00%
e

31 71.1
5000
99.1 6.40 6.60 6.80 7.00 7.20
b el 1902 0 s 7110 82.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0
5000 LR AL B AL B BB
71.0 6.40 6.60 6.80 7.00 7.20
m/z 70.10 72.00%
0 H Lo L eso 1m0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexyl ester
43.0
71.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 85.10 59.76%
112.0
Ob bl 920 T aSTO
miz--> 20 40 60 80 100 120 140 160 180
Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester
3.0 71.0 6.40 6.60 6.80 7.00 7.20
m/z 41.05 57.01%
5000
o \‘M M 19201110 1370 1670
I I e B e i [ IR P e e e
m/z--> 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 (DEL) Alkane: Cyclic7.269 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.269 19.06 ug/L 510669 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 60
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 53
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 52
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 52
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 49

Abundance Scan 1937 (7.269 min): VV021314.D\data.ms (-1924) (-) m/z 57.05 100.00%

57.0 97.1
5000
P T e R
7.00 7.20 7.40 7.60
0 3 el 768y 5500 92.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5000 L L L L L B B L IR
7.00 7.20 7.40 7.60
m/z 97.10 90.68%
27.0 ‘
O\\\‘\m\\\\‘\"\\‘\\“H\\!“\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
e e e
7.00 7.20 7.40 7.60
5000 ITI/Z 41.10 70.02%
27.0
(] S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis- R e o
55.0 7.00 7.20 7.40 7.60
97.0 m/z 56.10  63.26%
5000
27.0
0 W‘MH ol ‘“Huw_‘w‘m,w,w_ww WAWNEWINI
m/z--> 20 40 80 100 120 140 160 180 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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: Cyclic7.789 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.789  11.25 ug/L 301384  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90

Abundance Scan 2099 (7.789 min): VV021314.D\data.ms (-2081) (-) m/z 97.10 100.00%
97.1

55.1
5000
R RRRRRRRRERGERAAS
‘ ‘ 7.40 7.60 7.80 8.00 8.20
Ol g 411231 1806 2071 es 1 6.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
553.0 97.0
5000 I L L B R
7.40 7.60 7.80 8.00 8.20
27.0 m/z 112.10  37.01%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0 /L
e e
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.05 28.98%
27.0
SIS 1 O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- R RARRREREE
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 39.05 22.37%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.847 16.68 ug/L 446724  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 94
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 90
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 72

Abundance Scan 2117 (7.847 min): VV021314.D\data.ms (-2109) (-) m/z 95.05 100.00%

95.0
5000
67.0
Pt e
39.0 7.60 7.80 8.00 8.20
O el el L1262 1562 0 67 00 30.03%
miz--> 20 40 60 80 100 120 140 160
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 LI L I L L B BRI B
67.0 7.60 7.80 8.00 8.20
m/z 110.05 20.89%
39.0
O \]_\5\.0‘\‘“\ \w\ \‘H“\ ’ \‘} T \Hi‘\ \‘\‘1 ‘ T \‘\ T ‘ LU ‘ LU ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #5979: 5,5-Dimethyl-1,3-hexadiene
95.0 JMA
WSV N VY R W
7.60 7.80 8.00 8.20
5000, 270 67.0 m/z 93.85  10.94%
- | 50#, ]
miz--> 20 40 60 80 100 120 140 160
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95.0 7.60 7.80 8.00 8.20
m/z 39.05 10.90%
5000
67.0
41.0 i
0““‘M‘JL‘Wh,HM‘MW‘Ul‘}‘%q“““‘H“ SRS S R
m/z--> 20 40 60 80 100 120 140 160 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 : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 Cyclohexene, 1,6-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.516 5.91 ug/L 158346  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 50
2 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 49
3 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 46
4 1-Methylcycloheptene 110 C8H14 055308-20-8 45
5 1-Methylcycloheptene 110 C8H14 055308-20-8 42
Abundance Scan 2325 (8.516 min): VV021314.D\data.ms (-2316) (-) m/z 109.05 100.00%
109.1
67.0
95.0
5000 41.0 81.0
124.1 W\\\‘\\\\‘\H\‘\H\’
H‘ ‘“ “ H‘ | 8.20 8.40 8.60 8.80
R O T R 1 O PNy s P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67.0 95.0
81.0
5000 UL L B R IR B B
41.0 1100 8.20 8.40 8.60 8.80
270 ‘ m/z 94.95 59.79%
O\\‘HH‘H\‘“‘H\\}}\\\H\H\\‘\H\‘\HHL!H\“\‘\1\‘\H\“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109.0
j\“\\\‘\\\\‘\\\\‘\\\\‘\\\\’
8.20 8.40 8.60 8.80
67.0
m/z 81.00 40.84%
5000 41.0
81.0
124.0
“ 95.0 |
0‘w‘Hw‘uw‘Hw‘HWHHq‘mm‘uﬂ‘uwwﬂw‘uﬂ‘uw‘uw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6000: 2,4-Hexadiene, 2,5-dimethyl- A RERRE S s
95.0 8.20 8.40 8.60 8.80
67.0 m/z 41.00  39.46%
110.0
5000 41.0
27.0
oH‘w‘H“1“m:}:M‘M:Wu“1“‘H““mwm‘_m_m_mw L .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 unknown-01 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
9.477 2.77 ug/L 74137  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonyne 124 C9H16 019447-29-1 47
2 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 47
3 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 46
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 25
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 25
Abundance Scan 2624 (9.477 min): VV021314.D\data.ms (-2618) (-) m/z 94.95 100.00%
95.0
55.0
5000
124.2 L MRS e e
‘ “ 771 1 6.1 9.20 9.40 9.60 9.80
oWHW‘MWMm““um}‘mwuu‘1‘,”wWJWHW,M m/z 97.20 57.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #10616: 2-Nonyne
95.0
68.0
5000 L L B L LR LR
43.0 9.20 9.40 9.60 9.80
1240 m/z 55.80 54.68%
O\‘%\7\‘?\\\“!\H‘\‘\\\‘\H\‘\\\\‘!H\‘\\!\’HHiHH‘\!H‘HH‘HH’H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #10705: Bicyclo[2.2.1]heptane, 2-ethyl-
95.0
e AARRaEESSE T
9.20 9.40 9.60 9.80
5000 67.0 m/z 67.00 36.85%
41.0
I
R L
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #6017: 1,4-Pentadiene, 2,3,4-trimethyl- N EARRaEESE T
95.0 9.20 9.40 9.60 9.80
m/z 56.95 22.80%
5000
41.0 67.0
ob 280 M MmO ATA Rt A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 25 Benzene, (2-methylpropyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.063 7.13 ug/L 220273 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 86
4 Benzene, butyl- 134 C1eH14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 3117 (11.063 min): VV021314.D\data.ms (-3108) (- m/z 91.00 100.00%
91.0
5000
134.1
T
39.0 650 11.00
o"w“HMHWWJH"m‘w‘Hw_‘mw‘u‘_‘u‘u“_‘??ﬁf m/z 92.60  55.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14847: Benzene, (2-methylpropyl)-
91.0
5000 ey :
11.00
134.0 m/z 134.05  31.44%
43.0
O:\L\E)\‘\‘\\\"“\\\1‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14850: Benzene, (2-methylpropyl)-
91.0 A
— .
11.00
5000 65.05 13.17%
65.0 134.0
39.0
T O K —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14849: Benzene, (2-methylpropyl)-
91.0 11.00
39.00 10.34%
5000
134.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.307 2.63 ug/L 81234 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 87
Abundance Scan 3504 (12.307 min): VV021314.D\data.ms (-3497) (- m/z 131.00 100.00%
131.0
5000 f\
909 12.00 12.50
39.0 63.0 : :
0“‘H‘wumw‘wuﬂqm”‘whuwwim‘wh"_“w“‘3979 m/z 90.90  18.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 — e
12.00 12.50
m/z 132.05 14.48%
39‘.0 63.0 91‘.0 ‘ ‘
O\‘\‘M\“\\“1‘\“”\‘1\“\\\\“\‘H1“\\M\‘“H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 /\ A
AR AW IR Y1
12.00 12.50
5000 m/z 115.00 13.83%
390 65.0 91.0 ‘ ‘
o e S N PR Y | Y SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0 12.00 12.50
m/z 127.95 13.25%
5000
91.0
w0, fh
0“H"‘HM‘ﬂh‘hwulww“h‘mk‘ﬂhw“H“‘H“H“ L il
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 27 Benzene, 1-methyl-4-(1-meth... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.677 3.06 ug/L 94436  1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 .alpha.-Bromomesitylene 198 CSH11Br 027129-86-8 50
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 50
4 2,5-Dimethylbenzyl chloride 154 C9H11Cl 000824-45-3 50
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 50
Abundance Scan 3619 (12.677 min): VV021314.D\data.ms (-3606) (- m/z 119.10 100.00%
119.1
5000
91.0 1483 o
pel oL o
390 64.9 ‘ ‘ 12,50 13.00
) S Mt T 0 1““ 2181 0 9100 31.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T T T /
12.50 13.00
910 148.0 m/z 148.30  26.59%
Bl LR N N
0 \H‘\‘\H‘H‘H“\‘\\\“\\\\“M\‘\“\\\‘\‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60241: .alpha.-Bromomesitylene
119.0
12.50 13.00
5000 m/z 131.05 23.62%
91.0 198.0
ol 22030 L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl- sl =
119.0 12.50 13.00
m/z 115.00  20.99%
5000
91.0
39.0 65.0 ‘ ‘ m
o130, 1l Ly Il ‘AMﬁ WS L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 28 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.960 2.58 ug/L 79508 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38
3 Ethyl-2-benzofuran 146 C1@H1e0 003131-63-3 38
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 35
5 Benzene, (cyclopropylidenemethyl)- 130 C10H10 007555-67-1 30
Abundance Scan 3707 (12.960 min): VV021314.D\data.ms (-3698) (-~ m/z 131.20 100.00%
131.2
5000
_ J\ WJ\\
510 T ‘ A\ T T T
‘%1.8 2071 - 13.00
0! AR m/z 114.95  67.01%
miz--> 50 100 150 200 250
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
5000 A/\ g !
13.00
51.0 m/z 129.00 57.86%
15.0
O' \“ LI I N I B B B
miz--> 50 100 150 200 250
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131.0 A\
DA M A
91.0 13.00
5000 m/z 130.00 49.17%
41.0
o1 = “\‘ H\ ’\hu‘h“h‘ ‘h‘ \“ “‘H‘m‘ \‘“ ‘H‘ — — —
m/z--> 50 100 150 200 250
Abundance #21534: Ethyl-2-benzofuran
131.0 13.00
m/z 128.05  48.48%
5000
77.0
ks /L M/\
0 | \‘ ’\‘H\L\ T ‘\\ Lo [ Wla, p M

m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 29 Benzene, 1-pentenyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.320 4.46 ug/L 137802 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 59
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 59
3 1H-Indene, 1-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 53
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 53
5 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 53
Abundance Scan 3819 (13.320 min): VV021314.D\data.ms (-3811) (-  m/z 116.95 100.00%
11y.0
5000
146.1 — o
410 630 91.0 ‘ H 206.8 13.00 13.50
obr e i b 2988 hyz 115,05 37.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21603: Benzene, 1-pentenyl-
I MJLM\
5000 — M
13.00 13.50
91.0 146.0 m/z 146.05 19.87%
28.0 65.0 ‘ ‘
O \‘\“\\\“‘\\“\\"iu\\“‘\\H\\‘H\‘\\H‘\}H\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21601: Benzene, 1-pentenyl-
117.0 M /\
AT S LA
13.00 13.50
5000 m/z 116.00 18.27%
o0 146.0
39.0 65.0 ‘
0 W‘WHM‘JM,HMJH‘M‘NMu“_wu‘“u‘W“‘W“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21636: 1H-Indene, 1-ethyl-2,3-dihydro-
117.0 13.00 13.50
m/z 145.15 16.90%
5000
91.0 146.0
w00 M | L s
Y S vt N VN RN NS— Nen (VWY
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 30 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.239 2.70 ug/L 83224  1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 80
2 5H-Cyclopentapyrazine, 6,7-dihyd... 148 C9H12N2 038917-61-2 72
3 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 64
4 6-Methyl-4-indanol 148 C10H120 020294-32-0 64
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
Abundance Scan 4105 (14.239 min): VV021314.D\data.ms (-4099) (- m/z 133.00 100.00%
133.0
5000
910 \W\ e N
41.0 \ | 174.3 269.( 14.00 1450
o‘wwam‘m‘u“‘!H‘_M“:HWHWWHWWW m/z 148.05 48.83%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 e
14.00 14 50
105.0 m/z 91.0 16.14%
39.0 77.0 ‘ ‘
O\H‘\‘\H“‘H‘\‘\“\‘\H“‘H‘H‘\‘\\‘”HH‘\‘\‘H‘\\H‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23227: 5H-Cyclopentapyrazine, 6,7-dihydro-2,5-dimethy
I
: : i
14. 00 14.50
5000 m/z 114.9 14.61%
39.0
79.0
o‘H_‘lw}‘w!“u‘:‘MH‘“}mwHW:“_‘m_mwww_m_m_m
miz--> 20 40 60 80 100120140 160 180200220 240 260 M pﬂ\
Abundance #22705: Ethanone, 1-(2,4-dimethylphenyl)- -
133.0 14. 00 14 50
m/z 105.1 11.69%
105.0
5000
43.0 77.0 M
m/z--> 20 40 60 80 100120140160180200220240260 14 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 31 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

14.304 3.82 ug/L 118004 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 52
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 52
5 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 52

Abundance Scan 4125 (14.304 min): VV021314.D\data.ms (-4118) (- m/z 131.00 100.00%

131.0
5000
/J\‘\/\ ‘ T T ‘ T
160.0
510 76.9 10‘5 “ m 1 2070 14.00 14.50
Ot b bl lle b SRS m/z 145,000 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
l4 00 14 50
m/z 146.05 39.34%
300 680 910 I |
O\\\\‘\\\\‘\\\\‘H\‘\“\\‘\\\\‘\\\lh‘\ \‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 h M [L
I ‘I\M‘ A‘Nj\‘ /‘\ | ‘f\/“ .
14.00 14.50
5000 ITI/Z 114.95 35.13%
27.0 51.0 91.0 ‘ ‘
Y R " P TN Y VRN W | Y
miz--> 20 40 60 80 100 120 140 160 180 200 ,}\
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- - —
131.0 14.00 14.50
m/z 117.05 25.92%
5000 91.0
39.0 M
omwHH‘}““‘“‘1“:H‘Hmp“‘uH‘_MW“HWm_m_m 'AM : AR LT L)
m/z--> 20 40 60 80 100 120 140 160 180 200 14 00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv050621\
Data File : VV021314.D

Acqg On : 06 May 2021 18:00
Operator : SY/MD

Sample : M2320-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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 6.9 ug/L 192915 1 5.622 1399010 50.0
(DEL) Alkane: S.. 1.635 126.5 ug/L 3538850 1 5.622 1399010 50.0
(DEL) Alkane: S.. 2.497 72.9 ug/L 2040030 1 5.622 1399010 50.0
2(3H)-Furanone,... 2.577 15.3 ug/L 429192 1 5.622 1399010 50.0
2-Propanol, 2-m... 2.706 6.8 ug/L 191466 1 5.622 1399010 50.0
(DEL) Alkane: S... 3.278 3.1 ug/L 88197 1 5.622 1399010 50.0
(DEL) Alkane: S.. 3.545 10.3 ug/L 286856 1 5.622 1399010 50.0
(DEL) Alkane: S.. 3.671 34.8 ug/L 972874 1 5.622 1399010 50.0
(DEL) Alkane: C.. 3.767 5.6 ug/L 157815 1 5.622 1399010 50.0
(DEL) Alkane: S.. 4.767 105.0 ug/L 2936740 1 5.622 1399010 50.0
2,2,6,6,-Tetram.. 4.950 14.2 ug/L 396656 1 5.622 1399010 50.0
(DEL) Alkane: C.. 5.182 28.1 ug/L 785889 1 5.622 1399010 50.0
(DEL) Alkane: S.. 5.240 67.6 ug/L 1892220 1 5.622 1399010 50.0
(DEL) Alkane: S.. 6.201 12.9 ug/L 360920 1 5.622 1399010 50.0
(DEL) Alkane: S.. 6.262 15.2 ug/L 424898 1 5.622 1399010 50.0
(DEL) Alkane: C.. 6.465 11.3 ug/L 314750 1 5.622 1399010 50.0
(DEL) Alkane: S.. 6.658 50.3 ug/L 1406490 1 5.622 1399010 50.0
(DEL) Alkane: S.. 6.780 43.8 ug/L 1224020 1 5.622 1399010 50.0
(DEL) Alkane: C.. 7.269 19.1 ug/L 510669 2 8.857 1339410 50.0
(DEL) Alkane: C... 7.789 11.3 ug/L 301384 2 8.857 1339410 50.0
Cyclopentene, 1... 7.847 16.7 ug/L 446724 2 8.857 1339410 50.0
Cyclohexene, 1,... 8.516 5.9 ug/L 158346 2 8.857 1339410 50.0
unknown-01 9.477 2.8 ug/L 74137 2 8.857 1339410 50.0
Benzene, (2-met... 11.063 7.1 ug/L 220273 3 11.256 1543830 50.0
1H-Indene, 2,3-... 12.307 2.6 ug/L 81234 3 11.256 1543830 50.0
Benzene, 1-meth... 12.677 3.1 ug/L 94436 3 11.256 1543830 50.0
unknown-02 12.960 2.6 ug/L 79508 3 11.256 1543830 50.0
Benzene, 1l-pent... 13.320 4.5 ug/L 137802 3 11.256 1543830 50.0
Benzene, 1l-ethy... 14.239 2.7 ug/L 83224 3 11.256 1543830 50.0
1H-Indene, 2,3-... 14.304 3.8 ug/L 118004 3 11.256 1543830 50.0
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