LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample 1 M1147-12

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: VV@20027.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 19 rvB 85801 73249 4.78% ©.532%
2 1.309 59 68 80 rBv 241358 270932 17.69% 1.968%
3 1.570 141 149 159 rBV 203279 227607 14.86% 1.653%
4 1.766 205 210 217 rVB 11815 13345 0.87% 0.097%
5 2.110 305 317 338 rBV 405917 620948 40.55% 4.510%
6 2.296 366 375 384 rBV 3469 6309 0.41% 0.046%
7 2.441 417 420 423 rBVS 1291 1137 0.097% ©0.008%
8 2.534 431 449 469 rVB2 47304 96988 6.33% 0.704%
9 2.766 504 521 544 rBv2 76731 160319 10.47% 1.164%
16 2.955 574 580 588 rVB1oO 2837 4546 0.30% 0.033%
11 3.045 594 608 629 rBV 261282 520261 33.97% 3.778%
12 3.235 663 667 671 rVB5 853 901 0.06% 0.007%
13 3.441 724 731 732 rBV3 884 891 0.06% 0.006%
14 3.467 736 739 744 rW4 1497 1400 0.09% 0.010%
15 3.499 744 749 753 rVB4 869 944 0.06% 0.007%
16 3.769 813 833 855 rBvV2 134711 344900 22.52%  2.505%
17 3.891 860 871 913 rBV 115235 341489 22.30%  2.480%
18 4.283 989 993 998 rBVS 596 840 0.05% 0.006%
19 4.354 998 1015 1046 rVV 256295 632567 41.31% 4.594%
20 4.634 1095 1102 1105 rBV7 1041 1416 0.09% 0.010%
21  4.659 1105 1110 1111 rBV3 1812 1209 ©0.08% 0.009%
22 4.907 1178 1187 1189 rBvVS8 2462 3238 0.21% 0.024%
23 5.052 1214 1232 1257 rBV2 592130 1531399 100.00% 11.122%
24 5.238 1281 1290 1305 rVB4 17833 42720 2.79% ©0.310%
25 5.621 1395 1409 1436 rBV 455378 924697 60.38% 6.716%
26 5.913 1488 1500 1513 rBV2 23748 49516 3.23% 0.360%
27 6.074 1534 1550 1576 rBV 346879 711511 46.46% 5.167%
28 6.203 1585 1590 1600 rVV 3849 6752 0.44% 0.049%
29 6.267 1601 1610 1618 rVB8 7710 15081 0.98% 0.110%
30 6.447 1662 1666 1668 rBV4 1089 1008 0.07% 0.007%
31 6.466 1668 1672 1686 rVB8 3683 6439 0.42% 0.047%
32 6.659 1715 1732 1745 rBV2 24078 50642 3.31% 0.368%
33 6.782 1758 1770 1781 rBV4 22232 45260 2.96% 0.329%
34 6.849 1781 1791 1799 rVB6 6261 12209 0.80% 0.089%
35 6.923 1811 1814 1816 rBV4 1368 827 0.05% 0.006%

36 6.991 1821 1835 1857 rVW 183652 341853 22.32%  2.483%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample 1 M1147-12

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 7.267 1909 1921 1927 rBV3 15754 28831 1.88% 0.209%
38 7.322 1927 1938 1959 rVB 671808 1154847 75.41%  8.387%
39 7.489 1985 1990 1991 rBVS5S 1767 1636 0.11% 0.012%
40 7.627 2022 2033 2059 rBV 126700 234463 15.31% 1.703%
41  7.849 2097 2102 2106 rBV6 1325 1478 0.10% 0.011%
42 7.987 2135 2145 2152 rVB6 5690 9728 0.64% 0.071%
43  8.036 2157 2160 2163 rBv4 1191 932 0.06% 0.007%
44  8.093 2168 2178 2209 rBV2 382299 764321 49.91%  5.551%
45  8.360 2253 2261 2268 rBvV9 5010 8319 0.54% 0.060%
46  8.486 2295 2300 2301 rBV3 1771 1386 ©0.09% 0.010%
47  8.579 2321 2329 2330 rBV5 3251 3821 ©.25% 0.028%
48 8.672 2352 2358 2368 rVB8 6829 10987 0.72% ©0.080%
49 8.714 2368 2371 2381 rVB7 1860 2644 0.17% 0.019%
50 8.798 2386 2397 2404 rBV6 7400 14009 0.91% 0.102%
51 8.859 2404 2416 2436 rBV 707680 1154614 75.40% 8.386%
52 9.199 2520 2522 2524 rBV3 1617 1046 0.07% 0.008%
53 9.373 2572 2576 2583 rVB5 924 841 0.05% 0.006%
54 9.418 2583 2590 2593 rBV9 1505 1702 0.11% 0.012%
55 9.482 2603 2610 2617 rvB8 6680 10448 0.68% 0.076%
56 9.679 2667 2671 2676 rBvV7 2994 3721 0.24% 0.027%
57 10.023 2774 2778 2781 rBV5 1299 1289 0.08% 0.009%
58 10.135 2807 2813 2821 rvVvB8 5762 8373 0.55% 0.061%
59 10.222 2826 2840 2859 rBV 449124 712360 46.52% 5.174%
60 10.585 2947 2953 2957 rBV6 2221 2696 0.18% 0.020%
61 10.884 3042 3046 3048 rBV4 1055 939 0.06% 0.007%
62 11.158 3125 3131 3132 rVV5 2344 1904 0.12% 0.014%
63 11.199 3139 3144 3146 rBV5 1919 1569 0.10% 0.011%
64 11.257 3150 3162 3180 rBV 765488 1180816 77.11% 8.576%
65 11.473 3227 3229 3237 rVB6 1348 1298 ©0.08% 0.009%
66 11.556 3247 3255 3257 rBV5 6781 8067 ©0.53% 0.059%
67 11.630 3268 3278 3298 rVB 745482 1180259 77.07% 8.572%
68 11.826 3333 3339 3348 rVB5 6244 9640 0.63% 0.070%
69 11.923 3361 3369 3373 rBVS5S 5749 8444 0.55% 0.061%
70 12.026 3393 3401 3419 rVB 9512 18531 1.21% 0.135%
71 12.125 3427 3432 3433 rBV3 2516 1897 0.12% 0.014%
72 12.254 3462 3472 3474 rBV3 3897 5081 0.33% 0.037%
73 12.312 3487 3490 3496 rVB6 954 835 0.05% 0.006%
74 12.357 3499 3504 3509 rBV7 2690 3416 ©.22% 0.025%
75 12.421 3517 3524 3531 rVB4 5218 7944 ©.52% 0.058%
76 12.476 3534 3541 3553 rVB2 12101 17985 1.17% 0.131%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample 1 M1147-12

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 12.559 3557 3567 3573 rBV3 9429 14531 ©0.95% 0.106%
78 12.624 3585 3587 3590 rVB3 1430 869 0.06% 0.006%
79 12.682 3596 3605 3613 rBV3 6673 12491 0.82% 0.091%
80 12.736 3615 3622 3631 rVB3 9840 14141 ©.92% 0.103%
81 12.804 3637 3643 3649 rBV6 3347 4086 0.27% 0.030%
82 12.858 3653 3660 3665 rBV7 4242 6732 0.44% 0.049%
83 13.016 3701 3709 3713 rBV7 3079 3793 0.25% 0.028%
84 13.180 3750 3760 3767 rBVS8 3681 6134 0.40% 0.045%
85 13.219 3767 3772 3773 rBV5S 5743 4115 0.27% 0.030%
86 13.280 3783 3791 3798 rBV8 9567 14954 ©.98% 0.109%
87 13.469 3846 3850 3857 rBV6 2834 3199 0.21% 0.023%
88 13.730 3921 3931 3936 rBV6 3663 6165 ©0.40% 0.045%
89 13.826 3953 3961 3963 rBV6 2182 2726 0.18% 0.020%
90 13.910 3983 3987 3988 rBV3 2369 1377 0.09% 0.010%
91 13.974 4005 4007 4011 rBV3 1390 1125 ©0.97% 0.008%
92 14.103 4037 4047 4050 rBV8 5284 8174 0.53% 0.059%
93 14.151 4058 4062 4066 rVB5 1037 916 ©0.06% 0.007%
94 14.244 4084 4091 4097 rBVS 2376 3747 0.24% 0.027%
95 14.315 4104 4113 4122 rVB9 3430 6783 0.44% 0.049%
96 14.428 4142 4148 4151 rBV6 811 845 0.06% 0.006%
97 14.887 4285 4291 4292 rVVv2 1100 852 0.06% 0.006%
98 15.347 4431 4434 4436 rBV3 1503 939 0.06% 0.007%
99 15.575 4500 4505 4510 rBVS5 1053 1049 0.07% 0.008%
100 16.215 4702 4704 4710 rBV5S 1090 907 0.06% 0.007%
Sum of corrected areas: 13769117
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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\VVve11521\

: VW020027.D

: 15 Jan 2021 16:22

: SY/MD

: M1147-12

: 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

Abundance

700000

600000

500000

400000

300000

200000

100000

o

TIC: VV020027.D\data.ms

5.052

5.621
2.110

6.074

1.309 3.045 4.354

1.570

3.78%01

110 27
2.534

L2 22964441 A29532353mm9 4283 @m0 4.907 | 5238 °-213] 6 005 w66
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

700000

600000

500000

400000

300000

200000

100000

TIC: VV020027.D\data.ms

8.859 11.

257 11.630

7.322

10.222
8.093

6.991

7.627

0
Time-->

7-%L 7.489}\ 7.84998 8.SSQ&B$@§2}\L 9.199%%#82.679  10.003: 10.585 10.88411]1!ij147; 111882896
e e e e T e e

L B e e e i E m e  Emaan
7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

2R

7.00

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VV020027.D\data.ms

2858 om;sm 4691332&%@&4@34&5128 14.887 15.3415.575 16.215

‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
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\VVve11521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22

Operator : SY/MD

Sample : M1147-12

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO11121WMA.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 1 3-Butenoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.110 3.96 ug/L 73249  1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 83
2 Propene 42 C3H6 000115-07-1 83
3 2-Butenal, (E)- 70 C4H60 000123-73-9 78
4 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 74
5 Cyclopropanecarboxylic acid 86 C4H602 001759-53-1 64

Abundance Scan 6 (1.110 min): VV020027.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
AR
‘ ‘ 69.0 132.9 1.201.301.40 1.50
\‘\\\\‘\\\}\\\\‘\\‘-\\‘\\\\‘\\\\‘\\\\.‘ m/z 39.06 86.7800
m/z--> 0 20 0 60 80 100 120
Abundance #1659: 3-Butenoic acid
39.0
5000
1.201.301.40 1.50
58.0 86.0 m/z 42.00 56.99%
m/z--> 0 20 40 60 80 100 120
Abundance
41.0
I ARARE RS
1.201.301.40 1.50
5000 ITI/Z 43.00 28.57%
15.0
— T T
m/z--> 0 20 80 100 120
Abundance #529: 2-Butenal, (E)- AR
41.0 0.0 1.201.301.401.50
' m/z 44.00 25.18%
0 /k¢wfﬂf\J\ﬂ/\w“\x\MAJ
25‘ ‘
e e e s T
m/z--> 0 20 40 60 80 100 120 1.201.301.40 1.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample : M1147-12

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 5
R.T. EstConc Area Relative to ISTD R.T.
2.534 5.24 ug/L 96988 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 59
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 58
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 58
Abundance Scan 449 (2.534 min): VV020027.D\data.ms (-431) (-) m/z 42.95 100.00%
43.0
5000 711
2.20 2.40 2.60 2.80
S | Y m/z 42.00 49.63%
m/z--> 0 20 40 60 80 100 120 140
Abundance #1823: Pentane, 2-methyl-
43.0
5000 ,J\/\,
2.20 2.40 2.60 2.80
710 m/z 41.00 43.88%
o |
\‘\\\‘\‘\{\\i}\\w‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance
43.0
o AREEEERRREES S
2.20 2.40 2.60 2.80
5000 m/z 71.10 38.95%
71.0
15.0
B L B
miz--> 0O 20 40 60 80 100 120 140 j
Abundance #24063: Pentane, 2-bromo- R A RERRRTEELS SR
43.0 2.20 2.40 2.60 2.80
m/z 38.95 23.06%
5000
71.0
25 M“\ | 107.0 150.0
R P VIR e ey
m/z--> 0 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11521\

VV020027.D

: 15 Jan 2021 16:22
: SY/MD

: M1147-12

: 5.0mL/MSVOA_V/WATER
:1 Sample Multiplier: 1

Library Search Compound Report

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

: VOC Analysis

: 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 4

R.T. EstConc Area Relative to ISTD R.T.
2.766 8.67 ug/L 160319 1,4-Difluorobenzene 5.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 56
Abundance Scan 521 (2.766 min): VV020027.D\data.ms (-504) (-) m/z 57.10 100.00%
57.1
41.0
5000
e R ERRAREY
‘ ‘ 710 860 2.40 2.60 2.80 3.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\“1\\\i‘\‘\‘1‘\\\‘\‘i‘\\\\‘\il\‘\\g\s\"]\.\\\ m/z 56.06 89-9900
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57.0
29.0 41.0
5000 LI L N L BN B
2.40 2.60 2.80 3.00
m/z 41.00 72.68%
s0 om0
. | | , i |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
410 2.40 2.60 2.80 3.00
' m/z 43.00 25.71%
5000 29.0
15.0 710 86,0
T T e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl- R R
57.0 2.40 2.60 2.80 3.00
m/z 39.00 23.28%
29.0 41.0
5000
o | mo we
. | | L il |
e e e e e e e
m/z--> 0 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\VVv011521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample : M1147-12

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.
3.045 28.13 ug/L 520261 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 87
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 72
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 53
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43
Abundance Scan 608 (3.045 min): VV020027.D\data.ms (-594) (-) m/z 57.00 100.00%
1.0
41.0
5000
86.1
71.0 2.80 3.00 3.20 3.40
‘H"H"H"_"w“‘w‘;wpuﬁx‘u“m“w“u“w m/z 41.60 81.01%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L L L I B
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.00 65.87%
L m
i | | L |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
43.0
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 54.28%
86.0
15.0 71.0
A e e e A
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane R AREE R
57.0 . . . .
43.0 2803003203400
m/z 42.00 36.45%
29.0
5000
86.0
15‘.0 ‘ ‘ 71.0
. | i | 1
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\VVv011521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample : M1147-12

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: Cyclic3.769 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.769 18.65 ug/L 344900 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclohexane 84 C6H12 000110-82-7 72
Abundance Scan 833 (3.769 min): VV020027.D\data.ms (-813) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
e R mammEREE
‘ ‘ 84.1 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\}}\‘\\\i‘\w‘\‘\\‘\Mi\\\\“\‘\‘\\‘\\ m/Z 40.95 60.84%
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 Ty T T
3.40 3.60 3.80 4.00
m/z 69.00 43.67%
28.0 ‘ ‘ ‘ 84.0
\\\‘\\\\‘]\-ﬁ\.(\)‘\\{H“\\\i}\‘\\\“\”‘\‘\\\‘}‘\\\\‘\!\\‘\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
R Ema R
41.0 3.40 3.60 3.80 4.00
5000 m/z 39.00 31.20%
69.0
27.0
84.0
1.0 15.0
A e e B  Eama
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1456: Cyclohexane TR R
56.0 3.40 3.60 3.80 4.00
410 84.0 m/z 55.00  26.71%
5000
27.0
69.0
w0 | |
R s e e e o e S R LEn R AR,
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\VVv011521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample : M1147-12

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 7
R.T. EstConc Area Relative to ISTD R.T.
6.659 2.74 ug/L 50642 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64
Abundance Scan 1732 (6.659 min): VV020027.D\data.ms (-1715) (-) m/z 42.95 100.00%
71.0
5000
e ERRRREEEAE
‘ H 6.40 6.60 6.80 7.00
\\\‘\\\\"\\‘\‘\ \\\‘\\\\‘]\-\\\‘\\\\‘\\\\‘\ m/z 71.06 77-3100
m/z--> 20 40 100 120 140 160
Abundance #7654 Pentane, 2,3,4-trimethyl-
43.0
71.0 /\
5000 \H\‘\\H‘\\H’H\\‘\m/
6.40 6.60 6.80 7.00
m/z 70.10 66.75%
15.0 ‘\‘ ‘\‘\ \M | 114.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0 71.0
PYA ML VLA P N
6.40 6.60 6.80 7.00
5000 m/z 41.10 42.11%
26.0 99.0 129.0 155.0
e e
miz--> 20 40 60 80 100 120 140 160
Abundance #7659: Pentane, 2,3,4-trimethyl- AR B R
43.0 6.40 6.60 6.80 7.00
71.0
m/z 54.95 28.19%
5000
26,0 \“ H ‘ 97.0 114.0
“““‘ "“““““‘““““““““‘
m/z--> 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11521\
Data File : VV020027.D

Acqg On : 15 Jan 2021 16:22
Operator : SY/MD

Sample : M1147-12

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\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Butenoic acid 1.110 4.0 ug/L 73249 1 5.621 924697 50.0
(DEL) Alkane: S.. 2.534 5.2 ug/L 96988 1 5.621 924697 50.0
(DEL) Alkane: S.. 2.766 8.7 ug/L 160319 1 5.621 924697 50.0
(DEL) Alkane: S.. 3.045 28.1 ug/L 520261 1 5.621 924697 50.0
(DEL) Alkane: C.. 3.769 18.6 ug/L 344900 1 5.621 924697 50.0
(DEL) Alkane: S.. 6.659 2.7 ug/L 50642 1 5.621 924697 50.0
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