LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48387.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 33 43 50 rBV 13251 25648 1.56% ©0.168%
2 1.597 73 80 111 rVB 64388 183554 11.19% 1.202%
3 1.800 118 143 144 rBV4 20747 55301 3.37% 0.362%
4 1.851 153 159 163 rBV 61120 72074 4.39% 0.472%
5 2.533 359 371 385 rBV 227625 408636 24.92% 2.676%
6 2.758 438 441 447 rVB3 1279 1345 0.08% 0.009%
7 2.954 497 502 505 rBV3 1785 1638 0.10% 0.011%
8 3.022 517 523 524 rBv4 1926 1645 0.10% 0.011%
9 3.176 553 571 587 rBvV 26056 62076 3.78% 0.407%
10 3.421 640 647 649 rBv2 974 1178 0.07% 0.008%
11  3.433 649 651 658 rVB 1122 996 0.06% 0.007%
12 3.671 715 725 726 rBV3 1534 1779 0.11% 0.012%
13 4.224 889 897 901 rBvV2 644 918 0.06% 0.006%
14 4.636 1009 1025 1045 rBV 132748 426235 25.99% 2.792%
15 5.064 1139 1158 1189 rBV 271654 655741 39.98%  4.295%
16 5.347 1242 1246 1249 rVV4 950 1067 0.07% 0.007%
17 5.369 1249 1253 1261 rVB5 1205 1614 0.10% 0.011%
18 5.719 1342 1362 1395 rBV2 649935 1640110 100.00% 10.742%
19 5.977 1430 1442 1461 rVWV5 14862 39782 2.43% 0.261%
20 6.128 1478 1489 1492 rBV6 1440 2167 0.13% 0.014%
21  6.170 1497 1502 1507 rBV2 850 1032 0.06% 0.007%
22 6.247 1512 1526 1563 rVV 494510 1018951 62.13% 6.674%
23 6.527 1601 1613 1622 rVV7 6140 11599 0.71% 0.076%
24  6.597 1626 1635 1650 rVv2 6591 14101 0.86% 0.092%
25 6.690 1650 1664 1689 rVV 362061 754917 46.03% 4.,945%
26 6.973 1746 1752 1754 rBV2 1019 1059 0.06% 0.007%
27 7.192 1803 1820 1822 rBV4 8763 12871 0.78% 0.084%
28 7.498 1905 1915 1923 rBV6 3904 6855 0.42% 0.045%
29 7.568 1923 1937 1958 rBV 187880 371368 22.64% 2.432%
30 7.697 1972 1977 1980 rBV3 1111 1081 0.07% 0.007%
31 7.790 1996 2006 2018 rBV4 5623 10289 0.63% 0.067%
32 7.899 2026 2040 2058 rBV 727417 1348630 82.23% 8.833%
33 8.128 2104 2111 2117 rBV5 4694 6677 0.41% 0.044%
34 8.186 2117 2129 2155 rvB2 118132 261604 15.95% 1.713%
35 8.353 2176 2181 2186 rBV6 1248 14106 0.09% 0.009%
36 8.465 2211 2216 2227 rBV4 821 1424 0.09% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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@42522WMA .M
Title : VOC Analysis
37 8.536 2227 2238 2242 rBV5 1986 2531 0.15% 0.017%
38 8.661 2258 2277 2305 rBV 462312 1094874 66.76% 7.171%
39 8.858 2336 2338 2346 rVBS5 1538 1535 0.09% 0.010%
40  8.928 2350 2360 2367 rBv4 9430 17278 1.05% 0.113%
41  8.980 2373 2376 2384 rVB6 1820 2271 0.14% 0.015%
42 9.067 2395 2403 2412 rBVS8 2287 3518 0.21% 0.023%
43 9.118 2412 2419 2425 rBvV6 1798 2390 0.15% 0.016%
44  9.173 2425 2436 2441 rBV7 3614 6186 ©0.38% 0.041%
45  9.211 2441 2448 2457 rVB3 7179 11837 0.72% 0.078%
46  9.333 2478 2486 2496 rBV3 6494 10895 0.66% 0.071%
47  9.424 2500 2514 2540 rBV 668791 1337405 81.54% 8.760%
48 9.568 2551 2559 2560 rBV5 1601 1926 0.12% 0.013%
49 9.668 2574 2590 2595 rBV9 3467 7726 0.47% 0.051%
50 9.706 2595 2602 2606 rvv7 3416 5987 ©.37% 0.039%
51 9.745 2606 2614 2625 rVV2 16094 25960 1.58% 0.170%
52 9.787 2625 2627 2634 rVB5 1475 1192 0.07% 0.008%
53 9.874 2648 2654 2659 rBv4 1877 2299 0.14% 0.015%
54 10.018 2689 2699 2708 rBV7 3867 7380 0.45% 0.048%
55 10.121 2721 2731 2738 rBV7 3718 6141 0.37% 0.040%
56 10.253 2755 2772 2781 rBV3 12944 23639 1.44% 0.155%
57 10.359 2798 2805 2810 rvva8 3057 4958 0.30% 0.032%
58 10.398 2810 2817 2828 rVB3 11004 18287 1.11% 0.120%
59 10.472 2831 2840 2853 rVB1o 2661 4551 0.28% 0.030%
60 10.555 2855 2866 2876 rBVS8 4676 11495 0.70% 0.075%
61 10.626 2876 2888 2893 rBV7 8462 13534 0.83% 0.089%
62 10.768 2915 2932 2958 rBV 674589 1123509 68.50% 7.359%
63 10.890 2963 2970 2971 rBV6 1114 1376 0.08% 0.009%
64 10.948 2981 2988 2990 rBV6 2985 3454 0.21% 0.023%
65 11.028 3005 3013 3015 rBV7 2470 2683 0.16% 0.018%
66 11.063 3019 3024 3030 rVV7 4580 6602 0.40% 0.043%
67 11.118 3031 3041 3057 rVB2 51335 87565 5.34% 0.574%
68 11.192 3058 3064 3065 rBV3 2379 2196 0.13% 0.014%
69 11.256 3080 3084 3091 rVB8 1413 1724 0.11% 0.011%
70 11.314 3091 3102 3112 rBVS8 6069 13509 0.82% ©0.088%
71 11.378 3115 3122 3126 rBVS8 3379 5184 0.32% 0.034%
72 11.417 3126 3134 3142 rVV2 34593 49608 3.02% 0.325%
73 11.465 3143 3149 3157 rVv8 4991 8535 0.52% 0.056%
74 11.571 3174 3182 3187 rBVS8 4030 6827 0.42% 0.045%
75 11.642 3199 3204 3215 rVB7 10709 18063 1.10% 0.118%
76 11.710 3216 3225 3233 rW7 6074 12874 0.78% 0.084%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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@42522WMA .M
Title : VOC Analysis
77 11.748 3234 3237 3245 rVWW7 5349 7355 0.45% 0.048%
78 11.819 3246 3259 3272 rVVW 876840 1409662 85.95% 9.233%
79 11.877 3272 3277 3283 rVV2 14562 20638 1.26% 0.135%
80 11.912 3283 3288 3300 rVV6 15374 23131 1.41% 0.152%
81 11.999 3301 3315 3326 rVB7 16534 36243  2.21% 0.237%
82 12.105 3337 3348 3351 rBV7 3153 5721 0.35% 0.037%
83 12.198 3359 3377 3392 rBV 864426 1396123 85.12% 9.144%
84 12.330 3409 3418 3429 rBV 137516 197911 12.07%  1.296%
85 12.388 3431 3436 3449 rVB7 12822 28222 1.72% 0.185%
86 12.536 3477 3482 3494 rVB8 15501 27877 1.70%  0.183%
87 12.603 3496 3503 3513 rVBS8 4666 7901 0.48% 0.052%
88 12.668 3515 3523 3532 rBV3 17075 25266 1.54% 0.165%
89 12.947 3589 3610 3622 rBV7 26288 90981 5.55% 0.596%
90 13.009 3624 3629 3635 rVV3 12650 16950 1.03% 0.111%
91 13.050 3635 3642 3652 rVB6 18150 27693 1.69% 0.181%
92 13.134 3662 3668 3679 rVB4 14843 21162 1.29% 0.139%
93 13.433 3751 3761 3770 rBV 152731 227559 13.87% 1.490%
94 13.587 3801 3809 3818 rBV2 71146 109742 6.69% 0.719%
95 14.095 3963 3967 3969 rBV2 6303 5838 ©0.36% 0.038%
96 14.192 3988 3997 4011 rVB5 27014 47888 2.92% 0.314%
97 14.452 4070 4078 4087 rBV 88341 119547 7.29% 0.783%
98 14.571 4111 4115 4123 rVB8 11836 13877 ©0.85% 0.091%
99 14.652 4136 4140 4144 rBV4 7287 8305 0.51% 0.054%
100 15.398 4369 4372 4379 rVB2 13001 15170 0.92% 0.099%
Sum of corrected areas: 15267638
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\

: VUe48387.D

: 03 May 2022 13:30

: SY/MD

: N2603-09SME

: 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Abundance
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Time-->
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TIC: VU048387.D\data.ms

5.719
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6.69(

5.064
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27529905 1/6 3428 3671 4.224 HBED 5.973a1 7 6.6597
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TIC: VU048387.D\data.ms
11819 12.1

7.899
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8.661
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.800 2.71 ug/L 55301 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 9
2 Propane, 1,1,2-trichloro- 146 C3H5C13 000598-77-6 9
3 Methan-d3-ol 35 CHD30 001849-29-2 4

4 Ethanol, 2-(2-chloroethoxy)- 124 C4H9C102 000628-89-7 4
5 Propanoic acid, 2-chloro-, methy... 122 C4H7C102 017639-93-9 4

Abundance Scan 143 (1.800 min): VU048387.D\data.ms (-118) (-) m/z 63.00 100.00%

63.0

1.60 1.80 2.00 2.20

5000
m .-

91.0
\\\\‘\\\\ \‘\\\“\\\\‘\1\1\2\0‘\\\\‘\\\\ m/Z 35.10 65.89%
m/z--> 20 0 80 100 120 140
Abundance #5649. Ethene, (2-chloroethoxy)-
63.0
27.0 430
5000 L L L B B R
106.0 1.60 1.80 2.00 2.20

m/z 44.95 63.64%

79.0 |
T ‘ L ‘ L ‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #25094: Propane, 1,1,2-trichloro-
63.0

1.60 1.80 2.00 220

27.0
o | B0 10 s 0150
iz % 40 e 80 180 130 10
Abundance #46: Methan-d3-ol ““
33.0 1.60 1.80 2.00 2.20

m/z 43.00  35.50%

5000 //wNWWﬂ{AMWM
160 \\H‘ /\Am/\\/\

m/z--> 20 40 60 80 100 120 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.118 3.11 ug/L 87565 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Decane 142 C10H22 000124-18-5 90
3 Decane 142 C10H22 000124-18-5 90
4 Decane 142 C10H22 000124-18-5 87
5 Undecane 156 C11H24 001120-21-4 78
Abundance Scan 3041 (11.118 min): VU048387.D\data.ms (-3031) (- m/z 57.00 100.00%
57.0
5000
85.1 Mﬂ
11. 00 11 50
1120 1421
2069 n/z 43.00  94.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
5000 L\ T T
71.0 11.00 11.50
m/z 71.10 47 .42%

\1\5\-‘0\‘}‘\\“‘}\\‘!“\1‘\\‘1\?%‘9\!\‘\\}ﬁ%g\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane j\A
57.0
ViR AL

11.00 11.50
5000 m/z 41.00  45.55%
29.0 85.0
L o e
il n i
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane T ——
43.0 11.00 11.50
m/z 55.00  33.14%
5000
71.0
142.0
3 hS — —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.330 7.02 ug/L 197911 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 78
3 Undecane 156 C11H24 001120-21-4 72
4 Undecane 156 C11H24 001120-21-4 70
5 Undecane 156 C11H24 001120-21-4 68
Abundance Scan 3418 (12.330 min): VU048387.D\data.ms (-3409) (- m/z 57.00 100.00%
57.0
5000
85.0
== =y
12.00 12.50
112.1 156.2
JLZOGQ m/z 43.00  77.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 U
85.0 1200 1250
29.0 m/z 71.85 53.16%
L T
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester
°1° Man
== =y
12.00 12.50
5000 m/z 41.00 45.26%
85.0
290 1110 1540
B L Lo, 10 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane = T
57.0 12.00 12.50
m/z 85.05 33.60%
5000
85.0
29.0
Ll (1130 1560
H“H‘“H“_“‘_“w“‘w“‘w“u“‘u“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.948 3.23 ug/L 90981 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
3 Heptane, 3-ethyl- 128 C9H20 015869-80-4 53
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 47
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 43

Abundance Scan 3610 (12.947 min): VU048387.D\data.ms (-3589) (- m/z 57.00 100.00%

57.0
5000
98.1 S
‘ H | ‘ 136.9 207.1 13.00
SRS ! Hwﬁww‘mu‘H“w“H“u“u“_“‘ m/z 42.95 31.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22093: Octane, 2,3-dimethyl-
57.0
5000 U
13.00
98.0 m/z 41.00  27.20%
29.0 | ‘
\\\‘\‘\‘\\“‘\\\‘!‘\\“\\‘\\\\“\\\\‘\\\1\4‘2\\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22102: Octane, 2,3-dimethyl-
57.0
—r—
13.00
5000 ITI/Z 98.10 25.15%
29.0 98.0
1420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14527: Heptane, 3-ethyl- iy N L
57.0 13.00
m/z 55.00 22.06%
5000
98.0
290
[ "
“““““ S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.433 8.07 ug/L 227559 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
3 Nonadecane 268 C19H40 000629-92-5 72
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64

Abundance Scan 3761 (13 433 min): VU048387.D\data.ms (-3751) (- m/z 57.05 100.00%

57.0
5000 85.0
e
13.50
‘ 113.1141,0170.2 5
\\\‘\\\\“‘}\\H“\‘}‘}\‘H‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\?‘()\\7\\()‘\\\\‘\\\\‘\\\\ m/z 43.06 78.214
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
57.0
5000 T
85.0 13.50
m/z 71.05 59.50%
29.0 170.0
\\\‘\‘\‘\\“\\\H“\\“\\“1\\\“%}&‘0\\].\?‘1-\\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
e
13.50
5000 65,0 m/z 41.e0  43.15%
29.0
H‘_H‘_H‘_H“ AL S e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane —
57.0 13.50
m/z 85.05 38.08%
85.0
5000
29.0
) 11301410160 0107.0 268.C
H‘_‘H‘HH‘H‘w‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H‘H“ e O
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.587 3.89 ug/L 109742  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 97
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59

Abundance Scan 3809 (13.587 min): VU048387.D\data.ms (-3801) (- m/z 57.00 100.00%
57.0

> J\\AAJKVJKﬂyﬂ_/\V
98.1 L ‘
HU | 141.1  169.2 13:50
\\‘\\3)\5\"i\\\“‘\‘\‘\‘?"QUWWM’\\\H\‘\\\\‘\.\\\‘l\\\.\’\\\ m/Z 71.05 41.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 o ‘
13.50
m/z 43.00 37.41%
29.0 “ 98.0
\\‘\H‘\\“‘\\\‘\“\\“\‘7\9‘.9\\\“"\\U\‘\\\]-\4.‘1\.\0\\‘\\\?_’8\4;0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T \
13.50
5000 ITI/Z 41.00 25.36%
e 0 aa0 es0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 13.50
m/z 56.00 19.98%
5000
29.0
850 1130
O e L Y S
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\

Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 9 (DEL) Alkane: Straight-Chai...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.452 4.24 ug/L 119547 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4078 (14.452 min): VU048387.D\data.ms (-4070) (-
57.1

5000 85.0
O
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59026: Tridecane
57.0
5000
29.0 85.0

m/z 57.10 100.00%

-

14.50
m/z 43.00 73.00%

a

14.50
m/z 71.05 60.27%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59029: Tridecane
57.0
T
14.50
5000 ITI/Z 85.05 40.76%
85.0
29.0
Ll oo 1m0
HwH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_Hw‘uWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158598: Nonadecane T
57.0 14.50
m/z 41.00 39.69%
85.0
5000
290
HwHHM‘HMHW‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ —
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50322\
Data File : VU@48387.D

Acqg On : 03 May 2022 13:30

Operator : SY/MD

Sample : N2603-09ME

Misc : 5.86g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 1.800 2.7 ug/L 55301 1 6.247 1018950 50.0
(DEL) Alkane: S.. 11.118 3.1 ug/L 87565 3 11.819 1409660 50.0
(DEL) Alkane: S.. 12.330 7.0 ug/L 197911 3 11.819 1409660 50.0
(DEL) Alkane: S.. 12.948 3.2 ug/L 90981 3 11.819 1409660 50.0
(DEL) Alkane: S.. 13.433 8.1 ug/L 227559 3 11.819 1409660 50.0
(DEL) Alkane: S.. 13.587 3.9 ug/L 109742 3 11.819 1409660 50.0
(DEL) Alkane: S.. 14.452 4.2 ug/L 119547 3 11.819 1409660 50.0
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