LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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@48353.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 33 44 50 rBV3 11467 21586 1.12% 0.133%
2 1.597 73 80 117 rVB 84322 252141 13.03% 1.553%
3  1.829 122 152 153 rBV3 30688 92051 4.76% ©.567%
4 1.851 153 159 162 rBV 39429 45320 2.34% 0.279%
5 2.530 355 370 385 rBV 289468 529590 27.37% 3.263%
6 2.755 435 440 457 rVB3 2160 3954 0.20% 0.024%
7 3.038 515 528 544 rBV6 10416 27816 1.44% 0.171%
8 3.096 544 546 556 rvve 1563 2148 0.11% 0.013%
9 3.176 557 571 588 rwv2 16289 38388 1.98% 0.237%
106 3.327 607 618 629 rVB3 2806 6151 ©0.32% ©0.038%
11 3.668 713 724 736 rVB4 5455 11607 0.60% 0.072%
12 4.510 971 986 997 rVB5 3530 7741 0.40% 0.048%
13 4.639 1011 1026 1091 rBV2 135521 612142 31.64% 3.771%
14 5.063 1139 1158 1193 rBV 296806 754177 38.98% 4.646%
15 5.366 1236 1252 1267 rVB9 4664 13519 0.70% 0.083%
16 5.581 1308 1319 1328 rVB7 2943 5783 ©.30% 0.036%
17 5.716 1341 1361 1391 rBV2 770806 1934911 100.00% 11.921%
18 5.829 1394 1396 1410 rVB6 2351 3371  0.17% 0.021%
19 5.977 1429 1442 1461 rBv2 17199 43417 2.24% 0.267%
20 6.124 1472 1488 1497 rBv4 6361 12903 0.67% 0.079%
21 6.247 1511 1526 1558 rVB 414445 867732 44.85% 5.346%
22 6.523 1603 1612 1623 rBV8 5631 11358 0.59% 0.070%
23  6.600 1626 1636 1648 rBV5 6391 13760 0.71% ©0.085%
24  6.690 1648 1664 1695 rBV 406516 892414 46.12%  5.498%
25 6.970 1745 1751 1766 rVBS8 2094 3853 0.20% 0.024%
26 7.063 1770 1780 1790 rBV7 3240 6650 0.34% 0.041%
27 7.221 1807 1829 1849 rBV8 10014 38409 1.99% 0.237%
28 7.468 1897 1906 1908 rBV4 2747 3332 0.17% 0.021%
29 7.491 1908 1913 1923 rVB6 4133 6039 0.31% 0.037%
30 7.568 1923 1937 1958 rBV 206671 430372 22.24% 2.651%
31 7.784 1995 2004 2015 rBV7 1464 3085 0.16% 0.019%
32 7.896 2020 2039 2056 rVvV 840599 1599769 82.68% 9.856%
33 7.970 2057 2062 2088 rVB3 23454 61882 3.20% 0.381%
34 8.124 2103 2110 2117 rBV4 6539 10196 ©.53% 0.063%
35 8.182 2117 2128 2156 rVB 132848 302424 15.63% 1.863%
36 8.362 2171 2184 2194 rBV8 2350 5546 0.29% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 2232 2238 2246 rVB6 1933 2433  0.13% 0.015%
38 8.665 2253 2278 2302 rBV 512444 1240256 64.10% 7.641%
39 8.800 2312 2320 2327 rBV7 2754 4307 0.22% 0.027%
40  8.864 2335 2340 2347 rVB5 2619 3821 ©0.20% 0.024%
41  8.925 2348 2359 2367 rBv4 9945 18258 0.94% 0.112%
42 9.066 2393 2403 2411 rBV7 2532 4350 0.22% 0.027%
43 9.118 2414 2419 2425 rVB4 2249 2558 0.13% 0.016%
44  9.163 2425 2433 2441 rBV5 5893 10155 ©.52% 0.063%
45 9.211 2441 2448 2457 rVB2 5577 9549 0.49% 0.059%
46  9.333 2475 2486 2496 rBV3 5981 9869 0.51% 0.061%
47  9.423 2499 2514 2536 rBV 551946 1131388 58.47% 6.970%
48 9.575 2550 2561 2572 rVB 6310 11753 0.61% 0.072%
49 9.668 2576 2590 2591 rVV5 3393 5573 0.29% 0.034%
50 9.700 2591 2600 2607 rVvVveé 8846 19739 1.02% 0.122%
51 9.745 2607 2614 2629 rVB4 14378 25201 1.30% 0.155%
52 9.877 2646 2655 2667 rBV4 2608 4751 0.25% 0.029%
53 10.025 2689 2701 2717 rBV4 4058 11345 0.59% 0.070%
54 10.115 2718 2729 2741 rBV9 3954 7961 0.41% 0.049%
55 10.250 2758 2771 2784 rBV5 12930 25105 1.30% 0.155%
56 10.356 2795 2804 2809 rBV9 3474 6315 ©0.33% 0.039%
57 10.394 2809 2816 2828 rVB2 12063 20761 1.07% 0.128%
58 10.465 2828 2838 2852 rVB10 2188 5235 0.27% 0.032%
59 10.555 2852 2866 2875 rBV1e 4727 11499 0.59% 0.071%
60 10.623 2879 2887 2892 rVV5 5227 7566 0.39% 0.047%
61 10.655 2893 2897 2910 rVB6 4187 8204 0.42% 0.051%
62 10.767 2918 2932 2959 rVB 739218 1230029 63.57% 7.578%
63 10.902 2969 2974 2982 rBV7 1617 1791 0.09% 0.011%
64 10.944 2982 2987 2989 rBV6 2247 1986 0.10% ©0.012%
65 11.015 3002 3009 3013 rBVS8 2131 3182 0.16% ©0.020%
66 11.063 3017 3024 3030 rVV9 5128 7913 0.41% 0.049%
67 11.115 3031 3040 3056 rVB2 38126 67428 3.48% 0.415%
68 11.198 3056 3066 3074 rVB9 2679 5161 ©0.27% 0.032%
69 11.311 3088 3101 3113 rBVO 4744 11376 0.59% 0.070%
70 11.375 3113 3121 3126 rBV7 3922 6138 0.32% 0.038%
71 11.417 3126 3134 3142 rVW3 24673 34359 1.78% 0.212%
72 11.465 3142 3149 3173 rVB7 12275 35082 1.81% 0.216%
73 11.574 3173 3183 3187 rBV6 4366 7388 0.38% 0.046%
74 11.639 3198 3203 3214 rVB10O 7151 12266 0.63% 0.076%
75 11.697 3216 3221 3223 rBV4 3802 3669 0.19% 0.023%

76 11.816 3246 3258 3272 rBV 718085 1154620 59.67% 7.113%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 11.873 3273 3276 3282 rVV5 8576 10451 0.54% 0.064%
78 11.912 3282 3288 3296 rVB6 8974 12768 0.66% 0.079%
79 11.996 3302 3314 3326 rVB1o 10688 27615 1.43% 0.170%
80 12.086 3335 3342 3344 rBV4 2985 3403 0.18% 0.021%
81 12.198 3364 3377 3393 rBV 931125 1502386 77.65% 9.256%
82 12.330 3409 3418 3429 rBV 83552 118972 6.15% 0.733%
83 12.500 3459 3471 3475 rBV 4893 11739 0.61% 0.072%
84 12.664 3517 3522 3531 rVB4 11699 17268 ©0.89% 0.106%
85 12.767 3551 3554 3557 rBV4 2076 1789 0.09% 0.011%
86 12.951 3588 3611 3623 rBvV8 17071 59925 3.10% 0.369%
87 13.005 3623 3628 3634 rVVe6 7349 10312 ©.53% 0.064%
88 13.050 3635 3642 3650 rVB6 12771 20035 1.04% 0.123%
89 13.134 3661 3668 3679 rVB5 10634 17293 0.89% 0.107%
90 13.356 3731 3737 3748 rBV1e 6450 9996 ©.52% 0.062%
91 13.433 3752 3761 3784 rVB2 108471 181945 9.40% 1.121%
92 13.587 3801 3809 3831 rBV2 49815 93586 4.84% 0.577%
93 13.732 3848 3854 3859 rBV9 3347 5121 0.26% 0.032%
94 13.999 3933 3937 3944 rVB5 15581 17713 0.92% 0.109%
95 14.092 3962 3966 3970 rBV4 7961 8759 0.45% 0.054%
96 14.192 3986 3997 4008 rBV5 23533 43215 2.23% 0.266%
97 14.452 4069 4078 4086 rBV 83633 117526 6.07% 0.724%
98 14.571 4110 4115 4122 rVB6 10825 13827 ©0.71% 0.085%
99 15.211 4306 4314 4326 rBV9 11276 19480 1.01% 0.120%
100 15.401 4367 4373 4391 rVB 24040 40486 2.09% 0.249%
Sum of corrected areas: 16231487
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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
Abundance TIC: VU048353.D\data.ms
800000 5.716
600000
6.247 .69(
400000 6.69
2.530 5.063
200000
4.639
1.597 1851
1.
ob 48 % 2.755 39&8k$327 3.668 451 5.3665.581 5.822974.12 6.52600
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VU048353.D\data.ms
124
7.896
800000
10.767 11.816
600000 0.423
8.665
400000
7.568
200000
8.182
978 A oR A ;L
6.97063221 5, 7.784 7’8124 8.369.536 8.8BBAMIRE9 IS0 BB T0 1024076 00 Lo A6 3559 )68
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: VU048353.D\data.ms
800000
600000
400000
200000
12.330 13. 4132 . 14.452
. 12,508 $54EAE 433 3. 732 13:995@ 92 14571 152745401
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 Furan, tetrahydro-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.977 2.50 ug/L 43417 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 64
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 64
3 Prenol 86 C5H100 000556-82-1 46
4 Oxirane, propyl- 86 C5H100 001003-14-1 38
5 Pyrrolidine 71 C4HON 000123-75-1 38
Abundance Scan 1442 (5.977 min): VU048353.D\data.ms (-1429) (-) m/z 71.00 100.00%
71.0
43.0
5000
56.0
86.0 JATHBNB N VA W
‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
o"w‘m_‘H"m_‘H\m‘mhm_m\lwmlwm m/z 43.00 62.12%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 /\/KM’
21.0 5.60 5.80 6.00 6.20 6.40
56.0 m/z 41.00 53.81%
15.0 ‘ ‘ 86.0
0\\\‘\\\\‘\}‘\\‘\\1!i‘\\\‘1l\1\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0 /\
INARTTRY A
5.60 5.80 6.00 6.20 6.40
5000 27.0 m/Z 42.00 40.45%
15.0 ‘ 560 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1913: Prenol T
71.0 5.60 5.80 6.00 6.20 6.40
m/z 56.00  33.39%
41.0
5000
53.0
270 86.0
oo 280 120
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA .M

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

Concentration Rank 6

Peak Number 3 (DEL) Alkane: Straight-Chai...

R.T. EstConc Area Relative to ISTD R.T.
11.115 2.92 ug/L 67428 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 83
3 Nonane 128 C9H20 000111-84-2 72
4 Decane 142 C1eH22 000124-18-5 64
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 3040 (11.115 min): VU048353.D\data.ms (-3031) (-

m/z 57.05 100.00%

57.0
5000
85.1 M
H ‘ ‘1120 1421 1100 1150
ol el b m/z 43.00  99.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0 JL
5000 ,\f\/\/\/\]ilOO 1150
29.0 85.0 o
: m/z 41.00 48.43%
LI || s0 10
O\\\‘\\\\“ "\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
—T— —
11.00 11.50
5000 ITI/Z 71.05 39.17%
71.0
OZO-CLQ‘”’,“”WO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane &\/V\‘ e M LT
43.0 11.00 11.50
m/z 85.10 34.16%
5000
85.0
128.0 AA
o, AN AR Y WLV SV
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@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 3
R.T. EstConc Area Relative to ISTD R.T.
12.330 5.15 ug/L 118972  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Undecane 156 C11H24 001120-21-4 74
3 Undecane 156 C11H24 001120-21-4 68
4 Undecane 156 C11H24 001120-21-4 68
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
Abundance Scan 3418 (12.330 min): VU048353.D\data.ms (-3409) (- m/z 57.00 100.00%
57.0
5000
85.1
w0l S| SVACNY,V
“ L H | 112.1 156.1 12.00 12.50
Ol e AT m/z 42.95 76.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 o el
85.0 12.00 12.50
290 ' m/z 71.05  52.22%

\ | 113.0 156.0
O 1T ‘ T ‘\ T ‘ } T ‘ T \‘ } T ‘ 1 1T H‘ T H T ‘ T ‘\ T ‘ 1T } ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
9 VWxJu

1200 1250
m/z 41.00 42.76%
5000 710

0 ZG‘L H‘\ \‘ \‘ 990 127.0 1560

R e T LA

miz--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane . ——
57.0 12.00 12.50

m/z 85.10  32.03%

5000
i i Lw /\Aﬂ\m
Y Y Y 1\ , 1130 1550

m/z--> 20 40 60 80 100 120 140 160 1200 1250

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 1-Octanol, 2-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.951 2.60 ug/L 59925 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 50
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 49
5 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 47

Abundance Scan 3611 (12.951 min): VU048353.D\data.ms (-3588) (- m/z 57.00 100.00%

57.0
5000
98.1 S
13.00
137.0
0 Mﬂ bk 2970 sz 42,95 49.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61056: 1-Octanol, 2-butyl-
57.0
5000 T
85.0 13.00
29.0 111.0 m/z 41.00 38.17%
“ | H | | ,140.0 1680
O \\\‘\“\\“}\\H“\w}\“‘\‘\\}‘\\‘fh\‘IH\\\i\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
—r—
13.00
5000 ITI/Z 71.00 28.73%
84.0
o L1180 aso0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl- “/kTAVVf\‘ I
57.0 13.00
m/z 55.00 25.56%
5000
29.0
‘ ‘ 85.0 169.0
ob b L] 1130 1400 2P0 1980 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@42922\

Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 2
R.T. EstConc Area Relative to ISTD R.T.
13.433 7.88 ug/L 181945 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Undecane 156 C11H24 001120-21-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 3761 (13.433 min): VU048353.D\data.ms (-3752) (-
57.0

m/z 57.05 100.00%

5000
85.1
—F
13.50
112.0 170.2
oww‘i‘m b ML SR 2069w/, 43.00  78.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 T T
85.0 13.50
m/z 71.05 59.79%
290
L 120 1ag 1100
0\\\‘\\\\‘\\\\“\\‘\\“\\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
—F
13.50
5000 m/z 41.00 44.91%
85.0
29.0
“ ‘ 113.0 156.0
om_mw,H‘H_m”_mh_m_H!,w_m,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T
57.0 13.50
m/z 85.10 36.96%
5000 85.0
29.0
11
bbb i [M30,24101690 1970 2260 )L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 5
R.T. EstConc Area Relative to ISTD R.T.

13.587 4.05 ug/L 93586 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 78
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 59
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59

Abundance Scan 3809 (13.587 min): VU048353.D\data.ms (-3801) (- m/z 57.05 100.00%
57.0

- JMKVAJKMJKJVN/VJ\M
— ‘
‘ 970 13.50
Ol 1829 1891 2069 o, 71 65 39.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — :
13.50
200 98.0 m/z 43.00 38.03%
0\\‘\”‘\\“‘\\\““\\H}\“H\\\““\\1‘\‘\\\1-\4.‘1\.\0\\‘\\\%‘8\4.(9\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
— ‘
13.50
5000 ITI/Z 40.95 25.17%
Ol b e A b 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- — ‘
57.0 13.50
m/z 55.95 20.79%
5000
29.0
113.0
obrr b A2 L 1420 Al
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\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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 4
R.T. EstConc Area Relative to ISTD R.T.
14.452 5.09 ug/L 117526  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Dodecane 170 C12H26 000112-40-3 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Nonane 128 C9H20 000111-84-2 70

Abundance Scan 4078 (14.452 min): VU048353.D\data.ms (-4069) (- m/z 57.05 100.00%
57.0

%

5000
85.0
I
14.50
112.1 184.2
0 bl e AL 2070y, 43.00 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 LT
14.50
29.0 m/z 71.05 60.34%
“ ‘ | | 120 1410 1840
O \\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
—
14.50
5000 ITI/Z 40.95 40.13%
85.0
290
L 120 1419 1700
0 ‘H‘mWm_m‘mWm_uH_m_m_mwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane T

57.0 14.50
m/z 85.05 35.29%

5000
85.0

Lm0 e ssao

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

:
e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48353.D

Acqg On : 29 Apr 2022 12:50

Operator : SY/MD

Sample : N2562-15ME

Misc : 7.50g/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|
Furan, tetrahyd... 5.977 2.5 ug/L 43417 1 6.247 867732 50.0
(DEL) Alkane: S... 11.115 2.9 ug/L 67428 3 11.819 1154620 50.0
(DEL) Alkane: S... 12.330 5.2 ug/L 118972 3 11.819 1154620 50.0
1-Octanol, 2-bu... 12.951 2.6 ug/L 59925 3 11.819 1154620 50.0
(DEL) Alkane: S... 13.433 7.9 ug/L 181945 3 11.819 1154620 50.0
(DEL) Alkane: S... 13.587 4.0 ug/L 93586 3 11.819 1154620 50.0
(DEL) Alkane: S... 14.452 5.1 ug/L 117526 3 11.819 1154620 50.0
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