LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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: VVO20672.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 94 rVB 219448 221871 13.48% 1.732%
2 1.568 158 164 175 rVB 184002 204649 12.44% 1.598%
3 2.108 324 332 344 rBV 356926 512505 31.15% 4.002%
4 2.699 514 516 518 rBvV3 3395 1553 0.09% 0.012%
5 3.044 612 623 640 rVB 131290 270037 16.41% 2.108%
6 3.291 698 700 701 rBV2 3677 1763 0.10% 0.013%
7 3.339 713 715 716 rBV2 3278 1556 ©0.09% 0.012%
8 3.764 830 847 864 rBv2 181637 460141 27.96%  3.593%
9 3.896 878 888 915 rBV 111345 330925 20.11% 2.584%
10 4.252 998 999 1000 rBvV 2522 845 0.05% 0.007%
11  4.352 1018 1030 1051 rVB3 270965 648195 39.39% 5.061%
12 4.564 1094 1096 1099 rBv4 3912 2405 0.15% 0.019%
13 4.635 1116 1118 1119 rBV2 2960 1624 0.10% 0.013%
14  4.754 1152 1155 1158 rBV4 3593 3023 0.18% 0.024%
15 4.793 1163 1167 1169 rVV4 4004 3165 0.19% 0.025%
16 4.944 1210 1214 1215 rBv4 3672 2013 0.12% 0.016%
17 5.050 1232 1247 1266 rBV2 656311 1645529 100.00% 12.849%
18 5.468 1375 1377 1378 rBV2 3587 1734 0.11% 0.014%
19 5.558 1403 1405 1407 rBvV3 3148 1934 0.12% 0.015%
20 5.619 1413 1424 1444 rBV 445918 882920 53.66% 6.894%
21 6.072 1554 1565 1582 rBV 379229 757123 46.01%  5.912%
22 6.310 1637 1639 1640 rBV2 2702 1479 0.09% 0.012%
23 6.805 1791 1793 1794 rBV2 2172 812 0.05% 0.006%
24  6.989 1840 1850 1865 rBV 202122 360101 21.88% 2.812%
25 7.320 1942 1953 1968 rBV 734059 1251423 76.05% 9.771%
26 7.625 2039 2048 2068 rBV2 142326 249685 15.17% 1.950%
27  8.095 2184 2194 2222 rBV3 377273 777425 47.24% 6.070%
28 8.333 2266 2268 2273 rBV6 4020 2604 0.16% 0.020%
29 8.529 2327 2329 2332 rBV4 3459 2729 0.17% 0.021%
30 8.699 2379 2382 2385 rBv4 2991 2266 0.14% 0.018%
31 8.751 2396 2398 2401 rBV4 3824 2901 0.18% 0.023%
32 8.812 2415 2417 2420 rBV4 2954 2100 0.13% 0.016%
33  8.857 2420 2431 2447 rVV 728950 1150507 69.92%  8.983%
34 9.098 2504 2506 2507 rBvV2 3504 1206 0.07% 0.009%
35 9.223 2543 2545 2548 rBV4 2126 1336 ©0.08% 0.010%
36 9.448 2613 2615 2618 rBV4 4886 2756 0.17% 0.022%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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 9.921 2760 2762 2763 rVB2 1685 618 ©0.04% 0.005%
38 9.940 2763 2768 2769 rBV5 4844 3929 0.24% 0.031%
39 9.982 2779 2781 2785 rBV5 2381 1359 0.08% 0.011%
40 10.120 2822 2824 2825 rBV2 2863 1540 0.09% 0.012%
41 10.220 2845 2855 2869 rBV = 420042 656057 39.87% 5.123%
42 10.490 2937 2939 2942 rBv4 4954 2697 0.16% 0.021%
43 10.606 2972 2975 2978 rBV5 5246 3880 0.24% 0.030%
44 10.744 3014 3018 3023 rBvV8 6460 6286 ©0.38% 0.049%
45 10.796 3027 3034 3038 rBvV9 6819 10241 0.62% ©0.080%
46 11.017 3100 3103 3105 rBvV4 4238 2473 0.15% 0.019%
47 11.075 3117 3121 3128 rBV9 2936 4005 0.24% 0.031%
48 11.120 3132 3135 3140 rBV6 3443 3549 0.22% 0.028%
49 11.255 3166 3177 3197 rBV 694194 1056422 64.20% 8.249%
50 11.493 3250 3251 3255 rBV4 2534 1927 0.12% 0.015%
51 11.632 3283 3294 3312 rVB 776221 1210303 73.55% 9.450%
52 11.879 3369 3371 3374 rVB4 3137 1701 0.10% 0.013%
53 12.230 3478 3480 3482 rBvV3 2575 1139 0.07% 0.009%
54 12.673 3616 3618 3619 rBvV2 2673 1162 0.097% 0.009%
55 12.712 3628 3630 3631 rBvV2 1875 645 0.04% 0.005%
56 12.725 3632 3634 3636 rvv3 3421 1557 0.09% 0.012%
57 12.757 3639 3644 3647 rBV6 3218 3325 0.20% 0.026%
58 12.866 3675 3678 3682 rBV5 3701 3115 0.19% 0.024%
59 12.924 3693 3696 3698 rBv4 2749 1371 0.08% 0.011%
60 13.027 3727 3728 3731 rVB3 3349 1222 0.07% 0.010%
61 13.046 3731 3734 3737 rVB5 3984 1913 0.12% 0.015%
62 13.062 3737 3739 3740 rBV2 2874 1068 0.06% 0.008%
63 13.098 3748 3750 3751 rBV2 2783 1026 0.06% 0.008%
64 13.130 3756 3760 3763 rBV6 2739 2231 0.14% 0.017%
65 13.165 3769 3771 3773 rBV3 2523 1098 0.07% 0.009%
66 13.194 3778 3780 3785 rBV5 3012 2452 0.15% 0.019%
67 13.265 3799 3802 3806 rBV 15315 10645 0.65% 0.083%
68 13.336 3822 3824 3826 rBV2 3560 2037 0.12% 0.016%
69 13.625 3912 3914 3918 rBVS5S 3579 2058 0.13% 0.016%
70 13.660 3923 3925 3927 rBV3 2706 1229 0.07% 0.010%
71 13.731 3943 3947 3949 rVB6 4004 2858 0.17% 0.022%
72 13.744 3949 3951 3954 rBV4 3324 1683 0.10% 0.013%
73 13.763 3954 3957 3959 rBV4 3983 1881 0.11% 0.015%
74 13.786 3959 3964 3966 rVV5 3616 2555 0.16% 0.020%
75 14.001 4028 4031 4035 rBVS 4321 3365 0.20% 0.026%
76 14.082 4054 4056 4058 rBV3 3189 941 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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 14.358 4139 4142 4144 rBV4 2509 1343 0.08% 0.010%
78 14.387 4149 4151 4153 rVB3 2763 1106 0.097% 0.009%
79 14.403 4153 4156 4157 rBV3 2535 1435 0.09% 0.011%
80 14.464 4173 4175 4177 rBV3 3465 2231 0.14% 0.017%
81 14.567 4205 4207 4210 rBV4 4795 2831 0.17% 0.022%
82 14.921 4313 4317 4320 rBV6 4492 4169 0.25% 0.033%
83 15.072 4361 4364 4367 rBV4 4612 3795 0.23% 0.030%
84 15.107 4373 4375 4379 rVB5 3288 1629 0.10% 0.013%
85 15.271 4424 4426 4428 rBV3 1965 944 0.06% 0.007%
86 15.316 4438 4440 4442 rBV3 3338 1768 0.11% 0.014%
87 15.419 4470 4472 4474 rBV3 2349 1493 0.09% 0.012%

Sum of corrected areas: 12807087
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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\VVve31821\

: VWe20672.D

: 18 Mar 2021 13:27

: SY/MD

: M1698-07

: 5.0mL/MSVOA_V/WATER

: 9 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

700000

600000

500000

400000

300000

200000

100000

0

TIC: VV020672.D\data.ms

5.050

599 l 32939 6.310

Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

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

TIC: VV020672.D\data.ms

7.320 8.857 11.632
11.255

10.220

9.098239.448 0.10B@RY.Z796 101073

DPEOP 1

0
Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

‘ —— —— — —— — — ——
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

TIC: VV020672.D\data.ms

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv031821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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.
3.043 15.29 ug/L 270037 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 64
4 1-Butanol 74 C4H1e0 000071-36-3 50
5 1-Butanol 74 C4H1e0 000071-36-3 50
Abundance Scan 623 (3.043 min): VV020672.D\data.ms (-612) (-) m/z 57.10 100.00%
57.1
5000
86.2 T T
‘ ‘ 2.80 3.00 3.20 3.40
Obrprrrrprrrbboll e e A232 1945 AOPT 2628 /7 41.e5  80.06%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #1821: n-Hexane
57.0
5000 LR LI B A R R R
2.80 3.00 3.20 3.40
270 ‘ 86.0 m/z 43.10 67.11%
O \‘HH‘\J\\‘“\‘\““H‘\\‘\‘\H‘H\\‘\H\‘H\\‘\H\’\\H‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #1820: n-Hexane
57.0
R REEEL N
2.80 3.00 3.20 3.40
5000 27.0 m/z 56.05 51.31%
‘ 86.0
0‘_‘JMW‘UHMH\wmH_‘H_Hw‘HWHH,HH_H‘_HWH‘WHH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #1822: n-Hexane “H““W““,H““‘
57.0 2.80 3.00 3.20 3.40
m/z 42.10 38.28%
27.0
5000
‘ 86.0
0 ‘ \‘ I l ‘

m/z--> 0 20 40 60 80 100120140160180200220240260 2.80 3.00 3.20 3.40

SOMVLM@31321WMA.M Fri Mar 19 12:36:54 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.764  26.06 ug/L 460141  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclohexane 84 C6H12 000110-82-7 80
3 Cyclohexane 84 C6H12 000110-82-7 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclohexane 84 C6H12 000110-82-7 72
Abundance Scan 847 (3.764 min): VV020672.D\data.ms (-830) (-) m/z 56.10 100.00%

56.1
5000

H | 3.40 3.60 3.80 4.00
ol M. 245 1409 18232190 2793 = ./, 41,10 57.66%

m/z--> 0 50 100 150 200 250
Abundance #1494: Cyclopentane, methyl-
56.0

5000 IR AN RN R
3.40 3.60 3.80 4.00
‘ m/z 69.05 42.59%
O ‘ T \q“\ “ ‘H\ ‘H \‘\ ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> O 100 150 200 250
Abundance #1457 Cyclohexane
56.0
R RREEE R
3.40 3.60 3.80 4.00
5000 m/z 39.10 27.96%
15. ‘
0 e
m/z--> 0 50 100 150 200 250
Abundance #1456: Cyclohexane e T
56.0 3.40 3.60 3.80 4.00

m/z 55.10  27.32%

5000
H L

“\\\\‘\\\\‘\\\\’\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31821\
Data File : VV020672.D

Acqg On : 18 Mar 2021 13:27
Operator : SY/MD

Sample : M1698-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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... 3.043 15.3 ug/L 270037 1 5.619 882920 50.0
(DEL) Alkane: C... 3.764 26.1 ug/L 460141 1 5.619 882920 50.0
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