LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO11121WMA.M
Title : VOC Analysis

Signal : TIC: VV020046.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.11e 3 6 18 rVB2 36061 32438 0.40% 0.122%
2 1.216 34 39 45 rBV4 9739 10908 0.14% 0.041%
3 1.309 60 68 81 rVB 224690 233128 2.89% 0.875%
4 1.383 86 91 97 rBV 11270 11932 0.15% 0.045%
5 1.566 141 148 162 rVV 194012 219992 2.73% 0.826%
6 1.634 164 169 181 rVB2 9294 12376 0.15% 0.046%
7 1.804 217 222 231 rVB4 9592 12716 0.16% 0.048%
8 2.110 303 317 331 rBV 403371 612681 7.60%  2.299%
9 2.290 369 373 382 rW3 3141 4954 0.06% 0.019%
10 2.441 414 420 422 rBV4 1498 1276 0.02% 0.005%
11  2.531 428 448 471 rVW 481872 919027 11.41%  3.449%
12 2.762 503 520 546 rBvV 853286 1683765 20.90% 6.319%
13 2.952 574 579 582 rBV6 1764 1928 0.02% 0.007%
14 3.042 589 607 635 rBV 4131982 8057249 100.00% 30.236%
15 3.659 788 799 800 rBV6 4947 5329 0.07% 0.020%
16 3.766 810 832 857 rBV 1384371 3443813 42.74% 12.923%
17 3.881 858 868 900 rBV2 82610 228550 2.84% 0.858%
18 4.348 998 1013 1039 rBV 216668 535269 6.64% 2.009%
19 4.675 1096 1115 1131 rBV6 31909 84553 1.05% 0.317%
20 4.766 1131 1143 1161 rVB3 19341 46274 0.57% 0.174%
21  4.910 1171 1188 1207 rBvV4 27066 66221 0.82% 0.249%
22 5.045 1211 1230 1260 rBV2 588021 1524888 18.93% 5.722%
23 5.235 1281 1289 1308 rVB2 40171 95193 1.18% 0.357%
24 5.325 1308 1317 1325 rBV1e 6525 12697 ©0.16% ©.048%
25 5.492 1357 1369 1388 rBv4 20775 50620 0.63% 0.190%
26 5.618 1396 1408 1442 rBV 304887 621596 7.71%  2.333%
27 5.907 1485 1498 1512 rBV3 23168 49639 0.62% 0.186%
28 5.984 1518 1522 1524 rBV4 1768 1460 ©0.02% 0.005%
29 6.071 1535 1549 1578 rBV 334785 727613 9.03% 2.730%
30 6.203 1581 1590 1598 rBV4 14427 26784 0.33% 0.101%
31 6.460 1658 1670 1685 rVB9 11755 27447 0.34% 0.103%
32 6.656 1710 1731 1749 rVB2 44834 100983 1.25% 0.379%
33  6.778 1753 1769 1780 rBV2 60632 126265 1.57% 0.474%
34 6.839 1781 1788 1799 rVB2 16269 26219 ©0.33% 0.098%
35 6.920 1805 1813 1820 rBV3 26979 44032 0.55% 0.165%

36 6.987 1825 1834 1855 rVB 189270 338835 4.21% 1.272%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO11121WMA.M
Title : VOC Analysis
37 7.084 1856 1864 1872 rBV2 33779 53437 0.66% 0.201%
38 7.183 1886 1895 1905 rvB4 6059 11591 0.14% 0.043%
39 7.267 1907 1921 1927 rBV4 45245 88125 1.09% 0.331%
40 7.318 1927 1937 1965 rVB 750251 1283269 15.93% 4.816%
41  7.441 1968 1975 1982 rBV5 11236 17351 0.22% 0.065%
42 7.569 2008 2015 2023 rBV2 24368 34065 0.42% 0.128%
43 7.624 2023 2032 2055 rVB 112881 210837 2.62% 0.791%
44  7.788 2074 2083 2098 rVB3 20644 37512 0.47% 0.141%
45  7.878 2108 2111 2114 rBvV4 2864 2715 0.03% 0.010%
46 7.981 2138 2143 2148 rBV7 3536 3772 0.05% 0.014%
47  8.013 2148 2153 2165 rVB2 7677 11882 ©0.15% 0.045%
48 8.090 2167 2177 2206 rBV2 326467 663138 8.23%  2.489%
49 8.357 2253 2260 2268 rBV3 9557 13752 0.17% 0.052%
50 8.515 2300 2309 2315 rvB8 3381 5532 0.07% 0.021%
51 8.576 2315 2328 2331 rBV3 8607 14532 0.18% 0.055%
52 8.669 2350 2357 2369 rVB3 33284 59015 0.73% 0.221%
53  8.794 2383 2396 2404 rBV 28452 50285 0.62% 0.189%
54  8.855 2405 2415 2435 rVV 450008 737395 9.15% 2.767%
55 9.209 2517 2525 2548 rVB5 27085 60654 0.75% 0.228%
56 9.322 2552 2560 2572 rVB9 4500 7573 0.09% 0.028%
57 9.479 2600 2609 2620 rBV9 12187 23495 0.29% ©0.088%
58 9.585 2638 2642 2646 rvveé 3888 4093 0.05% 0.015%
59 9.682 2666 2672 2673 rBV3 4248 3553 0.04% 0.013%
60 9.807 2703 2711 2724 rBV9 12612 26047 0.32% 0.098%

61 10.222 2827 2840 2858 rVB 416390 656072  8.14%  2.462%

62 10.521 2925 2933 2942 rBVie 4699 8525 0.11% 0.032%
63 10.585 2947 2953 2968 rVB8 10118 20295 ©0.25% 0.076%
64 10.736 2992 3000 3006 rBV7 5813 9406 0.12% 0.035%
65 11.061 3088 3101 3106 rBV5 10136 18581 ©.23% 0.070%
66 11.154 3124 3130 3138 rBV1e 5300 9538 0.12% 0.036%
67 11.196 3140 3143 3150 rVVe 4869 6183 0.08% 0.023%
68 11.254 3150 3161 3183 rVV 550880 843878 10.47% 3.167%
69 11.556 3244 3255 3257 rBvV2 19150 25244 0.31% 0.095%
70 11.630 3268 3278 3300 rVB 808011 1321597 16.40% 4.960%
71 11.752 3309 3316 3324 rBV6 5597 7732 0.10% 0.029%
72 11.830 3332 3340 3351 rVB 19759 30580 0.38% 0.115%
73 11.923 3360 3369 3373 rBV2 7492 12032 0.15% 0.045%
74 11.997 3386 3392 3394 rBV5 1518 1644 0.02% 0.006%
75 12.029 3395 3402 3407 rBV3 6244 9132 0.11% 0.034%
76 12.132 3422 3434 3439 rBV5 10200 18514 ©.23% 0.069%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO11121WMA.M
Title : VOC Analysis
77 12.254 3462 3472 3483 rBV5S 8689 22011 0.27% ©0.083%
78 12.363 3499 3506 3507 rBV7 2776 3163 0.04% 0.012%
79 12.421 3517 3524 3535 rVB2 29357 46152 0.57% 0.173%
80 12.476 3535 3541 3552 rVB2 3547 5862 0.07% 0.022%
81 12.559 3558 3567 3576 rBvV2 16523 24658 ©0.31% 0.093%
82 12.694 3592 3609 3617 rBV2 9642 25021 0.31% 0.094%
83 12.736 3617 3622 3636 rVB8 7492 12362 ©0.15% 0.046%
84 12.807 3637 3644 3649 rBV7 7125 9426 0.12% ©.035%
85 12.839 3651 3654 3656 rBv4 1930 1494 0.02% 0.006%
86 12.958 3686 3691 3701 rVB7 7080 10718 ©0.13% 0.040%
87 13.013 3701 3708 3715 rBV4 4635 7049 0.09% 0.026%
88 13.174 3750 3758 3766 rBV6 5278 8385 0.10% 0.031%
89 13.276 3783 3790 3797 rBV2 16989 23633 0.29% 0.089%
90 13.379 3817 3822 3826 rVB8 1955 2061 0.03% 0.008%
91 13.624 3891 3898 3903 rVB9 1748 2451 0.03% 0.009%
92 13.720 3923 3928 3932 rVV5 1693 1489 0.02% 0.006%
93 14.103 4041 4047 4049 rBV5 1548 1622 0.02% 0.006%
94 14.241 4083 4090 4100 rBV9 4253 6067 ©0.08% 0.023%
95 14.315 4107 4113 4117 rBV9 1771 1622 0.092% 0.006%
96 14.382 4131 4134 4141 rVB5 2319 2303 0.03% 0.009%
97 14.646 4210 4216 4221 rBV6 1396 1643 0.02% 0.006%
98 14.717 4235 4238 4241 rBV6 1762 1441 0.02% 0.005%
99 15.678 4531 4537 4544 rVV1e 2178 3321 0.04% 0.012%
100 15.817 4573 4580 4583 rBV6 2350 2523 0.03% 0.009%
Sum of corrected areas: 26647700

SOMVLMO11121WMA.M Wed Jan 20 13:52:38 2021 P 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11821\

: VV020046.D

: 18 Jan 2021 16:18

: SY/MD

¢ M1147-15

: 5.0mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L

LSCINT.P
TIC: VV020046.D\data.ms
3.042
3.766
2.762
5.045
2,531
2.110
1.309 15 4.348 5618 6071
o 11216.383 1\634 804 2.2 08881 467365910 | 5.23825.497\  5.809846.203 6.460

Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000

1000000

500000

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
TIC: VV020046.D\data.ms

7.318 11.630

11.254

8.855 10.222

8.090

1(165285736 llﬂﬂlﬁ&@ 115 nm

o

Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000

1000000

500000

L

358336697$\¢ 920929 49 FBEIBO7
T

8. 50 9. 00 9. 50 10 00
TIC: VV020046.D\data.ms

SO8 0 bngizon B8/ rosmams_o

7.00

7.50 8.00 10 50 11 00 11 50 12 00

BN B&3J]3WG?9.I.3.’E§ZZIZO 14.10BABIEB2141846. 7 15.68817
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.531  73.92 ug/L 919027 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
Abundance Scan 448 (2.531 min): VV020046.D\data.ms (-428) (-) m/z 42.95 100.00%
43.0
5000 711
57‘-1 6.1 2.20 2.40 2.60 2.80
bt ol ST myz 42,00 54.10%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1825: Pentane, 2-methyl-
43.0
5000 L L B R B LR
27.0 710 2.20 2.40 2.60 2.80
m/z 40.95 47 .04%
15.0 ‘ 57.0
O\\\‘.\\\\‘\\‘\\‘\\}1“\\\\i\}\\‘\\H‘\‘\\\\}\\\\‘\8\6}'3\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1823: Pentane, 2-methyl-
43.0
e EEERRREELS SE R
2.20 2.40 2.60 2.80
5000 m/z 71.10 38.47%
27.0 71.0
so || S0
e e L
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1828: Butane, 2,3-dimethyl- N A EEARRREETS SR
43.0 2.20 2.40 2.60 2.80
m/z 39.00 24.33%
5000
71.0
27.0 55.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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.
2.762 135.44 ug/L 1683770 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 50
Abundance Scan 520 (2.762 min): VV020046.D\data.ms (-503) (-) m/z 57.00 100.00%
57.0
41.0
5000
H || 71 eea 2.40 2.60 2.80 3.00
0 e et - m/z 56.00 87.72%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57.0
5000 50
29.0 2.40 2.60 2.80 3.00
m/z 41.00 69.14%
o |l L 0 8e0
O \\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57.0
20.0 41.0 2.40 2.60 2.80 3.00
5000 m/z 43.00 24.56%
Ot e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57.0 2.40 2.60 2.80 3.00
m/z 39.00 21.10%
29.0 410
5000
15.0 ‘ 710 g86.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.042 648.11 ug/L 8057250 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 38
Abundance Scan 607 (3.042 min): VV020046.D\data.ms (-589) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1 e ERAmEAEEE
‘ 711 2.80 3.00 3.20 3.40
Ol et el m/z 41,00 78.04%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.00 64.12%
1
O \\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
43.0
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 51.43%
86.0
00 15.0 ‘ ‘ 71.0
N | A | v
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0
m/z 41.95 33.91%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
oLt e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Cyclic3.766 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.766 277.01 ug/L 3443810 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 832 (3.766 min): VV020046.D\data.ms (-810) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ 84.1 3.40 3.60 3.80 4.00
0l ettt L myz 41.e0  56.94%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 T YT T[T T T T [ TT T T[T TTT]T

3.40 3.60 3.80 4.00
28.0 ‘ ‘ ‘ m/z 69.00 43.24%
‘ L

84.0
H‘M“w}?Q\HwM“H\H“M"\‘HWHH‘W‘!H\H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1488: 1-Pentene, 2-methyl-
56.0

o

41.0 3.40 3.60 3.80 4.00
5000 m/z 39.00 28.33%
69.0 84.0
29 0 ‘
0 ‘H“H“H“_“w“u‘ﬂu‘ph R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl- T T T

56.0 3.40 3.60 3.80 4.00

m/z 55.00  27.12%

41.0
5000
69.0
270
‘ 84.0
15.0
1.0
0 ‘H“H“Hu‘_“w“u‘ﬂu“m ‘_‘uu“u“w“‘

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
4.766 3.72 ug/L 46274  1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 56
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 53

Abundance Scan 1143 (4.766 min): VV020046.D\data.ms (-1131) (-) m/z 56.00 100.00%

56.0 '
43.0
5000
71.1
R e
H | | 81 1000 4.40 4.60 4.80 5.00
Ol ettt L m/z 42095 72.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
430 560 A
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
29.0 71.0 4.40 4.60 4.80 5.00
m/z 41.00 67.14%
15.0 H | 850 100.0
O\\\’\\\\’\\\\’\\\{’\}\\"\\ }’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43.0 56.0
AT I WA
4.40 4.60 4.80 5.00
m/z 57.00 57.73%
5000 71.0
29.0
R . R
0H‘1’0”“2’0‘”‘3’()‘”‘4"0‘“5’()‘” é’d“;‘d“é‘o‘”‘g‘o‘”ié‘o”“
m/z-->
Abundance #3993: Pentane, 2,3-dimethyl- T ‘/}/‘\“A‘ R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 34.39%
5000
29.0 71.0
85.0
N O O ™8 AA/\W
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
4.910 5.33 ug/L 66221 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 81
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 72
5 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 59

Abundance Scan 1188 (4.910 min): VV020046.D\data.ms (-1171) (-) m/z 43.00 100.00%

43.0
57.0 70.0
5000
“_‘H‘H“_‘H,H“
‘ 85.0 98.0 4.60 4.80 5.00 5.20
0t el LT m/z a1.00 74.55%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3974: Hexane, 3-methyl-
43.0 /\M
71.0
5000 \F“uu‘uu‘/\\\u,uu‘
4.60 4.80 5.00 5.20
29.0 m/z 70.00 66.41%
o 15.0 \‘ - 820 1000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3980: Hexane, 3-methyl-
43.0
\“_ﬁz\u‘qmm‘w‘u‘
4.60 4.80 5.00 5.20
5000 290 57.0 71.0 m/z 57.00 65.04%
ol 10 150 | Ll 85.0 100.0
R RERR Ry AR A R R R E A e S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3977: Hexane, 3-methyl- “‘/}JNnJﬁ%“H‘,“H‘
43.0 4.60 4.80 5.00 5.20
m/z 71.10 57.83%
5000 57.0 70.0
29.0
15.0 ‘ 85.0 100.0 /\ A,
0 H‘_H‘_‘HW‘m‘HH‘M‘w‘»w‘u‘wu‘w‘u‘uu‘u‘w B ISR BV R S W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SOMVLMO11121WMA.M Wed Jan 20 13:52:43 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
5.235 7.66 ug/L 95193 1,4-Difluorobenzene 5.618

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-trimethyl- 114 C8H18 000540-84-1 72
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 56

Abundance Scan 1289 (5.235 min): VV020046.D\data.ms (-1281) (-) m/z 57.00 100.00%

57.0
5000
41.0 A /\

5.00 5.20 5.40 5.60

g29 99.1

0 ‘_H‘_‘HM‘H‘Mmu‘um‘,””_m m/z 56.00  38.70%
m/z--> 0 20 40 60 80 100 120

Abundance #7671: Butane, 2,2,3,3-tetramethyl-

57.0

5000 A A A nraaTAS
5.00 5.20 5.40 5.60
41.0

m/z 41.00 30.32%
15.0 M

o | 83.0 9901140
T ‘ 1T \ ‘ T \ L ‘ T ‘ L ‘ T T T ’ T T T ‘ L
m/z--> 0 60 80 100 120
Abundance #7663. Pentane, 2,2,4-trimethyl- /\ /L
57.0

\\\\‘\\\\‘\\\\‘\\\\‘\\V

500520540560

41.0
o 150 || \H I 83.0 9991140
i e A
miz--> 0 20 40 60 80 100 120
Abundance #12740: Pentane, 2,2,4,4-tetramethyl- EREmmaUEE L
57.0 5.00 5.20 5.40 5.60

m/z 39.00 10.72%

5000
41.0

0 ‘b ‘ ‘ 81.0 96.0 113.0128.0

miz--> 0 60 80 100 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
5.492 4.07 ug/L 50620 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 80
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane 100 C7H16 000142-82-5 72
4 Heptane 100 C7H16 000142-82-5 59
5 2,2-Dimethylperhydro-1,3-oxazine 115 C6H13NO 073155-29-0 50

Abundance Scan 1369 (5.492 min): VV020046.D\data.ms (-1357) (-) m/z 43.05 100.00%

711
5000

100.1
“ | e 5.20 5.40 5.60 5.80
1] 1

cerrrrrrprrrrprr e gl e e Mz 41,00 81.26%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
4’-. /k
57.0 71.0 ZAS

5000 P e
20.0 5.20 5.40 5.60 5.80

o

m/z 71.10 66.45%
100.0
. ‘\ ‘ | ‘ 850 ‘
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3971: Heptane
43.0 /\
T N ¥ PR
5.20 5.40 5.60 5.80
5000 29.0 57.0 71.0 ITI z 57.05 54.95%
100.0
oL 10 180 | ULl \ 85.0 |
R R L e EaE e e RRRA!
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3970: Heptane ‘H“H‘,H“_“W“‘
43.0 5.20 5.40 5.60 5.80
m/z 56.00 41.42%
5000 29.0 570 710
100.0
0 | Il | L e
0 ‘H"‘H"H‘,HH_m‘H",H"_Mw,wwww, T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.656 8.12 ug/L 100983  1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78

Abundance Scan 1731 (6.656 min): VV020046.D\data.ms (-1710) (-) m/z 43.05 100.00%

43.0 711
5000

H 6.40 6.60 6.80 7.00
Wl

97.0 )
eyt el o e m/z 71010 82.36%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0

5000 TSI SR T AR W L
6.40 6.60 6.80 7.00

27.0 m/z 70.00 66.31%

140 I |l ‘ 114.0
\\‘H\\’\\\\‘\\H‘\H\‘1\\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl-
43.0
Via¥

o

o

71.0 6.40 6.60 6.80 7.00
5000 m/z 41.00 34.88%
27.0 57.0
0 ‘\ L ‘H 840 97.0 114.0
R I A L SR e B AN R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3975: Pentane, 3-ethyl- R A Ammanas e
43.0 6.40 6.60 6.80 7.00

m/z 54.95 25.41%

5000 71.0
29.0
150 || | 870 85.0 100.0 WMJ\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.778 10.16 ug/L 126265 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 53

Abundance Scan 1769 (6.778 min): VV020046.D\data.ms (-1753) (-) m/z 43.00 100.00%

43.0
71.1
5000

901 6.40 6.60 6.80 7.00
ol el el T myz 71.10 61.67%

m/z--> 0 20 40 60 80 100 120
Abundance #7653: Pentane, 2,3,3-trimethyl- M
43.0

5000 71.0 R N
6.40 6.60 6.80 7.00

270 m/z 70.00 53.17%

oL.20 Ll ‘ 99.0 1140
T ‘ T T \ ’ T \ T ‘ L ‘ T T ‘ T ‘ L ‘ L
m/z--> 0 20 60 80 100 120
Abundance #12697. Heptane, 2,4-dimethyl-
43.0 /h/\ /

640660680700

85.0
27.0 70.0
oLl 11301260
miz--> 0 20 40 60 80 100 120 J\w
Abundance #7657: Pentane, 2,3,3-trimethyl- O R ANREEEEEEEEE SRR
43.0 6.40 6.60 6.80 7.00

m/z 41.00 42.83%

5000

27.0 ‘ ‘
1 ‘

0 H | s
T R e L
miz--> 0 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\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 17
R.T. EstConc Area Relative to ISTD R.T.
6.920 3.54 ug/L 44032 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 56
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 1813 (6.920 min): VV020046.D\data.ms (-1805) (-) m/z 57.00 100.00%
43.0 57.0
A/\M
70.0 99.0 R EmEa
‘ H ‘ 640 ‘ 114.1 6.60 6.80 7.00 7.20
0 HWH‘_Hwuwwiuh‘1_‘m“‘uH_Mml_wmw m/z 43.00  90.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7632: Heptane, 2-methyl-
43.0 57.0
5000 L L L R B R
29.0 0.0 6.60 6.80 7.00 7.20
' 99.0 m/z 41.00 56.86%
| w0 | w0
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #7648: Hexane, 2,5-dimethyl-
43.0 57.0
e amma e
6.60 6.80 7.00 7.20
5000 m/z 42.00 44.34%
27.0 71.0 99.0
o | L) | s
Ottt e p b el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
430 570 6.60 6.80 7.00 7.20
m/z 70.00 21.87%
5000
290.0 70.0 99.0
R e o e A RARE S R RARTEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
7.084 4.30 ug/L 53437 1,4-Difluorobenzene 5.618

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 53
Abundance Scan 1864 (7.084 min): VV020046.D\data.ms (-1856) (-) m/z 43.05 100.00%
43.0 57.0
85.1
5000
700 6,80 7.00 7.20 7.40
1141
om_m,‘m_‘H“la"m‘WHM‘JMm,m!‘_97‘8““””‘” m/z 57.00 87.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7624: Heptane, 3-methyl-
43.0
57.0
5.0 i
5000 LA B L LA R
29.0 6.80 7.00 7.20 7.40
m/z 85.10 73.34%
114.0
\H‘\H\’\H\‘\\H‘1\\\‘H\1‘\H\’\H\’\\1\‘\\\1‘\\\\‘\1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7628: Heptane, 3-methyl-
43.0
57.0 e
850 6.80 7.00 7.20 7.40
5000 m/z 41.00 60.31%
29.0
0 15.0 “ LIl ‘ 7\%0 | 99.0 1140
R B e e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl- RAEmmansE T
43.0 57.0 6.80 7.00 7.20 7.40
m/z 56.05 50.90%
85.0
5000
29.0
71.0
H‘_“w‘H"H‘w“H‘H"_“W‘H‘,H‘w“u‘u“_‘u“‘ R AR ER T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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: Cyclic7.267 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.267 5.98 ug/L 88125 Chlorobenzene-d5 8.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 58
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 49
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 49
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1000338-28-2 49
5 2-Octene, (Z)- 112 C8H16 007642-04-8 49

Abundance Scan 1921 (7.267 min): VV020046.D\data.ms (-1907) (-) 57.10 100.00%

57.1
97.1
41.0
5000
70.0
112.0 e
M H 84.1 7.00 7.20 7.40 7.60
Ol ettt bl il L m/z 55,00 74.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
53.0
97.0
41.0

5000 830 L B BN B R B
70.0 ' 1120 7.00 7.20 7.40 7.60
270 ' m/z 97.10  71.45%
O TT ‘ T \ TT ‘ TT \ \ ‘ TTTT ‘ TT i‘} T \‘\ \\‘\H ‘ TT \‘\“‘! ! TT ‘ TTT 1 ‘ TTT \‘1‘\ TT ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

/

7.00 7.20 7.40 7.60
5000 m/z 41.00 58.31%

41.0 112.0
69.0
27.0 ‘ ‘ 83.0
H\H‘w‘H‘w‘H\m‘w”“‘M‘NMH‘WJ“‘M‘H\H‘W”H‘M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

#6821: Cyclohexane, 1,3-dimethyl-, trans- R R N RARA
55.0 97.0 7.00 7.20 7.40 7.60

m/z 56.00 54.31%

o

5000

41.0 112.0
69.0
|

M 83.0
0“_‘H“H‘_‘H"H‘_‘H“HWN‘H‘JM‘_‘H“H‘_‘H“ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

270
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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: Cyclic7.788 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.788 2.54 ug/L 37512  Chlorobenzene-d5 8.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 87
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 87
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 83

Abundance Scan 2083 (7.788 min): VV020046.D\data.ms (-2074) (-) m/z 97.10 100.00%
97.1

55.0
5000
390 1121
69.0 ‘MW/\HWH\,HH‘/\\\
H ‘ ‘ ‘ 83.0 7.40 7.60 7.80 8.00 8.20
O e el sl il el b msz sa.es 92.79%
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 \
5000 410 I L L I
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.10 35.68%
T
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\M\‘\‘\\\“\“\\\\‘\1\\‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6747: Cyclohexane, 1,4-dimethyl-
55.0
7.0 NN
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 39.00  27.40%
27.0 69.0 112.0
T
0‘H%ﬂ@‘HNV‘H_VHwhﬁw‘ﬁk‘uwh‘_ﬂlwu‘wu‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans- A RSB E R
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 26.33%
5000 41.0
112.0
27.0 69.0
T
om‘HH_H“,"H‘!“HNHM‘H‘Ml‘HW‘Hw\lwww A A Vs .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
8.669 4.00 ug/L 59015 Chlorobenzene-d5 8.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 64
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Octane, 4-methyl- 128 C9H20 002216-34-4 64
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
Abundance Scan 2357 (8.669 min): VV020046.D\data.ms (-2350) (-) m/z 43.05 100.00%
43.0
5000 57.0 71.0 85.0
GO T
” L ‘ 660 113.1 128.2 8.40 8.60 8.80 9.00
0 el e S e b M/ 41,05 41.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12667: Octane, 4-methyl-
43.0
5000 L L B L BN LR
710 85.0 8.40 8.60 8.80 9.00
29.0 510 1 m/z 57.00 40.79%
R I ey
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39799: Ether, hexyl pentyl
43.0
SYEPA T
71.0 8.40 8.60 8.80 9.00
5000 m/z 71.00 40.64%
85.0
56.0
ST I
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 N\ M /\w
Abundance #12670: Octane, 4-methyl- AN R R
43.0 8.40 8.60 8.80 9.00
m/z 85.00 40.38%
5000 71.0 85.0
57.0
29.0
TLN A Y
O e b e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.794 3.41 ug/L 50285 Chlorobenzene-d5 8.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
4 Octane, 3-methyl- 128 C9H20 002216-33-3 53
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53

Abundance Scan 2396 (8.794 min): VV020046.D\data.ms (-2383) (-)

m/z 57.05 100.00%

57.0
5000
98.0 ‘HHWHWHWHW
71.0 8.40 8.60 8.80 9.00 9.20
| \\‘ I ‘ 128.2
0H‘HH‘mWm‘mWm‘HH‘Hu‘em,uH“m‘uu,uwm m/z 41.00  35.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12699: Heptane, 2,5-dimethyl-
57.0
5000 I L L B
8.40 8.60 8.80 9.00 9.20
m/z 43.00 26.65%
0 I | 850 | 11301280
H‘HH‘HH‘\H\‘H\\‘\\H‘HH‘\H\‘\H\’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12677: Octane, 3-methyl-
57.0
R R e AR
8.40 8.60 8.80 9.00 9.20
m/z 56.00  26.21%
5000 430
29.0
98.0
71.0
R T VP
““““,“,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12700: Heptane, 2,5-dimethyl- et
57.0 8.40 8.60 8.80 9.00 9.20
m/z 98.00  18.88%
5000 43.0
29.0
71.0 99.0
0 . 4 850 113.0128.0
““““,“,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.209 4.11 ug/L 60654  Chlorobenzene-d5 8.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 81
4 1-Eicosanol 298 C20H420 000629-96-9 47
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 47

Abundance Scan2525(9209nnm VV020046.D\data.ms (-2517) (-) m/z 43.05 100.00%

43.0 57.0
5000
71.0 85.0
B
M “ | ‘ 128.3 8.80 9.00 9.20 9.40 9.60
0‘W‘Hw‘kukum‘qm‘wuwwHMMNH‘NH‘HH,HH‘HHM‘H m/z 56.95 98.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12663: Nonane
43.0
57.0
5000 ‘HH‘HH‘HHM
29.0 8.80 9.00 9.20 9.40 9.60
71.0 850 m/z 40.95 70.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12662: Nonane
43.0
57'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 85.00 38.42%
29.0 710 850
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12664: Nonane
43.0 570 8.80 9.00 9.20 9.40 9.60
' m/z 55.00 33.86%
5000
29.0 710 %0
‘ I H H 99.0 128.0
O lrrprrrrpredrer et et IR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@11121WMA.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.421 2.73 ug/L 46152 1,4-Dichlorobenzene-d4 11.254
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91

Abundance Scan 3524 (12.421 min): VV020046.D\data.ms (-3517) (- m/z 119.00 100.00%
119.0
5000 134.1 \\ﬁ M
91.0 - s
39.0 64.0 ‘ | | 12.50
Obrrprrrprereprrererire ittt m/z 134,05 46.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
=000 134.0 \\/\‘r\‘ e A
12.50
m/z 91.00 14.74%
39.0 65.0 910
O H‘].\?\.\CJ‘\H‘\‘HH"‘\\Hi‘w\\\’\H‘\.\‘\HM“HH"HH‘\w\\’Hm{l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
110.0 W\
‘ —
12.50
5000 m/z 120.10 11.37%
91.0 134.0
39.0 65.0 ‘ ‘
L B el T |
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 \ f\ f\ (\ /\
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- I e ‘"‘ ﬁ “ ! M
119.0 12.50
m/z 133.00 11.00%
134.0
5000
41.0 910 A {\\ h
T T i Y N S N LN (WA O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vv011821\
Data File : VV020046.D

Acqg On : 18 Jan 2021 16:18
Operator : SY/MD

Sample : M1147-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.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 .531 73. ug/L 919027 .618 621596 50.
(DEL) Alkane: S .762 135. ug/L 1683770 .618 621596 50.
(DEL) Alkane: S .042 648. ug/L 8057250 .618 621596 50.
(DEL) Alkane: C .766 277. ug/L 3443810 .618 621596 50.
(DEL) Alkane: S ug/L 46274 .618 621596 50.
(DEL) Alkane: S ug/L 66221 .618 621596 50.
(DEL) Alkane: S ug/L 95193 .618 621596 50.
(DEL) Alkane: S... ug/L 50620 .618 621596 50.
(DEL) Alkane: S... ug/L 100983 .618 621596 50.
S
S
S
C
C
S
S
S

~
o))
[e))
w

(DEL) Alkane: 126265 621596 50.
(DEL) Alkane: ug/L 44032 .618 621596 50.
(DEL) Alkane: ug/L 53437 .618 621596 50.
(DEL) Alkane: ug/L 88125 .855 737395 50.
(DEL) Alkane: ug/L 37512 .855 737395 50.
(DEL) Alkane: ug/L 59015 .855 737395 50.
(DEL) Alkane: ug/L 50285 .855 737395 50.
(DEL) Alkane: S. ug/L 60654 .855 737395 50.
Benzene, 1,2,3,... ug/L 46152 .254 843878 50.
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