LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@55775.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 88 96 111 rBV 199408 241415 12.84% 1.643%
2 1.888 178 186 205 rVB 166819 247724 13.18% 1.686%
3 2.557 378 394 409 rBV 345334 570143 30.33%  3.880%
4 2.702 435 439 441 rBV3 810 667 0.04% 0.005%
5 2.933 505 511 513 rwv3 422 428 0.02% 0.003%
6 2.985 525 527 532 rVB2 712 450 0.02% 0.003%
7 3.036 532 543 555 rBV2 13611 25132 1.34% 0.171%
8 3.177 571 587 601 rBV 15998 38087 2.03% 0.259%
9 3.268 613 615 621 rVB3 568 381 0.02% 0.003%
106 3.499 685 687 693 rvw2 397 330 0.02% 0.002%
11  3.579 709 712 716 rVB 474 349 0.02% 0.002%
12 3.663 735 738 742 rBV2 376 286 0.02% 0.002%
13 3.702 747 750 757 rVW3 444 419 0.02% 0.003%
14 3.975 832 835 839 rVB2 675 473 0.03% 0.003%
15 4.013 844 847 850 rVwv2 419 323 0.02% 0.002%
16 4.030 850 852 857 rVv2 415 357 0.02% 0.002%
17 4.357 951 954 960 rBV2 296 323  0.02% 0.002%
18 4.557 1012 1016 1019 rBV 441 368 0.02% 0.003%
19 4.615 1019 1034 1065 rBV 127914 351448 18.70% 2.392%
20 5.055 1154 1171 1196 rBV 317491 711343 37.85% 4.841%
21 5.325 1248 1255 1256 rBV5S 1030 1111 ©0.06% ©0.008%
22 5.718 1354 1377 1411 rBV2 677392 1879542 100.00% 12.792%
23 5.910 1429 1437 1449 rBV3 7633 14697 0.78% 0.100%
24  6.039 1471 1477 1479 rBV4 868 666 0.04% ©0.005%
25 6.242 1525 1540 1570 rBV 574832 1123441 59.77% 7.646%
26 6.396 1586 1588 1591 rVB2 944 448 0.02% 0.003%
27  6.425 1595 1597 1600 rVB2 816 371 0.02% 0.003%
28 6.460 1605 1608 1610 rBV2 616 368 0.02% 0.003%
29 6.528 1618 1629 1644 rBV3 18918 36246 1.93% 0.247%
30 6.592 1646 1649 1652 rBV4 713 540 0.03% 0.004%
31 6.685 1663 1678 1701 rBV 430434 853064 45.39% 5.806%
32 6.933 1745 1755 1766 rBV 6451 14947 0.80% 0.102%
33 7.039 1778 1788 1812 rBV 46473 92072 4.90% 0.627%
34 7.190 1822 1835 1843 rBV6 6379 13674 ©0.73% 0.093%
35 7.296 1863 1868 1870 rBvV2 526 489 0.03% 0.003%
36 7.383 1891 1895 1899 rBV2 593 429 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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 7.418 1902 1906 1908 rBV2 475 331 0.02% 0.002%
38 7.486 1924 1927 1929 rBV 420 306 0.02% 0.002%
39 7.560 1938 1950 1979 rBV 224894 405714 21.59% 2.761%
40 7.698 1985 1993 1996 rBv4 3241 4899 0.26% 0.033%
41  7.737 1997 2005 2017 rVB2 23222 40486 2.15% 0.276%
42 7.894 2039 2054 2086 rBV 812733 1448072 77.04% 9.855%
43 8.039 2097 2099 2104 rVB3 1092 493 0.03% 0.003%
44  8.174 2125 2141 2167 rBV 167520 297313 15.82% 2.023%
45  8.306 2180 2182 2188 rVB3 872 690 0.04% 0.005%
46  8.335 2188 2191 2195 rBV3 562 482 0.03% 0.003%
47  8.386 2204 2207 2210 rVB2 500 313  0.02% 0.002%
48  8.463 2220 2231 2244 rVWW3 29232 50407 2.68% 0.343%
49 8.563 2252 2262 2263 rBV6 4970 5883 0.31% 0.040%
50 8.634 2272 2284 2307 rBV3 364674 861347 45.83% 5.862%
51 8.836 2340 2347 2358 rBvV3 5126 8760 0.47% 0.060%
52 8.920 2371 2373 2376 rVB3 744 306 0.02% 0.002%
53 9.209 2452 2463 2480 rBvV 65675 111622 5.94% 0.760%
54 9.364 2505 2511 2513 rWwV 1257 1205 ©0.06% ©0.008%
55 9.415 2514 2527 2563 rVB 862798 1457284 77.53% 9.918%
56 9.569 2571 2575 2580 rvVvB3 804 822 0.04% 0.006%
57 9.615 2586 2589 2594 rvB3 759 610 0.03% 0.004%
58 9.640 2594 2597 2599 rvB2 574 308 0.02% 0.002%
59 9.650 2599 2600 2607 rVB2 571 461 0.02% 0.003%
60 9.692 2607 2613 2615 rBV2 987 881 0.05% 0.006%
61 9.766 2634 2636 2640 rVB3 390 295 0.02% 0.002%
62 9.795 2640 2645 2647 rBV2 469 339 0.02% 0.002%
63 9.830 2652 2656 2662 rBV 590 624 0.03% 0.004%
64 9.859 2662 2665 2668 rBV 565 386 0.02% 0.003%
65 9.930 2680 2687 2691 rBV2 1198 1420 ©0.08% 0.010%
66 9.971 2698 2700 2706 rVB2 374 306 0.02% 0.002%
67 10.055 2719 2726 2728 rBV 397 427 0.02% 0.003%
68 10.078 2728 2733 2736 rBV4 1436 1596 ©0.08% 0.011%
69 10.418 2837 2839 2843 rVB2 481 319 0.02% 0.002%
70 10.479 2855 2858 2861 rBV2 553 350 0.02% 0.002%
71 10.753 2926 2943 2964 rBV 654376 1068824 56.87% 7.274%
72 11.004 3018 3021 3028 rVB2 552 447 0.02% 0.003%
73 11.036 3028 3031 3035 rBV2 379 301 0.02% 0.002%
74 11.061 3035 3039 3044 rBV 360 346 0.02% 0.002%
75 11.168 3070 3072 3075 rVWV 481 284 0.02% 0.002%
76 11.196 3078 3081 3085 rVB2 488 394 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12 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 11.248 3093 3097 3101 rVB2 347 337 0.02% 0.002%
78 11.412 3142 3148 3152 rVB3 1071 981 0.05% 0.007%
79 11.438 3152 3156 3159 rBV 445 426 0.02% 0.003%
80 11.528 3181 3184 3188 rBV 352 346 0.02% 0.002%
81 11.618 3210 3212 3217 rVB2 408 341 0.02% 0.002%
82 11.701 3234 3238 3242 rBV2 410 409 0.02% 0.003%
83 11.746 3250 3252 3256 rVB2 617 403 0.02% 0.003%
84 11.811 3259 3272 3302 rBV 846636 1360874 72.40% 9.262%
85 12.061 3348 3350 3355 rVB 595 414 0.02% 0.003%
86 12.103 3360 3363 3364 rBV3 496 320 0.02% 0.002%
87 12.190 3377 3390 3414 rVV 795507 1324013 70.44% 9.011%
88 12.489 3479 3483 3486 rBV 593 447 0.02% 0.003%
89 12.923 3614 3618 3621 rBV3 593 590 0.03% 0.004%
90 12.939 3621 3623 3626 rBV3 358 282 0.02% 0.002%
91 12.981 3633 3636 3641 rBV3 285 306 0.02% 0.002%
92 13.016 3644 3647 3651 rVvV3 403 332 0.02% 0.002%
93 13.174 3692 3696 3698 rBV3 661 560 0.03% 0.004%
94 13.251 3715 3720 3721 rBV 684 457 0.02% 0.003%
95 13.409 3766 3769 3773 rVB 878 514 0.03% 0.003%
96 13.499 3794 3797 3799 rBV 1088 746 0.04% 0.005%
97 14.122 3988 3991 3993 rBV3 537 313  0.02% 0.002%
98 14.521 4113 4115 4119 rVB3 779 421 0.02% 0.003%
99 14.714 4172 4175 4177 rBV2 888 594 0.03% 0.004%
100 15.158 4311 4313 4316 rBvV2 811 554 0.03% 0.004%
Sum of corrected areas: 14693184
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  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

Abundance TIC: VU055775.D\data.ms
800000

700000 5.718
600000 6.242
500000

400000 2557
' 5.055

300000
200000 1.599 1.888

4. 615
100000

270222%&@}{2’6 3.899356G2 349080 435745 5.325 5.980039
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

\\\‘\\WT"T\\‘\\\\T\\\\‘\\\\T’_’_"\\\ ] \\\‘ ‘\\\ T
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 540 5.60 5.80 600 6.20 6.40 6.60

Abundance TIC: VUO055775.D\data.ms
7.894 9.415 11.811 12.1

o

800000
700000 10.753
600000

500000

400000 8.634

300000
7.560
200000 8.174

100000 7039 9.209
oL 6.933.7.18 776687 18.039 |mRn® 56318.89620 |\ 0.3640 menmmmmmmE INOUBETBRAR #4368 15D 1220@1:
2P\ [ ZPRIBERBA/ 00 | 8,039 SEINE.0p3reeB20 J19. || (IR AHIATR0A6 12060

Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10. OO 10.50 11.00 11.50 12.00
Abundance TIC: VU055775.D\data.ms
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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\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  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

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 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.039 4.10 ug/L 92072  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 64
4 n-Propyl acetate 102 C5H1002 000109-60-4 56
5 n-Propyl acetate 102 C5H1002 000109-60-4 40
Abundance Scan 1788 (7.039 min): VU055775.D\data.ms (-1778) (-) m/z 42.90 100.00%
42.9
5000
61.0
730 LA L B I IR LA B
‘ 6.80 7.00 7.20 7.40
Ob e ekl et b e m/z 61.00 30.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 \\\/\\\\‘\\\\‘\\\\‘\\\\’\\\
6.80 7.00 7.20 7.40
61.0 m/z 73.00 18.10%
73.0
O\\‘\\\\‘\2\3\‘?\\\\“‘1\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\1‘()\3\-\0\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4776: n-Propyl acetate
43.0
R
6.80 7.00 7.20 7.40
5000 m/z 41.90 11.25%
61.0
73.0
190 200 | 810
Ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4780: n-Propyl acetate ““_““‘H““H,“/
43.0 6.80 7.00 7.20 7.40
m/z 40.90 9.98%
5000
61.0
150 270 3.0 /\
S PO L P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 12  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

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 1Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.209 3.83 ug/L 111622  Chlorobenzene-d5 9.415

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 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 78
4 Isopropyl butyrate 130 C7H1402 000638-11-9 78
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
Abundance Scan 2463 (9.209 min): VU055775.D\data.ms (-2452) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0
‘ H | 114.9 8.80 9.00 9.20 9.40 9.60
Orrpererprrrrrrestter bl el ey m/z 71,08 84.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 DL B LN B R
89.0 8.80 9.00 9.20 9.40 9.60
m/z 40.90  35.68%
b ‘ 115.0
OH\‘HH‘\H“‘HH“!“H‘ﬁ\?\“\\\\‘}‘\H‘HH‘HH‘\\\\‘\\‘\\‘\\\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0 /K%
71'0 ‘\\\\‘\\\‘\‘\\\\’\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 89.00 34.59%
89.0
27.0
e STO_ L L 11501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15462: Butanoic acid, propyl ester REaas e RRAR o
43.0 71.0 8.80 9.00 9.20 9.40 9.60
m/z 42.00  19.48%
5000 21.0 89.0
ob i L STO L amso 1200 A UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55775.D

Acqg On : 16 Oct 2023 16:25
Operator : MD/SY

Sample : 04874-03 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 12  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|
n-Propyl acetate 7.039 4.1 ug/L 92072 1 6.245 1123440 50.0
Isopropyl butyrate 9.209 3.8 wug/L 111622 2  9.415 1457280 50.0
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