LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 30 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\SFAMVLM100121WMA .M
Title : VOC Analysis

Signal : TIC: VV@22499.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 1.304 75 82 94 rBV2 155368 169151 0.06% 0.036%
2 1.413 113 116 129 rVB4 3642 4258 0.00% 0.001%
3 1.568 156 164 178 rBV 97788 110109 0.04% 0.024%
4 1.777 224 229 236 rvB2 7153 7809 0.00% 0.002%
5 1.841 242 249 263 rVB 40016 51152 0.02% 0.011%
6 2.114 321 334 378 rBV 28071517 42774402 15.69% 9.203%
7 2.507 447 456 470 rVB2 11585 20643 0.01% 0.004%
8 2.606 483 487 489 rBvV3 621 442 0.00% 0.000%
9 2.764 525 536 553 rvwv 61593 108739 0.04% 0.023%
106 3.037 614 621 624 rVW5 640 775 0.00% ©0.000%
11  3.191 652 669 699 rBV 533798 1136851 0.42% 0.245%
12 3.397 729 733 734 rBV3 1032 573 0.00% 0.000%
13 3.532 772 775 779 rBv4 644 468 0.00% 0.000%
14 3.761 841 846 850 rBv4 488 544 0.00% 0.000%
15 3.918 873 895 954 rBV 29621330 74418374 27.30% 16.011%
16 4.359 1017 1032 1064 rVB3 133797 415306 ©0.15% ©.089%
17 4.626 1089 1115 1170 rBV 21253933 54330595 19.93% 11.689%
18 5.053 1232 1248 1265 rBV2 283714 755080 0.28% 0.162%
19 5.394 1352 1354 1360 rVB3 685 428 0.00% 0.000%
20 5.622 1412 1425 1458 rVV 240408 550417 0.20% 0.118%
21 5.957 1490 1529 1539 rBV4 61640242 272629681 100.00% 58.657%
22 6.661 1741 1748 1760 rVB4 9748 17540 0.01% 0.004%
23 6.992 1841 1851 1872 rBV 98866 179051 0.07% 0.039%
24 7.240 1920 1928 1940 rBV2 9556 18632 0.01% 0.004%
25 7.320 1942 1953 1965 rVV 372831 638654 ©0.23% 0.137%
26 7.391 1966 1975 2000 rVB 424851 726975 0.27% 0.156%
27 7.625 2039 2048 2071 rBV 68435 118220 0.04% 0.025%
28 7.841 2103 2115 2137 rBV 546415 941235 0.35% 0.203%
29 7.937 2138 2145 2151 rVV2 20947 38719 0.01% 0.008%
30 7.979 2152 2158 2175 rVB 53206 88767 0.03% 0.019%
31 8.092 2183 2193 2221 rBV 156952 324977 0.12% 0.070%
32 8.487 2309 2316 2328 rVBS5 7992 13882 0.01% 0.003%
33 8.612 2352 2355 2361 rvB2 673 616 ©0.00% ©0.000%
34 8.767 2394 2403 2409 rBV5 4983 8810 0.00% 0.002%
35 8.854 2419 2430 2451 rBV 423519 686943 0.25% 0.148%

36 8.976 2457 2468 2473 rBV 288617 452070 0.17% 0.097%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 30 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\SFAMVLM100121WMA .M
Title : VOC Analysis
37 9.014 2474 2480 2501 rVV 833891 1260552 0.46% 0.271%
38 9.140 2503 2519 2536 rVV 3532139 5622896 2.06% 1.210%
39 9.227 2539 2546 2566 rVB2 46028 84504 0.03% 0.018%
40 9.545 2632 2645 2674 rBV 2579917 3921002 1.44% 0.844%
41  9.728 2696 2702 2709 rBv4 1324 1491 ©0.00% 0.000%
42 9.796 2716 2723 2731 rBV9 3496 5036 0.00% 0.001%
43 9.934 2750 2766 2781 rBv2 32195 54011 0.02% 0.012%
44 10.008 2781 2789 2792 rBV3 2146 2935 0.00% 0.001%
45 10.101 2815 2818 2822 rVB5 1265 824 0.00% ©0.000%
46 10.217 2842 2854 2867 rBV 236463 372974 0.14% 0.080%
47 10.323 2884 2887 2890 rBv4 1122 739 0.00% ©0.000%
48 10.358 2890 2898 2906 rBV3 11863 19029 0.01% 0.004%
49 10.452 2918 2927 2932 rBv2 10779 15258 0.01% 0.003%
50 10.545 2948 2956 2963 rBV3 7021 9205 0.00% 0.002%
51 10.741 3009 3017 3024 rvv2 5052 7568 0.00% 0.002%
52 10.847 3042 3050 3056 rBV6 2724 3806 0.00% 0.001%
53 10.918 3063 3072 3075 rBV 13173 17294 0.01% 0.004%
54 10.956 3076 3084 3094 rVB 76098 123595 0.05% 0.027%
55 11.030 3102 3107 3115 rBV5 900 1082 0.00% 0.000%
56 11.088 3118 3125 3137 rVB9 4786 7393 0.00% 0.002%
57 11.149 3137 3144 3146 rBV4 1129 1107 ©0.00% 0.000%
58 11.172 3146 3151 3154 rBV5 2391 2640 ©0.00% 0.001%
59 11.249 3163 3175 3194 rBV 492502 745829 0.27% 0.160%
60 11.349 3194 3206 3217 rVV5 7093 14669 0.01% 0.003%
61 11.432 3226 3232 3239 rVB4 1343 1926 ©0.00% 0.000%
62 11.535 3256 3264 3275 rBVS5S 14421 22496 0.01% 0.005%
63 11.625 3280 3292 3307 rVV 378687 585631 ©0.21% 0.126%
64 11.690 3310 3312 3322 rVv8 3517 3642 0.00% 0.001%
65 11.767 3333 3336 3338 rVv3 860 596 0.00% 0.000%
66 11.783 3338 3341 3345 rVV5 952 863 0.00% 0.000%
67 11.866 3363 3367 3370 rBV3 734 571 ©0.00% 0.000%
68 11.902 3373 3378 3381 rVV3 478 492 0.00% 0.000%
69 11.937 3381 3389 3400 rVvVv7 2338 4063 0.00% 0.001%
70 12.014 3406 3413 3422 rVV7 2552 3500 0.00% 0.001%
71 12.108 3436 3442 3446 rBV4 752 908 0.00% 0.000%
72 12.188 3461 3467 3475 rBVS5 2505 3498 0.00% 0.001%
73 12.252 3479 3487 3493 rBV7 5472 8338 0.00% 0.002%
74 12.384 3520 3528 3539 rVB3 4281 6858 0.00% 0.001%
75 12.603 3589 3596 3606 rVv8 6970 11128 ©0.00% 0.002%
76 12.648 3606 3610 3616 rVB5 851 805 0.00% ©0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 30 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\SFAMVLM100121WMA .M
Title : VOC Analysis
77 12.879 3677 3682 3689 rVB5 1165 1505 ©0.00% 0.000%
78 12.944 3694 3702 3715 rVB4 25259 36554 0.01% ©0.008%
79 13.079 3742 3744 3751 rVB4 510 517 0.00% 0.000%
80 13.136 3751 3762 3774 rBV3 26890 40582 0.01% ©.009%
81 13.448 3853 3859 3867 rBV7 1852 2027 0.00% 0.000%
82 13.506 3871 3877 3878 rBV3 949 850 0.00% 0.000%
83 13.567 3889 3896 3904 rBV6 3190 4597 0.00% 0.001%
84 13.667 3924 3927 3933 rVB3 706 454 0.00%  0.000%
85 14.136 4069 4073 4076 rBV2 797 641 0.00% ©0.000%
86 14.474 4176 4178 4184 rVB4 515 480 0.00% 0.000%
87 14.638 4224 4229 4232 rBV2 515 685 0.00% ©0.000%
88 14.738 4256 4260 4264 rVB2 462 451 0.00% ©0.000%
89 14.860 4295 4298 4302 rVV5 573 431 0.00% 0.000%
90 14.982 4330 4336 4343 rBV4 591 838 0.00% 0.000%
91 15.017 4343 4347 4351 rVWV3 451 450 0.00% 0.000%
92 15.101 4371 4373 4375 rBV 1248 722 0.00% 0.000%
93 15.522 4500 4504 4506 rBV5 628 459 0.00% 0.000%
94 15.545 4508 4511 4516 rBV3 706 572 0.00% 0.000%
95 15.638 4535 4540 4542 rBV3 441 441 0.00% 0.000%
96 15.702 4557 4560 4561 rBV 855 450 0.00% 0.000%
97 15.738 4568 4571 4576 rBV4 526 501 ©0.00% 0.000%
98 16.062 4668 4672 4674 rBV4 560 510 0.00% 0.000%
99 16.429 4782 4786 4789 rBVS5 838 666 0.00% 0.000%
100 16.448 4789 4792 4795 rVB3 948 708 0.00% 0.000%

Sum of corrected areas: 464787733

SFAMVLM100121WMA.M Wed Oct 06 16:53:07 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

1le+07

o

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\

: VW022499.D

: 02 Oct 2021 ©06:01
: SY/MD

: M4023-09

: 5.0mL/MSVOA_V/WATER
. 30

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P

TIC: VV022499.D\data.ms

2114 3.918

4.626

1. 31)41]_35681 TBAL 2.50808.764 3 037 1913 3937532 3.76 4.359 5.053 5.3945.622

Time-->
Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

le+07

120140160180200220240260280300320340360380400420440460480500520540560580600620640
TIC: VV022499.D\data.ms

9.140 545
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0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 2-Butyne Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.841 4.65 ug/L 51152 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyne 54 C4He 000503-17-3 87
2 1,2-Butadiene 54 C4He 000590-19-2 86
3 2-Butyne 54 C4He 000503-17-3 86
4 1-Butyne 54 C4He 000107-00-6 78
5 2-Butyne 54 C4He 000503-17-3 78
Abundance Scan 249 (1.841 min): VV022499.D\data.ms (-242) (-) m/z 54.10 100.00%
54.1
5000
390 e R ERRREEEEE S
“ 1.60 1.80 2.00 2.20
0‘H‘HH_HWH‘WHHMHWHH‘HHMHWHH‘HH_HWH‘“‘HMHW m/z 52.95 41.30%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #155: 2-Butyne
54.0
5000 270 L LI L LA BN B U
1.60 1.80 2.00 2.20
390 m/z 51.00 21.86%
10 15.0 \‘
O \\HHH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH H ‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #164: 1,2-Butadiene
54.0
R e
1.60 1.80 2.00 2.20
5000 m/z 50.00 20.69%
27.0 39.0
0 2.0 150 | ‘ JJ\
HHHH_HWHH_HWHH_HWHH_HWHH_HWHH‘H,Huwuq
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #154: 2-Butyne G Pt o
54.0 1.60 1.80 2.00 2.20
m/z 39.00 20.34%
5000
27.0 39.0
0 ‘wwwawwww!wwwwﬁ‘?wdﬁll‘ I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 6-Methyl-2-heptanol, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.227 6.15 ug/L 84504  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 59
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 59
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 50
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 45
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 40

Abundance Scan 2546 (9.227 min): VV022499.D\data.ms (-2539) (-) m/z 59.10 100.00%

59.1
5000
41.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ H 97.0 1151 9.00 9.20 9.40 9.60
Ob ol 8L ST T m/z 57.05  66.03%
m/z--> 20 40 60 80 100 120 140
Abundance #24453: 6-Methyl-2-heptanol, methyl ether
59.0
5000 \\\\‘\’\J\\‘T‘\\\\‘\\\\‘\\\
9.00 9.20 9.40 9.60
m/z 41.05 24.67%
41.0
ol180 . T L 770 97011301290
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #8861: Butanamide, 3,3-dimethyl-
59.0
R B RRARREE
9.00 9.20 9.40 9.60
5000 m/z 56.10 14.20%
41.0
115.0
0 L 83.0 99.0
e e e e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester LR R 1
59.0 9.00 9.20 9.40 9.60
m/z 54.95 14.17%
5000 41.0
126.0142 0 /\ /\
o1 ‘H ‘ wl‘,‘ ‘ ‘ T T e ARAARELE L
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 4 1,1,2,3,4-Pentachlorobuta-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.136 2.72 ug/L 40582 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1,2,3,4-Pentachlorobuta-1,3-diene 224 C4HC15 1010487-10-4 98
2 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 91
3 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 91
4 Thiophene-3-carbonyl chloride, 4... 224 C5H2BrCloS 072899-51-5 50
5 2-Thiophenecarbonyl chloride, 5-. 224 C5H2BrCl0S 031555-60-9 50

Abundance Scan 3762 (13.136 min): VV022499.D\data.ms (-3751) (- m/z 190.90 100.00%
19p.9

5000 84.0
155.9 225.9
49.0 118.9 T T
‘ 13.00 13.50
0! ,w_‘l“wwm m/z 188.90  87.13%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104655: 1,1,2,3,4-Pentachlorobuta-1,3-diene
191.0
5000 L —
49.0 84.0 296.0 13.00 13.50
119 o 1540 m/z 192.90  47.83%
O ”1’
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
P e
296.0 13.00 13.50
5000 ' ITI/Z 84.00 44 ,30%
84.0
156.0
119.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #104656: 1,3-Butadiene, 1,1,2,4,4-pentachloro- - ——
191.0 13.00 13.50
m/z 225.90 33.60%
5000
49.0 84.0
1190 154.0 226.0
0 et b el S M- —
m/z--> 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100121\
Data File : VV022499.D

Acqg On : 02 Oct 2021 06:01
Operator : SY/MD

Sample : M4023-09

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Butyne 1.841 4.7 ug/L 51152 1 5.625 550417 50.0
6-Methyl-2-hept... 9.227 6.2 ug/L 84504 2 8.854 686943 50.0
1,1,2,3,4-Penta... 13.136 2.7 ug/L 40582 3 11.249 745829 50.0
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