LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV033562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

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\SFAMVLMO11024WMA .M
Title : VOC Analysis

Signal : TIC: VV@33562.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.221 50 56 60 rBv4 2716 3671 0.08% 0.009%
2 1.278 67 74 87 rBv 198587 208217 4.54% 0.529%
3 1.529 145 152 168 rVB 150656 181038 3.95% 0.460%
4 2.063 307 318 328 rBV3 425602 715540 15.60%  1.818%
5 2.352 402 408 414 rBV3 3317 3992 0.09% 0.010%
6 2.446 425 437 461 rBV 691408 1143132 24.92% 2.904%
7 2.700 500 516 553 rBvV2 1201159 2469819 53.85% 6.275%
8 3.111 630 644 669 rBV 416515 879660 19.18%  2.235%
9 3.442 744 747 749 rBV3 934 645 0.01% 0.002%
106 3.51@ 766 768 773 rBv4 410 318 0.01% 0.001%
11 3.593 789 794 796 rBvV3 486 427 0.01% 0.001%
12 3.654 810 813 817 rBV3 579 373 0.01% 0.001%
13 3.812 844 862 892 rBV2 336132 1002423 21.86% 2.547%
14  4.249 981 998 1027 rBV 200407 511130 11.14%  1.299%
15 4.513 1064 1080 1101 rBV2 97068 250371 5.46% 0.636%
16 4.735 1132 1149 1174 rBV 173347 429702 9.37% 1.092%
17 4.957 1201 1218 1259 rBV2 503598 1344608 29.32% 3.416%
18 5.211 1290 1297 1316 rVB2 6979 16255 0.35% 0.041%
19 5.494 1381 1385 1386 rBv4 503 397 0.01% 0.001%
20 5.532 1386 1397 1431 rVWV 410727 847683 18.48% 2.154%
21 5.741 1459 1462 1468 rVB4 643 676 0.01% 0.002%
22 5.834 1476 1491 1523 rBV 324965 667375 14.55% 1.696%
23 5.989 1526 1539 1567 rBV 294226 611986 13.34% 1.555%
24  6.227 1601 1613 1642 rBV 299862 594396 12.96% 1.510%
25 6.394 1657 1665 1670 rBV 97583 154385 3.37% 0.392%
26 6.571 1713 1720 1746 rVB 25245 57202 1.25% 0.145%
27 6.912 1814 1826 1832 rBV 193582 323185 7.05% 0.821%
28 6.953 1833 1839 1872 rVB 366498 657749 14.34% 1.671%
29 7.117 1881 1890 1895 rBV2 25873 39595 0.86% 0.101%
30 7.159 1895 1903 1918 rW 141091 249740 5.45% 0.635%
31 7.243 1918 1929 1941 rVV 621074 1071078 23.35% 2.721%
32 7.314 1941 1951 1977 rVB 990406 1715124 37.40% 4.358%
33 7.551 2016 2025 2050 rBV 151823 274059 5.98% 0.696%
34 7.767 2080 2092 2113 rBV 855835 1435840 31.31% 3.648%
35 7.860 2114 2121 2127 rBV 32194 48308 1.05% ©0.123%

36 7.905 2128 2135 2151 rVB 111034 188244 4.10% 0.478%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV033562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

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\SFAMVLMO11024WMA .M
Title : VOC Analysis
37 7.976 2151 2157 2162 rBV3 4955 6282 0.14% 0.016%
38 8.021 2162 2171 2180 rBV 351076 581923 12.69% 1.478%
39 8.072 2180 2187 2199 rVB 596260 917535 20.01% 2.331%
40 8.175 2211 2219 2234 rVB 216931 374365 8.16% 0.951%
41  8.246 2235 2241 2261 rVB 30543 57016 1.24% 0.145%
42 8.474 2308 2312 2318 rVV4 603 607 0.01% 0.002%
43  8.535 2327 2331 2333 rBV4 605 432 0.01% 0.001%
44  8.619 2346 2357 2381 rBV 108268 174909 3.81% 0.444%
45  8.786 2397 2409 2411 rBV 682415 904170 19.71%  2.297%
46  8.908 2436 2447 2453 rBV 934691 1525288 33.26% 3.875%
47  8.944 2453 2458 2486 rVB 816929 1286549 28.05% 3.269%
48 9.069 2486 2497 2537 rVB 744381 1214444 26.48%  3.086%
49 9.281 2559 2563 2567 rBV5 783 608 0.01% 0.002%
50 9.333 2574 2579 2582 rBV6 1185 1194 0.03% 0.003%
51 9.407 2596 2602 2605 rBV5 854 825 0.02% 0.002%
52 9.481 2611 2625 2662 rBV4 2233463 4586382 100.00% 11.653%
53 9.664 2671 2682 2713 rVB 177711 299375 6.53% 0.761%
54 9.815 2726 2729 2733 rVB5 477 332 0.01% 0.001%
55 9.873 2739 2747 2755 rvv3 6206 9871 0.22% 0.025%
56 9.956 2770 2773 2777 rVB3 487 458 0.01% 0.001%
57 10.104 2816 2819 2820 rBV3 761 501 0.01% 0.001%
58 10.153 2820 2834 2839 rBV 383616 627509 13.68% 1.594%
59 10.207 2846 2851 2878 rVB 750449 1152346 25.13% 2.928%
60 10.477 2924 2935 2956 rBV 205761 313819 6.84% 0.797%
61 10.677 2989 2997 3000 rBV6 1710 2252 0.095% 0.006%
62 10.754 3014 3021 3029 rBVS5S 1718 2431 0.05% 0.006%
63 10.805 3029 3037 3041 rBVS8 5200 6703 0.15% 0.017%
64 10.850 3041 3051 3070 rVB 398422 606274 13.22%  1.540%
65 11.021 3102 3104 3108 rVB5 588 328 0.01% 0.001%
66 11.085 3121 3124 3128 rBV4 486 314 0.01% 0.001%
67 11.127 3131 3137 3144 rBV9 1829 2843 0.06% 0.007%
68 11.188 3144 3156 3158 rBV 748552 996321 21.72%  2.531%
69 11.391 3215 3219 3226 rVB4 467 458 0.01% 0.001%
70 11.509 3253 3256 3258 rBV3 398 311 0.01% 0.001%
71 11.574 3258 3276 3298 rVV2 889313 2099153 45.77% 5.333%
72 11.834 3349 3357 3370 rVB6 8577 14224 0.31% 0.036%
73 12.169 3459 3461 3464 rVB2 761 361 0.01% 0.001%
74 12.194 3464 3469 3472 rBV4 622 517 0.01% 0.001%
75 12.214 3472 3475 3477 rBvV2 632 470 0.01% 0.001%

76 12.365 3510 3522 3540 rBV 337866 538397 11.74% 1.368%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV033562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

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\SFAMVLMO11024WMA .M
Title : VOC Analysis
77 12.493 3559 3562 3566 rVB4 414 303 0.01% 0.001%
78 12.529 3568 3573 3576 rBV3 317 359 0.01% 0.001%
79 12.587 3580 3591 3607 rBV2 15615 30363 0.66% 0.077%
80 12.834 3665 3668 3672 rVB6 467 369 0.01% 0.001%
81 12.918 3689 3694 3700 rBV5 366 388 0.01% 0.001%
82 13.072 3737 3742 3745 rBV5 443 379 0.01% 0.001%
83 13.198 3768 3781 3805 rBV 497583 780709 17.02%  1.984%
84 13.281 3805 3807 3811 rVB5 713 482 0.01% 0.001%
85 13.384 3826 3839 3848 rBV 855917 1306446 28.49% 3.319%
86 13.442 3848 3857 3885 rVB 494911 811540 17.69% 2.062%
87 13.686 3924 3933 3941 rBV2 9489 15133 0.33% 0.038%
88 13.937 4007 4011 4013 rBV2 653 469 0.01% 0.001%
89 13.960 4016 4018 4021 rBV2 679 407 0.01% 0.001%
90 14.101 4057 4062 4067 rBV5 891 960 0.02% 0.002%
91 14.149 4074 4077 4081 rBV3 689 461 0.01% 0.001%
92 14.268 4109 4114 4115 rBV4 469 443 0.01% 0.001%
93 14.316 4126 4129 4134 rBV4 611 509 0.01% 0.001%
94 14.561 4202 4205 4208 rBV3 580 516 0.01% 0.001%
95 14.625 4222 4225 4228 rVW4 683 395 0.01% 0.001%
96 14.641 4228 4230 4237 rVB7 569 722 0.02% 0.002%
97 14.844 4291 4293 4296 rBV3 461 312 0.01% 0.001%
98 14.905 4310 4312 4315 rVB3 803 448 0.01% 0.001%
99 15.053 4356 4358 4361 rBV3 596 422 0.01% 0.001%
100 15.117 4374 4378 4379 rBV3 848 574 0.01% 0.001%
Sum of corrected areas: 39359549
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve11024\

: VWe33562.D

: 10 Jan 2024 15:53
: SY/MD

: P1016-02 10X

: 5.0mL/MSVOA_V/WATER
: 9

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: VOC Analysis

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

Abundance TIC: VV033562.D\data.ms
2000000
1500000
2.700
1000000
2.446
500000 2.063 4.957 5.532
o7 3.812 4240 5.834 989 6.227
. . 4.735
1.529 4513 6.3 %
0 2.35 3.343085 5. 211 5. 5.741
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\ T TT\\\ \\\m\\\TY_\\\—V_r\\\\ [ T‘\\\\‘\ (
Time--> 120140160180200220240260280300320340360380400420440460480500520540560580600620640
Abundance TIC: VV033562.D\data.ms
9.481
2000000
1500000
7.314
1000000 .908
7767 alo 11.574
6069 10.207 11.188
7.2 8.072
500000 6.953 8.031 10.1563 10.850
6.912 175 10.477
7.1 7.551 7 & 8.619 9.664
0 ﬁ 7.1 -58976\.8,246 g g BEK 928 /\9511&7%6. 0 5 11.39509 11.834
; — ‘ e ‘ s o — e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV033562.D\data.ms
2000000
1500000
1000000
13.384
500000 13.19813.442
12.365
0 7121mmo7 2 13. 686]]391!1)41([]4&636141&%4.&%5537
[ T ‘ N 1 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 1250 1300 13.50 1400 1450 1500 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\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Methane, dibromo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.227 35.06 ug/L 594396 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, dibromo- 172 CH2Br2 000074-95-3 96
2 Methane, dibromo- 172 CH2Br2 000074-95-3 95
3 Methane, dibromo- 172 CH2Br2 000074-95-3 94
4 Methane, dibromo- 172 CH2Br2 000074-95-3 70
5 3-Chloro-6-methoxy-4-methylpyrid... 174 C6H7C1N202 050450-89-0 9
Abundance Scan 1613 (6.227 min): VVO33562[ndmalns(1601)() m/z 92.90 100.00%
92.9
5000
H 6.00 6.20 6.40 6.60
ol 292 690U Wl m/z 173.80 93.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48211: Methane, dibromo-
93.0 174.0
5000 L L L I L B
6.00 6.20 6.40 6.60
m/z 94.90 81.05%
ol 140 46, I ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48209: Methane, dibromo-
93.0 174.0
BN EER RS
6.00 6.20 6.40 6.60
5000 m/z 171.80 48.30%
ot im0 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48210: Methane, dibromo- T aRRREEESSE
93.0 6.00 6.20 6.40 6.60
174.0 m/z 175.80  44.11%
5000
14.0
m/z--> 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.246 3.15 ug/L 57016 Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 39

Abundance Scan 2241 (8.246 min): VV033562.D\data.ms (-2235) (-) m/z 42.95 100.00%

43.0
5000 56.0
73.0
‘ ‘ ‘ 7.0 8.00 8.20 8.40 8.60
Obrrprrrrrrrer et et s s peere e M/z 56,00 41.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0
5000 \\\\‘\\\\‘\\\\‘V\\\‘\\\
56.0 8.00 8.20 8.40 8.60
m/z 73.00 17.38%
0.0 73.0 /
15.0 ‘ ‘
OH‘\\H‘\H1[\\\f“!\\\‘\\‘\‘\“H\\‘1\\\’\8\\7\(‘)\\]\_\0‘]\-\(\)\1’-\1\5\’\0‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
T AR
8.00 8.20 8.40 8.60
5000 56.0 ITI z 41.00 15.89%
29.0 73.0
oL, 150 * 1 Ll | 870 1010 117.0
R A B L e e AN RRRERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /L
Abundance #9209: Acetic acid, butyl ester P
43.0 8.00 8.20 8.40 8.60
56.0 m/z 60.85 13.33%
5000
73.0
29.0
0 Wl 87.0 101.0 117.0
R N A EASAEEANES Saas e I REma R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.619 9.67 ug/L 174909 Chlorobenzene-d5 8.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 90
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2357 (8.619 min): VV033562.D\data.ms (-2346) (-) m/z 42.95 100.00%

43.0
71.0
5000
89.0

115.0 8.20 8.40 8.60 8.80 9.00
e b T w/z 71.e0 73.60%

[ P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0

5000 R N
8.20 8.40 8.60 8.80 9.00
89.0

m/z 40.95 28.67%
270 | 1150
H\‘\H\‘HH‘HH[!H\‘HH‘PH\‘H\H‘\H!‘HH‘HH‘H‘H‘H]-\S\R\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.

o

o

R ERERE R RN
8.20 8.40 8.60 8.80 9.00
m/z 89.00 26.96%
5000 89.0
0

0l.130 \\H | 130.0

Hwwm‘w‘mwmwwwww‘w_m‘mww

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate R AR
43.0 8.20 8.40 8.60 8.80 9.00

m/z 42.00 13.80%

71.0
5000
89.0
270 | | 115.0
0 In

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.384 65.56 ug/L 1306450 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
2 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
3 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
4 1,3-Butadiene, 1,1,2,3,4,4-hexac... 258 C4Cl6 000087-68-3 99
5 Tin(IV) chloride 260 Cl4Sn 007646-78-8 32
Abundance Scan 3839 (13.384 min): VV033562.D\data.ms (-3826) (| | m/z 224.80 100.00%
224.8
5000 19 189.8
469 829 259.8
52.9 T T
YRR TN VO T -
bbb b e el hjz 222.80  64.05%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146198: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
118.0
5000 470 830 1850 2600 1300 1350
FSO m/z 226.80  63.98%
Of
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146197: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
P e
13.00 13.50
5000 118.0 190.0 m/z 117.90  51.06%
260.0
47.0 83.0 F5.0
o204 ‘H "
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146196: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- — ——
225.0 13.00 13.50
m/z 189.80 49.22%
5000 190.0
118.0 260.0
WAVITS U0 o O
0‘1?‘?””_“”_““‘“‘:M“‘1‘“1‘w‘uuuwaww_Wm‘mw“‘!m ‘ L
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.442 40.73 ug/L 811540 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3857 (13.442 min): VV033562.D\data.ms (-3848) (- m/z 128.00 100.00%
128.0
5000 A
1350
51.0 102.0 .
38,0 ol0 170 | ] g
O et e et et m/z 126.95 12.98%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13686: Naphthalene
128.0
5000 T
13.50
m/z 129.00 11.06%
o so e 120 )
OH‘HH‘H\\‘H\\i\\\\‘\H\‘\M‘H\\H‘HH“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13683: Naphthalene
128.0
=
13.50
5000 m/z 102.00 9.02%
ob o o Y0 M0 e 120
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13679: Azulene =y
128.0 13.50
m/z 51.00 8.38%
5000
51.0 102.0
64.0 .
I R N IS L
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011024\
Data File : VV@33562.D

Acqg On : 10 Jan 2024 15:53
Operator : SY/MD

Sample : P1016-02 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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|
Methane, dibromo- 6.227 35.1 ug/L 594396 1 5.532 847683 50.0
Acetic acid, bu... 8.246 3.1 ug/L 57016 2 8.783 904170 50.0
Isopropyl butyrate 8.619 9.7 wug/L 174909 2 8.783 904170 50.0
1,3-Butadiene, ... 13.384 65.6 ug/L 1306450 3 11.185 996321 50.0
Azulene 13.442 40.7 ug/L 811540 3 11.185 996321 50.0
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