LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVLMO42121WMA.M
Title : VOC Analysis

Signal : TIC: Vve21123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 98 rVB 327968 338160 13.97% 1.727%
2 1.571 158 165 175 rVB 269185 303996 12.56% 1.553%
3 2.108 323 332 354 rBV 598549 867996 35.87% 4.434%
4 2.449 431 438 440 rBV5 938 1266 0.05% 0.006%
5 2.638 495 497 500 rBV4 762 450 0.02% 0.002%
6 2.764 525 536 550 rVB2 48802 95075 3.93% 0.486%
7 2.899 574 578 580 rVB3 747 450 0.02% 0.002%
8 2.928 584 587 590 rBvV3 918 564 0.02% 0.003%
9 3.043 610 623 644 rBV2 167257 341471 14.11% 1.744%
106 3.175 660 664 667 rVB3 797 626 0.03% 0.003%
11  3.217 674 677 678 rBvV3 949 431 0.02% 0.002%
12 3.391 728 731 733 rVB 654 320 0.01% 0.002%
13 3.458 748 752 757 rVB3 642 578 0.02% 0.003%
14 3.49@ 757 762 766 rBvV2 843 637 0.03% 0.003%
15 3.542 773 778 782 rBvV4 893 774 0.03% 0.004%
16 3.567 784 786 788 rVB2 961 340 0.01% 0.002%
17 3.622 799 803 805 rBV 650 459 0.02% 0.002%
18 3.693 821 825 829 rVBS 941 758 0.03% 0.004%
19 3.770 829 849 871 rBV2 82759 217338 8.98% 1.110%
20 3.912 881 893 937 rBV2 107596 471523 19.48% 2.408%
21  4.352 1014 1030 1060 rBV 422362 1044351 43.15% 5.334%
22 4.619 1110 1113 1115 rBv2 691 453 0.02% 0.002%
23 4.754 1153 1155 1158 rVB2 972 486 0.02% 0.002%
24  4.786 1163 1165 1170 rVB3 662 340 0.01% 0.002%
25 4.860 1186 1188 1192 rVB3 588 346 0.01% 0.002%
26 4.892 1195 1198 1200 rBV2 566 368 0.02% 0.002%
27  4.944 1212 1214 1218 rBV3 490 393  0.02% 0.002%
28 5.050 1228 1247 1278 rBV3 938346 2420104 100.00% 12.362%
29 5.391 1351 1353 1356 rVB4 1050 531 0.02% 0.003%
30 5.522 1391 1394 1395 rBV 567 385 0.02% 0.002%
31 5.542 1398 1400 1402 rBvV2 846 407 0.02% 0.002%
32 5.622 1411 1425 1452 rBV 761101 1543372 63.77% 7.883%
33 5.815 1482 1485 1486 rBvV2 1179 720 0.03% 0.004%
34 5.915 1504 1516 1537 rVB3 24104 53234 2.20% 0.272%
35 6.075 1551 1566 1590 rBV 533156 1098622 45.40% 5.612%
36 6.317 1639 1641 1647 rVB4 1046 615 ©0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVLMO42121WMA.M
Title : VOC Analysis
37 6.429 1673 1676 1679 rBvV3 769 647 0.03% 0.003%
38 6.455 1682 1684 1689 rvv3 1112 728 0.03% 0.004%
39 6.477 1689 1691 1696 rVB2 801 498 0.02% 0.003%
40 6.654 1741 1746 1749 rBV5 1395 1484 0.06% 0.008%
41 6.825 1796 1799 1802 rBV2 608 455  0.02% 0.002%
42 6.854 1804 1808 1811 rVB2 1112 828 0.03% 0.004%
43 6.873 1811 1814 1819 rBV3 1044 901 0.04% 0.005%
44  6.937 1832 1834 1837 rBvV2 803 602 0.02% 0.003%
45 6.989 1839 1850 1876 rBV 296750 546833 22.60% 2.793%
46 7.172 1904 1907 1910 rVB3 846 430 0.02% 0.002%
47  7.198 1910 1915 1918 rBV4 698 626 0.03% 0.003%
48  7.320 1941 1953 1972 rBV 1103137 1925615 79.57% 9.836%
49 7.554 2024 2026 2030 rBV2 1186 609 0.03% 0.003%
50 7.625 2038 2048 2063 rBV2 209038 364844 15.08%  1.864%
51 7.825 2105 2110 2116 rBV6 1011 1254 0.05% 0.006%
52 8.024 2170 2172 2177 rVB3 594 385 0.02% 0.002%
53 8.053 2177 2181 2184 rBV3 852 661 0.03% 0.003%
54  8.095 2184 2194 2227 rBV 570355 1076778 44.49% 5.500%
55 8.574 2341 2343 2347 rVB4 775 546 0.02% 0.003%
56 8.638 2360 2363 2367 rVB 874 493 0.02% 0.003%
57 8.657 2367 2369 2371 rBV 1109 558 0.02% 0.003%
58 8.715 2384 2387 2389 rBvV3 797 599 0.02% 0.003%
59 8.786 2406 2409 2413 rBV 609 485 0.02% 0.002%
60 8.857 2416 2431 2454 rBV 1169170 1901286 78.56% 9.712%
61 9.143 2516 2520 2524 rBV5S 2253 2455 0.10% 0.013%
62 9.326 2574 2577 2582 rBV2 1151 1150 0.05% 0.006%
63 9.448 2611 2615 2617 rBv2 584 422 0.02% 0.002%
64 9.641 2669 2675 2677 rBV4 1046 743 0.03% 0.004%
65 9.731 2700 2703 2708 rBV2 605 562 0.02% 0.003%
66 9.815 2724 2729 2731 rBV3 1630 1208 0.05% 0.006%
67 9.866 2742 2745 2746 rBV2 735 425 0.02% 0.002%
68 9.892 2750 2753 2756 rBV3 689 476 0.02% 0.002%
69 10.027 2793 2795 2798 rBV2 1014 534 0.02% 0.003%
70 10.133 2820 2828 2834 rBV6 3756 5463 ©.23% 0.028%
71 10.220 2843 2855 2880 rBV 790011 1258252 51.99% 6.427%
72 10.390 2900 2908 2920 rVB4 10211 17107 0.71% 0.087%
73 10.442 2920 2924 2926 rBV4 932 863 0.04% 0.004%
74 10.541 2951 2955 2956 rBV2 945 702 0.03% 0.004%
75 10.638 2981 2985 2987 rBV2 1243 822 0.03% 0.004%
76 10.664 2990 2993 2995 rBV2 871 510 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVLMO42121WMA.M
Title : VOC Analysis
77 10.699 3001 3004 3008 rVB3 762 464 0.02% 0.002%
78 10.747 3016 3019 3020 rBV2 921 547 0.02% 0.003%
79 10.924 3067 3074 3078 rBV6 3336 4301 0.18% 0.022%
80 11.017 3101 3103 3105 rBV 866 523 0.02% 0.003%
81 11.062 3113 3117 3123 rBV4 853 833 0.03% 0.004%
82 11.088 3123 3125 3128 rVB3 640 352 0.01% 0.002%
83 11.136 3137 3140 3142 rBV4 1352 960 0.04% 0.005%
84 11.255 3165 3177 3198 rBV 1142065 1766925 73.01% 9.025%
85 11.631 3281 3294 3315 rBV 1197570 1865153 77.07% 9.527%
86 11.898 3374 3377 3379 rVB2 661 336 0.01% 0.002%
87 11.947 3389 3392 3398 rVB3 915 984 0.04% 0.005%
88 11.985 3398 3404 3407 rBV4 644 848 0.04% 0.004%
89 12.091 3434 3437 3438 rBV3 716 366 0.02% 0.002%
90 12.236 3479 3482 3483 rBV 862 517 ©0.02% 0.003%
91 12.461 3549 3552 3555 rBV2 869 500 0.02% 0.003%
92 12.686 3619 3622 3624 rBV 892 486 0.02% 0.002%
93 12.744 3637 3640 3647 rBV3 788 847 0.03% 0.004%
94 12.837 3667 3669 3673 rVB2 1041 642 0.03% 0.003%
95 13.004 3719 3721 3728 rVB3 833 909 0.04% 0.005%
96 13.033 3728 3730 3731 rBV 705 330 0.01% 0.002%
97 13.072 3739 3742 3746 rBV3 1104 791 0.03% 0.004%
98 13.127 3752 3759 3763 rBV3 894 1011 ©0.04% 0.005%
99 13.477 3866 3868 3870 rBV 921 532 0.02% 0.003%
100 13.651 3919 3922 3926 rVB3 1082 702 0.03% 0.004%
Sum of corrected areas: 19577637

SFAMVLMO42121WMA.M Tue Apr 27 18:03:29 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42321\

: VWe21123.D

: 23 Apr 2021 16:39
: SY/MD

: M2123-09

: 5.0mL/MSVOA_V/WATER
¢ 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.764 3.08 ug/L 95075 1,4-Difluorobenzene 5.622

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 86
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 536 (2.764 min): VV021123.D\data.ms (-525) (-) m/z 57.20 100.00%
57.2
41.1
5000
R Al Raama R e o
‘ ‘ 712 861 2.40 2.60 2.80 3.00
0 ‘H_HwHH_HwHHMH‘M1‘HHuhHmewww m/z 56.15 88.17%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1826: Pentane, 3-methyl-
57.0
41.0
5000 L L L B B I
270 2.40 2.60 2.80 3.00
m/z 41.10 54.30%
o T 880
O \H‘\H\‘HH‘\\}\‘HHi\H\‘\‘\\\‘HH‘\H\‘H}\‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1824: Pentane, 3-methyl-
57.0
 RRANEEA S e
2.40 2.60 2.80 3.00
5000 410 m/z 43.15 18.34%
27.0
|, 710 860
O rrrprrrrprer e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #12723: Hexane, 2,2,3-trimethyl- “‘H“‘m4¥u“‘u“‘
57.0 2.40 2.60 2.80 3.00
m/z 39.10 17.45%
5000 41.0
71.0
M Y=Y O W | B0 L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.043 11.06 ug/L 341471 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 56
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 49
Abundance Scan 623 (3.043 min): VV021123.D\data.ms (-610) (-) m/z 57.20 100.00%
57.2
41.1
5000
86.2 R EEmEERREEE
| n2 ‘ 2.80 3.00 3.20 3.40
O v vy oo el e el m/z 41.10 72.74%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
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5000 L B L I L L BN R I
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29.0 86.0 m/z 56.20 58.87%
H M 71.0
O\\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
430 \\\\‘\\\\‘\\\\’\\\\‘\\\
29.0 2.80 3.00 3.20 3.40
5000 m/z 43.15 54.52%
86.0
,o B0 | ‘ 71.0
N R S O | O N N R
miz--> 0O 10 20 30 40 50 60 70 80 90 \
Abundance #1820: n-Hexane “%Gru“‘u“,u“‘u‘
57.0 2.80 3.00 3.20 3.40
43.0 .
m/z 42.10 34.77%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
ottt e e e p e R 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\VVv042321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.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: Cyclic3.770 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.770 7.04 ug/L 217338 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 76
2 Cyclohexane 84 C6H12 000110-82-7 68
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance Scan 849 (3.770 min): VV021123.D\data.ms (-829) (-) m/z 56.20 100.00%
56.2
5000 41.1 69.1 J\
e
‘ ‘ ‘ ‘ 84.2 3.40 3.60 3.80 4.00
om"m‘mwwwu;“mwu"muHMH_MH m/z 41.10 50.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1494: Cyclopentane, methyl-
568.0
41.0
5000 690 LI L B LI LA BN R B
3.40 3.60 3.80 4.00
m/z 69.10 47.34%
28.0 M ‘ 84.0
O\\\‘\\\\‘J\-?\.\O‘\\}H\“\\\}}\‘\\\‘M\w ‘\‘\\\‘1i\\\\‘\!\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1457 Cyclohexane
56.0
410 840 L B L B LA B B
3.40 3.60 3.80 4.00
5000 m/z 55.20 28.35%
27.0
69.0
15.0 ‘
obn20 1 Wl
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1456: Cyclohexane e e
56.0 3.40 3.60 3.80 4.00
410 84.0 m/z 39.10  26.83%
5000
27.0
69.0
15.0 ‘
om‘uH"m‘_m““uu}“uwu‘l 1 [ VAR,V R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42321\
Data File : VV021123.D

Acqg On : 23 Apr 2021 16:39
Operator : SY/MD

Sample : M2123-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@42121WMA.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|
(DEL) Alkane: S... 2.764 3.1 ug/L 95075 1 5.622 1543370 50.0
(DEL) Alkane: S... 3.043 11.1 ug/L 341471 1 5.622 1543370 50.0
(DEL) Alkane: C... 3.770 7.0 ug/L 217338 1 5.622 1543370 50.0

SFAMVLMO42121WMA.M Tue Apr 27 18:03:32 2021




