LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044358.D

Acq On : 17 Dec 2024 17:51
Operator : JC/MD

Sample : P5235-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.M
Title : VOC Analysis

Signal : TIC: VXe44358.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.239 23 25 27 rBv2 1843 2086 0.22% 0.028%
2 1.367 42 46 55 rBvV 108609 122694 12.77% 1.636%
3 1.648 89 92 99 rVB 106014 130765 13.61% 1.744%
4 2.294 192 198 209 rBV 176370 281632 29.31% 3.756%
5 2.386 209 213 219 rVB2 6247 10027 1.04% 0.134%
6 2.556 237 241 246 rBvV4 1314 2069 0.22% 0.028%
7 2.751 272 273 274 rBV 915 484 0.05% 0.006%
8 2.788 274 279 283 rVB5 1752 3454 0.36% 0.046%
9 2.898 293 297 298 rBV3 503 683 0.07% 0.009%
10 2.946 298 305 312 rwV 12858 29088 3.03% 0.388%
11 3.020 315 317 318 rBV2 529 486 0.05% 0.006%
12 3.306 363 364 365 rBvV 1001 581 0.06% 0.008%
13 3.355 369 372 375 rVB3 878 950 0.10% 0.013%
14 3.434 381 385 388 rBV5 1797 3089 0.32% 0.041%
15 3.568 404 407 408 rBvV2 788 809 0.08% 0.011%
16 3.983 473 475 477 rW 752 654 0.07% 0.009%
17 4.032 481 483 485 rvVB2 831 695 0.07% 0.009%
18 4.062 485 488 490 rBV3 505 613 0.06% 0.008%
19 4.080 490 491 494 rBV3 588 516 0.05% 0.007%
20 4.257 515 520 523 rBv4 888 1492 0.16% 0.020%
21 4.410 542 545 546 rBV3 626 572 0.06% 0.008%
22 4.458 546 553 566 rBV 67994 201550 20.98% 2.688%
23 4.721 594 596 598 rBV3 727 700 0.07% 0.009%
24 4.769 602 604 607 rBv4 666 739 0.08% 0.010%
25 4.849 616 617 620 rVB2 990 564 0.06% 0.008%
26 5.056 639 651 664 rBv 130947 403964 42.04% 5.387%
27 5.294 686 690 692 rvVB2 755 814 0.08% 0.011%
28 5.964 789 800 821 rBv3 324990 960837 100.00% 12.814%
29 6.202 838 839 842 rVB2 782 622 0.06% 0.008%
30 6.232 842 844 848 rBV4 768 941 0.10% 0.013%
31 6.348 857 863 869 rBV4 5822 15262 1.59% 0.204%
32 6.464 881 882 885 rvv2 591 486 0.05% 0.006%
33 6.507 887 889 892 rVB3 782 715 0.07% 0.010%
34 6.592 901 903 906 rVB4 711 590 0.06% 0.008%
35 6.635 908 910 912 rBV 801 629 0.07% 0.008%

36 6.757 920 930 944 rBV 251762 607496 63.23% 8.102%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044358.D

Acq On : 17 Dec 2024 17:51

Operator : JC/MD

Sample : P5235-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Peak Location:

Method
Title : VOC Analysis
37 7.123 984 990 995 rVv7 2739
38 7.184 998 1000 1003 rVB2 593
39 7.305 1011 1020 1035 rBV 205229
40 7.476 1046 1048 1050 rBvV2 810
41 7.592 1063 1067 1074 rVV5 3143
42 7.799 1095 1101 1115 rBV 83425
43 8.068 1143 1145 1148 rBV3 1020
44 8.220 1169 1170 1173 rBV3 559
45 8.324 1181 1187 1201 rBV 119158
46 8.470 1209 1211 1215 rBV3 643
47  8.549 1219 1224 1233 rBV2 16942
48  8.647 1234 1240 1250 rBV 449438
49  8.951 1284 1290 1300 rBV2 97675
50  9.244 1332 1338 1345 rBV 24370
51 9.342 1352 1354 1356 rBV3 3683
52 9.384 1356 1361 1373 rBV 288684
53 9.488 1374 1378 1382 rBV 34399
54 9.586 1390 1394 1406 rVB2 23801
55 9.915 1443 1448 1459 rBV 68772
56 10.055 1465 1471 1484 rBV 501689
57 10.250 1500 1503 1505 rVB3 654
58 10.287 1507 1509 1510 rBV 908
59 10.445 1534 1535 1540 rVB4 1015
60 10.488 1540 1542 1544 rBV2 645
61 10.524 1544 1548 1550 rBV3 962
62 10.646 1564 1568 1572 rVvv3 4631
63 10.707 1576 1578 1582 rVB2 750
64 10.817 1594 1596 1599 rBv2 551
65 10.963 1618 1620 1622 rBv2 487
66 11.036 1630 1632 1636 rvv3 534
67 11.189 1652 1657 1668 rvV 358142
68 11.341 1681 1682 1684 rvVB2 1090
69 11.360 1684 1685 1687 rBV 960
70 11.457 1699 1701 1703 rVWV 843
71 11.5066 1707 1709 1712 rVB2 1017
72 11.542 1712 1715 1716 rBv2 703
73 11.634 1726 1730 1731 rBvV2 471
74 11.707 1740 1742 1747 rVB3 850
75 11.805 1756 1758 1761 rVB2 452
76 11.896 1771 1773 1776 rBV2 576
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044358.D

Acq On : 17 Dec 2024 17:51
Operator : JC/MD

Sample : P5235-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 25 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_X\Method\SFAMXLM120524WMA.M
Title : VOC Analysis
77 11.927 1776 1778 1781 rBV4 658 702 0.07% 0.009%
78 12.018 1788 1793 1803 rBV 412321 549515 57.19% 7.328%
79 12.317 1837 1842 1851 rBV 453093 563950 58.69% 7.521%
890 12.762 1911 1915 1916 rBV2 1003 1154 0.12% 0.015%
81 12.884 1929 1935 1936 rBV4 1161 1618 0.17% 0.022%
82 13.085 1966 1968 1969 rBV2 547 514 0.05% ©0.007%
83 13.121 1970 1974 1978 rVB2 1180 1888 0.20% 0.025%
84 13.158 1978 1980 1982 rBV2 843 879 0.09% 0.012%
85 13.225 1988 1991 1992 rBV2 523 486 0.05% 0.006%
86 13.512 2036 2038 2041 rVB3 1133 919 0.10% 0.012%
87 13.652 2057 2061 2064 rVB2 631 866 ©0.09% 0.012%
88 13.701 2064 2069 2070 rBV2 725 693 0.07% 0.009%
89 13.853 2092 2094 2096 rVB2 753 640 0.07% ©.009%
90 13.884 2096 2099 2100 rBvV 984 912 0.09% 0.012%
91 14.085 2130 2132 2133 rBV 584 491 0.05% 0.007%
92 14.140 2136 2141 2142 rVV3 1212 1597 0.17% 0.021%
93 14.341 2173 2174 2176 rBV2 652 590 0.06% ©0.008%
94 14.487 2195 2198 2200 rBvV2 610 735 0.08% 0.010%
95 14.670 2225 2228 2230 rBvV2 762 602 0.06% 0.008%
96 14.713 2233 2235 2237 rBV2 658 545 0.06% 0.007%
97 15.725 2400 2401 2404 rVB3 790 506 0.05% 0.007%
98 16.084 2459 2460 2466 rVB4 980 1216 0.13% 0.016%
99 16.377 2507 2508 2510 rBV2 799 583 0.06% ©0.008%
100 16.596 2542 2544 2548 rBV2 845 997 0.10% 0.013%
Sum of corrected areas: 7498466
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044358.D

Acqg On : 17 Dec 2024 17:51
Operator : JC/MD

Sample : P5235-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX044358.D .
500000 C 044358.D\data.ms

400000

5.964
300000

200000 2994

1367 1648 5.056

1.239 386, 55622788B33520 3BGE6BI560 3D 250, 4&\442@49 5.294

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 320 340 3.60 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX044358.D\data.ms
500000

o

10.p55
8.647

400000
11.189

300000 9.384
6.757

7.305
200000

8.324

100000 7. 799 8.951

9.915

036@193 712@ 7476592 8.068.22 8.4?7%{1 1mmm%maax36 ml:mssa

T = T ‘ T T ‘
Time--> 6. 50 7 7. 50 8.00 8.50 9.00 9.50 10.00 10 50 11. 00

Abundance TIC: VX044358.D .
500000 C 044358.D\data.ms

400000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044358.D

Acqg On : 17 Dec 2024 17:51

Operator : JC/MD

Sample : P5235-17 1eX

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 6 Isopropyl butyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.915 7.07 ug/L 98869 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# 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 Isopropyl butyrate 130 C7H1402 000638-11-9 78

5 Propanoic

acid, 2-methyl-,

1-met...

130 C7H1402

000617-50-5 72

Abundance Scan 1448 (9.915 min): VX044358.D\data.ms (-1443) (-) m/z 43.10 100.00%
43.1
71.1
5000
89.1
“ H ‘ 115.1 10.00
bt e bl e e m/z 71,100 71.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0
5000 T
89.0 10.00
’ m/z 41.05 31.08%
27.0
b L s | 1505500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
71.0 1000
5000 m/z 89.10 29.88%
\HHH\\\\‘\\\\‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HHHHHH
m/z--> ﬂ
Abundance #15399: Isopropy! butyrate L =
m/z 39.10 16.91%
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044358.D

Acq On : 17 Dec 2024 17:51
Operator : JC/MD

Sample : P5235-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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|

Isopropyl butyrate 9.915 7.1 ug/L 98869 2 10.055 699572 50.0
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