LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0emL/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\SFAMULM@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50468.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 rBV3 4216 4947 0.15% 0.024%
2 1.511 49 53 66 rvB2 3958 5605 0.17% 0.028%
3 1.591 70 78 86 rBV 197923 267169 8.27% 1.318%
4 1.877 162 167 174 rBV 70395 87190 2.70% 0.430%
5 2.520 353 367 387 rBV 667175 1084267 33.56% 5.349%
6 2.626 395 400 401 rBV3 688 602 0.02% ©0.003%
7 2.742 432 436 438 rBV3 383 312 0.01% 0.002%
8 2.929 489 494 496 rBvV2 577 594 0.02% 0.003%
9 3.025 514 524 536 rBv2 10664 20839 0.64% 0.103%
16 3.179 556 572 595 rBV2 23190 59904 1.85% 0.296%
11 3.430 648 650 655 rVB2 256 210 0.01% ©0.001%
12 3.459 655 659 662 rBvV2 195 200 0.01% 0.001%
13  3.523 675 679 680 rBv2 323 224 0.01% ©0.001%
14 3.642 712 716 717 rBV2 420 238 0.01% 0.001%
15 3.662 717 722 725 rBV2 621 686 0.02% 0.003%
16 3.816 765 770 773 rVv2 395 314 0.01% 0.002%
17 4.118 861 864 869 rVB2 279 266 0.01% 0.001%
18 4.340 924 933 946 rBv2 691 1521 ©.05% ©0.008%
19 4.642 1014 1027 1089 rBV 248027 873169 27.02% 4.308%
20 5.060 1138 1157 1186 rBV 541893 1247542 38.61% 6.155%
21 5.292 1218 1229 1234 rBV2 1485 2385 0.97% 0.012%
22 5.356 1245 1249 1250 rBV 605 361 0.01% 0.002%
23 5.716 1340 1361 1399 rBV2 1292468 3231121 100.00% 15.941%
24  5.980 1432 1443 1465 rBV5 11367 28974 0.90% 0.143%
25 6.089 1472 1477 1479 rVB2 258 210 0.01% 0.001%
26 6.105 1479 1482 1485 rVB3 409 288 0.01% 0.001%
27 6.134 1488 1491 1495 rBV2 347 322 0.01% 0.002%
28 6.247 1511 1526 1550 rBV 288990 579050 17.92% 2.857%
29 6.391 1568 1571 1573 rBV3 365 197 0.01% 0.001%
30 6.459 1586 1592 1595 rBV3 326 349 0.01% 0.002%
31 6.536 1603 1616 1628 rBV7 12715 26175 0.81% 0.129%
32 6.607 1628 1638 1648 rBVS5 4915 10256 0.32% 0.051%
33 6.690 1648 1664 1692 rVB 714131 1450247 44.88% 7.155%
34 6.797 1695 1697 1698 rBV 863 346 0.01% 0.002%
35 6.899 1724 1729 1730 rBV 281 195 ©0.01% 0.001%
36 6.977 1747 1753 1754 rBV2 411 291 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0emL/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\SFAMULM@82422WMA .M
Title : VOC Analysis
37 7.221 1814 1829 1844 rW7 5069 14084 0.44% 0.069%
38 7.494 1906 1914 1922 rBV4 1806 2596 ©0.08% 0.013%
39 7.565 1922 1936 1956 rBV 333561 634419 19.63% 3.130%
40 7.700 1974 1978 1981 rBV3 650 574 0.02% 0.003%
41  7.793 2004 2007 2011 rVV 520 401 0.01% 0.002%
42 7.896 2025 2039 2060 rBV 1369249 2432655 75.29% 12.002%
43 8.073 2091 2094 2098 rVB4 549 473 0.01% 0.002%
44  8.124 2104 2110 2117 rBvV8 2732 4294 0.13% 0.021%
45  8.182 2117 2128 2153 rVB 219259 426171 13.19% 2.103%
46  8.301 2162 2165 2168 rVB3 353 209 0.01% 0.001%
47  8.317 2168 2170 2173 rBV 255 196 ©0.01% 0.001%
48  8.346 2175 2179 2180 rBvV2 683 428 0.01% 0.002%
49 8.417 2197 2201 2204 rBV3 309 230 0.01% 0.001%
50 8.552 2231 2243 2258 rBV2 142324 245990 7.61% 1.214%
51 8.658 2258 2276 2304 rBV 774738 1911085 59.15% 9.429%
52 8.922 2349 2358 2369 rBV7 4440 8485 0.26% 0.042%
53 9.060 2398 2401 2402 rBV3 932 543 0.02% 0.003%
54 9.118 2410 2419 2425 rBV7 1456 2052 0.06% 0.010%
55 9.173 2425 2436 2441 rVvv8 2265 4233 0.13% 0.021%
56 9.211 2444 2448 2460 rVB3 3867 5460 0.17% 0.027%
57 9.282 2467 2470 2472 rBV3 330 227 0.01% ©0.001%
58 9.337 2478 2487 2497 rBV6 3809 6539 0.20% 0.032%
59 9.420 2498 2513 2535 rBV 374225 705247 21.83% 3.479%
60 9.558 2552 2556 2557 rBV4 513 329 0.01% 0.002%
61 9.578 2560 2562 2566 rVB 531 323  0.01% 0.002%
62 9.613 2566 2573 2579 rBV3 612 744 0.02% 0.004%
63 9.655 2581 2586 2591 rBV5 1096 1155 ©0.04% 0.006%
64 9.742 2604 2613 2623 rVB5 7816 11877 ©.37% 0.059%
65 9.870 2647 2653 2654 rBV4 1074 1030 0.03% 0.005%
66 9.931 2669 2672 2676 rvv2 263 228 0.01% 0.001%
67 9.964 2676 2682 2684 rVV3 559 540 0.02% 0.003%
68 10.012 2691 2697 2699 rBV3 1712 1562 ©0.05% 0.008%
69 10.115 2720 2729 2730 rBV4 1335 1413 0.04% 0.007%
70 10.211 2755 2759 2760 rBV2 347 219 0.01% 0.001%
71 10.253 2761 2772 2783 rVB4 7985 12891 0.40% 0.064%
72 10.314 2783 2791 2792 rBV4 1615 1536 0.05% 0.008%
73 10.394 2809 2816 2828 rVB4 10226 16429 0.51% 0.081%
74 10.456 2830 2835 2837 rBV6 898 981 ©0.03% 0.005%
75 10.555 2854 2866 2875 rBV9 4342 9207 0.28% 0.045%
76 10.623 2882 2887 2893 rBV3 5124 5879 0.18% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0emL/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\SFAMULM@82422WMA .M
Title : VOC Analysis
77 10.764 2911 2931 2957 rBV 1092993 1840654 56.97% 9.081%
78 10.976 2995 2997 3006 rVB4 1175 1417 0.04% 0.007%
79 11.015 3007 3009 3011 rBV2 536 282 0.01% 0.001%
80 11.066 3016 3025 3031 rVV9 4264 7423 0.23% 0.037%
81 11.115 3032 3040 3058 rVB2 30605 49293 1.53% 0.243%
82 11.179 3058 3060 3061 rBV 578 269 0.01% 0.001%
83 11.253 3078 3083 3091 rVB4 1044 1092 0.03% 0.005%
84 11.311 3095 3101 3113 rBVS8 3438 5456 ©.17% 0.027%
85 11.382 3116 3123 3126 rBV6 2786 3481 0.11% 0.017%
86 11.417 3127 3134 3141 rVV2 18964 25061 0.78% 0.124%
87 11.574 3173 3183 3187 rBV5 3225 4576 0.14% 0.023%
88 11.71@ 3216 3225 3231 rBV1e 3679 6733 0.21% 0.033%
89 11.816 3247 3258 3271 rBV 359712 566904 17.55% 2.797%
90 12.086 3337 3342 3343 rBV4 1574 1302 0.04% 0.006%
91 12.198 3364 3377 3404 rBV 1179281 1928581 59.69% 9.515%
92 12.327 3410 3417 3428 rVB 56652 79012 2.45% 0.390%
93 12.664 3516 3522 3530 rVB7 7329 11032 0.34% 0.054%
94 12.928 3598 3604 3623 rVB7 10927 33881 1.05% 0.167%
95 13.009 3623 3629 3635 rBV9 5780 8040 0.25% 0.040%
96 13.047 3637 3641 3651 rVB1@ 7222 10512 0.33% 0.052%
97 13.433 3753 3761 3784 rVB2 53232 94959  2.94% 0.468%
98 13.587 3801 3809 3819 rBV 33294 52477 1.62% 0.259%
99 14.452 4070 4078 4087 rBV2 42045 57892 1.79% 0.286%
100 16.295 4645 4651 4659 rVB3 14609 18965 ©.59% 0.094%
Sum of corrected areas: 20268794
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VU050468.D\data.ms

1200000
1000000

800000
2.520

600000

400000

4.642
200000/ 1291

1.877

626742.9925179 nammms® 816 4.1184.340
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TY_TTTY_Y?‘Y_‘/\\Y_T%Y_Y—F\?\ \T_Y_Y—‘\\\\‘\\\ﬁ\\‘\\\\‘\\\\‘\

o

Time-->

5.716

6.69(

5.060

6.247

5.3856 5.

CrTT T T \\\‘v—v—r\/‘\rwrﬁwwﬁ"r\‘rﬁ’ﬁuw

RN
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: VU050468.D\data.ms

7.896
1200000
1000000
800000 8.658

600000

400000 7565

8.182

200000 8 55

7@3%77 7221 74 77/009 8

121
10.764

11.816

0— — T

T
7. 00 7. 50 8 00 8 50 9.00 9.50

10. 00

Time-->

ARROB 6523 | 101d7eRAPmRiekbT 57471 lZ.O@L
e R s

10.50 11.00 11.50 12.00

Abundance

TIC: VU050468.D\data.ms

1200000

1000000

800000

600000

400000

200000
14.452

2.327 13
P27 1o eea1zsamer B30T

16.295

0 T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T
12.50 13.00 13.50 14.00

T T (—— I——
Time--> 14.50 15.00 15.50

T ‘ T T ‘ T T ‘ T
16.00 16.50 17.00 17.50

SFAMULM@82422WMA.M Mon Aug 29 11:38:20 2022

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 Furan, tetrahydro-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.980 2.50 ug/L 28974  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 87
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 87
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 86
4 Pyrrolidine 71 C4HON 000123-75-1 40
5 Oxirane, butyl- 100 C6H120 001436-34-6 40
Abundance Scan 1443 (5.980 min): VU050468.D\data.ms (-1432) (-) m/z 71.00 100.00%
71.0
43.0
5000

56.0 86.0 \‘HH‘HH‘HH’QH\‘H

‘ ‘ H 5.60 5.80 6.00 6.20 6.40
0Ll bl m/z 43.00  68.64%

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #2022: Furan, tetrahydro-2-methyl-

43.0 71.0
5000 \‘H\\‘HH‘HM\’HH‘H
27.0 5.60 5.80 6.00 6.20 6.40
56.0 m/z 41.00 54.23%
15.0 ‘ ‘ 86.0
O\\\‘\\\\‘\}‘\\‘\\1!i‘\\\‘ll\l\\i‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘!\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
]
T
5.60 5.80 6.00 6.20 6.40
5000 27.0 m/z 42.00  38.05%
15.0 ‘ 5e.0 86.0
0\\\‘2?9\\‘\l‘u‘\\!!i‘\\wll\1\\iw‘M‘\m‘lm‘u‘u‘\u
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl- T
71.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 38.90 25.53%
5000
27.0
‘ 56.0 86.0
0 s A EEARE T
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.115 4.35 ug/L 49293 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C1eH22 000124-18-5 64
3 Octane 114 C8H18 000111-65-9 53
4 Undecane 156 C1l1H24 001120-21-4 53
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 50

Abundance Scan 3040 (11.115 min): VU050468.D\data.ms (-3032) (- | m/z 57.00 100.00%
57.0
5000 AJAN&
820 N\fkmﬁ b M
H 1131 142.0 11.00 11.50
Obrrrrrrrell bl R A e e m/Z 42,95 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0 MJ\N\N
5000 AW\“‘
71.0 1100 1150
m/z 40.90 57.65%
Vol ||| [mo a0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
g b
11.00 11.50
5000 ITI/Z 70.95 39.67%
71.0
0204990“202070
m/z--> 20 40 60 80 100 120 140 160 180 200 kﬁq
Abundance #8620: Octane SMS L FPYAVARAA VA
43.0 11.00 11.50
m/z 54.95 33.93%
5000
85.0
114.0
0150, g et e
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\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 5 Decane, 1,1'-oxybis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.327 6.97 ug/L 79012  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 83
2 Undecane 156 C11H24 001120-21-4 80
3 Undecane 156 C1l1H24 001120-21-4 72
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 64
5 Nonane 128 C9H20 000111-84-2 64
Abundance Scan 3417 (12.327 min): VU050468.D\data.ms (-3410) (- m/z 57.00 100.00%
57.0
5000
85.0
s Pt
H | 119 1560 12.00 12.50
o Al e e e e M/z 42,95 76.31%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #197436: Decane, 1,1'-oxybis-
57.0
85.0
5000 P oSS
12.00 12.50
29.0 11201400 m/z 40.95 50.57%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #33078: Undecane
43.0
- ~
12.00 12.50
m/z 71.00 50.53%
5000 71.0
0 | Jggo 127.0156.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 ﬁ&M\
Abundance #33077: Undecane ‘ ‘/& =
57.0 12.00 12.50
m/z 54.95 35.56%
5000
85.0
29.0
\ | | 1130 156.0
Obrrrpebetle b e e e e e e e v e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Cyclohexane, 2-propenyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.928 2.99 ug/L 33881 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 50
2 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 49
3 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 47
4 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 38
5 3-Hexyne 82 C6H1e0 000928-49-4 30

Abundance Scan 3604 (12.928 mln) VU050468 D\data.ms (-3598) (- m/z 54.95 100.00%
5000
“H 109.0" 154.0 13.00
0! MWM‘WH_H‘W m/z 83.00  99.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12175: Cyclohexane, 2-propenyl-
55.0
83.0 “/\%
5000 i T
13.00
m/z 81.95 78.11%
27 0 | 124.0
O\\\‘\\\\\ f“\ \\‘1‘\\\\‘1\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31456: Cyclohexane (1-methylbutyl)-
s bt
il i
‘ L,
13.00
5000 m/z 40.95 68.64%
111.0
154.0
o e as20 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #20726: Cyclohexane, (1-methylpropyl)- —
=
55.0 82.0 13.00
m/z 69.00 56.90%
5000
111.0
29.0 ‘ ‘ 140.0
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 7 Hydroxylamine, O-decyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.433 8.38 ug/L 94959  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 72
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
4 Undecane 156 C11H24 001120-21-4 59
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
Abundance Scan 3761 (13.433 min): VU050468.D\data.ms (-3753) (- | m/z 56.95 100.00%
57.0
5000
85.0
—F
39!0
H | 112.1 1701 13.50 .
0l el m/z 42.95 71.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48249: Hydroxylamine, O-decyl-
43.0
5000 T
71.0 13.50
m/z 71.00 59.31%
0 ” i \93\.\0 | 140'0 173.0
\\\’\\\\‘\\\‘\ \\\’\\\\‘\1\\’\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
M L
710 13.50 ;
5000 m/z 40.95 44.30%
97.0  126.0
oL, L MBS M—— £ B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14544: Heptane, 2,4-dimethyl- —
43.0 13.50
m/z 54.95 34.84%
5000 85.0 M“Mm
0L15.0 | i 65.(14 1130
e e e ——
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.587 4.63 ug/L 52477 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59

Abundance Scan 3809 (13.587 min): VU050468.D\data.ms (-3801) (- | m/z 57.00 100.00%
57.0

N

5000
T \
38 79 QTO 1410 169.0 13.50
Ol 72y 14101890 L 7100 41.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 qu T ‘M?N
13.50
m/z 42.95 34.14%
20.0 98.0
O ‘\H‘\\“‘\\\‘ ‘\\“}7\9‘.9\\\\““\\U\‘\\\1\4‘1\.9\\‘\\\\1-‘8\4.\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
T \
13.50
5000 ITI/Z 40.90 27.13%
29.0
H 98.0
o bl um90 | 1 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester P
57.0 13.50
m/z 56.00 24.60%
5000
29.0
85.0
o b a0 170 A
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\VU082622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22  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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.452 5.11 ug/L 57892 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 4078 (14.452 min): VU050468.D\data.ms (-4070) (' ' m/z 56.95 100.00%
57.0

5000

=

T
14.50

113.0 154.1184.2

0 m/z 43.00 78.03%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 L
85.0 14.50
29.0 m/z 70.95 68.76%
| “ | | | 11301410 1840
O \H‘HH‘H\H“\M\“\‘H\“\\w\‘\‘\H“HH‘HHH\H‘HH‘HH‘H\\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
Rl ss
14.50
5000 85.0 m/z 40.90 47.45%
29.0
oLl Mtoeggisse
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T
57.0 14.50
m/z 85.00 41.01%
85.0
5000
29.0
oo o 80010001070 208
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@82622\
Data File : VU@50468.D

Acqg On : 26 Aug 2022 19:36

Operator : SY/MD

Sample : N4322-05ME

Misc : 3.98g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 22 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|
Furan, tetrahyd... 5.980 2.5 ug/L 28974 1 6.247 579050 50.0
(DEL) Alkane: S... 11.115 4.3 ug/L 49293 3 11.816 566904 50.0
Decane, 1,1'-ox... 12.327 7.0 ug/L 79012 3 11.816 566904 50.0
Cyclohexane, 2-... 12.928 3.0 ug/L 33881 3 11.816 566904 50.0
Hydroxylamine, ... 13.433 8.4 ug/L 94959 3 11.816 566904 50.0
(DEL) Alkane: S... 13.587 4.6 ug/L 52477 3 11.816 566904 50.0
(DEL) Alkane: S... 14.452 5.1 ug/L 57892 3 11.816 566904 50.0
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