LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Vve21333.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 68 rvB2 213621 197687 ©0.42% 0.231%
2 1.307 74 83 92 rBV 1015426 998237 2.11% 1.165%
3 1.349 92 96 103 rVB 42215 44753 0.09% 0.052%
4 1.568 158 164 175 rVB 158223 174513 0.37% 0.204%
5 1.635 175 185 202 rBV 3073426 3786989 8.02% 4.418%
6 1.809 232 239 246 rBv4 25628 33623 0.07% 0.039%
7 1.931 275 277 279 rBV3 3624 2154 0.00% 0.003%
8 2.136 321 339 352 rBV2 564479 1445588 3.06% 1.687%
9 2.294 384 390 392 rBvV6 2371 3197 0.01% 0.004%
10 2.500 435 454 471 rBV 952191 2252596 4.77% 2.628%
11 2.577 472 478 492 rVB 259125 445783  0.94% 0.520%
12 2.674 493 508 510 rBv4 57292 91798 0.19% 0.107%
13  2.767 522 537 578 rVB2 22339832 47240631 100.00% 55.116%
14 3.153 642 657 667 rBv4 20849 44477 0.09% 0.052%
15 3.275 685 695 710 rVW4 44254 91298 0.19% 0.107%
16 3.375 713 726 740 rVB9 20623 49696 0.11% ©0.058%
17 3.545 759 779 800 rBV5 92542 305388 ©.65% 0.356%
18 3.671 804 818 835 rVB2 400365 1025555 2.17% 1.197%
19 3.857 866 876 877 rBV4 26219 35541 0.08% 0.041%
20 3.905 881 891 916 rVB5 125455 405190 0.86% 0.473%
21  4.217 981 988 990 rBvVS8 4460 4509 0.01% 0.005%
22 4.352 1015 1030 1041 rBV2 289609 710541 1.50% 0.829%
23 4.590 1095 1104 1105 rBv4 16104 15619 0.03% 0.018%
24  4.677 1118 1131 1143 rBV4 76460 190122 0.40% 0.222%
25 4.767 1143 1159 1187 rVB2 1215350 3056907 6.47% 3.567%
26 4.950 1192 1216 1231 rBV5 138736 442107 0.94% 0.516%
27 5.050 1232 1247 1263 rBV3 608028 1576128 3.34% 1.839%
28 5.182 1276 1288 1294 rBV4 389810 833935 1.77% 0.973%
29 5.236 1297 1305 1317 rVV 795815 1874558 3.97% 2.187%
30 5.487 1376 1383 1384 rBV6 10560 10480 0.02% 0.012%
31 5.619 1412 1424 1459 rBV 603287 1500352 3.18% 1.750%
32 5.921 1505 1518 1538 rBv7 283690 697558 1.48% 0.814%
33  6.076 1553 1566 1574 rBV3 339071 719909 1.52%  0.840%
34 6.204 1594 1606 1614 rBV3 168068 328152 ©0.69% 0.383%
35 6.262 1615 1624 1634 rVB2 216786 393353 0.83% 0.459%
36 6.371 1651 1658 1669 rvB2 15570 27403 0.06% 0.032%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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
37 6.465 1673 1687 1701 rVB6 132222 312699 0.66% 0.365%
38 6.542 1703 1711 1712 rBV4 23220 25679 0.05% 0.030%
39 6.658 1731 1747 1767 rVB2 624403 1370014 2.90% 1.598%
40 6.780 1768 1785 1798 rBV2 564917 1208871 2.56% 1.410%
41  6.992 1833 1851 1860 rBv2 238872 533520 1.13% 0.622%
42 7.268 1922 1937 1944 rBV4 244753 505497 1.07% 0.590%
43 7.320 1945 1953 1968 rVB 793254 1405306 2.97% 1.640%
44  7.442 1985 1991 1999 rBv4 63433 98515 0.21% 0.115%
45  7.490 2000 2006 2025 rVB8 48554 112863 ©0.24% 0.132%
46  7.629 2043 2049 2056 rBV3 111740 155802 ©.33% 0.182%
47  7.793 2094 2100 2108 rVB4 110088 170640 0.36% 0.199%
48  7.847 2109 2117 2140 rVB2 227023 465749 0.99% 0.543%
49 8.092 2184 2193 2204 rBV2 403578 721940 1.53% 0.842%
50 8.519 2315 2326 2340 rVB7 80023 164301 ©0.35% 0.192%
51 8.857 2422 2431 2443 rBV 922031 1457222 3.08% 1.700%
52 9.686 2682 2689 2690 rBV6 26205 25914 0.05% 0.030%
53 10.220 2846 2855 2872 rVB 506017 823531 1.74% 0.961%
54 10.574 2962 2965 2971 rBV8 7658 8258 0.02% 0.010%
55 10.866 3053 3056 3064 rVB1o 9694 11695 0.02% 0.014%
56 11.063 3102 3117 3124 rBV2 143646 244228 0.52% 0.285%
57 11.255 3166 3177 3201 rVB 1049234 1630583 3.45% 1.902%
58 11.545 3261 3267 3270 rBV7 8684 11208 0.02% 0.013%
59 11.632 3283 3294 3309 rVB3 1104790 1798200 3.81% 2.098%
60 11.754 3326 3332 3339 rVB8 20279 27264 0.06% 0.032%
61 11.892 3372 3375 3378 rBV5S 3990 2982 0.01% 0.003%
62 11.940 3387 3390 3397 rBV7 5070 4486 0.01% 0.005%
63 11.992 3402 3406 3416 rVWV7 11167 18691 0.04% 0.022%
64 12.204 3466 3472 3479 rVB5 27411 36842 0.08% 0.043%
65 12.307 3497 3504 3511 rVB2 60512 81179 0.17% 0.095%
66 12.352 3512 3518 3523 rBV5 26134 36001 0.08% 0.042%
67 12.432 3539 3543 3555 rVB5 15118 19078 0.04% 0.022%
68 12.561 3575 3583 3590 rBv4 35888 52270 0.11% 0.061%
69 12.683 3604 3621 3634 rBV6 74448 189676 0.40% 0.221%
70 12.767 3638 3647 3656 rVV2 40353 61378 0.13% 0.072%
71 12.841 3668 3670 3671 rBV2 4640 2303 0.00% 0.003%
72 12.960 3698 3707 3715 rBV4 46755 78556 0.17% 0.092%
73 13.008 3717 3722 3728 rVB2 17567 22382 0.05% 0.026%
74 13.185 3766 3777 3783 rBV9 14646 34578 0.07%  0.040%
75 13.278 3798 3806 3810 rBvV8 16273 23817 ©0.05% 0.028%

76 13.320 3811 3819 3833 rVB3 71992 144418 0.31% 0.168%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 13.410 3841 3847 3860 rVB7 18216 30828 0.07% 0.036%
78 13.477 3861 3868 3871 rBV7 19021 24908 0.05% 0.029%
79 13.551 3885 3891 3895 rBV7 17382 22817 0.05% 0.027%
80 13.715 3937 3942 3956 rVB7 26573 47760 0.10% 0.056%
81 13.831 3974 3978 3984 rBV9 5545 7933 0.02% 0.009%
82 13.921 4002 4006 4018 rVBO 11108 15334 0.03% 0.018%
83 13.976 4019 4023 4024 rBV4 5010 3571 0.01% 0.004%
84 14.107 4053 4064 4065 rBV5 34151 43041 0.09% ©0.050%
85 14.239 4098 4105 4114 rBV2 54449 89644 0.19% 0.105%
86 14.304 4118 4125 4139 rVB6 58129 109876 0.23% 0.128%
87 14.458 4164 4173 4183 rBV4 30493 53219 0.11% 0.062%
88 14.509 4184 4189 4200 rVB4 18464 26175 0.06% 0.031%
89 14.583 4204 4212 4218 rBV9 14949 24226 0.05% 0.028%
90 14.705 4245 4250 4259 rVB5 18812 27468 0.06% 0.032%
91 14.812 4280 4283 4285 rBV4 3437 2215 ©0.00% 0.003%
92 14.879 4301 4304 4306 rBV4 6097 4468 0.01% 0.005%
93 14.998 4338 4341 4345 rVV5 3907 2955 0.01% 0.003%
94 15.156 4385 4390 4393 rBV5 3710 3827 0.01% 0.004%
95 15.275 4424 4427 4429 rBV3 3263 2271 0.00% 0.003%
96 15.329 4441 4444 4446 rBVS 3316 2343 0.00% 0.003%
97 15.426 4469 4474 4475 rBVS 2975 2344 0.00% 0.003%
98 15.808 4585 4593 4597 rBV1e 4149 5157 ©0.01% ©0.006%
99 16.049 4665 4668 4673 rVB5 3467 2445 0.01% 0.003%
100 16.082 4675 4678 4680 rBv4 3698 2218 0.00% 0.003%
Sum of corrected areas: 85711506

SFAMVLMO50321WMA.M Tue May 11 16:01:48 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50721\

: VWe21333.D

: 07 May 2021 18:10
: 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
LSCINT.P

Abundance TIC: VV021333.D\data.ms
2.767
2e+07
1.5e+07
le+07
5000000
1.635
1.307 213 O% 7 19
ol L 2113491508 1.809312139 204" B 9874 3.1823878.59P78BY05  4.247352 4, 59@7 CLBRIED 5 45010 597 0smasaens
\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV021333.D\data.ms
2e+07
1.5e+07
le+07
5000000
5 7 8.857 11.255 11.632
03-6587 806.902 7.588%4gu6297887 8092  gs19  p 9.686 10.220 10574 10, 8661.065 /| 11.5451. TMEBA02
A — R e ‘ o ‘ T ‘ e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 1&00 1050 1100 11.50 12.00
Abundance TIC: VV021333.D\data.ms
2e+07
1.5e+07
le+07
5000000
02mamammaeoamms.zmgﬂmmmmnmgam1551@926 15.8081560282
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\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 19
R.T. EstConc Area Relative to ISTD R.T.
1.217 6.59 ug/L 197687 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 43
2 Isobutane 58 C4H10 000075-28-5 32
3 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 10
4 Propene 42 C3He 000115-07-1 9
5 Isobutane 58 C4H1e 000075-28-5 9

Abundance  Scan 55 (1.217 min): VV021333.D\data.ms (-48) (-) m/z 43.10 100.00%

43.1
5000
1.20 140 1.60
ot 241658 2069 n/z a1.05  61.27%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #237: Isobutane
43.0
5000 \\‘\AT‘\\\\‘\\
1.20 140 1.60
m/z 39.10 42.72%
15.0 ‘
O\‘\\\“\‘\‘”\\"}\\\h‘\\\\’\\\\‘\\\\’H\\‘\\\\’\H\‘\\\\‘\\H‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #238: Isobutane
43.0 K
e
1.20 140 1.60
5000 m/z 42.10 33.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #2165: Propane, 2-nitro- \\‘\\Aﬁ BN
43.0 1.20 140 1.60
m/z 44.95 9.56%
5000
15.0 ‘ t
N — e e S A A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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.
1.635 126.20 ug/L 3786990 1,4-Difluorobenzene 5.619

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 64
3 Butane, 2-methyl- 72 C5H12 000078-78-4 40
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 25
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 185 (1.635 min): VV021333.D\data.ms (-175) (-) m/z 41.10 100.00%

41.1
5000

1.40 1.60 1.80 2.00
(
ol Myl732 1159 1540 21282472 288! ./, 4319 84.27%

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 42.05 73.70%

0 T \‘H\ \“ L B B B B B B B
miz--> 0 50 100 150 200 250
Abundance #713: Butane, 2-methyl-
43.0
uu‘uu‘uu‘uu‘\u
140160180200
miz--> 0 50 100 150 200 250
Abundance #712: Butane, 2-methyl- mwm“m_m‘m
43.0 1.40 1.60 1.80 2.00

m/z 39.10 46.92%

i e

m/z--> 0 100 150 200 250 1.40 1.60 1.80 2.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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.
2.500 75.07 ug/L 2252600 1,4-Difluorobenzene 5.619

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 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 40

Abundance Scan 454 (2.500 min): VV021333.D\data.ms (-435) (-) m/z 43.10 100.00%

5000

-

71.1
‘ . 2.20 2.40 2.60 2.80
0l eprrerprrr bbbt A 992 m/z 42,18 71.54%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000 LN L B B R
71.0 2.20 2.40 2.60 2.80
m/z 41.10 57.75%
O \‘\]\-\5\.‘()\‘\‘\\‘H\‘\“HHM’\‘\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH’HH‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #1830: Butane, 2,3-dimethyl-
42.0
2.20 2.40 2.60 2.80
5000 m/z 71.10 38.07%

m/z--> 0 20 40 60 80 100120140160180200220240

Abundance #1831: Butane, 2,3-dimethyl-
43.0 2.20 2.40 2.60 2.80

m/z 39.10 35.39%

o
~
-
o

w

5000

71.0

15.0‘ |
S e —
m/z--> 0 20 40 60 80 100120140160 180200220240 2.20 2.40 2.60 2.80

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.577 14.86 ug/L 445783  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H1e0 000627-20-3 78
2 2-Pentene, (E)- 70 C5H10 000646-04-8 78
3 2-Pentene 70 C5H1e 000109-68-2 78
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 72
5 2-Pentene, (Z)- 70 C5H1e 000627-20-3 72
Abundance Scan 478 (2.577 min): VV021333.D\data.ms (-472) (-) m/z 42.10 100.00%
42.1
70.1
5000
2.20 2.40 2.60 2.80
ol 1712 h; ss.e5  66.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #557: 2-Pentene, (Z)-
55.0
5000
2.20 2.40 2.60 2.80
29.0 ‘ m/z 41.10 58.72%
0 \\\‘\“\‘\\“i‘\\‘\“}‘\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #558: 2-Pentene, (E)-
55.0
2.20 2.40 2.60 2.80
5000 m/z 70.10 57.99%
29.0
miz--> 20 40 60 80 100 120 140 160
Abundance #552: 2-Pentene /\“‘H““W““_““
55.0 2.20 2.40 2.60 2.80
m/z 39.10 52.03%
5000
29.0 H
m/z--> 20 40 60 80 100 120 140 160 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 27
R.T. EstConc Area Relative to ISTD R.T.
2.674 3.06 ug/L 91798 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 2-methyl- 74 C4H100 00075-65-0 56
2 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 40
3 1,2-Butanediol 90 C4H1e02 000584-03-2 40
4 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 40
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 508 (2.674 min): VV021333.D\data.ms (-493) (-) m/z 59.05 100.00%
59.0
5000 m
T
m 1076 1556 9704 2.40 2.60 2.80 3.00
0 et e e s M/z 41,18 17.76%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #858: 2-Propanol, 2-methyl-
59.0
5000
2.40 2.60 2.80 3.00
m/z 39.00 16.11%
150“
OH\“\‘\‘\‘H“‘\HM\\H‘\\H‘HH‘HH‘\H\’\H\‘\\H‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4085: Butanamide, 3-methyl-
59.0
2.40 2.60 2.80 3.00
5000 m/z 43.05 15.43%
29.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2296: 1,2-Butanediol
59.0 2.40 2.60 2.80 3.00
m/z 57.10 8.38%
5000
m/z--> 20 40 60 80 100120140160180200220240260 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 28
R.T. EstConc Area Relative to ISTD R.T.
3.275 3.04 ug/L 91298 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 86
2 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 80
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 78
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 72
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 72
Abundance Scan 695 (3.275 min): VV021333.D\data.ms (-685) (-) m/z 69.05 100.00%
69.0
5000 \
NEVARY SV WA
380 ‘ 3.00 3.20 3.40 3.60
ol il k29T s 4100 72.01%
miz--> 50 100 150 200 250
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41.0
5000 L L L B L LR L
84.0 3.00 3.20 3.40 3.60
m/z 84.00 35.56%
O’
m/z--> 50 100 150 200 250
Abundance #1507: 2-Pentene, 4-methyl-, (Z2)-
41.0
b A e e
3.00 3.20 3.40 3.60
5000 m/z 39.10 33.26%
84.0
0 J‘L‘wiM‘M R R e
m/z--> 50 100 150 200 250
Abundance #1510: 2-Pentene, 3-methyl-, (2)- R EARREEESSN L
41.0 3.00 3.20 3.40 3.60
m/z 67.00 12.85%
5000
84.0
0 B — SSNTH N TAL S
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 17
R.T. EstConc Area Relative to ISTD R.T.
3.545 10.18 ug/L 305388 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 72
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 72
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 56
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 56
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 779 (3.545 min): VV021333.D\data.ms (-759) (-) m/z 57.10 100.00%
57.1
85.1
43.1
5000
IS A\ S Ga
3.20 3.40 3.60 3.80
0L eerprrerperreprre et RO 1120 s 8510 62.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3996: Pentane, 2,2-dimethyl-
57.0
43.0
5000 85.0 SRS ISV S W
3.20 3.40 3.60 3.80
29.0 m/z 43.10 55.36%
0 \‘ [l I, 71.0 . 100.0
\H’HH’HH’\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #12738: Pentane, 2,2,3,4-tetramethyl-
57.0
R RamEEREEE
43.0 3.20 3.40 3.60 3.80
5000 m/z 41.05 53.69%
29.0 71.0 85.0
I | S S =T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7641: Hexane, 2,4-dimethyl-
43.0 3.20 3.40 3.60 3.80
57.0 m/z 56.10 41.20%
5000 85.0
29.0
71.0
0 1.0 15\0 | ‘\ ‘ | L ‘ | \” ‘ I 99.0 114.0
e e e e e e e PP e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.671 34.18 ug/L 1025560 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
Abundance Scan 818 (3.671 min): VV021333.D\data.ms (-804) (-) m/z 57.10 100.00%
57.1
5000
85.1 \

3.40 3.60 3.80 4.00
ol H182 1465 1916 n/; 43.10 93.03%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3988: Pentane, 2,4-dimethyl-
43.0

5000 R RiRs
8.0 3.40 3.60 3.80 4.00

m/z 41.05 79.26%

150\W L‘ a0 |
\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
N

3.40 3.60 3.80 4.00

o

5000 m/z 56.10  60.36%
85.0
015?“\“\40\‘\\\\v
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3989: Pentane, 2,4-dimethyl- P
43.0 3.40 3.60 3.80 4.00

m/z 39.05 37.65%

5000
85.0
Jiso| | |

m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00

SFAMVLMO50321WMA.M Tue May 11 16:01:56 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.767 101.87 ug/L 3056910 1,4-Difluorobenzene 5.619

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 91
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 1159 (4.767 min): VV021333.D\data.ms (-1143) (-) m/z 56.10 100.00%

56.1
5000
85.0 4.40 4.60 4.80 5.00
7] N0 il 1913 ,
(O R T B LRI o et m/z 41.10 79.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
5000
29.0 4.40 4.60 4.80 5.00
m/z 43.10 64.02%
|
O\\\‘\‘\‘\\\‘ }\‘\‘ “\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3993: Pentane, 2,3-dimethyl-
56.0
4.40 4.60 4.80 5.00
5000 ITI/Z 57.05 63.61%
29.0
[ i
Ot e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3985: Pentane, 2,3-dimethyl-
56.0 4.40 4.60 4.80 5.00
m/z 71.10 42.04%
5000
29.0
‘ | 85.0
OH\\‘\\\\M\ﬂ“‘\w‘i\‘\‘\\w‘\\H‘HH‘HH‘HH‘HH‘ R e e N REEES
m/z--> 20 40 60 80 100 120 140 160 180 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Cyclic4.950 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.950 14.73 ug/L 442107 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 58
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 50
3 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 46
4 3-Heptene 98 C7H14 000592-78-9 43
5 3-Heptene, (E)- 98 C7H14 014686-14-7 43

Abundance Scan 1216 (4.950 min): VV021333.D\data.ms (-1192) (-) m/z 55.10 100.00%

55.1
- A/\/\
POy
08.1 4.60 4.80 5.00 5.20
(R Mosd 1952 2800 nyz 83.00  94.70%
miz--> 0 50 100 150 200 250
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56.0
5000 LI L L L L B A
4.60 4.80 5.00 5.20
m/z 56.05 93.34%
‘ ‘ 98.0
O ‘ T \ ‘ “ T H\ \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
4.60 4.80 5.00 5.20
5000 m/z 69.10 75.61%
IRBRCY
oAl A
miz--> 0 50 100 150 200 250
Abundance #3198: 4-Pentenal, 2-methyl- ey
41.0 4.60 4.80 5.00 5.20
m/z 41.05 66.18%
5000
[
L
m/z--> 0 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 (DEL) Alkane: Cyclic5.182 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.182  27.79 ug/L 833935 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 55
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38

Abundance Scan 1288 (5.182 min): VV021333.D\data.ms (-1276) (-) m/z 70.10 100.00%

70.1
41.0 55.0
5000
‘ ‘ 0 98.0 4.80 5.00 5.20 5.40 5.60
Obrrrrreeprrerrrretil el il BEQ L1258 qsp 55 @5 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3392: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000 [TT T T[T rrrrfrl
27.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 55.02%
L
O\\‘H‘\\‘\\}H‘\H}l\‘\\\wh\‘\‘\‘\‘\u ‘\\\‘\“w\H‘H\!‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0 At BB
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 56.05 44.77%
27.0
‘ ‘ 98.0
0“_wq‘m&‘uﬂﬁ‘ﬂﬂm‘mﬂM‘H%fpwulwuw‘uwu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 4.80 5.00 5.20 5.40 5.60
41.0 m/z 39.10  38.17%
5000
27.0
98.0
o‘wh“Hl!“m“m;‘:u ‘Wm‘l ‘5‘3410‘\““ e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.236 62.47 ug/L 1874560  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
3 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50

Abundance Scan 1305 (5.236 min): VV021333.D\data.ms (-1297) (-) m/z 57.10 100.00%
57.1

5000
‘ ‘ 83.0 99.1 5.00 5.20 5.40 5.60
Ol SRS m/z 41.10 35.91%
miz--> 20 40 60 80 100 120 140
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57.0
5000 LA B B I I L
41.0 5.00 5.20 5.40 5.60
m/z 56.10 33.97%
0 \1\5‘\.0‘\‘\‘\ \“’“\ T \‘M‘ 1T \8‘3\.0\ \9\9‘[.0\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #12741: Pentane, 2,2,4,4-tetramethyl-
57.0
5.00 5.20 5.40 5.60
5000 m/z 39.10 16.28%
41.0
oL180 | | [l 790 9701130
A A e e e e
miz--> 20 40 60 80 100 120 140
Abundance #19226: Hexane, 2,2,5,5-tetramethyl- I REEa e R A
57.0 5.00 5.20 5.40 5.60
m/z 43.05 14.68%
5000 41.0
o || 850 107.0 127.0143.0 J/V\
e T S

m/z--> 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\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 15
R.T. EstConc Area Relative to ISTD R.T.
6.204 10.94 ug/L 328152 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 94
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
4 Hexanoyl chloride 134 C6H11ClO0 000142-61-0 43
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38
Abundance Scan 1606 (6.204 min): VV021333.D\data.ms (-1594) (-) 57.05 100.00%
57.0
43.0
5000
711 99.1
H H ‘ ‘ 1141 5.80 6.00 6.20 6.40 6.60
Obvrrprrrprrer el b eyt e m/z 43.05  73.22%

mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7648: Hexane 2,5-dimethyl-
43.0 5¢.0

5000 A ILA e s
5.80 6.00 6.20 6.40 6.60
27.0 71.0 99.0

‘ m/z 41.05 65.50%

vvv1}4-?
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7637: Hexane, 2,5-dimethyl-
57.0
43.0

580600620640660

o

71.0
114.0
0 ’15.0”3(’ /\/w
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7639: Hexane, 2,5-dimethyl- ‘HHWHWH,HHW
43.0 570 5.80 6.00 6.20 6.40 6.60

m/z 71.10  29.81%

5000
27.0 71.0 99.0

| Jo i | sso | mao
0 “W‘H‘,H‘w“H“H‘M"w“H‘H“M“W‘H“H‘w“u“u‘w‘ e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120 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\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 14

R.T. EstConc Area Relative to ISTD R.T.

6.262 13.11 ug/L 393353 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 59
3 Heptane, 3,4,5-trimethyl- 142 C1leH22 020278-89-1 59
4 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58

Abundance Scan 1624 (6.262 min): VV021333.D\data.ms (-1615) (-) m/z 85.05 100.00%

g
431 o711 830
5000
e b0 650 60 ea
b seegao e
bt b U EPRT m/z 57.180 87.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7633: Hexane, 2,4-dimethyl-
2
43.0 57.0
85.0
5000
6.00 6.20 6.40 6.60
29.0 710 m/z 43.18  82.52%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #61361: Hexane, 1-(hexyloxy)-2-methyl-
43.0
R RRamE e RALRES
57.0 85.0 6.00 6.20 6.40 6.60
5000 ITI/Z 41.05 75.73%
290 70.0 98.0
N -
O rrrrrerrer el el el et
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #19204: Heptane, 3,4,5-trimethyl- R RREE T )
43.0 85.0 6.00 6.20 6.40 6.60
' m/z 56.05 47.14%
57.0
5000
29.0
o“ Wﬂf‘\‘,‘/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Cyclic6.465 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.465 10.42 ug/L 312699 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 64
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 64
4 2-Decene, 3-methyl-, (Z)- 154 C11H22 074630-26-5 59
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 58

Abundance Scan 1687 (6.465 min): VV021333.D\data.ms (-1673) (-) m/z 70.00 100.00%

70.0
5000
41.1
M ‘ ‘ 112.1 6.20 6.40 6.60 6.80
oww;“u\‘u“uw‘u\HJ“uJMHMWW‘,m‘,WW?‘Z‘?'F’WZ‘ZQ;“ m/z 55.00 66.10%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70.0
5000 UL B I R B
6.20 6.40 6.60 6.80
41.0 m/z 41.10 36.96%
h |, oo
O\H\‘\‘\‘\\“H\‘f‘\‘f‘\\“f”\\\“Hf‘\‘\\\\‘\\\\’\H\’HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
R R R R
6.20 6.40 6.60 6.80
5000 ITI/Z 39.05 24.99%
41.0
h | ‘ 112.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 R
70.0 6.20 6.40 6.60 6.80
m/z 69.05 24.18%
5000
41.0
‘ “ ‘ 112.0
oHm‘wuﬂuwnﬂwmuh‘uwuwu‘WHHMH‘_HWHH‘HH_HW A e
m/z--> 20 40 60 80 100120140160180200220240260 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.658 45.66 ug/L 1370010 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83

Abundance Scan 1747 (6.658 min): VV021333.D\data.ms (-1731) (-) m/z 71.05 100.00%

43.0 71.0
5000
K (RN,
051 6.40 6.60 6.80 7.00
ol el tll R 1140 1883 0 43,05 95.59%
miz--> 0 20 40 60 80 100 120 140
Abundance #7630: Heptane, 4-methyl-
43.0
71.0
5000
6.40 6.60 6.80 7.00
27.0 m/z 70.10 75.10%
0 H “‘\ ‘H I 1l 98.0 11\40
\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 60 80 100 120 140
Abundance #7659. Pentane, 2,3,4-trimethyl-
43.0
71.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 46.03%
27 0
0 \‘ H ‘ 97.0 114.0
““““‘ “““““““““““““‘
miz--> 0 20 80 100 120 140
Abundance #7658.Pemane,23xhnnnemyh  RAREmAREEN ST
43.0 6.40 6.60 6.80 7.00
m/z 55.00 32.10%
71.0
5000
27.0
20 | \‘\ | 910 1140
““‘““““““‘““““““““““‘ e S e R
m/z--> 0 20 40 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 6
R.T. EstConc Area Relative to ISTD R.T.
6.780 40.29 ug/L 1208870 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Pentanoic acid, 1,1-dimethylprop... 172 C10H2002 117421-32-6 72
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1785 (6.780 min): VV021333.D\data.ms (-1768) (-) m/z 43.10 100.00%

3.1
71.1
5000
99.1 . 6.40 6.60 6.80 7.00 7.20
oLl e 23 myz 71010 81.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 EEEAEEREEEEEEEEE RS
6.40 6.60 6.80 7.00 7.20
m/z 70.05 72.02%
15.0H | 99.0
O \‘\\\‘\‘\i\\‘}\\‘\‘\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #39611: Pentanoic acid, 1,1-dimethylpropyl ester
43.0 85.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.00 64.41%
YIRS 0 P O - A —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #7634: Hexane, 3,3-dimethyl- A REAN
43.0 6.40 6.60 6.80 7.00 7.20
m/z 57.10 60.46%
71.0
5000
99.0
ool L e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 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\VVve50721\
Data File : VV@21333.D

Acqg On : 07 May 2021 18:10

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 19 (DEL) Alkane: Cyclic7.268 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.268 17.34 ug/L 505497  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 002207-03-6 76

2 Cyclohexane,

imethyl-, trans-
imethyl- (cis/..

002207-03-6 68
000583-57-3 64

1,3-
1,3-
3 Cyclohexane, 1,2-
1,3-

4 Cyclohexane, imethyl-, trans- 112 C8H16 002207-03-6 64

5 4-Octene, (E)- 112 C8H16 014850-23-8 60
Abundance Scan 1937 (7.268 min): VV021333.D\data.ms (-1922) (-) m/z 55.10 100.00%
55.1 97.1
41.0
5000
701 112.1
R R ARRNRERREE
H | 83.0 7.00 7.20 7.40 7.60
bl el sl L w2 97.10 98.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 \\\/‘\\H"'\)l’\uu‘\\u‘u\}\
41.0 112.0 7.00 7.20 7.40 7.60
69.0 m/z 57.10 87.96%
27.0 ‘ ‘ 83.0
O\\\‘\\\\‘\\\\‘\\\\‘\‘\\1‘\”\1‘\\\“\1‘\\\1“\”\\‘\\1‘1‘\\\\‘\‘1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
R ARAREA=Es IS
7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00  77.39%
112.0
270 69.0
‘ ‘ 83.0
0 H‘_“W‘H“H‘w‘LH‘M"_‘Ml‘u‘wu‘w‘ﬂ\‘u‘w“u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans) R AARESEEE LSRR
55.0 97.0 7.00 7.20 7.40 7.60
m/z 56.10 48.82%
5000 41.0
70.0 83.0 112.0
T
om‘HH‘H‘wmw“‘H_‘:“wm‘\‘HH‘H‘wm\_m_m_‘ (CEARL Y AU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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: Cyclic7.442 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.442 3.38 ug/L 98515 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 68
2 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 64
3 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 64
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 43
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 43

Abundance Scan 1991 (7.442 min): VV021333.D\data.ms (-1985) (-) m/z 55.10 100.00%

55.1 83.0
5000
7207.407.607.80
112.2 . : : .
0 Mg 2888 208 s 83.es 96.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #6825: Cyclopentane, 1-ethyl-3-methyl-, cis-
58.0 83.0
5000 LI L L L L BB BN B
270 7.20 7.40 7.60 7.80
m/z 82.00 50.15%
H 112.0
O' ‘\N\\“‘\\\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
7.20 7.40 7.60 7.80
5000 m/z 41.00  48.80%
29.0
(1100 I i
0 \‘\H\‘\lhi‘\u“ e SRR R RRREREERRSES
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #6831: Cyclopentane, 1-ethyl-3-methyl-, trans- A ARRARS
55.0 83.0 7.20 7.40 7.60 7.80
m/z 97.10 44.80%
5000
27.0
112.0
0! _MMﬂu‘mulw‘u‘w‘u‘uu‘u‘W‘HW‘H“ R RN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.490 3.87 ug/L 112863  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H1l6 050746-53-7 43
2 Cyclohexane, decyl- 224 C16H32 001795-16-0 38
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 38
4 1-Hexene, 6-bromo- 162 C6H11Br 002695-47-8 35
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 35

Abundance Scan 2006 (7.490 min): VV021333.D\data.ms (-2000) (-) m/z 55.10 100.00%
55.1

x

5000
112.1 VAR ALY
7.20 7.40 7.60 7.80
ol w“w““wm I “‘H‘J 1“ - ‘1?‘5;3‘ e 287 m/z 83.00  64.85%
miz--> 50 100 150 200 250
Abundance #10726: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0
7.20 7.40 7.60 7.80
m/z 41.00 53.00%
15.0‘ || ese
O T ‘ T “\ ‘1” ih ‘\ h‘\ “\ T h‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #81252: Cyclohexane, decyl-
83.0
R A R
7.20 7.40 7.60 7.80
5000 41.0 ITI/Z 82.00 41.96%
ol L4 b} 1400 1810 2280
m/z--> 50 100 150 200 250
Abundance #58301: Cyclohexane, octyl-
83.0 7.20 7.40 7.60 7.80
m/z 39.00 38.71%
5000
41.0
ot bl sossg 100 o DY ML
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 (DEL) Alkane: Cyclic7.793 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.793 5.85 ug/L 170640  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 78
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 78
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 78
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 78

Abundance Scan 2100 (7.793 min): VV021333.D\data.ms (-2094) (-) m/z 97.05 100.00%

97.0
55.0
5000 ﬁ/vj\
e AR ARRARSCaLe
H ‘ H 191.0 51 1 7.40 7.60 7.80 8.00 8.20
om_H‘J“mw‘«‘mw‘”H‘_m_HwmwHwawww‘ m/z 55.00  52.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5000 | LA N B R
7.40 7.60 7.80 8.00 8.20
29.0 m/z 112.00 37.14%
O\\\‘\H\\‘ih\\\h‘\\‘\\‘”h\\!“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6804: Cyclohexane, 1,4-dimethyl-, cis-
550 970 /\j
R RARRRRas SESEALERS
7.40 7.60 7.80 8.00 8.20
5000 m/z 39.00 22.10%
27.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6817: Cyclohexane, 1,4-dimethyl-, trans- R AR RaREREE
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 17.79%
5000
270
0 s AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 5,5-Dimethyl-1,3-hexadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

7.847 15.98 ug/L 465749 Chlorobenzene-ds 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 91
lopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 83
-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 80

Bl

y

uih WN R
(N N NV
-
uiwhnwuy

Abundance Scan 2117 (7.847 min): VV021333.D\data.ms (-2109) (-) m/z 95.10 100.00%

95.1
5000
67.0 110.1 SRV Lo

39.0 7,60 7.80 8.00 8.20
: 11 ‘
. 53P it o) 1263

et i WL 1283 s 67 00 25.68%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5974: 5,5-Dimethyl-1,3-hexadiene
93.0
67.0

o

5000 Tho7h0 80850
110.0 ’ : : :
41.0 m/z 110.05 19.46%
27.0 “
O \\‘HH‘H\H“H\w\‘\HH\‘}}\‘\‘\‘\1“\\f’]‘-\\\\“\‘\1\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95.0 M
e A RARAREATE
7.60 7.80 8.00 8.20
5000 67.0 ITI z 39.00 12.46%
390 o0 110.0
MRE- L VN 0 . 1 T W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6021: 1,4-Pentadiene, 2,3,3-trimethyl- R AR ERE S

95.0 7.60 7.80 8.00 8.20
m/z 77.05 10.93%

67.0
5000 41.0
110.0
27.0 ‘ ‘ 81.0 ‘
0 Ll I | RN L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

SFAMVLMO50321WMA.M Tue May 11 16:02:08 2021 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\

Data File : VV@21333.D

Acqg On : 07 May 2021 18:10
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 Cyclopropane, 1,1-dimethyl-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.519 5.64 ug/L 164301 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 033422-32-1 58
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 55
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 53
4 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 50
5 1,3-Hexadiene, 2,3,5-trimethyl- 124 C9H16 061142-34-5 50
Abundance Scan 2326 (8.519 min): VV021333.D\data.ms (-2315) (-) m/z 109.10 100.00%
109.1
67.0
5000
Mﬁﬁkﬁ“‘u“_“w“u‘
17 253.0 8.20 8.40 8.60 8.80
0! e, AT05 2939 2930 40 67.00  80.37%
miz--> 50 100 150 200 250
Abundance #10730: Cyclopropane, 1,1-dimethyl-2-(2-methyl-1-prope
67.0 109.0
5000 L B L B R L B
8.20 8.40 8.60 8.80
m/z 95.10 47.75%
=g | |,
O T T H\ ‘“ “‘\‘\ “\H \‘H“ ‘1 \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #5976: Cyclohexene, 1,2-dimethyl-
67.0
/\"\\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.20 8.40 8.60 8.80
m/z 55.05 37.77%
5000 110.0
27.0
o ““‘mw_‘w_‘w_‘”
miz--> 50 100 150 200 250
Abundance #10725: Cyclohexane, 1,3-dimethyl-2-methylene-, cis- R AR R
67.0 8.20 8.40 8.60 8.80
109.0 .
m/z 80.95 37.06%
5000
27.0 H
ST S . AU
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 18
R.T. EstConc Area Relative to ISTD R.T.
11.063 7.49 ug/L 244228 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 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 86
4 Benzene, butyl- 134 C1eH14 000104-51-8 83
5 Benzene, butyl- 134 C10H14 000104-51-8 80
Abundance Scan 3117 (11.063 min): VV021333.D\data.ms (-3102) (-  m/z 91.00 100.00%
91.0
5000
134.1
N
39.1 65‘ 1 1150 11.00
Y TR ‘M it T myz 92,00 51.27%
m/z--> 20 40 80 100 120 140
Abundance #14850:Benzene,(24nethﬂpropy0-
91.0
5000 -y :
11.00
65.0 134.0 m/z 134.05  29.38%
39.0
O\1\5\()‘\‘\\\“”\\‘\\“\\\\‘\\‘\‘\’\\l:\l_?.(‘)\\\‘\’\
miz-> 20 40 60 80 100 120 140
Abundance #14849: Benzene, (2-methylpropyl)-
91.0 A
— L
11.00
5000 65.10 14.61%
134.0
43.0
65.0
oL 210 | | 1150
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\“\\\‘\’\
miz--> 20 40 60 80 100 120 140
Abundance #14847: Benzene, (2-methylpropyl)-
91.0 11.00
39.10 10.08%
5000
134.0
43.0 65.0
0 200 | ] 1150

m/z--> 20 40 60 80 100 120 140 lLOO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.683 5.82 ug/L 189676 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 90
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 53
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 45

Abundance Scan 3621 (12.683 min): VV021333.D\data.ms (-3604) (- m/z 119.05 100.00%
119.1
5000 [L\
148.1
ApLls p, ﬂh ‘
77.0 ‘ ‘ 12.50 13.00
0 wwu'm‘m gl b “1‘””‘ Mo A7rd 2690 13105 87.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 }\ A
5000 ey oL
12.50 13.00
51.0 m/z 91.10  39.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 J\/\
c o
91.0 12.50 13.00 .
5000 m/z 148.05 33.66%
39.0
] N
m/z--> 20 40 60 80 100120140160180200220240260 (\ m
Abundance #21624: Benzene, (3-methyl-2-butenyl)- \PWW A W
131.0 12.50 13.00
1.0 m/z 115.10  22.21%
5000
I AMH ﬂ\/hm
oHW‘Hu;‘“‘1““Muw‘h‘M‘p‘:u‘H“w!‘l"‘hH_Ww_ww‘w,w A{NTA Wil AR,
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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-ethyl-1-propenyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.320 4.43 ug/L 144418 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 87
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 86
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 72
4 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 72
5 Benzene, [(3-phenyl-2-propenyl)t... 226 C15H14S 010276-14-9 53

Abundance Scan 3819 (13.320 min): VV021333.D\data.ms (-3811) (- m/z 117.05 100.00%
117.1
5000
146.1 e oo
51.0 ‘ 13.00 13.50
89.0 .
om‘HH\H‘H‘wwﬁw_‘M‘lw““““29‘7”2‘””_‘ﬁ??; m/z 115.10  39.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21629: Benzene, (1-ethyl-1-propenyl)-
11y7.0 ]N#x
5000 146.0 2 T T
13.00 13.50
m/z 146.05 23.78%
390 770 /
O\\\‘\\‘\\“i‘\\“”\“MH\H}““H‘\‘\‘H”H‘\‘U‘H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21621: Benzene, (1-ethyl-1-propenyl)-
117.0 Mﬂ
sty
13.00 13.50
5000 146.0 m/z 145.15 18.78%
390 770
om""““‘“‘:“p‘l“:uw‘uHw‘:m‘_U‘H_m_mwwH_ww_m
m/z--> 20 40 60 80 100120140160180200220240260 ﬂ
Abundance #21603: Benzene, 1-pentenyl- b b R
117.0 13.00 13.50
m/z 116.05 18.54%
5000
146.0
28.0 65.0 ‘ ‘
Y P P P ) N —
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50

SFAMVLMO50321WMA.M Tue May 11 16:02:12 2021

Page:

30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve50721\
Data File : VV@21333.D

Acqg On : 07 May 2021 18:10

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 28 Benzene, pentamethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
14.239 2.75 ug/L 89644  1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 90
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87

5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 80

Abundance Scan 4105 (14.239 min): VV021333.D\data.ms (-4098) (- m/z 133.05 100.00%

133.1
5000
77.1 105. 14.00 14.50
0 "w‘“33"‘1““““““““‘\Hu‘uwm‘uHMulh“pw‘ﬂl‘??ﬁzw““2‘999 m/z 148.85  38.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22770: Benzene, pentamethyl-
138.0
5000 Vo Mﬂ‘“
14.00 14.50
m/z 134.15 12.75%
91.0
O\1\5\.9\‘\\4\.:‘:?.\0\‘\‘\6‘?.\9\“‘\\‘\\‘\‘\\w“\r‘\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
133.0
14.00 14.50
5000 ITI/Z 115.00 10.88%
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22772: Benzene, pentamethyl- e e
1338.0 14.00 14.50
m/z 117.00 10.20%
5000
O\\\‘ﬂu\WHWHNu\WM\Mwﬂ\ﬂm\cww\uu‘\\u‘\\u‘\u\ L pb
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.304 3.37 ug/L 109876 1,4-Dichlorobenzene-d4 11.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanonaphthalen-9-01, 1,2,... 160 C11H120 055255-94-2 45
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 43
3 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16 042775-75-7 43
4 4-Methyl-2H-benzopyrane 146 C10OH100 021776-94-3 43
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43
Abundance Scan 4125 (14.304 min): VV021333.D\data.ms (-4118) (-~ m/z 145.00 100.00%
145.0
5000
91.0 115.0 L Al 4 WL,
39.0 65.1 ‘ ‘ 14.00 14.50
0““‘H“MJW“WWWN“‘1‘m M‘w 1739 m/z 131.00 96.85%

miz--> 20 40 60 80 100 120 140 160
Abundance #30855: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-
131.0
/\A/v\ J\”\

5000 14. 00 14 50
160.0 m/z 129.00  32.65%
27.0 510 719 910 h
0““\”H‘H‘“‘\““w““\”“”v‘ ASABIREE
miz--> 20 40 60 80 100 120 140 160
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
A M AL U ﬂﬁ/
14.00 14.50
5000 m/z 146.00 29.98%
115.0
N o1 Tl I N
miz--> 20 40 60 80 100 120 140 160 M M
Abundance #30912: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro- w ‘/\ Lhah /\‘
131.0 14.00 14.50

m/z 90.95 26.48%

5000
91.0 160.0 w
%90 650 | aulp g | f”ﬂ\

m/z--> 200 40 60 80 100 120 140 160 14. 00 14 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021333.D

Acqg On : 07 May 2021 18:10
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 6.6 ug/L 197687 1 5.619 1500350 50.0
(DEL) Alkane: S... 1.635 126.2 wug/L 3786990 1 5.619 1500350 50.0
(DEL) Alkane: S... 2.500 75.1 ug/L 2252600 1 5.619 1500350 50.0
(DEL) Alkane: S... 2.577 14.9 wug/L 445783 1 5.619 1500350 50.0
2-Propanol, 2-m... 2.674 3.1 ug/L 91798 1 5.619 1500350 50.0
(DEL) Alkane: S... 3.275 3.0 ug/L 91298 1 5.619 1500350 50.0
(DEL) Alkane: S.. 3.545 10.2 ug/L 305388 1 5.619 1500350 50.0
(DEL) Alkane: S.. 3.671 34.2 wug/L 1025560 1 5.619 1500350 50.0
(DEL) Alkane: S.. 4.767 101.9 wug/L 3056910 1 5.619 1500350 50.0
(DEL) Alkane: C.. 4.950 14.7 wug/L 442107 1 5.619 1500350 50.0
(DEL) Alkane: C.. 5.182 27.8 ug/L 833935 1 5.619 1500350 50.0
(DEL) Alkane: S.. 5.236 62.5 ug/L 1874560 1 5.619 1500350 50.0
(DEL) Alkane: S.. 6.204 10.9 wug/L 328152 1 5.619 1500350 50.0
(DEL) Alkane: S.. 6.262 13.1 wug/L 393353 1 5.619 1500350 50.0
(DEL) Alkane: C.. 6.465 10.4 ug/L 312699 1 5.619 1500350 50.0
(DEL) Alkane: S.. 6.658 45.7 ug/L 13700106 1 5.619 1500350 50.0
(DEL) Alkane: S.. 6.780 40.3 ug/L 1208870 1 5.619 1500350 50.0
(DEL) Alkane: C.. 7.268 17.3 ug/L 505497 2 8.857 1457220 50.0
(DEL) Alkane: C.. 7.442 3.4 ug/L 98515 2 8.857 1457220 50.0
unknown-01 7.490 3.9 ug/L 112863 2  8.857 1457220 50.0
(DEL) Alkane: C... 7.793 5.8 ug/L 170640 2  8.857 1457220 50.0
5,5-Dimethyl-1,... 7.847 16.0 ug/L 465749 2 8.857 1457220 50.0
Cyclopropane, 1... 8.519 5.6 ug/L 164301 2 8.857 1457220 50.0
Benzene, (2-met... 11.063 7.5 ug/L 244228 3 11.256 1630580 50.0
Benzene, (1-met... 12.683 5.8 ug/L 189676 3 11.256 1630580 50.0
Benzene, (1l-eth... 13.320 4.4 ug/L 144418 3 11.256 1630580 50.0
Benzene, pentam... 14.239 2.8 ug/L 89644 3 11.256 1630580 50.0
unknown-02 14.304 3.4 ug/L 109876 3 11.256 1630580 50.0
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