LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55750.D

Acqg On : 11 Oct 2023 16:10
Operator : MD/SY

Sample : VIBLK®@32

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55750.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.515 67 70 75 rBv4 1651 1218 0.097% 0.009%
2 1.599 88 96 115 rBV 174788 213599 11.83% 1.508%
3 1.792 140 156 158 rBV5 30508 73473  4.07% 0.519%
4 1.885 178 185 205 rVB 157363 233226 12.91% 1.647%
5 2.251 296 299 302 rBV4 619 507 ©0.03% 0.004%
6 2.322 316 321 327 rVB6 1051 1380 ©0.08% 0.010%
7 2.560 382 395 408 rBV 310189 507048 28.07% 3.581%
8 2.685 431 434 437 rBVS 922 647 0.04% ©0.005%
9 2.737 447 450 452 rBvV3 619 397 0.02% 0.003%
10 2.753 453 455 458 rVB2 805 365 0.02% ©0.003%
11 2.782 458 464 471 rBV6 1448 2345 0.13% 0.017%
12 2.869 487 491 494 rBv2 534 361 0.02% 0.003%
13  3.039 531 544 555 rBV5S 3949 8120 0.45% 0.057%
14 3.100 561 563 569 rBvV3 301 328 0.02% 0.002%
15 3.177 573 587 599 rBV 12223 27331 1.51% 0.193%
16 3.438 665 668 672 rVv3 505 371 0.02% 0.003%
17 3.560 700 706 709 rBV2 349 333  0.02% 0.002%
18 3.644 728 732 735 rBV 559 443 0.02% 0.003%
19 3.711 751 753 759 rVB2 510 327 0.02% 0.002%
20 3.997 839 842 846 rVv2 447 389 0.02% 0.003%
21 4.052 851 859 862 rBv2 281 432 0.02% 0.003%
22 4.245 916 919 924 rBV2 409 377 0.02% 0.003%
23 4.357 950 954 958 rBV 493 521 ©0.03% 0.004%
24 4.425 971 975 979 rBV3 441 500 0.03% 0.004%
25 4.611 1022 1033 1068 rBV 171669 478891 26.51% 3.382%
26 5.055 1155 1171 1195 rBV 337099 756806 41.90%  5.344%
27 5.332 1240 1257 1264 rBV6 2429 4765 0.26% 0.034%
28 5.608 1338 1343 1344 rBV 746 338 0.02% 0.002%
29 5.621 1344 1347 1354 rVB3 646 687 0.04% 0.005%
30 5.717 1354 1377 1407 rBV2 642405 1806313 100.00% 12.755%
31 5.975 1452 1457 1459 rBvV2 742 691 ©0.04% 0.005%
32 6.036 1473 1476 1480 rBV2 559 440 0.02% 0.003%
33 6.084 1485 1491 1497 rBV3 685 605 0.03% 0.004%
34 6.155 1509 1513 1515 rBV3 607 330 0.02% 0.002%
35 6.245 1527 1541 1564 rBV 472104 923454 51.12% 6.521%
36 6.531 1618 1630 1644 rBV7 15671 33489 1.85% 0.236%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55750.D

Acqg On : 11 Oct 2023 16:10
Operator : MD/SY

Sample : VIBLK®@32

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 6.615 1654 1656 1663 rVB4 953 629 0.03% 0.004%
38 6.685 1663 1678 1698 rBV 419025 831870 46.05% 5.874%
39 7.171 1817 1829 1830 rBV2 1140 1310 0.07% 0.009%
40 7.187 1830 1834 1837 rBV4 1805 1771 0.10% 0.013%
41  7.245 1849 1852 1855 rBv2 606 412 0.02% 0.003%
42 7.274 1860 1861 1865 rvV3 805 374 0.02% 0.003%
43  7.351 1880 1885 1890 rBV3 452 388 0.02% 0.003%
44  7.373 1890 1892 1898 rVB2 423 345 0.02% 0.002%
45  7.405 1898 1902 1905 rBV2 465 388 0.02% 0.003%
46 7.473 1918 1923 1926 rBvV2 588 516 0.03% 0.004%
47  7.563 1937 1951 1974 rBV 216939 401954 22.25% 2.838%
48 7.894 2036 2054 2079 rBV 735615 1306357 72.32%  9.225%
49 8.177 2130 2142 2175 rBV 159538 280828 15.55% 1.983%
50 8.328 2186 2189 2192 rVB2 906 561 ©0.03% 0.004%
51 8.450 2224 2227 2228 rBV 838 409 0.02% 0.003%
52 8.470 2231 2233 2240 rVB5 1157 1003 0.06% 0.007%
53 8.550 2243 2258 2273 rBV 174314 296710 16.43% 2.095%
54  8.634 2273 2284 2320 rVV2 536633 1206012 66.77% 8.516%
55  8.955 2381 2384 2388 rBV4 1067 729 0.04% 0.005%
56 9.007 2397 2400 2401 rBV2 653 389 0.02% 0.003%
57 9.110 2429 2432 2439 rBV4 1425 1559 0.09% 0.011%
58 9.415 2513 2527 2558 rBV 713654 1220719 67.58% 8.620%
59 9.624 2588 2592 2597 rVB4 532 528 0.03% 0.004%
60 9.701 2610 2616 2623 rVB6 1542 2255 0.12% 0.016%
61 9.727 2623 2624 2630 rBV2 472 488 0.03% 0.003%
62 9.833 2650 2657 2660 rBV3 656 669 0.04% 0.005%
63 9.888 2667 2674 2677 rVB2 554 518 ©0.03% 0.004%
64 9.975 2697 2701 2706 rBV3 465 540 0.03% 0.004%
65 10.171 2757 2762 2765 rBV 774 575 0.03% 0.004%
66 10.421 2837 2840 2846 rBV2 411 507 0.03% 0.004%
67 10.483 2855 2859 2862 rBV 438 367 ©0.02% 0.003%
68 10.672 2914 2918 2922 rVB2 420 351 0.02% 0.002%
69 10.753 2929 2943 2970 rBV 683566 1135275 62.85% 8.017%
70 11.135 3059 3062 3068 rVB2 501 381 0.02% 0.003%
71 11.248 3092 3097 3101 rBV2 387 441 0.02% 0.003%
72 11.383 3136 3139 3142 rVB2 605 374 0.02% 0.003%
73 11.409 3142 3147 3148 rBvV2 557 459 0.03% 0.003%
74 11.476 3165 3168 3169 rBV2 570 317 0.02% 0.002%
75 11.675 3226 3230 3233 rBV2 700 554 0.03% 0.004%

76 11.810 3259 3272 3293 rBV 690083 1131999 62.67%  7.994%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55750.D

Acqg On : 11 Oct 2023 16:10
Operator : MD/SY

Sample : VIBLK®@32

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMULM101023WMA.M
Title : VOC Analysis
77 12.100 3359 3362 3366 rVB2 497 389 0.02% 0.003%
78 12.129 3366 3371 3373 rBV 642 420 0.02% 0.003%
79 12.190 3378 3390 3412 rBV 742243 1237178 68.49% 8.736%
80 12.347 3437 3439 3444 rVB4 542 353 0.02% 0.002%
81 12.460 3471 3474 3479 rVB2 908 705 0.04% 0.005%
82 12.486 3479 3482 3483 rBV 724 468 0.03% 0.003%
83 12.653 3530 3534 3539 rBV4 645 704 0.04% 0.005%
84 12.772 3566 3571 3574 rBV3 782 707 0.04% 0.005%
85 12.907 3611 3613 3617 rVB2 531 392 0.02% 0.003%
86 13.199 3700 3704 3707 rBV2 552 395 0.02% 0.003%
87 13.312 3735 3739 3742 rBV2 533 383 0.02% 0.003%
88 13.479 3788 3791 3793 rBV3 517 322 0.02% 0.002%
89 13.553 3810 3814 3818 rBV2 349 391 0.02% 0.003%
90 13.682 3852 3854 3857 rBV2 715 418 0.02% 0.003%
91 13.749 3870 3875 3876 rBV2 495 381 0.02% 0.003%
92 13.968 3941 3943 3949 rVB2 632 583 0.03% 0.004%
93 13.994 3949 3951 3955 rBV3 513 325 0.02% 0.002%
94 14.019 3957 3959 3963 rVB2 542 327 0.02% 0.002%
95 14.103 3982 3985 3988 rVB 527 340 0.02% 0.002%
96 14.177 4005 4008 4015 rBV3 582 597 0.03% 0.004%
97 14.273 4032 4038 4040 rBV4 703 598 0.03% 0.004%
98 14.762 4187 4190 4197 rVB2 921 837 0.05% 0.006%
99 14.929 4238 4242 4247 rBVS5 634 828 0.05% 0.006%
100 15.029 4269 4273 4276 rBV5 700 634 0.04% 0.004%
Sum of corrected areas: 14161353
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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_U\Data\VU101123\

: VU@55750.D

: 11 Oct 2023 16:10
: MD/SY

: VIBLKO32

: 5.0mL/MSVOA_U/WATER
17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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TIC: VU055750.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55750.D

Acqg On : 11 Oct 2023 16:10
Operator : MD/SY

Sample : VIBLK®@32

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: 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 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.792 3.98 ug/L 73473  1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl thiocyanate 121 C3H4CINS 1000342-25-2 17
2 Carbonochloridic acid, 4-nitroph... 201 C7H4C1NO4 007693-46-1 12
3 Silane, methyl- 46 CH6S1 000992-94-9 11
4 Dimethylamine 45 C2H7N 000124-40-3 9

5 Ethylamine 45 C2H7N 000075-04-7 9
Abundance Scan 156 (1.792 min): VU055750.D\data.ms (-140) (-) 43.95 100.00%

44.0
5000
73.0
R
‘ 103.8 206.C 1.40 1.60 1.80 2.00 2.20
Y bl [2280 T wz e3.e0  95.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #10773: 2-Chloroethyl thiocyanate
210  63.0
5000 DL UL LN R
191.0 1.40 1.60 1.80 2.00 2.20
' m/z 44.95 84.22%
Ofwfse.o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #77081: Carbonochloridic acid, 4-nitrophenyl ester
63.0
_‘H‘H‘w“u‘u‘w“
1.40 1.60 1.80 2.00 2.20
5000 ITI z 47.00 64.65%
30.0 1220 201.0
T e 166.0
0 w‘“w“uu1Mmp‘uﬂ"H“H‘“H“_“‘_“w“‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #119: Silane, methyl- R e
44.0 1.40 1.60 1.80 2.00 2.20
m/z 42.90 45.33%
5000 /XLWNWWW
90 |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00 2.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55750.D

Acqg On : 11 Oct 2023 16:10
Operator : MD/SY

Sample : VIBLK@32

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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|

unknown-01 1.792 4.0 ug/L 73473 1 6.245 923454 50.0
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