LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@73124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULMO70224WMA .M
Title : VOC Analysis

Signal : TIC: VU@60281.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 87 94 120 rVB 56076 100202 2.50% 0.229%
2 1.850 138 174 176 rBV4 39232 135430 3.38% 0.309%
3 2.538 375 388 406 rBV 111224 210823 5.26% 0.481%
4 2.634 407 418 453 rVB 193955 523333 13.06% 1.194%
5 2.901 494 501 502 rBV5 1076 1098 0.03% 0.003%
6 2.949 507 516 526 rBV 14969 28657 0.72% 0.065%
7 3.026 527 540 583 rVW 462411 1196132 29.85% 2.730%
8 3.361 626 644 672 rW 197120 471504 11.77% 1.076%
9 3.525 692 695 698 rBvV2 397 291 0.01% 0.001%
10 3.637 727 730 733 rBV 229 236 0.01% 0.001%
11 3.670 734 740 744 rVW3 927 1339 0.03% 0.003%
12 3.933 818 822 829 rVB 300 355 0.01% 0.001%
13 4.174 891 897 901 rBvV2 248 314 0.01% 0.001%
14 4.496 989 997 1001 rVB2 356 569 0.01% 0.001%
15 4.650 1026 1045 1053 rBvV2 367291 898881 22.43% 2.051%
16 5.071 1156 1176 1198 rBvV4 211317 636762 15.89% 1.453%
17 5.329 1251 1256 1259 rBV2 373 375 0.01% 0.001%
18 5.711 1356 1375 1386 rBV2 244635 625385 15.61% 1.427%
19 5.782 1387 1397 1423 rVB 525880 1081396 26.99% 2.468%
20 6.097 1490 1495 1498 rBV3 451 418 0.01% 0.001%
21  6.177 1518 1520 1527 rVB2 388 383 0.01% 0.001%
22 6.239 1527 1539 1569 rBV 282340 560218 13.98% 1.278%
23 6.444 1599 1603 1606 rBV2 282 230 0.01% ©0.001%
24  6.528 1621 1629 1641 rVV1e 2853 5763 ©0.14% 0.013%
25 6.634 1657 1662 1664 rBV2 230 260 0.01% 0.001%
26 6.682 1664 1677 1694 rBV 141578 281578 7.03% 0.643%
27 6.782 1694 1708 1734 rVB 487182 948982 23.68% 2.166%
28 6.907 1734 1747 1772 rBV 601923 1169357 29.18% 2.669%
29 7.097 1793 1806 1829 rBV 186875 365266 9.12% 0.834%
30 7.213 1829 1842 1868 rBvV2 45363 93579 2.34% 0.214%
31 7.390 1894 1897 1902 rVB2 586 409 0.01% 0.001%
32 7.447 1907 1915 1921 rBV4 953 1592 0.04% 0.004%
33 7.560 1939 1950 1953 rBV 80336 117724  2.94%  0.269%
34 7.599 1954 1962 1989 rVV 608226 1111023 27.73% 2.535%
35 7.718 1991 1999 2021 rVvB2 16171 33801 0.84% 0.977%

36 7.891 2041 2053 2064 rBV 286846 509917 12.73% 1.164%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@73124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULMO70224WMA .M
Title : VOC Analysis
37 7.962 2064 2075 2108 rVB 2017440 3490928 87.12% 7.966%
38 8.203 2131 2150 2174 rBV2 257242 571379 14.26% 1.304%
39 8.306 2180 2182 2186 rVB2 626 453 0.01% 0.001%
40 8.335 2186 2191 2194 rBV5 597 474 0.01% 0.001%
41  8.402 2208 2212 2216 rBV3 1807 2092 0.05% 0.005%
42 8.547 2243 2257 2274 rVV 517518 881682 22.00% 2.012%
43 8.640 2274 2286 2290 rVV2 157432 282556 7.05% 0.645%
44  8.689 2291 2301 2327 rVV 1262272 2595797 64.78% 5.924%
45  8.804 2328 2337 2354 rVB 83951 168660 4.21%  0.385%
46  8.917 2360 2372 2392 rVB 263008 473903 11.83% 1.081%
47  9.081 2420 2423 2427 rBV3 319 301 0.01% 0.001%
48 9.103 2428 2430 2435 rVB3 518 272 0.01% 0.001%
49 9.136 2435 2440 2442 rVB4 297 264 0.01% 0.001%
50 9.171 2447 2451 2452 rBvV2 334 223 0.01% 0.001%
51 9.206 2458 2462 2463 rBv2 426 327 0.01% 0.001%
52 9.232 2467 2470 2474 rVB2 401 325 0.01% 0.001%
53 9.354 2504 2508 2512 rBv2 279 279 0.01% 0.001%
54  9.441 2513 2535 2550 rBV2 1022243 2494387 62.25% 5.692%
55 9.531 2550 2563 2569 rBvV 985603 1782055 44.48% 4.067%
56 9.689 2599 2612 2645 rVB 1141224 1971314 49.20% 4.499%
57 9.943 2686 2691 2694 rvB2 359 305 0.01% 0.001%
58 9.959 2694 2696 2702 rBvV2 308 269 0.01% 0.001%
59 10.033 2716 2719 2720 rBv2 376 224 0.01% 0.001%
60 10.110 2727 2743 2784 rBV2 2196598 4006855 100.00% 9.144%
61 10.290 2786 2799 2821 rVB 203894 371869 9.28% 0.849%
62 10.370 2821 2824 2826 rBV2 594 454 0.01% 0.001%
63 10.412 2834 2837 2840 rVB2 466 312 0.01% 0.001%
64 10.476 2852 2857 2860 rBV4 2099 2160 0.05% 0.005%
65 10.589 2889 2892 2897 rVB3 294 289 0.01% 0.001%
66 10.615 2897 2900 2902 rBV 301 235 0.01% 0.001%
67 10.753 2931 2943 2953 rBV 231989 375468 9.37% 0.857%
68 10.820 2953 2964 2990 rVB 1307133 2171978 54.21% 4.957%
69 10.949 3002 3004 3009 rVB3 353 231 0.01% 0.001%
70 10.975 3009 3012 3016 rBV2 431 284 0.01% ©0.001%
71 11.016 3023 3025 3027 rBV2 810 510 0.01% 0.001%
72 11.094 3043 3049 3054 rBV4 1009 1149 0.03% 0.003%
73 11.123 3056 3058 3065 rVv2 461 468 0.01% 0.001%
74 11.164 3069 3071 3076 rVB 450 312 0.01% 0.001%
75 11.377 3133 3137 3138 rBV 557 400 0.01% 0.001%
76 11.425 3147 3152 3153 rBV2 961 665 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@73124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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_ U\Method\SFAMULMO70224WMA .M
Title : VOC Analysis
77 11.473 3159 3167 3171 rBV4 1608 1894 0.05% 0.004%
78 11.512 3177 3179 3185 rVB4 796 582 0.01% 0.001%
79 11.563 3190 3195 3200 rBV2 445 448 0.01% 0.001%
80 11.595 3200 3205 3206 rBV 251 221 0.01% 0.001%
81 11.743 3238 3251 3262 rBV 1013649 1613013 40.26% 3.681%
82 11.830 3262 3278 3298 rVB2 1111745 2484409 62.00% 5.670%
83 11.978 3321 3324 3329 rVB3 639 599 0.01% 0.001%
84 12.000 3329 3331 3334 rVB 591 279 0.01% 0.001%
85 12.029 3334 3340 3344 rBV3 612 639 0.02% 0.001%
86 12.206 3377 3395 3424 rBV2 1544315 2858255 71.33% 6.523%
87 12.370 3443 3446 3448 rVB2 606 295 0.01% ©0.001%
88 12.473 3469 3478 3487 rVB4 9703 14498 0.36% 0.033%
89 12.991 3626 3639 3662 rBV 356221 577779 14.42% 1.319%
90 13.229 3710 3713 3717 rVB2 396 295 0.01% 0.001%
91 13.389 3758 3763 3764 rBV2 450 394 0.01% 0.001%
92 13.483 3788 3792 3795 rBV2 424 420 0.01% 0.001%
93 13.566 3816 3818 3824 rBV2 333 337 0.01% 0.001%
94 13.650 3840 3844 3847 rBV3 386 290 0.01% ©0.001%
95 13.772 3878 3882 3884 rBV 276 258 ©0.01% 0.001%
96 13.814 3887 3895 3900 rBV3 6023 8764 0.22% 0.020%
97 14.016 3945 3958 3968 rBV 991130 1544068 38.54%  3.524%
98 14.081 3968 3978 4008 rVB 1240789 1945380 48.55% 4.439%
99 14.328 4051 4055 4060 rVB4 1094 1011 0.03% 0.002%
100 14.598 4136 4139 4142 rBV2 578 382 0.01% 0.001%
Sum of corrected areas: 43820200
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 31 Jul 2024 14:01

: MD/SY

: P3287-05

: 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@73124\
VUe60281.D

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA .M
: VOC Analysis

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

Abundance TIC: VU060281.D\data.ms
2000000
1500000
1000000
5.782
3.026
500000 4650 .
, 283 3.361 5.071 5.7 ' 6.68
0\\‘\\]\-\E/‘)\?\z\\]-‘?\s\()\‘\\\\‘\\\\‘\\\/\\TK —\\ ““3"_‘5%“3“9%3“4“]“7‘4‘“‘4‘4.96‘ T 5.\329 \\\‘\ G.ﬁ‘\\\%\TF\T\\\A
Time—>  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 6.60
Abundance TIC: VU060281.D\data.ms
7 962 10.110
2000000
1500000
8.689 10.820
9.689
9
1000000 831
6.907 7.599 6547
5000001 /82 '
7007 8.203 8.917 10290 107
80
ol /\7 Zl%m /\@m 4
T \h‘ T T -1 f\‘r T ‘
Time--> 7.0 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU060281.D\data.ms
2000000
006
1500000
14.081
1000000 14.036
500000
12.991
232873 13.229 GRAIERAF24 14.32814.598
0 T ‘ ‘Y—r‘ﬁﬁ]ﬁ 77"7'\’"7‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T
Time--> 12.50 13.00 13.50 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_U\Data\VU073124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
6.907 104.37 ug/L 1169360 1,4-Difluorobenzene 6.239

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 96
3 Methane, dibromo- 172 CH2Br2 000074-95-3 94
4 Methane, dibromo- 172 CH2Br2 000074-95-3 91
5 Dimethyl selenodisulfide 174 C2H6S2Se 1000357-25-9 9

Abundance Scan 1747 (6.907 min): VU060281.D\data.ms (- 1734) () m/z 92.90 100.00%

92.9 173
5000
PP e
H 6.60 6.80 7.00 7.20
o“““H3?5“w““ el et m/z 173.86 90.04%
m/z--> 20 40 60 100 120 140 160 180
Abundance #48211: Methane, dibromo-
93.0 174.0
5000 L L R R I R R
6.60 6.80 7.00 7.20
m/z 94.90 81.99%
O\\]-\4\.0‘\\\\‘4\6\.0\\‘\\\\“‘\\\‘\\\\‘\\\\‘\\\\i\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48209: Methane, dibromo-
93.0 174.0
P
6.60 6.80 7.00 7.20
5000 m/z 171.80 47 .81%
m%ﬂmﬂquwuw‘wmwuuwu_uw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48212: Methane, dibromo- e EaEaRmEESsSEE
93.0 174.0 6.60 6.80 7.00 7.20
m/z 175.80 42.77%
5000 /\\
14.0 H
oL 390 |l

m/z--> 20 40 60 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU073124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.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 1,3-Butadiene, 1,1,2,3,4,4-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.016  31.08 ug/L 1544070 1,4-Dichlorobenzene-d4 11.807
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 SH-dibenzo[a,d]cycloheptene, 5,1... 260 C15H10C12 1000401-56-4 17
Abundance Scan 3958 (14.016 min): VU060281.D\data.ms (-3945) (- | m/z 224.90 100.00%
224.9
5000 117.9 189.9
82.9 259.8
46.9 — :
0 o
O eyt mH‘m“UH“M“Mm_HHJWM_W:MWM m/z 222.90  62.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146196: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
5000 190.0 — ‘
118.0 260.0 14.00
470 830 ‘ H530 m/z 226.90  61.70%
Olzoff
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146197: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro-
225.0
L \
14.00
5000 118.0 190.0 m/z 189.90  45.00%
260.0
47.0 83.0 r550
o204 ‘H "
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #146199: 1,3-Butadiene, 1,1,2,3,4,4-hexachloro- — ‘
225.0 14.00
m/z 117.90 40.44%
5000 190.0 260.0
141.0
470 830 ‘ H ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU073124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.081 39.15 ug/L 1945380 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3978 (14.081 min): VU060281.D\data.ms (-3968) (- | m/z 128.00 100.00%
128.0
5000 A
14.00 |
51.0 74.0 102.0 .
bl AL 14401620 = /7 127.00  13.23%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 i4bd
m/z 128.95 11.07%
10 7m0 220 )
O‘\\\\‘\\“\\“\‘\\H}h‘\\\\"\\\\‘\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13683: Naphthalene
128.0
T
14.00
5000 m/z 102.00 8.10%
o270 510 770 1020 |
1
m/z--> 20 40 60 80 100 120 140 160
Abundance #13684: Naphthalene 7 ‘
128.0 14.00
m/z 125.95 7.50%
5000
51.0 74.0 102.0
oo S0 M0 T il
m/z--> 20 40 60 80 100 120 140 160 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@73124\
Data File : VU@60281.D

Acqg On : 31 Jul 2024 14:01

Operator : MD/SY

Sample : P3287-05

Misc : 10.00g/10.0mL//100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.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- 6.907 104.4 ug/L 1169360 1 6.239 560218 50.0
1,3-Butadiene, ... 14.016 31.1 ug/L 1544070 3 11.807 2484410 50.0
Azulene 14.081 39.1 wug/L 1945380 3 11.807 2484410 50.0
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