LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 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\SFAMULM@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50502.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 38 43 48 rBV2 4539 5473 0.35% 0.047%
2 1.591 71 78 87 rBv 78053 106926 6.90% 0.927%
3 2.523 355 368 389 rVB 261674 422565 27.29% 3.662%
4 2.639 399 404 405 rBV6 996 880 0.06% 0.008%
5 2.983 507 511 514 rBV4 600 542 0.03% 0.005%
6 3.028 514 525 538 rVv3 7258 14550 0.94% 0.126%
7 3.176 559 571 591 rVW2 11361 29514 1.91% 0.256%
8 3.407 640 643 648 rVB 381 269 0.02% 0.002%
9 3.845 776 779 785 rVB2 358 306 0.02% 0.003%
10 4.022 829 834 837 rBV2 253 282 0.02% 0.002%
11 4.645 1014 1028 1080 rBv2 121083 447863 28.92%  3.881%
12 5.060 1140 1157 1181 rBV 248863 582263 37.60% 5.046%
13 5.288 1220 1228 1231 rBV2 963 1185 0.08% 0.010%
14 5.366 1243 1252 1264 rBV4 956 1624 0.10% 0.014%
15 5.417 1264 1268 1273 rVB2 337 325 0.02% 0.003%
16 5.452 1273 1279 1280 rBV2 291 252 0.02% 0.002%
17 5.716 1341 1361 1389 rVV2 609323 1548586 100.00% 13.420%
18 5.980 1430 1443 1464 rBV3 13157 32939 2.13% 0.285%
19 6.108 1479 1483 1485 rvv2 605 423 0.03% 0.004%
20 6.247 1511 1526 1551 rBV 437984 879516 56.79% 7.622%
21 6.526 1601 1613 1626 rBV9 5710 11414 0.74% 0.099%
22 6.603 1629 1637 1649 rBV4 5534 10773 0.70% 0.093%
23 6.690 1649 1664 1684 rBV 342774 703910 45.46% 6.100%
24  6.790 1693 1695 1699 rBV4 578 439 0.03% 0.004%
25 7.224 1816 1830 1839 rBV7 5487 12486 0.81% 0.108%
26 7.295 1848 1852 1855 rBV3 563 492 0.03% 0.004%
27 7.501 1902 1916 1922 rBV7 1656 3059 0.20% 0.027%
28 7.568 1922 1937 1959 rVV 135241 261640 16.90%  2.267%
29 7.655 1961 1964 1967 rVV3 1111 853 0.06% 0.007%
30 7.697 1971 1977 1978 rBV3 651 502 0.03% 0.004%
31 7.787 2001 2005 2011 rBV5 566 598 0.04% 0.005%
32 7.896 2025 2039 2058 rBV 617066 1109867 71.67% 9.618%
33 8.057 2085 2089 2091 rBV3 621 409 0.03% 0.004%
34 8.128 2104 2111 2116 rBV3 2360 3395  0.22% 0.029%
35 8.182 2116 2128 2152 rVwV 85224 172641 11.15% 1.496%
36 8.285 2157 2160 2165 rVB3 407 352 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 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\SFAMULM@82422WMA .M
Title : VOC Analysis
37 8.346 2173 2179 2181 rBV4 1314 1266 0.08% 0.011%
38 8.449 2205 2211 2216 rVB4 323 358 0.02% 0.003%
39 8.533 2232 2237 2241 rBVS5S 436 490 0.03% 0.004%
40 8.552 2241 2243 2247 rBV3 343 313 0.02% 0.003%
41  8.587 2251 2254 2259 rVB3 469 415 0.03% 0.004%
42 8.661 2259 2277 2312 rBV2 358116 950585 61.38% 8.238%
43  8.925 2349 2359 2373 rVB8 2706 5498 0.36% 0.048%
44  9.063 2396 2402 2403 rBV3 823 759 0.05% 0.007%
45  9.111 2409 2417 2419 rBvV4 740 1012 0.97% 0.009%
46 9.169 2429 2435 2439 rVWVW5 1579 1750 0.11% 0.015%
47  9.208 2443 2447 2454 rVB4 1940 2649 0.17% 0.023%
48  9.336 2478 2487 2493 rBV5 2135 3276 0.21% 0.028%
49 9.420 2499 2513 2540 rBV 576176 1100352 71.06% 9.536%
50 9.562 2554 2557 2560 rBvV2 769 582 0.04% 0.005%
51 9.655 2583 2586 2589 rBV 588 528 0.03% 0.005%
52 9.745 2607 2614 2623 rVB5 5507 7722 0.50% 0.067%
53 9.870 2649 2653 2660 rvB3 1022 1136 0.07% 0.010%
54 9.951 2675 2678 2680 rBvV3 381 272 0.02% 0.002%
55 10.015 2694 2698 2701 rBvV3 735 597 0.04% 0.005%
56 10.057 2709 2711 2717 rVB2 312 293 0.02% 0.003%
57 10.118 2723 2730 2743 rVB7 1356 2445 0.16% 0.021%
58 10.250 2764 2771 2781 rVV4 3999 5851 ©0.38% 0.051%
59 10.301 2782 2787 2789 rVV3 386 361 0.02% 0.003%
60 10.320 2791 2793 2796 rVW4 621 391 0.03% 0.003%
61 10.356 2797 2804 2806 rVV6 1139 1465 ©0.09% 0.013%
62 10.391 2810 2815 2826 rVB5 3761 6217 0.40% 0.054%
63 10.462 2831 2837 2843 rBV5 645 889 0.06% ©0.008%
64 10.491 2843 2846 2850 rVB4 317 264 0.02% 0.002%
65 10.555 2857 2866 2873 rBV6 1945 3303 0.21% 0.029%
66 10.623 2883 2887 2893 rBV5 1721 1926 0.12% 0.017%
67 10.764 2914 2931 2954 rBV 529474 897815 57.98% 7.781%
68 10.877 2963 2966 2970 rBV4 372 418 0.03% 0.004%
69 10.947 2980 2988 2996 rBVS5 1128 1649 0.11% 0.014%
70 10.983 2996 2999 3006 rVB4 853 793 0.05% 0.007%
71 11.012 3006 3008 3010 rBV2 417 271 0.02% 0.002%
72 11.066 3017 3025 3030 rBV4 1270 1726 0.11% 0.015%
73 11.115 3030 3040 3056 rVB2 17266 29849 1.93% 0.259%
74 11.182 3056 3061 3063 rBV2 865 685 0.04% 0.006%
75 11.253 3080 3083 3088 rVB3 473 352  0.02% 0.003%
76 11.314 3094 3102 3109 rVB6 2251 3044 0.20% 0.026%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 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\SFAMULM@82422WMA .M
Title : VOC Analysis
77 11.352 3112 3114 3116 rBV3 406 246 0.02% 0.002%
78 11.375 3116 3121 3126 rBV5S 1731 2089 0.13% 0.018%
79 11.417 3126 3134 3142 rVB3 10237 14154 0.91% 0.123%
80 11.459 3143 3147 3148 rBV3 1018 739 0.05% 0.006%
81 11.571 3176 3182 3188 rBV5 1374 2089 0.13% 0.018%
82 11.716 3218 3227 3233 rBV9 1760 2819 0.18% 0.024%
83 11.754 3233 3239 3245 rVB7 1936 2780 0.18% 0.024%
84 11.815 3245 3258 3273 rBV 550676 885670 57.19% 7.675%
85 11.999 3307 3315 3324 rVB1e 3631 6934 0.45% 0.060%
86 12.041 3324 3328 3333 rVB6 862 754 0.05% 0.007%
87 12.086 3334 3342 3345 rBV5S 1108 1551 0.10% ©0.013%
88 12.102 3345 3347 3351 rVB2 652 344 0.02% ©0.003%
89 12.195 3363 3376 3395 rBV 573171 965191 62.33% 8.365%
90 12.327 3409 3417 3428 rVB 33679 50508 3.26% ©.438%
91 12.369 3428 3430 3431 rBV2 1033 413 0.03% 0.004%
92 12.471 3458 3462 3464 rBV2 1196 973 0.06% 0.008%
93 12.664 3516 3522 3532 rVBS 4924 6952 0.45% 0.060%
94 12.931 3591 3605 3606 rBV7 6326 9986 0.64% 0.087%
95 13.005 3623 3628 3635 rBVS8 3149 3954 0.26% 0.034%
96 13.134 3662 3668 3676 rBV6 4231 5626 0.36% 0.049%
97 13.433 3752 3761 3770 rBV 40110 59461 3.84% 0.515%
98 13.587 3801 3809 3827 rBvV2 23715 38702 2.50% 0.335%
99 14.449 4070 4077 4087 rBV 32751 45774 2.96% 0.397%
100 15.401 4368 4373 4384 rVB3 16760 22709 1.47% 0.197%
Sum of corrected areas: 11539098
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU050502.D\data.ms
600000 5.716

500000
6.247

400000
6.69(
300000

2.523 5.060

200000

4.645
100000 1591

| 1.47 639 23088176 3 407 3.84%.022 5. B5EA45? 5-,9@.’10 6.62803
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\TT‘\\\\‘\\\\‘\\\\‘\m\\\ T

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: VU050502.D\data.ms
600000 7.896 9.420 121

11.815
10.764

500000

400000

8.661

300000

200000

7.568

100000 8.182

0790 7.22%57.5 6978)L 8528258, S.Qmmmjeg.ss&z. DD SRR piieds
A O T = = :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU050502.D\data.ms
600000

500000
400000
300000
200000

100000

2.327 13.433 -0, 14.449
o | L2BEA 712,664 1219105134 '
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 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

15.401
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 2 Carbonic acid, nonyl prop-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.327 2.85 ug/L 50508 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 72
2 Undecane 156 C11H24 001120-21-4 64
3 Octane 114 C8H18 000111-65-9 59
4 Octane 114 C8H18 000111-65-9 59
5 Undecane 156 C11H24 001120-21-4 52
Abundance Scan 3417 (12.327 min): VU050502.D\data.ms (-3409) (- | m/z 56.95 100.00%
57.0
5000
85.0 A
WL b,
3819
‘ MM H |, 129 156.1 12.00 12.50
Ol m/z 42.90  78.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
5000 Ll NESINIA
71.0 12.00 12.50
m/z 40.90 49.87%
97.0
0\\\??‘{#\‘1‘1\\ ‘\‘iHi\“H\\\“‘\\\\]‘-2\9'9\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
RAVANSN NS
12.00 12.50
5000 m/z 71.00 49,32%
85.0
29.0
\ I uu |, 130 156.0
O e I LA B e B B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #8622: Octane
43.0 12.00 12.50
m/z 85.00 32.78%
5000
‘ 85.0
0 H“zﬁ‘wb““:“‘!?“"q“w:“H_l‘lf'?””_”w \ - /\ NSV
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\VU082922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.433 3.36 ug/L 59461 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Undecane 156 C11H24 001120-21-4 80
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 78
4 Dodecane 170 C12H26 000112-40-3 74
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 3761 (13.433 min): VU050502.D\data.ms (-3752) (- | m/z 57.00 100.00%
57.0
5000
85.0
U
112.9 170.2 :
0 wma‘i“” sl 74800 SIS 2069 n/z 43.00  78.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 Mot
85.0 13.50
m/z 71.00 54.67%
290 170.0
Ot T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \H‘:I\_:\I-}‘Z\.(‘)\“H]-\‘l‘l\.\()\ T \'\ BARRERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
AAMAM”‘N ey
13.50
5000 m/z 41.00 47 .54%
85.0
29.0
‘ H ‘ 113.0 156.0
0"‘_LH‘1&”_@1WVHJ\HNW‘M“H‘M“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48249: Hydroxylamine, O-decyl-
43.0 13.50
m/z 55.00 33.92%
5000 71.0
97.0
0 19001730 o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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 Carbonic acid, nonyl vinyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.449 2.58 ug/L 45774  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 86
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 4077 (14.449 min): VU050502.D\data.ms (-4070) (1 m/z 57.00 100.00%
57.0
5000
580 ﬁmﬂjkmwwﬂwA/wamf
—
‘ JL H 184.1207.0 14.50
0 b ,“:m,ﬂuw”,m_m_Mw_ww‘ m/z 43.00 74.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
71.0
5000 1
14.50
m/z 70.95 62.28%
97.0
O \\\’\H‘\\’M‘\\‘!’\\H\\"H\‘\\h’\\\\1‘2\6\'\()\‘\\\\‘1\7\1\-\0‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
POy ‘”AgwwAmfw“
14.50
5000 m/z 40.95 46.94%
85.0
0 Z?O\\ h ‘ h\hglﬁo 1490 1680 213.0
A e AN B AR S e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane —
57.0 14.50
m/z 85.00 36.54%
5000
85.0
290‘
oo by b d 11302420 1880 gl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50502.D

Acqg On : 29 Aug 2022 22:41

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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|
Carbonic acid, ... 12.327 2.9 ug/L 50508 3 11.816 885670 50.0
(DEL) Alkane: S... 13.433 3.4 ug/L 59461 3 11.816 885670 50.0
Carbonic acid, ... 14.449 2.6 ug/L 45774 3 11.816 885670 50.0
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