LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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: VVO20667.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 rBV 228135 223892 13.53% 1.762%
2 1.568 158 164 180 rVB 186883 211297 12.77% 1.663%
3 2.108 325 332 346 rVB 359094 497420 30.06% 3.915%
4 2.330 398 401 404 rBV4 3725 2595 0.16% 0.020%
5 2.487 446 450 454 rBV6 5449 5974 0.36% 0.047%
6 2.690 510 513 518 rVB7 4770 3801 ©.23% 0.030%
7 2.725 519 524 528 rBV7 3111 3558 0.22% 0.028%
8 2.776 536 538 543 rVB6 3985 2514 0.15% 0.020%
9 2.812 547 551 553 rBV5 4468 2735 0.17% 0.022%
10 2.921 581 585 589 rVB7 3282 2372 0.14% 0.019%
11 2.950 589 594 595 rBV5S 3628 2618 0.16% 0.021%
12 3.387 725 730 731 rBVS 2883 2306 0.14% 0.018%
13 3.542 776 778 783 rVB6 2585 1895 0.11% 0.015%
14 3.580 783 790 794 rBV9 5926 7361 0.44% 0.058%
15 3.703 825 828 832 rVB6 4694 3263 0.20% 0.026%
16 3.731 832 837 842 rBV9 5264 6319 0.38% 0.050%
17 3.892 877 887 912 rBV 120887 345647 20.89% 2.721%
18 4.358 1018 1032 1053 rVB 263169 652290 39.42% 5.134%
19 4.651 1119 1123 1126 rVB6 5307 3667 0.22% 0.029%
20 4.680 1126 1132 1134 rBV7 3449 3305 0.20% 0.026%
21  4.747 1149 1153 1156 rBV6 4351 3624 0.22% 0.029%
22 4.902 1197 1201 1203 rBV5 4080 2919 0.18% 0.023%
23 5.050 1230 1247 1268 rBV3 638238 1654863 100.00% 13.026%
24  5.323 1329 1332 1333 rBV3 4477 2774 0.17% 0.022%
25 5.503 1384 1388 1390 rBV5 3058 2088 0.13% 0.016%
26 5.561 1403 1406 1408 rBV4 4995 2473 0.15% 0.019%
27 5.622 1414 1425 1444 rBV = 496182 977609 59.07% 7.695%
28 5.905 1506 1513 1526 rBV3 45033 82406 4.98% 0.649%
29 6.072 1555 1565 1581 rBV 372885 733759 44.34% 5.776%
30 6.339 1646 1648 1653 rVB5 3480 2675 0.16% 0.021%
31 6.503 1695 1699 1701 rBV5 4310 3030 0.18% 0.024%
32 6.648 1737 1744 1745 rBV6 4437 4740 0.29% 0.037%
33 6.882 1813 1817 1819 rBV5 3552 2819 0.17% 0.022%
34 6.989 1841 1850 1866 rBV 201539 352286 21.29% 2.773%
35 7.320 1942 1953 1971 rBV 741550 1270389 76.77% 10.000%

36 7.625 2038 2048 2065 rBV 140702 251265 15.18% 1.978%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 7.741 2081 2084 2086 rBV4 4226 3094 0.19% 0.024%
38 7.792 2097 2100 2103 rBV5 4823 3041 0.18% 0.024%
39 7.876 2123 2126 2131 rVB6 3814 2368 0.14% 0.019%
40 8.095 2184 2194 2224 rBV2 405483 801922 48.46% 6.312%
41  8.394 2283 2287 2290 rBV6 3669 3781 0.23% 0.030%
42 8.760 2397 2401 2405 rVV7 3673 3243 0.20% 0.026%
43 8.857 2420 2431 2446 rBV 784470 1271804 76.85% 10.011%
44  9.175 2526 2530 2533 rBV6 2960 2440 0.15% 0.019%
45  9.255 2553 2555 2559 rBV5 3058 2331 0.14% 0.018%
46 9.471 2620 2622 2628 rVB6 2944 2207 0.13% 0.017%
47  9.693 2689 2691 2694 rBV4 4289 2856 0.17% 0.022%
48 9.815 2725 2729 2730 rBv4 2651 1929 0.12% 0.015%
49 9.860 2739 2743 2747 rBV6 2836 2365 0.14% 0.019%
50 9.911 2756 2759 2764 rBV6 3747 3897 0.24% 0.031%
51 9.959 2772 2774 2777 rVB4 4844 2684 0.16% 0.021%
52 10.008 2785 2789 2792 rBV6 2833 2453 0.15% 0.019%
53 10.078 2809 2811 2816 rVB5 3871 3072 0.19% 0.024%
54 10.220 2845 2855 2868 rBV 459202 720478 43.54% 5.671%
55 10.442 2920 2924 2927 rBV5 4434 4133  0.25% 0.033%
56 10.606 2970 2975 2977 rBV5 6176 4971 0.30% 0.039%
57 10.715 3007 3009 3011 rBV3 3635 1889 0.11% 0.015%
58 10.927 3071 3075 3077 rVB5 3320 2176 0.13% 0.017%
59 11.033 3105 3108 3112 rBV6 4248 3267 0.20% 0.026%
60 11.149 3140 3144 3146 rBV5 3108 2044 0.12% 0.016%
61 11.255 3165 3177 3199 rBV 770397 1189635 71.89% 9.364%
62 11.403 3220 3223 3225 rBV4 2682 1894 0.11% 0.015%
63 11.631 3283 3294 3308 rBV 786616 1213030 73.30% 9.548%
64 11.847 3358 3361 3366 rBV7 4823 5626 ©0.34% 0.044%
65 11.995 3400 3407 3410 rBV9 4247 4919 0.30% 0.039%
66 12.037 3418 3420 3423 rVB4 3379 1957 0.12% 0.015%
67 12.117 3442 3445 3449 rVB5 3536 3104 0.19% 0.024%
68 12.287 3496 3498 3501 rVB4 2974 1977 0.12% 0.016%
69 12.310 3501 3505 3507 rBVS5 3080 1884 0.11% 0.015%
70 12.458 3548 3551 3555 rBV6 3051 2382 0.14% 0.019%
71 12.734 3634 3637 3640 rVV5 2986 1901 0.11% 0.015%
72 12.943 3696 3702 3703 rBVS5 4428 2938 0.18% 0.023%
73 13.065 3735 3740 3742 rBV6 3227 3063 0.19% 0.024%
74 13.162 3768 3770 3772 rVV3 2888 2016 ©0.12% 0.016%
75 13.194 3776 3780 3782 rVWV4 3875 2567 0.16% 0.020%
76 13.207 3782 3784 3792 rVB7 3497 3240 0.20% 0.026%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 13.268 3801 3803 3814 rBV7 3416 4405 0.27% 0.035%
78 13.326 3818 3821 3823 rBV4 4867 3285 0.20% 0.026%
79 13.361 3829 3832 3836 rBV6 2296 2304 0.14% 0.018%
80 13.406 3844 3846 3849 rBV3 3034 1965 0.12% 0.015%
81 13.451 3852 3860 3862 rBVS8 3306 4935 0.30% 0.039%
82 13.950 4011 4015 4018 rBVS5 3438 3213 0.19% 0.025%
83 14.017 4034 4036 4041 rVB6 3086 2456 0.15% 0.019%
84 14.046 4041 4045 4047 rBVS 4614 3461 0.21% 0.027%
85 14.307 4124 4126 4130 rVB5 3124 2007 0.12% 0.016%
86 14.384 4148 4150 4155 rVB6 3210 2746 0.17% 0.022%
87 14.413 4155 4159 4161 rBV5S 2940 2131 0.13% 0.017%
88 14.483 4178 4181 4185 rBV6 4331 2717 0.16% 0.021%
89 14.538 4195 4198 4202 rVB6 4228 3161 0.19% 0.025%
90 14.567 4202 4207 4209 rBV5 3516 3680 0.22% 0.029%
91 14.647 4229 4232 4236 rVB5 4959 3739 0.23% 0.029%
92 14.676 4236 4241 4243 rBVS5S 5622 4564 0.28% 0.036%
93 14.721 4253 4255 4260 rBV6 3848 4187 0.25% 0.033%
94 14.776 4269 4272 4275 rBV4 4610 3346 0.20% 0.026%
95 15.001 4340 4342 4345 rBV4 3079 1892 0.11% 0.015%
96 15.024 4347 4349 4352 rBV4 3846 2292 0.14% 0.018%
97 15.146 4385 4387 4391 rVB5 4038 2124 0.13% 0.017%
98 15.400 4463 4466 4470 rVB6 3777 2630 0.16% 0.021%
99 15.612 4529 4532 4533 rBV3 4560 2167 0.13% 0.017%
100 16.692 4865 4868 4870 rBv4 5285 3838 ©.23% 0.030%
Sum of corrected areas: 12704365
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
800000

700000
600000
500000
400000
300000
200000
100000

0

LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31821\

: VV020667.D

: 18 Mar 2021 11:25

: SY/MD

: VWe318wWBLO1

: 5.0mL/MSVOA_V/WATER

: 4 Sample Multiplier: 1

Integrated Chromatogram

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@31321WMA .M

: VOC Analysis

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

TIC: VV020667.D\data.ms

5.050

6.336.50:

Time-->
Abundance
800000

700000

600000

500000

400000

300000

200000

100000

I I I I I
1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.2

0 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: VV020667.D\data.ms

7.320 8.857 11.255 11.631

10.220

9.97559.4719.69HHBADAR'S | 10.420.60G150.02D334911.403

0
Time-->

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

0

12280458 12.7342. 931K

26061 13BEN461 4B

—— —— — —— —— —— ——
9.00 9.50 10.00 10.50 11.00 11.50 12.00

TIC: VV020667.D\data.ms

WY AR WAL 4615.4005.612 16.692

Time-->

‘
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T ‘ T
12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\
Data File : VV020667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.905 4.21 ug/L 82406 1,4-Difluorobenzene 5.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Clorethate 322 C5H4C1603 005634-37-7 37
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 25
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 23
4 Ethene, 1,1-dichloro- 96 C2H2C12 000075-35-4 12
5 Ethene, 1,1-dichloro- 96 C2H2C12 000075-35-4 12

Abundance Scan 1513 (5.905 min): VV020667.D\data.ms (-1506) (-) m/z 96.00 100.00%

96.0 130.9
5000 61.0

| L62.0 200.8231 8262.8 296, 5.60 5.80 6.00 6.20
: “whwmw Jill ol 260 SEEDECEP NI m/z 130.95  86.42%

m/z--> 50 100 150 200 250
Abundance #163040: Clorethate
131.0

o

5000 \\‘\\\V‘\\\\‘\\\\’\\\\’
950 5.60 5.80 6.00 6.20
m/z 133.00 78.11%
61.0 ‘ ‘ ‘
O“‘\p\\\‘\‘\ h‘\\‘1”\“\\:\[9\3‘0\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #2701: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
b phep s por ety
5.60 5.80 6.00 6.20
5000 m/z 98.00 53.73%
26.0 ‘
oH“M_“Hlww_‘”_”‘_”‘
m/z--> 50 100 150 200 250
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0 5.60 5.80 6.00 6.20

m/z 61.00 50.60%

5000 1310
15.0
‘ 190.0

m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv031821\

Data File : VV@20667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@O31321WMA.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 unknown-02

R.T. EstConc Area

Concentration Rank 1

6.989 18.02 ug/L 352286

Hit# of 5 Tentative ID

Relative to ISTD R.T.
1,4-Difluorobenzene 5.622
MW MolForm CASH# Qual

1 2-Propanol, 1,3-dichloro-

2 1-Dimethylamino-2-nitroethylene
3 Cyclopropane

4 Methane, oxybis[chloro-

5 Thiophosgene

128 C3H6C120
116 C4H8N202
42 C3H6
114 C2H4C120
114 CCl2s

Abundance Scan 1850 (6.989 min): VV020667.D\data.ms (-1841) (-)
79.1

42.0
5000
114.0
0 ‘L\m“\ | ‘\ 1482 2060 2432 278.3
b ‘ CeSp o TS
miz--> 0 50 100 150 200 250
Abundance #11979: 2-Propanol, 1,3-dichloro-
79.0
5000
43.0
O ‘ Ay (- I 1250
‘ T 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 #7973: 1-Dimethylamino-2-nitroethylene
42.0
5000
116.0
ol \‘H“! w MH m \ ““ —

000096-23-1 17
001190-92-7 9
000075-19-4 9
000542-88-1 9
000463-71-8 9

m/z 79.10 100.00%

|

6.60 6.80 7.00 7.20 7.40
m/z 42.05 51.92%

|

6.60 6.80 7.00 7.20 7.40
m/z 81.10 32.10%

|

6.60 6.80 7.00 7.20 7.40
m/z 51.05 25.03%

1.

m/z--> 0 50 100 150 200 250
Abundance #59: Cyclopropane BRRREREREE R e
42.0 6.60 6.80 7.00 7.20 7.40
m/z 114.00  23.16%
5000 /k
o20 T R RRREESRCELEREESSR
m/z--> O 50 100 150 200 250 6.60 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31821\
Data File : VV020667.D

Acqg On : 18 Mar 2021 11:25
Operator : SY/MD

Sample : VVOe318WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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|
unknown-01 5.905 4.2 ug/L 82406 1 5.622 977609 50.0
unknown-02 6.989 18.0 ug/L 352286 1 5.622 977609 50.0
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