LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22 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@55838.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.483 55 60 65 rBv4 6366 6891 0.24% 0.037%
2 1.599 88 96 113 rVB 140953 226613 7.91% 1.206%
3 1.878 179 183 200 rVB 41930 66166 2.31% ©.352%
4 2.541 377 389 412 rVB 344473 574331 20.06% 3.057%
5 2.702 437 439 441 rBV2 683 398 0.01% 0.002%
6 2.898 495 500 505 rVB3 707 799 0.03% 0.004%
7 3.036 532 543 561 rVB6 7357 19821 0.69% 0.105%
8 3.1806 561 563 565 rBv 564 368 0.01% 0.002%
9 3.174 571 586 606 rBvV 37333 96217 3.36% 0.512%
106 3.338 632 637 643 rVB7 1356 1383 0.05% 0.007%
11 3.563 702 707 712 rBV3 545 647 0.02% 0.003%
12 3.673 729 741 743 rBVS 2628 3713 0.13% 0.020%
13 3.798 775 780 785 rVv3 416 416 0.01% 0.002%
14 3.962 826 831 834 rBV2 619 492 0.02% 0.003%
15 4.174 894 897 901 rBV 441 348 0.01% 0.002%
16 4.496 992 997 999 rBv3 948 865 0.03% 0.005%
17 4.518 999 1004 1007 rVV5 661 600 0.02% 0.003%
18 4.631 1027 1039 1090 rBvV2 105176 416800 14.56% 2.218%
19 5.055 1154 1171 1203 rVV 309113 757865 26.47% 4.034%
20 5.290 1241 1244 1247 rBV4 574 455 0.02% 0.002%
21 5.328 1251 1256 1258 rBV4 647 571 0.02% 0.003%
22 5.537 1316 1321 1325 rBV 483 483 0.02% 0.003%
23 5.714 1353 1376 1413 rBV2 695598 1868515 65.26% 9.945%
24  5.894 1429 1432 1437 rVB4 499 425 0.01% 0.002%
25 5.975 1449 1457 1461 rBV6 4675 7298 0.25% 0.039%
26 6.119 1495 1502 1503 rBv4 2331 1773 0.06% 0.009%
27 6.161 1513 1515 1517 rVB 827 412 0.01% 0.002%
28 6.184 1517 1522 1526 rBV2 497 439 0.02% 0.002%
29 6.242 1526 1540 1569 rBV 654500 1394088 48.69% 7.420%
30 6.393 1583 1587 1589 rBvV2 623 460 0.02% 0.002%
31 6.534 1618 1631 1645 rBV6 46513 104406 3.65% 0.556%
32 6.685 1664 1678 1709 rVV2 396839 853235 29.80% 4.541%
33 6.811 1712 1717 1723 rVB9 2224 2636 0.09% 0.014%
34 6.888 1740 1741 1746 rVB2 496 350 0.01% 0.002%
35 6.975 1761 1768 1770 rBV5 1111 850 0.03% 0.005%
36 6.994 1772 1774 1777 rVB2 629 373 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22 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 7.052 1788 1792 1794 rBV2 611 445 0.02% 0.002%
38 7.193 1828 1836 1845 rBV7 6187 14959 0.52% ©0.080%
39 7.306 1869 1871 1873 rBV4 659 344 0.01% 0.002%
40 7.422 1903 1907 1910 rVv4 457 381 0.01% 0.002%
41  7.496 1921 1930 1938 rBV6 2756 4640 0.16% 0.025%
42 7.563 1938 1951 1975 rBV 201201 414072 14.46% 2.204%
43 7.705 1986 1995 2001 rBV9 2802 4691 0.16% 0.025%
44  7.849 2034 2040 2041 rBV6 1409 1386 ©0.05% 0.007%
45 7.894 2041 2054 2074 rBV 781632 1464925 51.16% 7.797%
46  8.061 2102 2106 2110 rBV5 753 818 0.03% 0.004%
47  8.129 2121 2127 2132 rBV5 3214 4128 0.14% 0.022%
48 8.180 2132 2143 2171 rVB 125599 281622 9.84%  1.499%
49 8.280 2171 2174 2179 rVB3 904 749 0.03% 0.004%
50 8.348 2190 2195 2197 rBv4 1367 1364 0.05% 0.007%
51 8.428 2216 2220 2222 rBvV2 698 406 0.01% 0.002%
52 8.550 2244 2258 2276 rBV 1628837 2863180 100.00% 15.239%
53 8.656 2276 2291 2319 rVV2 310673 809336 28.27% 4.308%
54  8.920 2365 2373 2383 rBvV2 4634 8798 0.31% 0.047%
55 8.984 2388 2393 2394 rBV4 795 629 0.02% 0.003%
56 9.068 2414 2419 2425 rVB6 1346 1658 0.06% 0.009%
57 9.113 2427 2433 2440 rBV7 3011 3952  0.14% 0.021%
58 9.171 2441 2451 2456 rvv8 4064 7716 0.27% 0.041%
59 9.209 2457 2463 2473 rVB6 6254 11210 0.39% 0.060%
60 9.335 2490 2502 2512 rBv4 7349 13502 0.47% 0.072%
61 9.418 2515 2528 2554 rBvV 859676 1766565 61.70% 9.403%
62 9.630 2590 2594 2596 rBV2 773 654 0.02% 0.003%
63 9.650 2596 2600 2605 rVVe6 1558 1632 0.06% 0.009%
64 9.672 2605 2607 2609 rBV2 876 436 0.02% 0.002%
65 9.743 2623 2629 2639 rVB5 12380 18822 0.66% 0.100%
66 9.868 2662 2668 2677 rBvV4 1685 3017 0.11% 0.016%
67 9.955 2687 2695 2697 rBV4 1244 1582 0.06% ©0.008%
68 10.016 2706 2714 2725 rBV1e 4142 8229 0.29% 0.044%
69 10.090 2732 2737 2738 rBV3 973 595 0.02% 0.003%
70 10.110 2738 2743 2744 rBV2 3498 2325 0.08% 0.012%
71 10.219 2769 2777 2778 rBV4 1376 1345 0.05% 0.007%
72 10.248 2778 2786 2798 rVB4 11184 19157 0.67% 0.102%
73 10.296 2798 2801 2802 rBV3 635 372  0.01% 0.002%
74 10.309 2802 2805 2808 rBV5 1190 1058 0.04% 0.006%
75 10.393 2824 2831 2844 rVB4 16211 26964 0.94% 0.144%
76 10.557 2870 2882 2892 rBV9 7520 16907 ©0.59% 0.090%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22 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 10.621 2898 2902 2909 rVB3 6717 6597 0.23% 0.035%
78 10.759 2928 2945 2978 rBV 607968 1044550 36.48% 5.560%
79 10.897 2985 2988 2989 rBV2 1009 572 0.02% 0.003%
80 11.007 3018 3022 3023 rBV3 1608 1173 0.04% 0.006%
81 11.065 3031 3040 3046 rBV7 6696 11386 0.40% 0.061%
82 11.113 3047 3055 3072 rVB2 39999 67347 2.35% 0.358%
83 11.187 3072 3078 3079 rBV4 1772 1653 0.06% 0.009%
84 11.309 3110 3116 3117 rBV4 3716 3612 ©0.13% 0.019%
85 11.376 3129 3137 3141 rBV6 4937 7578 0.26% 0.040%
86 11.415 3142 3149 3157 rVB3 22681 34429 1.20% 0.183%
87 11.576 3190 3199 3202 rBV7 3291 5461 ©.19% 0.029%
88 11.711 3236 3241 3246 rBV7 4571 5627 ©0.20% 0.030%
89 11.814 3261 3273 3287 rBV 1016686 1643835 57.41% 8.749%
90 12.142 3373 3375 3378 rBV4 1104 847 0.03% 0.005%
91 12.193 3379 3391 3411 rVV 783168 1297953 45.33% 6.908%
92 12.325 3424 3432 3443 rVB 79279 113812 3.98% 0.606%
93 12.666 3530 3538 3549 rVB6 12454 19647 0.69% 0.105%
94 12.933 3610 3621 3622 rBvVv8 15798 23105 0.81% 0.123%
95 13.003 3638 3643 3650 rBV7 8016 10217 ©0.36% 0.054%
96 13.045 3652 3656 3665 rVB3 12342 15632 ©.55% 0.083%
97 13.132 3678 3683 3693 rVB5 10274 13380 0.47% 0.071%
98 13.428 3767 3775 3799 rVB2 87178 151111 5.28% ©0.804%
99 13.582 3816 3823 3832 rBV 37589 57471 2.01% 0.306%
100 14.447 4085 4092 4100 rBV2 40525 55005 1.92% 0.293%
Sum of corrected areas: 18788073
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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\VU102023\

: VU@55838.D

: 20 Oct 2023 17:28

: MD/SY

: 04961-02ME

: 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 22

Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.325 3.46 ug/L 113812 1,4-Dichlorobenzene-d4 11.814
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Undecane 156 C11H24 001120-21-4 74
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 72
4 Undecane 156 C11H24 001120-21-4 68
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 58
Abundance Scan 3432 (12.325 min): VU055838.D\data.ms (-3424) (- | m/z 57.00 100.00%
57.0
5000
85.0
b o NS
H | 1120 156.1 12.00 12.50
\\\‘\\\\i\\\H“\‘w\‘\“\\\}“‘\\}‘\‘\h\\\‘\\\‘\“\ m/Z 42.95 86.08%
miz--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0
5000 M e
71.0 12.00 12.50
m/z 71.00 60.53%
26\-L il \‘ 990 1270 1560
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
12.00 12.50
5000 m/z 40.95 48.30%
85.0
29.0
| UH | 113.0 156.0
el e
m/z--> 20 40 60 80 100 120 140 160
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester - —
43.0 12.00 12.50
m/z 85.00 33.66%
5000 71.0
97.0
a0 |70 wmo \A S
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.428 4.60 ug/L 151111 1,4-Dichlorobenzene-d4 11.814
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane 170 C12H26 000112-40-3 76
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 3775 (13.428 min): VU055838.D\data.ms (-3767) (- | m/z 57.00 100.00%
57.
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L L L L I L L L L L m/Z 43.00 81.8700

m/z--> 20 40 60 80 100 120 140 160 180 200
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\‘ \“\ H\ \‘\ R 11?'0\141'0 184'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59027: Tridecane
57.0

N
13.50
m/z 40.90 48.06%
5000 o o 85.0 /
il 0 aao 19
e et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane T
57.0 13.50
m/z 85.00 36.50%
5000
85.0
29.0 170.0
B T W T LOT, V8
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55838.D

Acqg On : 20 Oct 2023 17:28

Operator : MD/SY

Sample : 04961-02ME

Misc : 5.45g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22 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|
(DEL) Alkane: S... 12.325 3.5 ug/L 113812 3 11.814 1643840 50.0
(DEL) Alkane: S... 13.428 4.6 ug/L 151111 3 11.814 1643840 50.0

SFAMULM101023WMA.M Thu Oct 26 16:27:57 2023 7



