LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

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@31321WMA.M
Title : VOC Analysis

Signal : TIC: VV020689.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 78 83 93 rVB 309890 311576 17.60%  2.280%
2 1.571 159 165 174 rVB 220295 245511 13.87% 1.796%
3 2.108 324 332 344 rBV 429376 613039 34.62%  4.485%
4 2.661 500 504 507 rBV6 3889 3292 0.19% 0.024%
5 2.847 557 562 564 rBV5 4775 4903 0.28% 0.036%
6 3.040 613 622 635 rVB 89363 170699 9.64%  1.249%
7 3.150 653 656 659 rVB5 2825 2021 0.11% 0.015%
8 3.172 660 663 665 rBvV3 4707 2690 0.15% 0.020%
9 3.259 687 690 693 rBVS5 4014 2183 0.12% 0.016%
106 3.275 693 695 698 rBv4 3534 2165 0.12% 0.016%
11  3.323 708 710 715 rBVS 3150 3111  0.18% 0.023%
12 3.413 735 738 742 rBV5 4812 3310 0.19% 0.024%
13 3.764 834 847 862 rVB2 148971 362840 20.49% 2.655%
14 3.889 877 886 910 rBV 101633 303809 17.16%  2.223%
15 4.227 987 991 993 rBvV4 2661 2232 0.13% 0.016%
16 4.349 1014 1029 1052 rVB 297440 723119 40.84% 5.291%
17 4.812 1169 1173 1177 rBV6 4447 4469 0.25% 0.033%
18 4.834 1177 1180 1184 rBV5S 2816 3053 0.17% 0.022%
19 5.047 1231 1246 1269 rBvV2 700604 1770658 100.00% 12.955%
20 5.439 1363 1368 1372 rBVS8 4864 4101 0.23% 0.030%
21 5.616 1411 1423 1442 rBV 469052 929768 52.51% 6.803%
22 5.847 1492 1495 1498 rBv4 3505 2363 0.13% 0.017%
23 6.072 1553 1565 1587 rVB 404488 802754 45.34%  5.873%
24  6.493 1693 1696 1699 rBV5 3314 2247 0.13% 0.016%
25 6.629 1735 1738 1739 rBV3 3898 1883 0.11% 0.014%
26 6.702 1759 1761 1763 rBV3 3247 1733 0.10% 0.013%
27 6.776 1780 1784 1787 rVB5 3307 2645 0.15% 0.019%
28 6.908 1821 1825 1831 rBVS8 2786 2383 0.13% 0.017%
29 6.934 1831 1833 1835 rBV3 2630 1559 0.09% 0.011%
30 6.985 1840 1849 1863 rBV 219011 386109 21.81%  2.825%
31 7.317 1940 1952 1969 rBV 822794 1408456 79.54% 10.305%
32 7.471 1997 2000 2002 rBV4 4258 2741 0.15% 0.020%
33  7.622 2038 2047 2061 rBV 161583 274502 15.50%  2.008%
34 7.783 2094 2097 2099 rBV4 3010 2365 0.13% 0.017%
35 7.850 2116 2118 2122 rBV5 3159 1711  0.10% 0.013%
36 7.879 2125 2127 2130 rBv4 4146 2311 0.13% 0.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

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@31321WMA.M
Title : VOC Analysis
37 8.091 2182 2193 2216 rBV 407478 716117 40.44%  5.239%
38 8.346 2270 2272 2275 rBV4 3570 2291 0.13% 0.017%
39 8.532 2327 2330 2332 rBV4 3243 1678 0.09% 0.012%
40  8.622 2352 2358 2359 rBV6 4017 3762 0.21% 0.028%
41  8.673 2370 2374 2377 rVB5 2525 1921 0.11% 0.014%
42 8.854 2420 2430 2446 rBV 740411 1187093 67.04% 8.685%
43 9.082 2499 2501 2504 rBv4 3168 1937 0.11% 0.014%
44  9.458 2615 2618 2620 rBv4 2910 1928 0.11% 0.014%
45  9.493 2626 2629 2630 rBvV3 3724 1787 0.10% 0.013%
46 9.677 2680 2686 2687 rBV6 2771 2953 0.17% 0.022%
47  9.828 2730 2733 2734 rBV3 3093 2033 0.11% 0.015%
48 9.892 2750 2753 2756 rBv4 3216 2188 0.12% 0.016%
49 9.972 2774 2778 2780 rBV4 2560 1699 0.10% 0.012%
50 10.091 2812 2815 2817 rBV4 4309 2299 0.13% 0.017%
51 10.220 2843 2855 2868 rBV 516991 813573 45.95%  5.952%
52 10.349 2892 2895 2897 rBv4 2411 1720 0.10% 0.013%
53 10.384 2897 2906 2907 rBV8 17524 20061 1.13% 0.147%
54 10.525 2947 2950 2952 rBV3 2346 1646 0.09% 0.012%
55 10.574 2964 2965 2970 rVB5 3136 1802 0.10% 0.013%
56 10.641 2982 2986 2988 rBV5 2800 2558 0.14% 0.019%
57 10.734 3010 3015 3018 rBV7 2831 2931 0.17% 0.021%
58 10.866 3050 3056 3058 rBV6 6398 6167 ©.35% 0.045%
59 10.902 3065 3067 3070 rVB4 3794 1938 0.11% 0.014%
60 10.947 3078 3081 3083 rBV4 3010 2140 0.12% 0.016%
61 10.982 3089 3092 3093 rBV3 3442 1988 0.11% 0.015%
62 11.011 3097 3101 3104 rBVS5S 5474 4568 0.26% 0.033%
63 11.181 3152 3154 3158 rBV5 3248 2701 0.15% 0.020%
64 11.255 3165 3177 3191 rBV 735361 1133223 64.00% 8.291%
65 11.628 3281 3293 3307 rBV 827491 1278924 72.23% 9.357%
66 11.779 3337 3340 3343 rBV5 3474 2383 0.13% 0.017%
67 11.808 3347 3349 3352 rBV3 3481 2810 0.16% 0.021%
68 12.062 3424 3428 3429 rBV4 2162 1542 0.09% 0.011%
69 12.172 3459 3462 3465 rBVS5 2983 2656 0.15% 0.019%
70 12.226 3475 3479 3481 rBV5 2738 1763 0.10% 0.013%
71 12.262 3481 3490 3495 rBV1e 8040 13930 0.79% 0.102%
72 12.287 3495 3498 3500 rBV4 2872 1704 0.10% 0.012%
73 12.381 3525 3527 3531 rVB4 3013 1621 0.09% 0.012%
74 12.445 3543 3547 3548 rBV4 2099 1695 0.10% 0.012%
75 12.484 3556 3559 3563 rBV6 2963 2763 0.16% 0.020%
76 12.538 3574 3576 3579 rBV4 2586 1992 0.11% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

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@31321WMA.M
Title : VOC Analysis
77 12.744 3636 3640 3643 rBV6 3572 2956 0.17% 0.022%
78 12.763 3643 3646 3647 rBV3 2969 1605 ©0.09% 0.012%
79 13.008 3720 3722 3725 rVB4 3939 2393 0.14% 0.018%
80 13.140 3759 3763 3764 rBV4 2811 1842 0.10% 0.013%
81 13.342 3824 3826 3832 rVB7 2695 2058 0.12% 0.015%
82 13.406 3843 3846 3847 rBV3 2636 1866 0.11% 0.014%
83 13.474 3864 3867 3871 rBV6 3237 2701 0.15% 0.020%
84 13.577 3896 3899 3901 rBV4 3014 2253 0.13% 0.016%
85 13.914 4001 4004 4005 rBV3 3344 2041 0.12% 0.015%
86 13.988 4024 4027 4029 rBV4 3009 1887 0.11% 0.014%
87 14.117 4064 4067 4070 rVB5 3555 2359 0.13% 0.017%
88 14.143 4072 4075 4079 rBV6 3481 2988 0.17% 0.022%
89 14.525 4187 4194 4195 rBV6 4246 4231 0.24% 0.031%
90 14.557 4201 4204 4207 rBV5 3337 2794 0.16% 0.020%
91 14.609 4218 4220 4225 rVB5 3477 2149 0.12% 0.016%
92 14.776 4269 4272 4275 rBV5 3440 2651 0.15% 0.019%
93 14.876 4300 4303 4305 rBV4 2394 1539 0.09% 0.011%
94 15.033 4346 4352 4353 rBV5S 3004 2591 0.15% 0.019%
95 15.104 4371 4374 4376 rBV4 3004 1589 0.09% 0.012%
96 15.554 4511 4514 4517 rBV4 3606 2834 0.16% 0.021%
97 15.641 4536 4541 4544 rBV6 5150 5133 ©0.29% 0.038%
98 15.657 4544 4546 4549 rVV3 3063 1781 0.10% 0.013%
99 15.905 4620 4623 4629 rBV7 6134 6317 0.36% 0.046%
100 15.972 4642 4644 4647 rBV4 3696 2599 0.15% 0.019%
Sum of corrected areas: 13667953
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31921\

: VV020689.D

: 19 Mar 2021 14:17

: SY/MD

: M1698-06

: 5.0mL/MSVOA_V/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.M
Quant Title : VOC Analysis

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

Abundance
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TIC: VV020689.D\data.ms

5.047

Time-->
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TIC: VV020689.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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.
3.040 9.18 ug/L 170699  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 86
3 n-Hexane 86 Ce6H14 000110-54-3 64
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50
5 Acetic acid, butoxyhydroxy-, but... 204 C10H2004 068575-73-5 40
Abundance Scan 622 (3.040 min): VV020689.D\data.ms (-613) (-) m/z 57.10 100.00%
57.1
5000
‘ 41 8 192.6 157.7 2.80 3.00 3.20 3.40
ol g S8 1225 1577 2010 2502 n/; 41,10 79.15%
miz--> 0 50 100 150 200 250
Abundance #1820: n-Hexane
57.0
5000 2710 P T T T T T T T T
2.80 3.00 3.20 3.40
m/z 43.10 73.56%
| \‘ ‘H il \8*0
O ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #1822: n-Hexane
57.0
27.0 2.80 3.00 3.20 3.40
5000 m/z 56.10 55.36%
ol Ll 810
miz--> 0 50 100 150 200 250
Abundance #1821: n-Hexane R BRI REE RN
57.0 2.80 3.00 3.20 3.40
m/z 42.10 35.99%
5000
27.0
o H ‘WM “8%;0‘ S M“‘\
m/z--> 0 50 100 150 200 250 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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: Cyclic3.764 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.764 19.51 ug/L 362840 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
Abundance Scan 847 (3.764 min): VV020689.D\data.ms (-834) (-) m/z 56.10 100.00%

56.1
5000

SRR I G———
| 3.40 3.60 3.80 4.00
Lkl 4904 1204 186.0  238.6269.6 /7 41.e5 54.76%

m/z--> O 100 150 200 250
Abundance #1494: Cyclopentane, methyl-
56.0

5000 A  aaRaas
3.40 3.60 3.80 4.00

m/z 69.10 43.49%
H‘ H il

50 |
T T T T “ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #1488: 1-Pentene, 2-methyl-
56.0

3.40 3.60 3.80 4.00
5000 m/z 55.10 28.09%

— M‘ ‘u‘ o e N L e e
m/z--> 50 100 150 200 250
Abundance #1329: 1H-Tetrazole, 5-methyl-

56.0 3.40 3.60 3.80 4.00
m/z 39.10 27.57%

5000 J\
0 HHL \‘\ |

m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00

o

o
=

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31921\
Data File : VV020689.D

Acqg On : 19 Mar 2021 14:17
Operator : SY/MD

Sample : M1698-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA.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... 3.040 9.2 ug/L 170699 1 5.616 929768 50.0
(DEL) Alkane: C... 3.764 19.5 ug/L 362840 1 5.616 929768 50.0
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