LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis

Signal : TIC: VU@43726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.491 43 47 53 rVB2 11767 10783 0.60% 0.071%
2 1.604 74 82 93 rBvV2 299772 335177 18.55% 2.213%
3 1.913 169 178 193 rVB 174582 227507 12.59% 1.502%
4 1.996 194 204 215 rBV 190381 264835 14.66% 1.748%
5 2.469 348 351 354 rvB3 599 390 0.02% 0.003%
6 2.572 370 383 410 rBV 386856 660850 36.58% 4.363%
7 2.948 495 500 503 rBV3 517 511 0.03% 0.003%
8 3.051 514 532 541 rBV4 53469 116942 6.47% 0.772%
9 3.144 554 561 568 rBv2 8174 12472 0.69% 0.082%
106 3.369 614 631 653 rBV 350453 797707 44.15% 5.266%
11 3.501 669 672 676 rVB2 424 254 0.01% 0.002%
12 3.527 676 680 683 rBV2 493 300 0.02% 0.002%
13  3.575 690 695 697 rBv2 321 306 0.02% 0.002%
14 3.980 817 821 826 rBV3 443 383 0.02% 0.003%
15 4.096 852 857 861 rBv2 435 433  0.02% 0.003%
16 4.308 909 923 936 rBV6 4955 12808 0.71% 0.085%
17 4.440 946 964 981 rBvV2 12816 32646 1.81% 0.216%
18 4.539 981 995 1008 rVB3 10547 24677 1.37% 0.163%
19 4.630 1008 1023 1050 rBV 199264 494594 27.38% 3.265%
20 4.974 1121 1130 1134 rBv4 461 547 0.03% 0.004%
21 5.073 1144 1161 1176 rBV 314615 687911 38.08% 4.542%
22 5.205 1200 1202 1204 rBv2 386 253 0.01% 0.002%
23 5.302 1222 1232 1241 rVB6 2009 3730 0.21% 0.025%
24  5.392 1247 1260 1270 rBV5S 6000 14003 0.78% 0.092%
25 5.469 1270 1284 1302 rVB2 39482 89824  4.97% ©0.593%
26 5.594 1307 1323 1324 rBV4 2973 3340 0.18% 0.022%
27 5.642 1332 1338 1346 rBV5 7794 12109 0.67% ©0.080%
28 5.732 1347 1366 1391 rVB2 685106 1806687 100.00% 11.928%
29 5.858 1394 1405 1413 rBvV3 34984 71056 3.93% 0.469%
30 6.128 1486 1489 1491 rBV 572 400 0.02% 0.003%
31 6.256 1513 1529 1557 rBV 484126 919591 50.90% 6.971%
32 6.462 1587 1593 1598 rBV4 401 557 0.03% 0.004%
33  6.552 1607 1621 1632 rBV1e 7457 18063 1.00% 0.119%
34 6.700 1651 1667 1693 rBV 419149 843559 46.69% 5.569%
35 6.813 1694 1702 1712 rVV3 11180 21098 1.17% 0.139%
36 6.874 1712 1721 1733 rVB3 15627 27953 1.55% 0.185%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis
37 6.980 1749 1754 1755 rBvV2 1758 1283 0.097% ©0.008%
38 7.076 1765 1784 1795 rBV7 12005 29050 1.61% 0.192%
39 7.176 1808 1815 1817 rBVS5S 1369 1449 0.08% 0.010%
40  7.263 1827 1842 1855 rVB6 18100 45099 2.50% 0.298%
41  7.340 1856 1866 1869 rBV6 1337 2201 0.12% 0.015%
42 7.385 1870 1880 1890 rBV2 16828 31448 1.74% 0.208%
43 7.481 1902 1910 1918 rVB7 3903 6344 0.35% 0.042%
44  7.572 1923 1938 1952 rBV 219367 392764 21.74%  2.593%
45  7.697 1970 1977 1988 rVB7 6196 10475 ©0.58% 0.069%
46 7.774 1995 2001 2012 rVB6 3573 5594 0.31% 0.037%
47  7.906 2014 2042 2056 rBV 822737 1457803 80.69%  9.624%
48 8.031 2072 2081 2088 rBV9 5337 11177 0.62% 0.074%
49 8.186 2117 2129 2142 rBV 149780 250558 13.87% 1.654%
50 8.372 2169 2187 2194 rBV5 10877 22291 1.23% 0.147%
51 8.546 2235 2241 2245 rBV5 1607 2034 0.11% 0.013%
52 8.639 2257 2270 2299 rBV 565228 1027392 56.87% 6.783%
53  8.935 2352 2362 2367 rBV5 5979 10968 0.61% 0.072%
54 9.179 2432 2438 2446 rVB6 6113 10050 0.56% 0.066%
55 9.346 2476 2490 2499 rBV6 4438 9079 0.50% 0.060%
56 9.424 2501 2514 2529 rBV 664236 1088026 60.22% 7.183%
57 9.655 2583 2586 2587 rBvV2 761 508 0.03% 0.003%
58 9.761 2616 2619 2621 rBvV3 649 437 0.02% 0.003%
59 9.803 2628 2632 2640 rVB5 2267 2844 0.16% 0.019%
60 9.890 2653 2659 2666 rVB5 874 1228 0.07% 0.008%
61 10.034 2695 2704 2714 rBVS 4513 7197 0.40% 0.048%
62 10.179 2748 2749 2755 rVB2 439 261 0.01% 0.002%
63 10.221 2757 2762 2763 rBV3 835 589 0.03% 0.004%
64 10.243 2763 2769 2773 rBV7 1588 2175 0.12% 0.014%
65 10.485 2839 2844 2847 rBV4 681 777 0.04%  0.005%
66 10.568 2867 2870 2874 rBV4 455 340 0.02% 0.002%
67 10.678 2894 2904 2911 rBV5S 4633 7856 0.43% 0.052%
68 10.764 2917 2931 2947 rBV 565422 914263 50.60% 6.036%
69 11.005 3003 3006 3012 rBV3 681 757 0.04% 0.005%
70 11.128 3038 3044 3048 rV4 910 1245 0.07% 0.008%
71 11.211 3064 3070 3075 rBV3 623 640 0.04% 0.004%
72 11.311 3097 3101 3102 rBV3 555 399 0.02% 0.003%
73 11.465 3142 3149 3162 rVB7 2982 5092 0.28% 0.034%
74 11.581 3179 3185 3188 rBV4 774 796 0.04% 0.005%
75 11.616 3189 3196 3203 rBV3 4770 6560 0.36% 0.043%
76 11.703 3214 3223 3231 rVB6 2326 3701 0.20% 0.024%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULMO51421WMA .M
Title : VOC Analysis
77 11.748 3233 3237 3242 rBV3 638 641 0.04% 0.004%
78 11.819 3246 3259 3281 rBV 627584 994587 55.05% 6.566%
79 11.948 3292 3299 3304 rBV6 1461 2331 0.13% 0.015%
80 11.976 3304 3308 3315 rVB5 2854 3759 0.21% 0.025%
81 12.089 3338 3343 3345 rBV3 471 305 0.02% 0.002%
82 12.121 3347 3353 3356 rVB3 633 654 0.04% 0.004%
83 12.198 3361 3377 3396 rBV 773064 1236999 68.47% 8.167%
84 12.308 3406 3411 3414 rBV5S 1022 986 0.05% 0.007%
85 12.385 3427 3435 3443 rBVS8 1140 1757 0.10% 0.012%
86 12.642 3509 3515 3517 rBV3 586 566 0.03% 0.004%
87 12.719 3536 3539 3542 rBV2 432 325 0.02% 0.002%
88 12.864 3582 3584 3590 rBV4 549 664 0.04% 0.004%
89 12.896 3590 3594 3604 rVB5 1351 1719 0.10% 0.011%
90 12.948 3604 3610 3615 rBV5 1480 1912 0.11% 0.013%
91 13.124 3662 3665 3676 rVB4 1171 1335 0.97% 0.009%
92 13.230 3692 3698 3702 rBV4 1357 1639 0.09% 0.011%
93 13.259 3702 3707 3720 rVB6 1867 2755 0.15% 0.018%
94 13.333 3726 3730 3737 rVB3 1666 1721 0.10% 0.011%
95 13.417 3753 3756 3761 rVB2 456 392 0.02% 0.003%
96 13.822 3879 3882 3885 rBV 377 285 0.02% 0.002%
97 13.848 3888 3890 3897 rVB3 1100 881 0.05% 0.006%
98 14.073 3957 3960 3962 rBV 810 507 ©0.03% 0.003%
99 14.095 3964 3967 3973 rVB4 1448 1548 0.09% 0.010%
100 14.343 4036 4044 4047 rBV5 1258 1580 0.09% 0.010%
Sum of corrected areas: 15146854
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU043726.D\data.ms
800000

700000 5.732
600000

500000 6.256

6.70(

2.572
400000 3.369
1.604 5.073

300000
200000 1.91996 4.630
100000 3,051
149 2.46 20488144 | pgErs  3.08m964.3084839 4.974 fg%ﬁ% 2 /V\\§12 6.4655

T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ L ‘ L ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T \ ‘ TrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ T ‘ TTTT
Time--> 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 6.60
Abundance TIC: VU043726.D\data.ms

800000 7.906 121

o

700000 9.424
11.819

600000 8.639 10.764

500000
400000

300000

7.572

200000 8.186

100000

@%%Qﬁﬁ% 7.09714 8 031 8. 37@ 546\__8. 935 9.179.346 9. 68780300. mmmm&J/L1 001221 511, ﬁmmoLL\@

T
Time--> 7. 00 7. 50 8 OO 8. 50 9 OO 9 50 10 OO 10. 50 11. 00 11 50 12. 00

Abundance TIC: VU043726.D\data.ms
800000

700000

600000

500000

400000

300000

200000

100000

0 2088512104212 769A3 TRPAERBAE1 7 ZIIB&EEHMG)HS14 343
T [ T T T T [ T T T T | 1T | L L T T T T T ] T 1 7T

Time--> 12.50 13.00 13.50 14.00 14'50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.996 14.40 ug/L 264835 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 Isobutylene epoxide 72 C4H80 000558-30-5 42
5 Pentane 72 C5H12 000109-66-0 38
Abundance Scan 204 (1.996 min): VU043726.D\data.ms (-194) (-) m/z 43.00 100.00%
3.0
57.0
5000
L et
‘ ‘ 72.0 1.60 1.80 2.00 2.20 2.40
ol e et e Mz 41,95 85.11%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 /‘\\\\\‘\\\\‘\\\\’\\\\‘\\
1.60 1.80 2.00 2.20 2.40
29.0 m/z 40.95 84.28%
15'0 \‘ ‘ \‘\ Il el “ Il 7%.0
O\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #713: Butane, 2-methyl-

43.0 A

1.60 1.80 2.00 2.20 2.40

57.0
5000 29.0 m/z 57.00 72.26%
15.0 ‘ 72.0
0 ml"‘oww“HW:\_m;mwm‘\a_m‘\m_m
miz--> 0 10 20 30 40 50 60 70 80
Abundance #712: Butane, 2-methyl- Ramamna e AR
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00 24.64%
57.0
5000 2r.0
15.0
72.0
0 ““279““m‘uH‘HH{muiuu‘\\_m“‘mwm R R R R & R
m/z--> 0O 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.469 4.88 ug/L 89824  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50
Abundance Scan 1284 (5.469 min): VU043726.D\data.ms (-1270) (-) m/z 55.95 100.00%
56.0
43.0
5000 71.0

‘ | 850 79 5.20 5.40 5.60 5.80
e el e e S m/z 43,00 76.72%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43.0 56.0 J\/\

5000 ‘H“‘H“‘H“‘H“‘H
29.0 71.0 5.20 5.40 5.60 5.80

m/z 40.90 68.54%

\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘ \’\\\\‘1\\\\‘8\\5\(\)‘\\1\\0(‘)\(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43.0 56.0

5.20 5.40 5.60 5.80

o

o

m/z 57.00 65.70%
5000 71.0
29.0
Ll 0 o
Ot e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl- R ERERRRERELE N
43.0 960 5.20 5.40 5.60 5.80

m/z 71.00 41.96%

5000
29.0 71.0

150 | “ \ 850 100.0 A
Oyt A e e

m/z--> 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_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51421WMA.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: Cyclic5.858 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.858 3.86 ug/L 71056 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
3 Isopropylcyclobutane 98 C7H14 000872-56-0 59
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 55
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 53

Abundance Scan 1405 (5.858 min): VU043726.D\data.ms (-1394) (-) m/z 69.95 100.00%

70.0
56.0
5000 430
83.0

M ‘ 98.1 5.60 5.80 6.00 6.20
‘w“w“w“w‘uy\‘qhhﬁ“‘m ;HHJH“_‘JM“H m/z 56.00  61.54%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000

5.60 5.80 6.00 6.20
27.0 83.0 m/z 54.95 59.45%
N

20 | L
\\‘\\\\‘\\}}‘\\\\l\‘\\\i‘\” \‘\\\\ ‘\\\‘\“‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0

5.60 5.80 6.00 6.20

o

o

5000 410 m/z 43.00  51.35%
83.0
0""m“m,mw‘m_‘l‘wm‘;‘mwm‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3339: Isopropylcyclobutane HHWA,HHWH‘M
55.0 5.60 5.80 6.00 6.20
m/z 41.00 51.13%
70.0
5000
41.0
27.0 H 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51421\
Data File : VU@43726.D

Acqg On : 14 May 2021 02:20
Operator : SY/MD

Sample : M2320-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@51421WMA.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... 1.996 14.4 ug/L 264835 1 6.256 919591 50.0
(DEL) Alkane: S... 5.469 4.9 ug/L 89824 1 6.256 919591 50.0
(DEL) Alkane: C... 5.858 3.9 ug/L 71056 1 6.256 919591 50.0
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