LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20796.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 95 rVB 310657 306423 12.90% 1.620%
2 1.571 157 165 174 rBV 246424 280558 11.81% 1.483%
3 2.111 323 333 350 rBV 569118 846208 35.61% 4.474%
4 2.651 498 501 507 rBV5 887 1106 0.05% 0.006%
5 2.764 522 536 550 rBV3 15575 32451 1.37% 0.172%
6 2.835 555 558 563 rBv4 617 439 0.02% 0.002%
7 2.908 577 581 584 rBV2 515 457 0.02% 0.002%
8 2.944 589 592 593 rBV2 880 537 0.02% 0.003%
9 3.044 612 623 640 rVB2 54128 106286 4.47% 0.562%
10 3.246 683 686 689 rBvV3 791 5106 0.02% 0.003%
11 3.269 692 693 694 rVw3 398 130 0.01% 0.001%
12 3.288 697 699 702 rVB2 334 180 0.01% 0.001%
13 3.317 706 708 711 rVWVW 485 179 0.01% 0.001%
14 3.339 711 715 718 rVv2 371 283 0.01% ©0.001%
15 3.359 718 721 724 rVB2 568 291 0.01% 0.002%
16 3.384 727 729 733 rBV 422 325 0.01% 0.002%
17 3.404 733 735 737 rVB 630 249 0.01% 0.001%
18 3.426 739 742 744 rBV2 621 387 0.02% 0.002%
19 3.458 748 752 755 rBV2 609 483 0.02% 0.003%
20 3.552 778 781 786 rBV2 525 342 0.01% 0.002%
21 3.632 803 806 807 rBV 544 262 0.01% 0.001%
22 3.670 815 818 819 rBV 382 200 0.01% 0.001%
23  3.696 824 826 829 rBV 645 420 0.02% 0.002%
24 3.767 833 848 868 rVV3 104699 269210 11.33% 1.423%
25 3.892 876 887 924 rBV2 146348 430474 18.12% 2.276%
26 4.227 988 991 994 rBv4 803 724 0.03% 0.004%
27 4.352 1014 1030 1054 rBV 401373 1001185 42.14% 5.293%
28 4.609 1108 1110 1111 rBV2 655 293 0.01% 0.002%
29 4.744 1150 1152 1155 rBv2 385 261 0.01% 0.001%
30 4.834 1174 1180 1182 rBv4 1189 1228 0.05% 0.006%
31  4.963 1218 1220 1222 rBV2 285 156 ©0.01% 0.001%
32 5.050 1229 1247 1275 rBV2 921335 2376097 100.00% 12.562%
33 5.407 1356 1358 1360 rBV 464 172 0.01% 0.001%
34 5.465 1373 1376 1380 rBV4 473 332 0.01% 0.002%
35 5.506 1387 1389 1392 rBV2 643 270 0.01% 0.001%
36 5.545 1400 1401 1403 rBV 590 307 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SOMVLM@32321WMA.M
Title : VOC Analysis
37 5.622 1412 1425 1456 rBV 755167 1519805 63.96% 8.035%
38 5.908 1504 1514 1529 rBV 29625 62249  2.62% 0.329%
39 6.072 1551 1565 1602 rBV 506572 1050129 44.20% 5.552%
40 6.400 1664 1667 1669 rBV3 549 346 0.01% 0.002%
41 6.452 1680 1683 1684 rBv2 442 257 0.01% 0.001%
42 6.461 1684 1686 1688 rVB2 726 316 0.01% 0.002%
43 6.490 1694 1695 1697 rVB2 661 145 0.01% 0.001%
44 6.606 1730 1731 1733 rBV 279 140 0.01% 0.001%
45  6.658 1744 1747 1749 rBV3 702 483 0.02% 0.003%
46 6.703 1759 1761 1763 rBV3 483 243 0.01% ©0.001%
47 6.770 1780 1782 1784 rVB2 687 263 0.01% 0.001%
48 6.850 1804 1807 1813 rBV3 604 725 0.03% 0.004%
49 6.928 1826 1831 1834 rBV3 428 429 0.02% 0.002%
50 6.944 1834 1836 1838 rBV 392 172 0.01% 0.001%
51 6.989 1838 1850 1873 rBV2 296641 546526 23.00% 2.889%
52 7.191 1911 1913 1914 rBV2 579 257 0.01% 0.001%
53 7.249 1928 1931 1934 rBV3 1206 1005 0.04% 0.005%
54  7.320 1941 1953 1976 rBV 1097758 1891937 79.62% 10.002%
55 7.625 2038 2048 2075 rBV 212633 376629 15.85% 1.991%
56 7.857 2116 2120 2129 rBv4 1691 1872 0.08% 0.010%
57 8.092 2183 2193 2233 rBV 525267 994294 41.85% 5.257%
58 8.481 2311 2314 2316 rBvV3 841 535 0.02% 0.003%
59 8.493 2316 2318 2320 rVB 715 264 0.01% 0.001%
60 8.516 2323 2325 2327 rBV2 481 251 0.01% 0.001%
61 8.686 2375 2378 2379 rBV 629 289 0.01% 0.002%
62 8.735 2391 2393 2394 rBV2 427 180 0.01% 0.001%
63 8.805 2413 2415 2418 rBV2 481 311 0.01% 0.002%
64  8.857 2419 2431 2465 rVV 1158005 1884486 79.31% 9.963%
65 9.149 2515 2522 2529 rBVS8 3282 5460 ©0.23% 0.029%
66 9.220 2542 2544 2547 rVB2 899 363 0.02% 0.002%
67 9.236 2547 2549 2552 rBV2 389 275 0.01% 0.001%
68 9.281 2558 2563 2566 rBV2 369 386 0.02% 0.002%
69 9.355 2583 2586 2589 rBV4 791 406 0.02% 0.002%
70  9.555 2644 2648 2651 rBV5 2431 2505 0.11% 0.013%
71 9.770 2713 2715 2718 rVB2 508 237 0.01% 0.001%
72 9.908 2755 2758 2760 rBV4 628 386 0.02% 0.002%
73 9.921 2760 2762 2763 rV4 697 279 0.01% 0.001%
74 9.940 2763 2768 2777 rVB6 2796 3549 0.15% 0.019%
75 10.011 2787 2790 2793 rBV2 608 438 0.02% 0.002%
76 10.143 2829 2831 2836 rVB2 506 417 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SOMVLM@32321WMA.M
Title : VOC Analysis
77 10.220 2843 2855 2874 rBV 696372 1099834 46.29% 5.815%
78 10.387 2901 2907 2916 rVB5 2836 4464 0.19% 0.024%
79 10.513 2941 2946 2948 rVB3 666 471 0.02% 0.002%
80 10.612 2974 2977 2978 rBV2 518 290 0.01% 0.002%
81 10.722 3009 3011 3016 rVB2 528 324 0.01% 0.002%
82 10.789 3030 3032 3036 rVB3 1137 700 0.03% 0.004%
83 10.853 3049 3052 3057 rVB4 821 649 0.03% 0.003%
84 10.882 3057 3061 3064 rBV 711 516 ©0.02% 0.003%
85 11.069 3116 3119 3122 rBV 612 506 0.02% 0.003%
86 11.156 3142 3146 3147 rBV3 1048 690 0.03% 0.004%
87 11.255 3165 3177 3200 rBV 1205378 1858171 78.20% 9.824%
88 11.632 3282 3294 3315 rBV 1184548 1865367 78.51% 9.862%
89 11.940 3387 3390 3394 rVB3 902 645 0.03% 0.003%
90 11.960 3394 3396 3397 rBV3 479 228 0.01% 0.001%
91 12.220 3475 3477 3479 rBV 583 211 0.01% 0.001%
92 12.252 3484 3487 3490 rBV2 898 728 0.03% 0.004%
93 12.300 3498 3502 3507 rBV2 732 675 ©0.03% 0.004%
94 12.435 3540 3544 3546 rBV3 2050 1462 0.06% ©0.008%
95 12.657 3604 3613 3622 rBV4 10754 17003 0.72% 0.090%
96 13.207 3782 3784 3788 rBV3 902 662 0.03% 0.003%
97 13.271 3797 3804 3813 rBV2 11729 16929 0.71% 0.090%
98 13.519 3875 3881 3895 rVB 10237 15649 0.66% 0.083%
99 13.705 3935 3939 3942 rBV3 1160 1036 0.04% 0.005%
100 13.757 3947 3955 3966 rVV5 12162 19131 0.81% 0.101%
Sum of corrected areas: 18914995
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32921\

: VW020796.D

: 29 Mar 2021 11:42

: SY/MD

: M1816-10

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VV020796.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.043 3.50 ug/L 106286 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 93
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 50
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
Abundance Scan 623 (3.043 min): VV020796.D\data.ms (-612) (-) m/z 57.10 100.00%
57.1
41.0
5000
86.1 “,‘
‘ 711 2.80 3.00 3.20 3.40
Ol et e e e /2 41,05 68.61%
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 43.05 63.88%
I
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0
43.0 \
= e e
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.05 46.76%
86.0
15.0 ‘ ‘ 71.0
0L S e
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane R R
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.85 32.79%
29.0
5000
86.0
’0 15"0 | ‘ 10
oA e e mmmWm,ww
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\VVv032921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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: Cyclic3.767 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.767 8.86 ug/L 269210 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclohexane 84 C6H12 000110-82-7 80
4 Cyclohexane 84 C6H12 000110-82-7 80
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 848 (3.767 min): VV020796.D\data.ms (-833) (-) m/z 56.10 100.00%
56.1
5000 411 69.1 J\
R R AR
H ‘ | 84.2 3.40 3.60 3.80 4.00
0 “w“u“u“‘u“u“wh‘qhwM‘umlfu‘wuj“_‘ m/z 41.10 51.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 LI L B R B LN R I
3.40 3.60 3.80 4.00
m/z 69.10 44.54%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
R A RREaaREE
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.10 26.44%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1456: Cyclohexane e
56.0 3.40 3.60 3.80 4.00
410 84.0 m/z 39.05 22.40%
5000
27.0
69.0
w0 |
ot e e e e e e et e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VVv@32921\
Data File : VV020796.D

Acqg On : 29 Mar 2021 11:42
Operator : SY/MD

Sample : M1816-10

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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... 3.043 3.5 ug/L 106286 1 5.622 1519810 50.0
(DEL) Alkane: C... 3.767 8.9 ug/L 269210 1 5.622 1519810 50.0
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