LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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_ V\Method\SFAMVLMO11024WMA .M
Title : VOC Analysis

Signal : TIC: VV@33971.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 66 74 96 rBV 77523 107703 4.06% 0.309%
2 1.507 140 145 159 rBV 40104 55243 2.08% 0.159%
3 2.037 300 310 331 rVB 192716 287213 10.83% 0.824%
4 2.449 416 438 455 rBV2 49963 108923 4.11% 0.313%
5 2.677 496 509 529 rBV 42888 84271 3.18% 0.242%
6 2.950 581 594 617 rBV2 60571 121294 4.57% 0.348%
7 3.799 850 858 907 rW 32278 109716 4.14% 0.315%
8 4.246 978 997 1033 rBV 105524 311494 11.75% 0.894%
9 4.564 1078 1096 1113 rBV2 120418 297364 11.21% 0.853%
10 4.661 1113 1126 1151 rVB3 40785 111684 4.21% 0.321%
11  4.806 1151 1171 1201 rBV 161336 401896 15.15% 1.153%
12 4.950 1201 1216 1243 rVV2 274886 702385 26.49% 2.016%
13 5.085 1245 1258 1270 rVV4 29134 74710 2.82% 0.214%
14 5.397 1341 1355 1385 rBV 205281 424415 16.00% 1.218%
15 5.532 1386 1397 1430 rVV 251156 540023 20.36% 1.550%
16 5.989 1526 1539 1549 rBV2 142313 315593 11.90% 0.906%
17 6.117 1569 1579 1587 rBV2 33798 62890 2.37% 0.180%
18 6.175 1587 1597 1620 rVB2 61550 127755 4.82% 0.367%
19 6.375 1645 1659 1676 rVB5 33489 81723 3.08% 0.235%
20 6.555 1702 1715 1738 rVB5 18329 49820 1.88% 0.143%
21 6.760 1767 1779 1789 rBV 62915 121353 4.58% 0.348%
22 6.841 1793 1804 1812 rBV 274772 485283 18.30% 1.393%
23 6.879 1812 1816 1822 rVB 54010 63570 2.40% 0.182%
24  7.005 1845 1855 1878 rVB 346713 733233 27.65% 2.104%
25 7.188 1900 1912 1919 rBvV2 72018 138518 5.22% 0.398%
26 7.243 1920 1929 1951 rVB 314886 586108 22.10% 1.682%
27  7.497 1997 2008 2019 rBV 506967 801273 30.21%  2.300%
28 7.561 2019 2028 2030 rBV 49478 70641 2.66% 0.203%
29 7.908 2125 2136 2149 rVB 75015 125403 4.73% 0.360%
30 8.027 2150 2173 2197 rBV4 131503 515827 19.45% 1.480%
31 8.140 2197 2208 2224 rBV 145543 359162 13.54% 1.031%
32 8.217 2224 2232 2242 rVB3 87395 155480 5.86% 0.446%
33 8.281 2242 2252 2261 rBV 81124 142938 5.39% 0.410%
34 8.503 2310 2321 2331 rVV3 115406 248175 9.36% 0.712%
35 8.558 2332 2338 2343 rvv3 102373 177538 6.69% 0.510%

36 8.603 2343 2352 2365 rVB3 546985 922591 34.79%  2.648%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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_ V\Method\SFAMVLMO11024WMA .M
Title : VOC Analysis
37 8.725 2376 2390 2400 rBV 444607 727553 27.43%  2.088%
38 8.786 2400 2409 2427 rVV 351102 614635 23.18% 1.764%
39 8.950 2444 2460 2471 rBV2 54250 117463 4.43% 0.337%
40 9.037 2475 2487 2495 rVwv3 52505 112906 4.26% 0.324%
41  9.088 2495 2503 2510 rVV2 74682 126299 4.76% 0.362%
42 9.140 2510 2519 2543 rVB 738993 1154848 43.55% 3.314%
43  9.413 2589 2604 2620 rVB6 113785 218970 8.26% 0.628%
44  9.516 2630 2636 2648 rVB 64675 98196 3.70% 0.282%
45 9.612 2658 2666 2668 rBV2 40534 49613 1.87% 0.142%
46  9.648 2669 2677 2687 rVV3 204518 333373 12.57% 0.957%
47  9.735 2688 2704 2714 rVWV6 161449 367911 13.87% 1.056%
48 9.789 2715 2721 2732 rVB 99832 158097 5.96% 0.454%
49 9.915 2751 2760 2765 rBV3 34648 53776 2.03% 0.154%
50 9.956 2765 2773 2781 rVV2 104924 175683 6.62% 0.504%
51 10.024 2781 2794 2799 rVV2 184429 370548 13.97% 1.063%
52 10.056 2799 2804 2815 rVB2 216534 312092 11.77% 0.896%
53 10.159 2816 2836 2852 rBV5 420805 865917 32.65%  2.485%
54 10.329 2883 2889 2898 rVB6 30928 50555 1.91% 0.145%
55 10.387 2899 2907 2917 rVV4 89775 160647 6.06% 0.461%
56 10.448 2918 2926 2931 rVV2 121586 195738 7.38% 0.562%
57 10.481 2932 2936 2939 rVW 110636 134572 5.07% 0.386%
58 10.519 2940 2948 2968 rVB 1004257 1545728 58.29% 4.436%
59 10.677 2987 2997 3003 rBvV3 72288 142392 5.37% 0.409%
60 10.776 3020 3028 3033 rBV5 55904 78655  2.97% 0.226%
61 10.818 3033 3041 3048 rBV 292293 448952 16.93% 1.289%
62 10.857 3048 3053 3061 rVB 159030 221593 8.36% 0.636%
63 10.972 3082 3089 3095 rBv4 74453 118429 4.47%  0.340%
64 11.037 3104 3109 3118 rVB3 104090 142672 5.38% 0.409%
65 11.091 3119 3126 3134 rBV3 148610 224319 8.46% 0.644%
66 11.188 3147 3156 3164 rBV 461415 711461 26.83% 2.042%
67 11.233 3165 3170 3177 rVW 160556 234907 8.86% 0.674%
68 11.278 3177 3184 3190 rVV 244573 359739 13.56% 1.032%
69 11.313 3190 3195 3204 rVB 198325 264841 9.99% 0.760%
70 11.407 3216 3224 3233 rVB 239689 341986 12.90% 0.982%
71 11.490 3240 3250 3252 rBV6 68647 105171 3.97% 0.302%
72 11.516 3254 3258 3262 rVV 120256 164049 6.19% 0.471%
73 11.567 3266 3274 3290 rVB4 481724 1028712 38.79% 2.952%
74 11.731 3315 3325 3355 rVB2 1509208 2652002 100.00% 7.611%
75 11.879 3356 3371 3379 rBV4 266707 608807 22.96% 1.747%
76 11.934 3381 3388 3389 rBV3 92260 101970 3.85% 0.293%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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_ V\Method\SFAMVLMO11024WMA .M
Title : VOC Analysis
77 12.066 3420 3429 3435 rBV5 150247 277578 10.47% 0.797%
78 12.197 3458 3470 3479 rBV6 221143 441481 16.65% 1.267%
79 12.310 3495 3505 3512 rBV3 341899 607049 22.89% 1.742%
80 12.406 3527 3535 3543 rBV2 456027 660331 24.90% 1.895%
81 12.448 3543 3548 3555 rVB2 155278 186557 7.03% 0.535%
82 12.493 3556 3562 3567 rBV3 88814 108855 4.10% 0.312%
83 12.532 3568 3574 3581 rBV2 149504 194405 7.33% ©.558%
84 12.667 3611 3616 3628 rVB3 134956 202407 7.63% 0.581%
85 12.738 3630 3638 3646 rBv4 128705 227774 8.59% 0.654%
86 12.789 3648 3654 3656 rBv2 74978 85606 3.23% 0.246%
87 12.831 3657 3667 3681 rVB2 1176617 1955212 73.73% 5.612%
88 12.940 3696 3701 3706 rBV 66741 88469 3.34% 0.254%
89 12.982 3707 3714 3739 rVB8 312538 870120 32.81% 2.497%
90 13.152 3762 3767 3775 rVB4 70474 98975 3.73% 0.284%
91 13.207 3776 3784 3791 rBV5 151422 266123 10.03% 0.764%
92 13.416 3844 3849 3863 rVB7 189117 346220 13.06% 0.994%
93 13.484 3864 3870 3884 rVB5 171624 290803 10.97% 0.835%
94 13.844 3975 3982 3997 rVB 629980 971650 36.64%  2.789%
95 14.040 4033 4043 4055 rVB6 160454 350799 13.23% 1.007%
96 14.371 4140 4146 4155 rBV4 68213 116074 4.38% 0.333%
97 14.705 4244 4250 4258 rBV4 76342 132733 5.01% 0.381%
98 14.789 4270 4276 4284 rVB 219295 280433 10.57% 0.805%
99 15.361 4447 4454 4461 rVBS 65527 93558 3.53% 0.269%
100 15.680 4547 4553 4561 rVB3 52123 70735 2.67% ©0.203%
Sum of corrected areas: 34842932
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\

: VWe33971.D

: 02 Feb 2024 15:40

: SY/MD

: P1329-11ME

: 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
. 16

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM011024WMA.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
2.449 10.09 ug/L 108923  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
Abundance Scan 438 (2.449 min): VV033971.D\data.ms (-416) (-) m/z 43.00 100.00%
43.0
5000 71.0

e R REERES SN

57.0 86.0 2.20 2.40 2.60 2.80
owm‘_m"‘m‘mw‘uu‘!“,Hw‘l;m,mmm m/z 42.80  53.65%

miz--> 10 20 30 40 50 60 70 80 90

Abundance #2045: Pentane, 2-methyl-

43.0
5000 71.0 uu‘uu‘uu‘/\\u‘u\
2.20 2.40 2.60 2.80
270 57.0 m/z 41.00 41.57%
86.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
R R ARR T
2.20 2.40 2.60 2.80
5000 71.0 m/z 71.00 39.28%
27.0 57.0
86.0
obee Wb T
m/iz--> 10 20 40 50 60 70 80 90
Abundance #2047:Pentane,24nethyL “‘w““\“‘w‘ﬁ\‘\“/
43.0 2.20 2.40 2.60 2.80
m/z 38.90 20.50%
5000 71.0
270 57.0 660
m/z--> 10 20 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
2.677 7.80 ug/L 84271 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91

4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 509 (2.677 min): VV033971.D\data.ms (-496) (-) m/z 57.00 100.00%

57.0
41.0
5000
S LN I G -
‘ ‘ 709 860 2.40 2.60 2.80 3.00
0l ettt e S m/z 56.00 86.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L L L L L LN LR

2.40 2.60 2.80 3.00

m/z 41.00 65.80%
oL20 180 730 sso
\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\‘\\\‘\\\\‘\\\\‘\\}\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
e
410 2.40 2.60 2.80 3.00
' m/z 43.00 26.35%
5000 29.0
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 /\
Abundance #2049: Pentane, 3-methyl- AR R e Rmaa
57.0 2.40 2.60 2.80 3.00

m/z 38.90 20.18%

290 410
5000
15.0 ‘ 71.0
0 1.0 | | ‘ | \ | 86.0

m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 47
R.T. EstConc Area Relative to ISTD R.T.
2.950 11.23 ug/L 121294  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 64
4 n-Hexane 86 C6H14 000110-54-3 59
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50
Abundance Scan 594 (2.950 min): VV033971.D\data.ms (-581) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.1 \‘WHWHWHWH,‘
70.9 2.60 2.80 3.00 3.20
0t b m/z 41,08 76.21%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
2.60 2.80 3.00 3.20
86.0 m/z 43.00 60.99%
71.0
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0 2.60 2.80 3.00 3.20
5000 m/z 56.00 50.93%
86.0
15.0 71.0
ottt et e M
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane A A e ER RS
57.0 2.60 2.80 3.00 3.20
43.0 m/z 42.08  32.18%
29.0
5000
86.0
15.0 71.0
1 D RN NS | N v i S VAN B U
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 48
R.T. EstConc Area Relative to ISTD R.T.
4.661 10.34 ug/L 111684 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 50
Abundance Scan 1126 (4.661 min): VV033971.D\data.ms (-1113) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
”“‘6“%6“%6“66“
‘ ‘ | | es0 1000 4.40 4.60 4.80 5.00
0 —r—pr—rrrrr et e e o e m/z 43.00 69.13%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
290 71.0 4.40 4.60 4.80 5.00
m/z 56.95 66.70%
Ll 580 a0
0 \H‘HH‘\\H’HH‘HHiHH’\‘\ \‘HH‘HH\’HH‘HHiHH’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
A EARE R e
4.40 4.60 4.80 5.00
5000 29.0 m/z 40.95 62.00%
71.0
0 2.0 15\.0 ‘\ ‘ | 1 ‘ | “ . 85\)0 109'0
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.00 42.19%
5000
29.0 71.0
85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
4.806 37.21 ug/L 401896  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 64
5 Heptane 100 C7H16 000142-82-5 64
Abundance Scan 1171 (4.806 min): VV033971.D\data.ms (-1151) (-) m/z 43.00 100.00%
43.0
71.0
57.0
5000
M 85.0 100.0 4.40 4.60 4.80 5.00 5.20
0l e e e e ey m/z 71.00 66.19%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 ‘\\\\‘\\\\‘\\\\‘&‘\\
4.40 4.60 4.80 5.00 5.20
29.0 m/z 70.00 59.36%
“ ‘ 85.0 100.0
O\\\‘\\H‘\\\\’H\\‘\\H‘\}\\’H\\‘\\H‘\\\\’H\\‘\\Hi\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0 /\/W
R EaRE
4.40 4.60 4.80 5.00 5.20
5000 57.0 70.0 m/z 41.00 59.04%
29.0
5o || 850 1000
Ot e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R
43.0 4.40 4.60 4.80 5.00 5.20
m/z 57.00 56.33%
5000 290 57.0 71.0
ol 10 15.0 “ L 85.0 100.0
R Ea s B e e Ramma e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 62
R.T. EstConc Area Relative to ISTD R.T.
5.085 6.92 ug/L 74710  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
2 Heptane, 3-ethyl-5-methylene- 140 C1eH20 1010160-41-7 59
3 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 50
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 46

Abundance Scan 1258 (5.085 min): VV033971.D\data.ms (-1245) (-) m/z 70.00 100.00%
43. 7

L.

‘ | 97.9 4.80 5.00 5.20 5.40
o"wmwm‘“_um‘umuww_m_‘ m/z 42.95 93.12%

m/z--> 20 60 80 100 120 140
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
70.0
AN

5000 red e
4.80 5.00 5.20 5.40

m/z 54.90  50.20%

27.0

N
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140
Abundance #20722: Heptane, 3-ethyl-5-methylene-
43.0 70.0
N\ I

4.80 5.00 5.20 5.40

o

=

5000 m/z 71.00 48.847%
27,0
0 “ 0 ] 850 1100 1400
el
miz--> 20 40 60 80 100 120 140
Abundance #7538: 1-Heptene, 4-methyl- R BRARERRNE S
43.0 4.80 5.00 5.20 5.40
70.0 m/z 40.90  46.13%
5000
27.0
oo Ml ll oy oro120
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
5.397 39.30 ug/L 424415  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 87
3 Heptane 100 C7H16 000142-82-5 78
4 Heptane 100 C7H16 000142-82-5 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
Abundance Scan 1355 (5.397 min): VV033971.D\data.ms (-1341) (-) m/z 42.95 100.00%
43.0
57.0 71.0
5000
100.0 WVANGD B CE——
H | 85 0 ‘ 5.00 5.20 5.40 5.60 5.80
0Lt e e e e M/ 71,00 64.19%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 IR R R
5.00 5.20 5.40 5.60 5.80
29.0 100.0 m/z 41.00 64.05%
A "
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
R e R EmmE R
5.00 5.20 5.40 5.60 5.80
5000 570 71.0 m/z 57.00 57.78%
29.0
100.0
0 15.0 ‘\ “\ “ ‘\ 850 ‘
R Raa s S R R e EARRARERES
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane AR
43.0 5.00 5.20 5.40 5.60 5.80
m/z 56.00 34.94%
5000 290 57.0 71.0
100.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 67
R.T. EstConc Area Relative to ISTD R.T.
6.117 5.82 ug/L 62890 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 90
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 81
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
5 1,3,5-Cyclohexanetriamine 129 C6H15N3 1000197-09-2 50

Abundance Scan 1579 (6.117 min): VV033971.D\data.ms (-1569) (-) m/z 57.00 100.00%
43.0 57.0

5000
71.0 99.1
“ i “ 1141 ggagaae*zaaaa”‘o
A R S A A A S SRR AR SRR AL AR AN m/z 42.95  90.35%

miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl-
430 51.0

5000 H““‘_““H““‘H
5.80 6.00 6.20 6.40
27.0 71.0 99.0

‘ m/z 40.90  49.15%

114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0

o

o

H‘H‘W‘H“H‘w‘u“
5.80 6.00 6.20 6.40
5000 m/z 41.95 28.09%
27.0 71.0 09.0
ol 20 H Dol sso | 1140
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl- Amamnaas n SR
57.0 5.80 6.00 6.20 6.40
43.0 m/z 99.10  28.09%
5000 99.0
71.0
114.0
PR 1 1 S Y W
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 Hexane, 1,1'-oxybis- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.175 11.83 ug/L 127755 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 64
2 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 64
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 53

Abundance Scan 1597 (6.175 min): VV033971.D\data.ms (-1587) (-) m/z 43.00 100.00%

43.
85.0
5000
R e
‘ ‘64# ‘ 114.0 5.80 6.00 6.20 6.40
0 H‘“‘Hwh‘ﬁq‘H“_M“‘H“}‘H““H““w“‘ m/z 57.00 89.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61062: Hexane, 1,1'-oxybis-
43.0
85.0
5000 L LALEL EL I B BN I
5.80 6.00 6.20 6.40
m/z 85.00 79.63%
0 150H L leso | 1150 1430 186.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152678: Sulfurous acid, hexyl heptyl ester
57.0
e
85.0 5.80 6.00 6.20 6.40
5000 m/z 40.95 51.38%
29.0
obrr et bl 1180 1510
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59074: Undecane, 2,4-dimethyl- AAEEaRE TS A
43.0 5.80 6.00 6.20 6.40
m/z 55.95 37.75%
85.0
5000
ob ‘\ 6 l 1260 1690 ) A
H‘““w“““u““‘w“““H““‘w“““u w“‘w“u“u‘,u“_
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 10 2-Propen-1-amine, N-ethyl- Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
6.375 7.57 ug/L 81723  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-amine, N-ethyl- 85 C5H11IN 002424-02-4 53
2 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 49
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 49
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 47

Abundance Scan 1659 (6.375 min): VV033971.D\data.ms (-1645) (-) m/z 70.00 100.00%

43.0 70.0
55.0
5000 85.0

‘ ‘ ‘ 99.0 1121 6.00 6.20 6.40 6.60
el bl T myz 42,95 88.64%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1785: 2-Propen-1-amine, N-ethyl-
41.0 70.0
28.0
5000

58.0 85.0 6.00 6.20 6.40 6.60
m/z 55.00 71.95%

o

O
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7528: 1-Hexene, 4-ethyl-
43.0 70.0 Aﬁ
e e
55.0 6.00 6.20 6.40 6.60
5000 m/z 71.00 60.67%
27.0
O .
0 ‘m‘HHM‘HM‘H“WMM 11‘W‘m‘uwmwuw‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., RRARE RS ‘/‘\_ AAREEE
70.0 6.00 6.20 6.40 6.60
550 m/z 40.95 54.85%
5000 410
20 84.0
| ‘ | . 7 970 1120
Ol
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 11 (DEL) Alkane: Cyclic6.555 Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
6.555 4.61 ug/L 49820 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 83
4 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 53
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52
Abundance Scan 1715 (6.555 min): VV033971.D\data.ms (-1702) (-) m/z 70.00 100.00%
70.0
55.0
84.0
T e RREEa RS
‘ ‘ ‘ ‘ 97.0 1120 6.20 6.40 6.60 6.80
obrerrrreerreerprenilee el L e m/z sa.es 82.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 T T T T T T T T
6.20 6.40 6.60 6.80
84.0 m/z 56.00 80.13%
27,0 | ‘ " 70 120
O \H‘HH‘\H‘\"\\H“\‘\H“WH W‘H\H\ ‘\H\‘\‘H\‘\\\‘\‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
R aRmmEE s S
41.0 6.20 6.40 6.60 6.80
5000 m/z 40.85 48.48%
27.0
84.0 112.0
I
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0 6.20 6.40 6.60 6.80
m/z 69.00 32.91%
5000
41.0
84.0 112.0
2 oo
OFr e e et e e e e R AR R Vi R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
6.760 11.24 ug/L 121353  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 83
2 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 74
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 74
4 Diisoamyl ether 158 C10H220 000544-01-4 72
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
Abundance Scan 1779 (6.760 min): VV033971.D\data.ms (-1767) (-) m/z 42.95 100.00%
43.0 70.0
5000
‘ 114.0 6.40 6.60 6.80 7.00 ]
o4 “““““““““““ m/z 70.00  88.32%
m/z--> 0 20 40 100 120 140
Abundance #8647.Hexane,23-dkneﬂwk
43.0
70.0
5000 A\“H\w\uwuu,\
6.40 6.60 6.80 7.00
m/z 70.95 62.98%

ol 20 H | 910 1140
T ‘ 1T \ ‘ T T T ‘ \ T \ T ‘ T \ T ‘ L ‘ L ‘ T T ‘ 1T
m/z--> 0 20 40 80 100 120 140
Abundance #22096: Octane, 4,5-dimethyl-

43.0 70.0

6.40 6.60 6.80 7.00

5000 ITI z 40.90 37.83%
99.0
m/z--> 0 60 80 100 120 140
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0 6.40 6.60 6.80 7.00

m/z 55.00  28.65%

5000
X A S

m/z--> 0 20 40 80 100 120 140 0 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.841 44.93 ug/L 485283  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 59
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 49
Abundance Scan 1804 (6.841 min): VV033971.D\data.ms (-1793) (-) m/z 57.00 100.00%
3.0 57.0
5000
70.0 99.0
‘ | | ‘ 114.0 6.60 6.80 7.00 7.20
Obrr et il 850 L1 mjz 43.00  93.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
5000
290 20.0 6.60 6.80 7.00 7.20
' 99.0 m/z 41.00 50.98%
om0 | e
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\H\‘H\\‘\H\‘\\l\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0
6.60 6.80 7.00 7.20
5000 m/z 42.00 42.14%
29.0
700 9.0
0 15 0 | M “ 85.0 \‘ 11\4.0
“W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #8641: Hexane, 2,5-dimethyl-

57.0 6.60 6.80 7.00 7.20

43.0 m/z 70.00  22.10%
5000 99.0
71.0
112.0
0l.150 300 /| | | 850 T N
R AR L aE e S TR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
6.879 5.89 ug/L 63570 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 78
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
4 Diisoamyl ether 158 C10H220 000544-01-4 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1816 (6.879 min): VV033971.D\data.ms (-1812) (-) m/z 43.00 100.00%
43.0 71.0
5000
] ‘ 850 1141 6.60 6.80 7.00 7.20 o
Ot et et e e e m/z 71.00 90.77%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\\
6.60 6.80 7.00 7.20
57.0 m/z 70.00 82.07%
29.0 85.0
0 \H‘HH‘H\-\’H\‘\"HH“M‘H\‘H‘{‘\‘\H\‘}H\‘\}‘\.\‘\??‘.Q\ﬁ%ﬁlﬂ\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl-
43.0 \
A A
70.0 6.60 6.80 7.00 7.20
5000 m/z 55.00 23.00%
27.0
AT | 50 990 1140
e R R AARRARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 \
Abundance #8663: Pentane, 2,3,4-trimethyl- R ARRRREEN
43.0 6.60 6.80 7.00 7.20
71.0
m/z 41.00 16.03%
5000
27.0 57.0
o Ll L sro o
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.005 67.89 ug/L 733233  1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
3 Nonane, 5-methyl- 142 C1OH22 015869-85-9 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
Abundance Scan 1855 (7.005 min): VV033971.D\data.ms (-1845) (-) m/z 42.95 100.00%
43.0
85.0
R e
| 690 1141 6.60 6.80 7.00 7.20 7.40
| LIh

| W‘\\ww‘\ e T m/z 57.80  83.57%

m/z--> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000

6.60 6.80 7.00 7.20 7.40

27/0 m/z 85.00  75.77%
Lo | e
O\\\‘\\\\i}\\‘\“\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
85.0 6.60 6.80 7.00 7.20 7.40
5000 ITI z 41.00 58.71%
270
‘ ‘ ‘ 70.0 114.0
O e B e L e R
m/z--> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl-
43.0 6.60 6.80 7.00 7.20 7.40

m/z 84.00 47.70%

85.0
5000
27,0
0 1 ‘M \d 69,0 112.0127.0142.0

m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 16 (DEL) Alkane: Cyclic7.188 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.188 11.27 ug/L 138518 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
Abundance Scan 1912 (7.188 min): VVO33971[ndmalns(1900)() m/z 97.00 100.00%
55.0 97.
5000
41.0 112.0 /L
69.0 B SRV SV
‘ | ‘ H 84.0 6.80 7.00 7.20 7.40 7.60
Ot m/z s4.95  86.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 41.0 BRI o o e e i
69.0 6.80 7.00 7.20 7.40 7.60
" 830 112.0 m/z 46.95  39.92%
27.0 ‘
O\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\H\‘\‘\\\“\‘\\\\‘\M\\‘\\\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7670: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 112.00 33.34%
41.0
69.0 112.0
27.0 ‘ ‘ 83.0
0‘H‘HH"H‘,"H‘!‘H‘HmHH\luH‘mwumuwmw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- R e
55.0 97.0 6.80 7.00 7.20 7.40 7.60
m/z 56.00 31.14%
5000 41.0
112.0
27.0 69.0
T
o‘H_m_H“,w‘!“H‘u‘uhwhlw_‘m_‘\lwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.497 65.18 ug/L 801273  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Octane 114 C8H18 000111-65-9 93
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 90
5 Octane 114 C8H18 000111-65-9 87

Abundance Scan 2008 (7.497 min): VV033971.D\data.ms (-1997) (-) m/z 43.00 100.00%
43

.0

S
-

85.0
5000 57.0
71.0
o R EmmmE L RRRRE
‘ ‘ “ ‘ 114.1 7.20 7.40 7.60 7.80
Ol et el il L 989 sz 8s.ee 51.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane
43.0
5000
29.0 57.0 7.20 7.40 7.60 7.80
' 710 880 m/z 40.95 49.98%
114.0
015.011
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
7.20 7.40 7.60 7.80
5000 m/z 56.95 42 .39%
29.0 57.0 85.0
71.0
LA 1140
Oy b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8622: Octane
43.0 7.20 7.40 7.60 7.80
m/z 70.95 31.43%
5000
57.0
29.0 710 85.0
[ T
Olrr et et pree el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
7.908 10.20 ug/L 125403  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 87
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 76
3 Octane, 4-methyl- 128 C9H20 002216-34-4 72
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53

Abundance Scan 2136 (7.908 min): VV033971.D\data.ms (-2125) (-) m/z 43.00 100.00%

85.0
5000
57.0 710
I ‘ ‘ 112.6 128.0 7.60 7.80 8.00 8.20
oH,mWm_uWm_H“_m_m_m_m‘wwww m/z 85.60  64.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14557: Heptane, 2,4-dimethyl-
43.0
5000 TT T T I i rrrry
85.0 7.60 7.80 8.00 8.20
57.0 710 m/z 40.95 37.39%
290
0 | | |, 99.0 113.0 128.0
H’\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
7.60 7.80 8.00 8.20
5000 ITI/Z 57 .00 35.51%

| 99.0 113.0 128.0

m/z--> 20 30 40 50 60 70 80 90 100 110120 130

Abundance #14526: Octane, 4-methyl-
43.0 7.60 7.80 8.00 8.20

m/z 71.00  32.65%

o
r a1
=
o
~
—
o
(o]
a1
o

5000

85.0
290 57.0 710

‘\‘ M H M 98.0 1130 128.0
oH,w_mwwwww_‘H‘WWWWMW

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 7.60 7.80 8.00 8.20

?
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.140  29.22 ug/L 359162 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91

4 Octane, 3-methyl- 128 C9H20 002216-33-3 80
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 74

Abundance Scan 2208 (8.140 min): VV033971.D\data.ms (-2197) (-) m/z 57.00 100.00%

57.0
5000
43.0
‘ 71‘-0 65,0 99"0 1281 7.80 8.00 8.20 8.40
Obrrrrrrrrrrerrrdiee el ol 820 | 11311281 o 45 95 34.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000
43.0 7.80 8.00 8.20 8.40
m/z 40.95 32.84%
29.0 71.0 99.0
0L, 150 | “‘ l, | 850 | 113.0128.0
H‘HH‘HH‘HH‘\H\‘\H\’HH‘H\\‘HH‘\H\‘\H\’HH‘\H\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
7.80 8.00 8.20 8.40
5000 43.0 m/z 55.95 25.33%
29.0
71.0 99.0
0 Ll | 850 | 113.0128.0
e el T R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl- A RARREEEL SR ]
57.0 7.80 8.00 8.20 8.40
m/z 99.00 15.40%
5000 41.0
71.0 99.0
27.0
. ] | 850 | 11301280
T e e e e e G b AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 20 (DEL) Alkane: Cyclic8.217 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
8.217 12.65 ug/L 155480  Chlorobenzene-d5 8.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2232 (8.217 min): VV033971.D\data.ms (-2224) (-) m/z 83.00 100.00%

83.0
55.0
5000
41.0
112.0

LH L ?RP“‘ DA AR AR AR

7.80 8.00 8.20 8.40 8.60

O e e e et e e et m/z 55.00 72.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
5000 410 N L L
7.80 8.00 8.20 8.40 8.60
27.0 112.0 m/z 81.95 48.17%
“ ‘ 69.0
O\H‘HH‘\H\’\\H‘“\H‘\‘1!\‘H\‘\‘i\H\‘\1\\‘\\\\"\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-

83.0

T P R T
550 7.80 8.00 8.20 8.40 8.60

5000 m/z 40.95 35.52%

41.0
112.0
27.0 69.0 ‘
S N o R M ..
10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-

m/z-->
RN S EAREERE

o

55.0 83.0 7.80 8.00 8.20 8.40 8.60
m/z 111.95 24.73%
5000 41.0
112.0
27.0 ‘ 6 0 \
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 | 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 21 (DEL) Alkane: Cyclic8.281

Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
8.281 11.63 ug/L 142938 Chlorobenzene-d5 8.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 78

Abundance Scan 2252 (8.281 min): VV033971.D\data.ms (-2242) () | m/z 111.00 100.00%
111.0
69.0
5000 55.0
41.0
83.0 R RN AR NS S
It “‘ | ‘ 970 126.0 8.00 8.20 8.40 8.60 ]
Orrrprrrrprerr e e et e m/z 69.00  73.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 550 B
8.00 8.20 8.40 8.60
83.0 . .19%
270 ‘ ‘ m/z 54.95 42.19
O \\‘HH’\H‘}“HH‘H‘H\“\‘\\‘\‘\\‘\‘\1HHH}\\‘HH"\H\‘\H\%%?'?H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
R RRRRAS
8.00 8.20 8.40 8.60
55.0 m/z 41.00 30.64%
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- R ARREEEN S SRS
69.0 111.0 8.00 8.20 8.40 8.60
m/z 55.95 21.30%
55.0
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.503 20.19 ug/L 248175  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 87
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 87
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 83
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64

Abundance Scan 2321 (8.503 min): VV033971.D\data.ms (-2310) (-) m/z 43.00 100.00%

43.0
5000 84.0
57.0

H‘ “ 8.20 8.40 8.60 8.80

111.0 128.0 5
,“““““““ m/z 83.95 50.47%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0

5000 A Ear AR
84.0 8.20 8.40 8.60 8.80

57.0 m/z 85.00  39.35%

150 200 | H‘ 1 99.0 113.0 128.0
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0
A\

8.20 8.40 8.60 8.80

o

o

5000 85.0 m/z 40.95 36.18%
27.0 ‘ 71.0 ‘
oH,w_m_w!:H_J!‘wmwm‘_‘;‘_‘9‘9‘-9‘1“1‘3‘:9_1‘2‘%9”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl- KR A RN ERse s
43.0 8.20 8.40 8.60 8.80

m/z 57.00  22.05%

5000
84.0
57.0
270
0 - 99.0 113.0 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.558 14.44 ug/L 177538 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 83
2 Decane, 5-methyl- 156 C11H24 013151-35-4 72
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 64
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 59
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
Abundance Scan 2338 (8.558 min): VV033971.D\data.ms (-2332) (-) m/z 43.00 100.00%
43.
820840860830
U Les. | 128.1 20840 8.60 8. .
o -t m/z 57.00 96.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #14535: Heptane, 4-ethyl-
43.0
85.0 8.20 8.40 8.60 8.80
m/z 85.00 40.51%
miz--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
R R RaRE
8.20 8.40 8.60 8.80
5000 m/z 41.00 37.59%
290 85.0
RIS O BT
m/z--> 20 40 60 80 100 120 140 160
Abundance #14525: Heptane, 4-ethyl- R RRREEEE e s
43.0 8.20 8.40 8.60 8.80
m/z 98.00 27.22%
5000 85.0
om0 oo | | me
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.603  75.05 ug/L 922591  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 2352 (8.603 min): VV033971.D\data.ms (-2343) (-) m/z 43.00 100.00%

43.0
5000 57.0 71.0
85.0
R e ARAREREREE N
‘ ‘ H ‘ 990 1131 1281 8.20 8.40 8.60 8.80 9.00
0 b prrr i et e e by m/z 57.00 44.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14531: Octane, 2-methyl-
43.0
5000 [TT T o T T T T T
570 8.20 8.40 8.60 8.80 9.00
29.0 710 m/z 71.60  43.22%
0 1 ‘H I ‘ 7" 990 1130 1280
\\‘\H\‘\H\‘\H\‘\H\[HH[HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #47383: Ether, hexyl pentyl
43.0
R e RARR
71.0 8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 41.14%
85.0
56.0
SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14557: Heptane, 2,4-dimethyl- R RERRAEE s
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.00 33.14%
5000
85.0
57.0 71 0
290
0 ] ‘\ | 99.0 113.0 128.0
““““““ R A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8725 59.19 ug/l 727553  Chlorobenzene-ds 8.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3-methyl- 128 oo 062216-33-3 91

2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 70
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 68

Abundance Scan 2390 (8.725 min): VV033971.D\data.ms (-2376) (-) m/z 56.95 100.00%
57.0

S

5000
41.0
98.0 R ARSRARa s
‘ 71.0 61 8.40 8.60 8.80 9.00
Obrrreprere el el b 129328 s 40,95 31.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000
90,0 43.0 8.40 8.60 8.80 9.00
’ m/z 43.00 28.25%
71.0 98.0
0 H’HH’\H‘}‘\\H“lH\‘\\‘\}‘\H\‘H\H\‘\i‘\\‘\\\!“\\\}‘]73\.\(\)‘\]-\2\\8‘.9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
8.40 8.60 8.80 9.00
5000 m/z 56.00 23.00%
43.0
29.0 98.0
o250 | L T | 11301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl- B ARERaENESrEY RS

57.0 8.40 8.60 8.80 9.00
m/z 98.00 19.33%

5000
43.0

‘ 71.0 99.0

29.0
0L 150 | “‘ .| 850 | 11301280
2 AN | TR M Al

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

-

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.140  93.95 ug/L 1154850 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 91
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 64
Abundance Scan 2519 (9.140 min): VV033971.D\data.ms (-2510) (-) m/z 42.95 100.00%
43.0 57.0
5000
85.0
71.0 AN
A L RRRREEE L ]
‘ ‘ H M 99.0 128.1 8.80 9.00 9.20 9.40
Obreprrrrprrre ettt el el 229 L m/z 57.00 87.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 H‘HH‘HH,HM
8.80 9.00 9.20 9.40
29.0 710 850 m/z 40.95  52.24%
TN 'Y
OH’HH’\\H‘\\H‘\H\‘\\‘H‘\H\‘\H\‘\1\\‘\HH‘HH‘HH‘H\}‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0 8.80 9.00 9.20 9.40
5000 m/z 85.00 36.82%
29.0
71.0 85.0
10 ||| w0 o
R EEa A o s nanaana e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0 570 8.80 9.00 9.20 9.40
' m/z 71.00 26.46%
5000
29.0 710 %0
| ‘ H ‘ 99.0 128.0
0‘W‘HW‘HL_HJJ‘HMﬂHM‘H‘HH‘J‘WH‘M‘HW‘HW‘leu‘ R EEARREEEERC LS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 27 (DEL) Alkane: Cyclic9.413 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.413 17.81 ug/L 218970  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 46
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 46
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 46
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 43
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 43
Abundance Scan 2604 (9.413 min): VV033971.D\data.ms (-2589) (-) m/z 57.00 100.00%
43.0 57.0 97.0
5000
70 1261 I L RN N
‘ ‘ m ‘ ‘ 111.0 ‘ 1420 9.00 9.20 9.40 9.60 9.80
0 H‘Hwm_:HM‘H1‘Hu‘l_‘m“mw“1“‘Wuiu_Hh_wmw m/z 97.60  95.68%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 I L L R R
9.00 9.20 9.40 9.60 9.80
41.0 69.0 126.0 m/z 55.00  87.60%
27.0 ‘ ‘
O H‘\\\U‘\H\‘iH\\\‘\w!‘\‘\\\‘w\\\%\B\.(\)\‘\\!1‘H]\.\]-“]\-'HO\‘\H‘\‘HH‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
R
9.00 9.20 9.40 9.60 9.80
m/z 43.00 86.95%
5000 41.0
2r.0 69.0 126.0
0 B0 | 1110
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- ‘\\u‘wHTOﬁA?%¥GQfV
55.0 97.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 64.35%
5000
41.0 69.0
27.0 ‘ 3.0 ‘ 126.0
e el 20 L
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 28 (DEL) Alkane: Cyclic9.612 Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
9.612 4.04 ug/L 49613 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 60
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
4 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 52
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 2666 (9.612 min): VV033971.D\data.ms (-2658) (-) m/z 54.95 100.00%
53.0 82.0
41.0
5000
97.0
126.1 T U
| .
0ot sl ol L gz 82,00 87.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0
41.0
5000 e, ashat
9.50 10.00
270 126.0 m/z 83.00  84.09%
0 H‘H\\‘\\\“\“\\\\‘H‘\\\“\‘H‘\‘H‘\}‘i\\\‘\" 1\\‘9\7\.9\%}‘]\“\(\)\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13259: Cyclohexane, (1-methylethyl)-
82.0
55.0
== 2
9.50 10.00
m/z 40.95 58.59%
5000 410 /
27.0 126.0
O N (L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13251: Cyclohexane, (1-methylethyl)- = T
55.0 83.0 9.50 10.00
m/z 71.00 46.01%
5000 410
270 6?0 126.0
obo b L 970 112070 I N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.648  27.12 ug/L 333373  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 87

4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 87
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 80

Abundance Scan 2677 (9.648 min): VV033971.D\data.ms (-2669) (-) m/z 57.00 100.00%

57.0
113.1 T T ‘ T T T T ‘ T
85.0 142.0 9.50 10.00
0‘H_H“i‘m“““_‘M“‘1‘”1‘”1“””“"” m/z 71.00 63.51%
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 e~ Tl
9.50 10.00
41,0 113.0 m/z 42.95 53.20%
85.0
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
= .
a1l 9.50 10.00
5000 m/z 41.00 43.00%
85.0 113.0
ol 20 w0
m/iz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl- =T ——
57.0 9.50 10.00
m/z 56.00 34.04%
41.0
5000
113.0
I e
olaso Il L L g T | 1420 UaJU T
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO11024WMA.M Wed Feb 07 13:37:22 2024 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 30 (DEL) Alkane: Cyclic9.735 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.735  29.93 ug/L 367911 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 76
2 Cyclohexane, (1-methylethyl)- 126 C9H18 P0P696-29-7 76
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 76
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 64

Abundance Scan 2704 (9.735 min): VV033971.D\data.ms (-2688) (-) m/z 82.95 100.00%

55.0 83.0
5000
39 126.1

T 98.0 ‘ 9.50 10.00
0 \‘ “\ h‘“ | ‘\ | [
S—— -

Ml ol L2420 s 55 00 89.14%

J
=
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0

5000 —— —
9.50 10.00
39,0 126.0 m/z 40.95 64.51%
0 ‘1‘5"0’“\‘“ “}H‘ ”M‘ “M\‘ - 1 : ‘9‘8"0‘ R
m/z--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 S —
9.50 10.00
5000 ITI/Z 81.95 62.80%
39)0 ‘ 126.0
S ==
m/z--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)- = =
55.0 83.0 9.50 10.00

m/z 57.00 56.44%

5000
39.0 126.0

T
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
9.789  12.86 ug/L 158097 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
2 1-Propene, 1,1'-oxybis-, (E,Z)- 98 C6H100 004696-29-1 64
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47
Abundance Scan 2721 (9.789 min): VV033971.D\data.ms (-2715) (-) m/z 57.00 100.00%
57.0
5000 98.0
—— —
38 ‘ 9.50 10.00
Ol ol 788149 m/z 43.e0  47.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl-
57.0
5000 —~— SR
9.50 10.00
m/z 98.00  43.40%
29.0 98.0
0 L I 4790 | 1260 1520170.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3675: 1-Propene, 1,1'-oxybis-, (E,Z)-
57.0 fkﬂ\
= —
390 98.0 9.50 10.00
5000 m/z 41.00 30.92%
0 L —
m/z--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl- — ——
57.0 9.50 10.00
m/z 56.00 16.21%
5000
27.0 98.0
b H I Uu 77.0 “ 123.0142.0
e R B e Emann e re
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 32 (DEL) Alkane: Cyclic9.915 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
9.915 4,37 ug/L 53776  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 38
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-8 35
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-9 35
4 6-Octen-1-o0l, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 35
5 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 35

Abundance Scan 2760 (9.915 min): VV033971.D\data.ms (-2751) (-) m/z 69.00 100.00%

41.0 125.0
5000
——
‘ ‘ 10.00
okl il L m/z 54.95 86.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 U
10.00
m/z 95.00 74.66%

O \J-\S\C‘) T M T “’ “\ T ‘\‘ H ‘ \‘ ‘\ ‘\ \‘ “‘ 19\1\.(\) ‘ T T ‘ \‘\ T ‘ LU ‘ T

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

Abundance #33006: (1,2,4-Trimethylcyclohexyl)methanol (isomer 1)
69.0 125.0

10 OO
5000 ITI/Z 125.00 68.45%
410
0‘1‘“””,‘ “ ‘H““mg‘s‘f?uw_“H‘HH_
Miz--> 80 100 120 140 160 i N
Abundance #33007: (124 Tr|methylcycIohexyl)methanol (isomer 2) P L, VA
69.0 10.00
125.0 m/z 40.95  63.20%
5000
41.0
0,950 Ly 1560 .t
m/z--> 60 80 100 120 140 160 10.00

SFAMVLMO11024WMA.M Wed Feb 07 13:37:26 2024 Page: 36



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.956  14.29 ug/L 175683  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 50
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 50
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 50
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50

Abundance Scan 2773 (9.956 min): VV033971.D\data.ms (-2765) (-) m/z 57.00 100.00%

57.0
98.0 PRI
-
bl b 7142 sz 43.00 68.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 T !
10.00
210 98.0 m/z 46.95  39.86%
0 H 7.0 “ 142.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 60 80 100 120 140 160 180
Abundance #59058:Undecane,5£—dkneﬂwh
57.0
e
10.00
5000 m/z 71.00 25.29%
290 84.0
. L H 1130 1550 1840
“‘w“‘w“‘“‘H“‘H“‘H“‘H“H‘,‘H‘,‘H
m/z--> 20 60 80 100 120 140 160 180
Abundance #22131: Heptane, 3-ethyl-2-methyl- ——
57.0 10.00
m/z 98.00 25.08%
5000
98.0
29.0 ‘
I T RS T~ S I 1V, W2v/i v L/
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.024 26.04 ug/L 370548 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 56
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
Abundance Scan 2794 (10.024 min): VV033971.D\data.ms (-2781) (- m/z 57.00 100.00%
57.0
5000 J\
8.0 D AN
0 ‘ 10.00
142.0
om,ww‘,‘m‘! HH,‘“““‘;‘1‘2‘5‘1‘“””_ m/z 43.00 67.12%
m/z--> 20 60 100 120 140 160
Abundance #22076.Nonane,44neﬂwk
57.0
5000 M\A |
10.00
98.0 9
29.0 m/z 70.95 40.80%
miz--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
A
10.00
5000 m/z 70.00 38.17%
29.0 ‘ 98.0
0 m,»\\‘,mu‘,‘\“zg,wm‘_”lﬁ%-m_
m/iz--> 20 60 80 100 120 140 160
Abundance #59060:Undecane,4w5{mﬂethyk T
57.0 10.00
m/z 41.00 35.61%
5000
29.0 112.0
o"‘,“:",“"Uu,‘m‘8,3‘:"9‘wwmml““l"‘?‘W !
m/z--> 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.056  21.93 ug/L 312092 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 Nonane 128 C9H20 000111-84-2 59
3 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 50
Abundance Scan 2804 (10.056 min): VV033971.D\data.ms (-2799) (- m/z 43.00 100.00%
43.0
5000 85.0 J\
111.0 :
Obrrr e el M . ‘\“i Sl 1400z s7.00  90.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000 M/\‘j\/\\)\r_\ ™
10.00
85.0 m/z 41.00  66.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
SR \
10.00
5000 m/z 85.00 41.07%
L 85.0
omp L |l e
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #127948: Oxalic acid, isohexyl pentyl ester e
43.0 10.00
m/z 71.00 37.02%
5000
85.0
oL 260 \\h m 67‘$ ‘ w‘ 1290 1610 «/Afﬂmv\,ﬁdw\/A¥A
A B e R B A
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
10.329 3.55 ug/L 50555 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 62
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 62
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 58
5 m-Menthane, (1S,3S)-(+)- 140 C1leH20 013837-67-7 53
Abundance Scan 2889 (10.329 min): VV033971.D\data.ms (-2883) (- m/z 54.95 100.00%
55.0
97.0
5000
— —
| “ ‘ ‘14‘0'0 105 280 10.00 10.50
olb— ‘M‘ U S 5 - m/z 97.00  85.23%
miz--> 50 100 150 200 250
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 = Y
10.00 10.50
140.0 m/z 96.00  38.47%
0 \H\ H “hh\“h‘} H\“‘ \““ T L B B B B B B
m/z--> 50 100 150 200 250
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0 SVVVP —
10.00 10.50
5000 m/z 41.00 37.10%
140.0
L s
m/iz--> 50 100 150 200 250
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- — O
55.0 10.00 10.50
97.0 m/z 68.95 30.38%
5000
‘ ‘ ‘ 140.0
e - —
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 37 Benzene, 1l-ethyl-2-methyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.387 11.29 ug/L 160647 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 86
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 60
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 60
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 46
Abundance Scan 2907 (10.387 min): VV033971.D\data.ms (-2899) (- m/z 104.95 100.00%
105.0
5000
55.0 120.0
810 ‘ T T ‘ T T T
38, ‘9 H 140.0 10.00 1050
ol “ bl ad i, “w A A “ " m/z 55.00  33.80%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — —
120.0 10.00 10.50
m/z 120.00  31.84%
39.0 77.0
O\\\‘\\\\‘\\‘\5\9‘9‘\\\““\\1\“1\\‘\“‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 ]\
— T
10.00 10.50
5000 m/z 96.95 25.63%
120.0
o180 30 se0 U
m/iz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- = —
105.0 10.00 10.50
m/z 96.00 21.76%
5000
120.0
ol 180, 20 500 u S N SN o 9 Vs
m/z--> 20 40 60 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: 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 38 Benzene, 1l-ethyl-4-methyl- Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.
10.677 10.01 ug/L 142392 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Mesitylene 120 C9H12 000108-67-8 87
5 Mesitylene 120 CS9H12 000108-67-8 87

Abundance Scan 2997 (10.677 min): VV033971.D\data.ms (-2987) (- m/z 105.00 100.00%

105.0
5000
120.0
810 10.50 11.00
39.0 65.0 . .
139.1
o SEESENS MY AT M “*M“u N I RO vl m/z 120.00  29.83%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 S /\ e
120.0 10.50 11.00

m/z 81.00 18.16%
39.0 77.

0
oL— . “ — “\ . ‘\‘{\5‘?"9\ — “\\‘ — ‘} - \;“ P
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0

T —
10.50 11.00

5000 ITI/Z 76.95 13.96%
120.0
77.0
olts0 80 890 4
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl- — —
105.0 10.50 11.00
m/z 91.00 13.70%
5000
120.0
39.0 77.0
TR 2 M R
O e e e e o =
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
10.776 5.53 ug/L 78655 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 72
2 Decane, 5-methyl- 156 C11H24 013151-35-4 64
3 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 53
4 Tridecane, 5-methyl- 198 C14H30 025117-31-1 53
5 Nonadecane 268 C19H40 000629-92-5 50

Abundance Scan 3028 (10.776 min): VV033971.D\data.ms (-3020) (- m/z 57.00 100.00%
57.0

o T JLW

I \‘ 130 220 Y .00 8632
ety et e iz 43.00 0 86.32%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90195: Tetradecane, 5-methyl-
43.0
85.0

5000 — W

154.0 ’ )
113.0
‘\\\\“M\\‘H“\\‘M\“\‘\\\M‘\\‘\\‘\“‘\\\‘\\\H\‘\\\\‘\\]-\9\‘7‘.\0\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33084: Decane, 5-methyl-
57.0

o

o

10.50 11.00
5000 m/z 40.95 42.31%
290 85.0
0 1120 1560
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- Y e
57.0 10.50 11.00

5000 85.0 JU\/M
0 ‘w \H “ \‘ ‘ 127.0

=
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 40 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
10.973 8.32 ug/L 118429 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 58
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
Abundance Scan 3089 (10.972 min): VV033971.D\data.ms (-3082) (- m/z 57.00 100.00%
57.0
- J\JM\J\
| ‘ 99‘0 1370 11.00
ol “uh“ A w208 m/z 71.00  75.04%
miz-> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 L
11.00
m/z 43.00 70.76%
27‘.0 127.0
0\‘\‘\““‘\‘\“\?7‘;0\\“\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R
11.00
5000 m/z 41.00 54.74%
99.0
o LT a0 w0 a0 2o
el At
m/iz--> 50 100 150 200 250
Abundance #157266: 1-lodo-2-methylnonane T
43.0 11.00
m/z 85.00 42.77%
5000
85.0
0 \‘\ h 1279 169.0 211.0 _ 268.0
b “‘ e T e P
m/z--> 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
11.037 10.03 ug/L 142672  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 50
2 Tridecane 184 C13H28 000629-50-5 43
3 10-Methylnonadecane 282 C20H42 056862-62-5 43
4 Decane, 3-methyl- 156 C11H24 013151-34-3 43
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
Abundance Scan 3109 (11.037 min): VV033971.D\data.ms (-3104) (- m/z 57.00 100.00%
57.0
127.1 AU ‘
Lk
ol s m/z 71.00 68.73%
m/z--> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane
57.0
5000 s :
11.00
‘ 99.0 m/z 41.00 59.15%
0 T \H‘\ ‘\‘ ‘ ‘\ m‘ \H“‘\‘M’ W“ \}4\%.’9\ ]‘\_8\‘3\.0‘ \22\5.0\ ‘2\67\.9 \3‘09.\()\ T
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
T 7 \
11.00
5000 ITI/Z 85.00 51.59%
99.0
o200 || 20 1m0 es0
miz--> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane e
57.0 11.00
m/z 43.00 49.56%
5000
990 154.0
SEE 0 DU N7 S I
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 42 (DEL) Alkane: Cyclic11.091 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.091 15.76 ug/L 224319 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 87
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 76
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
Abundance Scan 3126 (11.091 min): VV033971.D\data.ms (-3119) (- m/z 83.00 100.00%
83.0
55.0
5000
140.0 T T \
37‘ | 111.0 11.00
Ob o bbb e e m/z 55.00 71.11%
miz--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — :
11.00
29.0 140.0 m/Z 82.00 65.82%
Ll 110
O\\\‘\‘\\\"\\\ \\“\\\\“\\\\‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
R T
55.0 11.00
5000 m/z 41.00 39.98%
29.0 140.0
N R N ==
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- T
83.0 11.00
m/z 67.00 24.81%
55.0
5000
29.0 154.0
) W T TN . TN . ‘
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: 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 43 Benzene, 1,2,3-trimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.278  25.28 ug/L 359739  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
2 Mesitylene 120 C9H12 000108-67-8 83
3 Mesitylene 120 CO9H12 000108-67-8 80
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 56
5 Decane, 4-methyl- 156 C11H24 002847-72-5 49

Abundance Scan 3184 (11.278 min): VV033971.D\data.ms (-3177) (- m/z 105.00 100.00%
71.0 105.0
43.0
5000
11.00 11.50
(N B Ly al !“‘1“?.‘0‘ 162z 71.00  84.63%
m/z--> 20 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 ML
11.00 11.50
m/z 43.00 62.68%
39.0 77.0
0 \1\5\.(‘)\‘} T \“‘\ \“{59‘.9\ T \M‘ T \‘\ T “\‘\ \J\.‘ “2\-\0\ T ‘ T T 1T ‘ T
miz--> 20 60 80 100 120 140 160
Abundance #10692: Mesitylene
AR
11.00 11.50
5000 ITI/Z 57 .00 46.81%
77.0
51.0
0b e 2L 20
m/z--> 20 60 80 100 120 140 160
Abundance #10695: Mesitylene JM?JT“TA#AM\JK‘ ‘
105.0 11.00 11.50
m/z 120.00 42.73%
5000
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.313  18.61 ug/L 264841 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 93
2 Decane, 2-methyl- 156 C11H24 006975-98-0 91
3 Decane, 2-methyl- 156 C11H24 006975-98-0 78
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 53
Abundance Scan 3195 (11.313 min): VV033971.D\data.ms (-3190) (- m/z 43.00 100.00%
43.0
71.0
5000
112.1 "0 a1
11.00 11.50
‘w MH\ il ‘\\\‘93\\9 H . 14‘\1'0 9
0l P m/z 57.00 90.55%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33088: Decane, 2-methyl-
43.0
w/\,/\
5000 71.0 DAL
11.00 11.50
m/z 71.00 59.51%
0 T ‘ T \%?l\ T \“ T \‘!“ T \‘M T ‘w‘\ T \“ \1\1\%3\.(‘)\ T \1\4.“1\.0\\ T ‘ T
m/z--> 0 200 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
e
11.00 11.50
5000 m/z 41.00 54.02%
29.0 85.0
112.0
NSRS O MO N~
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl- T =T
43.0 11.00 11.50
m/z 85.00 35.51%
71.0
5000
113.0
020240 m“; N Jeso | 4O INUIY NV N
m/z--> 0 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.406  24.03 ug/L 341986 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 95
2 Decane, 3-methyl- 156 C11H24 013151-34-3 91
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 53
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 47

Abundance Scan 3224 (11.407 min): VV033971.D\data.ms (-3216) (- m/z 57.00 100.00%
57.0

:

5000 85.0
126.1 T
% LN H 154.1 11.50
O bl all 2089 L 18EL 71 60 65.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0

29.0 sa0 11.50

m/z 43.00 57.10%

126.0
OH\‘\‘M\UM\M \“1‘\\\H“\H\‘\“\\\‘\\-‘]—\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
. W
L e i
11.50
5000 ITI/Z 41.00 55.52%
20.0 85.0
127.0
Ob bl e 1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #45493: Undecane, 2-methyl- =
43.0 11.50
m/z 85.00 44.17%
5000 71.0
ol 250 | L 90 10 s .
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMVLMO11024WMA.M Wed Feb 07
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 46 Benzene, 1,3-diethyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
11.490 7.39 ug/L 105171 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 81
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
Abundance Scan 3250 (11.490 min): VV033971.D\data.ms (-3240) (- m/z 105.00 100.00%
105.0
5000 134.0
69.0
0 153.1 11.50
o S8l L 283 h/z 119,00 83.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 ‘/\/\ T
11.50
91.0 m/z 134.00 46.25%
R WA
0 H\‘\\‘H’HH\‘\”“\‘H\“H‘M“uﬂ\\‘{“\H‘\|H\\‘\H\
miz--> 20 40 60 80 100 120 140 160
Abundance #17030: Benzene, 1,3-diethyl-
105.0
ALY
134.0 11.50
5000 m/z 69.00 25.29%
mo w0 "0
.
m/z--> 20 40 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl- —
119.0 11.50
m/z 91.00 25.08%
5000
91.0
39.0 65.0
obaso I i bl JL
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 47 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.731 186.38 ug/L 2652000 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C1l1H24 001120-21-4 93
4 Undecane 156 C1l1H24 001120-21-4 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 3325 (11.731 min): VV033971.D\data.ms (-3315) (- m/z 57.00 100.00%
57.0
- Jxﬂ/wAvwx/v
50 WA Aan,
39
‘ ‘ H-” “ | 1131 1370 156.1 11.50 12.00
ol vyl b T RS m/z 43.00 87.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 g i
85.0 11.50 12.00
29.0 m/z 71.00 51.69%
‘ H ‘ 113.0 156.0
0\\\‘\‘\\\’}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\1‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
*1° M
= Y~
11.50 12.00
5000 m/z 41.00 49,74%
85.0
29.0
“ | Uﬂ |, 130 156.0
O B B R e o e AL A
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane =T —T
57.0 11.50 12.00
m/z 84.95 31.62%
5000 85.0
29.0
Lm0 1m0
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 48 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.879 42.79 ug/L 608807 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 92
2 o-Cymene 134 C10H14 000527-84-4 92
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 92
4 p-Cymene 134 C10H14 000099-87-6 92
5 o-Cymene 134 C1oH14 000527-84-4 91

Abundance Scan 3371 (11.879 min): VV033971.D\data.ms (-3356) (- m/z 119.00 100.00%
119.0

%

55.0
5000 97.0
P 4
76. ‘ 154.1 11.50 12.00
0 el oL m/z 55.00  48.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
5000 T U
11.50 12.00
290 91.0 m/z 97.00 40.46%
15.0 : 65.0 ‘
Ob— \‘\‘\‘\ T “\ \“\‘\“‘\‘\ T \‘”‘ 1T ‘W\ \‘” T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
— —
11.50 12.00
5000 m/z 41.00 34.70%
91.0
41.0 65.0 ‘ ‘
OHH‘\MH“‘H‘\ \H“\‘\\\‘”‘\\1‘\‘W\\‘1”\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- - —
119.0 11.50 12.00
m/z 83.00 32.13%
5000
91.0
150 410 650 ‘ i ‘
O L2 e bt e P e e e - _——
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.934 7.17 ug/L 101970 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
3 Dodecane 170 C12H26 000112-40-3 72
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 3388 (11.934 min): VV033971.D\data.ms (-3381) (- m/z 57.00 100.00%
57.0
5000
85.0
e
39 dﬂ 105.0 12.00
25.1
Y SN | A o !“u“\ LI 1480 1701 o 4300 75.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 1T
85.0 12.00
29.0 m/z 71.00 44.59%
113.0
O T ‘ \‘\‘\ T “‘ T \‘M T “!‘\ T \“ T 1 T ‘ T \1\4.“1\.0\\ T ‘177\0\.\0‘
miz--> 20 60 80 100 120 140 160
Abundance #45518. Octane, 3,4,5,6-tetramethyl-
57.0
s
12.00
m/z 41.00 40.28%
5000 29.0 85.0
113.0
ot L 2300, 1680
m/z--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane —1
57.0 12.00
m/z 84.95 31.30%
5000
85.0
29.0
“ uu |20 gy 179.0
0““‘H“ R R R R -
m/z--> 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA .M
: VOC Analysis

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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.066 19.51 ug/L 277578 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 91
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64

Abundance Scan 3429 (12.066 min): VV033971.D\data.ms (-3420) (- m/z 71.00 100.00%
43.0 71.0
5000
117.0
T \
1.0 141.0 12.00
0““H‘1M‘W JNWNNﬂNJPMyNdM”‘www%?q}‘u‘ m/z 43.00 97.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 Al :
12.00
m/z 57.00 96.32%
O T \“‘!‘ T \‘H“ T \“} | T \gw‘g“.(\)\ T \]‘-Z\Z\O\ “\]\-5\5\.‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45489: Undecane, 4-methyl-
43.0
1T \
71.0 12.00
5000 m/z 41.00 59.23%
126.0
PN I .. N N -1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59073: Undecane, 4,8-dimethyl- —T :
43.0 12.00
m/z 85.00 57.61%
71.0
5000
141.0
olzo | L B0 T asao A
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 51 trans-Decalin, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.198 31.03 ug/L 441481  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96
2 (+)-Dihydrocarvone 152 C10H160 005524-05-0 78
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 78
4 Pulegone 152 C10H160 000089-82-7 64
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 62

Abundance Scan 3470 (12.197 min): VV033971.D\data.ms (-3458) (- m/z 152.00 100.00%
0 b.0

81. 15
) 119.0
5000

P
12.00 12.50

(o} Lj—ﬁﬁhr m/z 81.00 99.14%

m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0

5000 I — —
12.00 12.50
20.0 109.0 J m/z 67.00  82.52%
‘ 135.0
0 ‘\H\\“‘\\‘imwwwww‘\”\“\\H‘\\H}\\\r‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29120: (+)-Dihydrocarvone
67.0 95.0
—T— —T—
12.00 12.50
5000 m/z 95.00 74.75%
41.0 152.0
L Lo
e B T SR
m/z--> 20 40 60 80 100 120 140 160

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene T
81.0 152.0 12.00 12.50

m/z 119.00 68.92%

109.0

5000 41.0

63 M\‘h ‘u“ L | ‘
L O B I B T

T ‘
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

2
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 52 (DEL) Alkane: Cyclicl2.310 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.310 42.66 ug/L 607049 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 52
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-208-9 52
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 38

Abundance Scan 3505 (12.310 min): VV033971.D\data.ms (-3495) (- m/z 83.00 100.00%

550 830
5000
15 12.00 12:50
111.0 : :
0 ‘w“‘;“‘1‘3?}9:“““_”‘ m/z 55.00  87.89%
0

-

miz--> 20 40 60 80 100 120 140 160
Abundance #31452: (2-Methylbutyl)cyclohexane
55.0 83.0
5000 125.0 12,00 12:50
29.0 m/z 82.80 67.21%
‘ 154.0
O' \\1‘\\\\‘1‘\\\‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0 = 5
12.00 12.50
5000 m/z 40.95  59.59%
29.0
168.0
ool UL aosotzso 1680
m/z--> 20 40 60 80 100 120 140 160
Abundance #13260: Cyclohexane, (1-methylethyl)- “ —
83.0 12.00 12.50
5.0 m/z 69.00  40.70%
5000
27.0 | M 126.0
0H“‘MH“H‘“‘1"M‘H‘HH‘HH‘HH‘HH — ——
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_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 53 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.406 46.41 ug/L 660331 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 92
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
3 o-Cymene 134 C1eH14 000527-84-4 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 3535 (12.406 min): VV033971.D\data.ms (-3527) (- m/z 119.00 100.00%
119.0
5000
41.0 71.0
95.0 152.1
P
[
0 reee et L L s B L2702 134 a0 45.37%
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\\ A\ T T T
12.50
91.0 m/z 40.95  40.95%
65.0
O \1\5\?\\\\“‘\\‘\\“\‘\\\“\\‘\\“\‘\\Hl\\\“\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
e
12.50
5000 ITI/Z 43.00 36.42%
91.0
39.0 65.0 ‘
Ll i YT O A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene ]
119.0 12.50
m/z 71.00 34.79%
5000
91.0
41.0 65.0 ‘
Y SV PR R} N A LR[S
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.448 13.11 ug/L 186557 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 94
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 91
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
4 Hexadecane 226 C1l6H34 000544-76-3 72
5 Decane, 2-methyl- 156 C11H24 006975-98-0 70
Abundance Scan 3548 (12.448 min): VV033971.D\data.ms (-3543) (- m/z 43.00 100.00%
43.0
71.0
5000
990 1261 12.50
\‘ ‘ |l | 1551 ' B
ol m/z 57.00 94.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 1
12.50
970 m/z 71.00 61.17%
99.0 127.
O \1\5\.?\‘\‘\ \“‘} T \”“ T \H} T “1‘\ T \H“ T \‘\ ‘ \‘\ T ‘ \]\-\5“':\-).‘()\ TTT
miz--> 20 40 60 80 100 120 140 160
Abundance #45493: Undecane, 2-methyl-
43.0
—s
12.50
5000 71.0 m/z 41.00 51.44%
ol | |90 YO smo
m/z--> 20 40 60 80 100 120 140 160
Abundance #45492: Undecane, 2-methyl- —
43.0 12.50
m/z 85.00 45.69%
5000 71.0
R R
A P
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 55 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
12.493 7.65 ug/L 108855 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 70
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
5 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 50

Abundance Scan 3562 (12.493 min): VV033971.D\data.ms (-3556) (- m/z 119.00 100.00%
119.0
5000
91.0 148.0
43.0 T
| [ ‘ | 177.1 12.50
ol mm‘m”“ iy MN bbb s m/z 132,95 47.96%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 NA i }J\ '
12.50
91.0 m/z 148.00  35.26%
39.0 ‘ ‘
O \‘\\]-\!:_)\.’0\‘1\\"‘\\“”\“\‘\\\‘H‘\\‘}\“H‘\\Hl\\\‘\‘\\\\’\\\\’\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
1250
5000 m/z 91.00 33.98%
91.0
0 S L
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- ——
119.0 12.50
m/z 105.00 23.05%
5000
91.0
150 \3%0 0 L
O L S
m/z--> 0 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.532 13.66 ug/L 194405 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 91
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 53
4 5-Ethyldecane 170 C12H26 017302-36-2 49
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 47

Abundance Scan 3574 (12.532 min): VV033971.D\data.ms (-3568) (- m/z 57.00 100.00%
57.0

éﬁ

5000 85.0
‘ 14Hl 1 12.50
ol R Lm0, asiee se.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45490: Undecane, 3-methyl-
57.0
5000 —55 |
85.0 12.50
29.0 m/z 71.00 48.25%
141.0
obo i N 1120 | 1700
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45498: Undecane, 3-methyl-
57.0
N \
12.50
5000 m/z 85.00 47 .71%

“ L \ illy Il

T S T e B B R RN RN RREEEETE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106991: Borane, diethyl(decyloxy)-

57.0 12.50

m/z 41.00 46.77%

29.0
“ 112.0 1410 4709

o
o]
(4]
o

85.0
5000

141.0

0 290‘ I ‘ 169.0 197.0 226.0
“““““‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

!
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 57 (3-Methylphenyl) methanol, ... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.667 14.22 ug/L 202407 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Methylphenyl) methanol, 3-met... 192 C13H200 1000374-58-6 50
2 Pyridine, 2-ethyl-5-methyl- 121 C8H11N 018113-81-0 43
3 Benzenamine, N-butyl- 149 C1OH15N 001126-78-9 43
4 Benzenamine, 4-butyl- 149 C10H15N 000104-13-2 43
5 Benzeneacetic acid, 4-amino- 151 C8HONO2 001197-55-3 38

Abundance Scan 3616 (12.667 min): VV033971.D\data.ms (-3611) (- m/z 105.00 100.00%

105.0
5000
148.1

77.0 N
55.0 ‘ | 12709 ‘ L661 12.50 13.00
‘H“‘HbuWN‘HMHMMuMMNWWu‘MMW‘NM“:L“‘H‘ m/z 106.00  90.48%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66914: (3-Methylphenyl) methanol, 3-methylbutyl ether
105.0
s

5000 L
12.50 13.00
m/z 117.00 37.80%

430 77.0 ‘
O \]-\5\.(‘)\ ‘\‘\ \“H\ \‘\ T ‘ \‘ \‘ ‘\ \““ T }‘\ ‘M\ T \“‘J\-s\]\-.\()‘ T \J\-E\)?.\q TT ‘]\-\9\2\.0‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10952: Pyridine, 2-ethyl-5-methyl-
106.0
mal

o

12.50 13.00
5000 m/z 148.05 23.77%
77.0
39.0 ‘
Lo Loy \‘ T ‘\
ot bbbl M e e
m/z--> 20 40 60 80 100 120 140 160 180 jk
Abundance #27018: Benzenamine, N-butyl- AL — A\
106.0 12.50 13.00

5000
77.0 149.0
51.0 “

oL 290 19 e |
SN Wi O N M — —
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 58 unknown-01 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

12.738 16.01 ug/L 227774  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-methoxy-2-(1-methylet... 148 C1@H120 010278-02-1 46
2 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 43
3 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 27
4 Phenylacetic acid, 2,.alpha.,.al... 178 C11H1402 029205-99-0 22
5 2-Methyl-3,5-dinitrophenyl .beta... 330 C16H14N206 1000129-40-5 14

Abundance Scan 3638 (12.738 min): VV033971.D\data.ms (-3630) (- m/z 105.00 100.00%

105.0
43.0
133.0
5000 85
-

N
64. 167.1 12.50 13.00
0 i m/z 43,00 58.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #26313: Benzene, 1-methoxy-2-(1-methylethenyl)-
105.0 133.0
5000 e —
770 12.50 13.00
39.0 m/z 57.00  50.51%

o

\‘\\\\‘\\‘\ﬁ\‘q‘ \\‘{H‘\\‘}‘\‘]\-\]\-.\0‘\\\\‘\\
miz--> 20 100 120 140 160 180
Abundance #26405. Sp|ro[4.4]nona—1,3—diene, 1,2-dimethyl-
105.0 133.0
P

12.50 13.00
5000 ITI/Z 133.00 49.03%
79.0
ol o ‘3‘9\‘\(‘)‘\?‘8"9\‘ , ‘H‘ — }\‘ ‘\‘\‘\‘ ‘\“‘ | ‘H‘ R M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26269: Benzaldehyde, 4-(1-methylethyl)- \,ﬂf\‘ ; r
105.0 138.0 12.50 13.00

5000 77.0
51.0
200 | | A

O e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 59 Benzene, 1-methyl-4-(1-meth... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
12.789 6.02 ug/L 85606 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
4 o-Cymene 134 C10H14 000527-84-4 60
5 o-Cymene 134 C1oH14 000527-84-4 60
Abundance Scan 3654 (12.789 min): VV033971.D\data.ms (-3648) (- m/z 119.00 100.00%
119.0
5000
148.1
91.0 A e
55.0 ‘ 12.50 13. 00
b s el Ll Ly 188 148 05 28.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 /M ‘
12. 50 13. 00
910 148.0 m/z 133.00  26.86%
BT L R
O\\\’\\\\‘\\\\‘\\\\‘\\\\“\\\‘\‘\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26389: Benzene, (1,1-dimethylpropyl)-
119.0
SIVRAWIRLYILY
12.50 13. 00
5000 91.0 m/z 91.00 %
41.0 148.0
) PR .- 8T Y Y AN
m/z--> 200 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0 12 50 13 00
m/z 120.00 %
5000
91.0
ol150 390 650 |
L L e s o
m/z--> 200 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.831 137.41 ug/L 1955210 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 94
3 Dodecane 170 C12H26 000112-40-3 91
4 Tetradecane 198 C14H30 000629-59-4 80
5 Undecane 156 C11H24 001120-21-4 80
Abundance Scan 3667 (12.831 min): VV033971.D\data.ms (-3657) (- m/z 57.00 100.00%
57.0
- MJJ\M
85.0
5 ==
119.0 170.2 12.50 13.00
04409 m/z 42.95 83.79%
m/z--> 20 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 s =
85.0 12.50 13.00
29.0 m/z 71.00 56.97%
O\\\‘\\\\‘\\\H‘\\“\\“l\\\H‘?—fl}z‘\.?\”\ \]_\4‘]_\.(\)\\‘1\7\?'\()‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #45480: Dodecane
57.0
— ==
12.50 13.00
5000 650 m/z 41.00 50.36%
29.0
112.0 170.0
0 O VR =Y M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45479: Dodecane o ——
43.0 12.50 13.00
m/z 85.00 34.28%
71.0
5000
‘ ‘ H 98.0 127.0 170.0
Y SN S T A T OO A ]
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 61 Benzene, (1,1-dimethylpropyl)- Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
12.940 6.22 ug/L 88469 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 59
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 59
4 Diglycolic acid, 2-acetylphenyl ... 434 C25H3806 1000382-72-9 53
5 p-Cymene 134 C1oH14 000099-87-6 52

Abundance Scan 3701 (12.940 min): VV033971.D\data.ms (-3696) (- m/z 119.00 100.00%
119.0
- MU\/UW
148.0 : ‘
91.0 \
=0 50y | s
0 H""‘qum‘wm_mw“ bl 3799 s 135,08 22.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 h‘ 1
13.00
910 148.0 m/z 148.00 20.16%
TR A Y
O\\\‘\\\\‘\\\\‘\‘\\\‘\\\\“\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L
13.00
5000 m/z 91.00 16.25%
41.0 148.0
olt50y L S0 e L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26389: Benzene, (1,1-dimethylpropyl)- ™
119.0 13.00
m/z 150.05 14.39%
91.0
5000
41.0 148.0 /\
oH‘_u‘m“‘H‘??O‘Mmm‘lw_lwww Mo V) ne)
m/z--> 20 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.982 61.15 ug/L 870120 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 55
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 43
Abundance Scan 3714 (12.982 min): VV033971.D\data.ms (-3707) (- m/z 57.00 100.00%
57.0
5000
104.0
==
h 81.0 “ 132.0 166.1 13.00
oH""m‘,‘mmuw;”‘uu“hu“h“‘MUMw!‘wHuwuh”_” m/z 43.00 43.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 T
13.00
290 m/z 71.00  40.25%
98.0
0\\\\‘\‘}\\“"1\\“!“\\“17\.‘01‘\\\“‘\\”\‘\\}\4.‘1\.(\)\\‘1\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
==
13.00
5000 m/z 41.00 36.51%
29.0 112.0
e A B80T 110 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- ——
57.0 13.00
m/z 103.95 27.13%
5000
29.0 98.0
oot 780 00 1410 1690 dl
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM011024WMA.M

: VOC Analysis

: 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 63 1H-Indene, 2,3-dihydro-1,6-...

Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
13.152 6.96 ug/L 98975 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 89
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76

Abundance Scan 3767 (13.152 min): VV033971.D\data.ms (-3762) (- m/z 131.00 100.00%
131.0
- M\W\ij
41.0 91.0 Rt A
o 162.1 13.00 13.50
0 1821 m/z 146.00  21.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ha ] /\ —
13.00 13.50
m/z 119.00 19.88%
390 g4 910
Ob—rr T \‘\ T \“‘\ \“1‘\ ‘w.\‘\ \“ T \‘! T [:‘I\.':!-:!-UO‘ \‘U‘J T i“! T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
E —~
13.00 13.50
5000 m/z 114.95 18.34%
27.0 51.0 91.0
L NI =1 | RS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — ——
131.0 13.00 13.50
m/z 91.00 18.19%
- WWW
39.0 91.0
63.0
P R N s AN | Y e
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 64 Benzene, (1-methyl-1-butenyl)- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.207 18.70 ug/L 266123 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 74
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 64
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 46
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 45

Abundance Scan 3784 (13.207 min): VV033971.D\data.ms (-3776) (- m/z 132.95 100.00%

132.9
5000
91.0
T

41.0
Ly | " 160.0170.8 13.00 13.50
0 H‘_M‘W‘M‘:‘U R 2 : m/z 131.00  51.68%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1- butenyD
131,
91.0
5000 SANS) A

13.00 13.50
m/z 119.00  42.27%

27.0 ‘ H
H“‘H“‘\H\;\"\m‘é\"H"\\‘\‘H\“\!H““H“HH“H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
138.0
=

o

13.00 13.50

5000 m/z 148.00 32.77%
105.0
770‘ ‘
39.0
TN TN Y N

m/z--> 20 40 60 80 100 120 140 160 180 A j\

Abundance #26355: Benzene, pentamethyl- — e

133.0 13.00 13.50

m/z 91.00  28.19%

5000
91.0
39.0 65.0
15.0 L \ \ |

Y Wi R R Y N — — —

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 65 (DEL) Alkane: Cyclic13.416 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.416  24.33 ug/L 346220 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 68
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 58
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
4 Cyclohexane, decyl- 224 C16H32 001795-16-0 50
5 Acetamide, n-propyl-2-(4H-[1,2,4... 168 C7H12N40 1000302-15-8 43
Abundance Scan 3849 (13.416 min): VV033971.D\data.ms (-3844) (- m/z 83.00 100.00%
83.0
55.0
5000
145.0
——
‘ M 1140 | 16?'1 13.50
Orr—rr— \‘iw bl el L m/z 82.00  70.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0
5000 1
13.50
m/z 55.00 61.99%
29.0 ‘ 168.0
O \\\’\h‘\\““\\\M‘\‘1“\\“‘!\\\“J\-]\.:!"\CJ‘\\\\‘\\\\‘\!\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
——
13.50
5000 55.0 m/z 145.00 33.67%
29.0 168.0
ol b 120 1400
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12168: Cyclohexane, 2-propenyl- e
55.0 83.0 13.50
m/z 41.00 24.80%
5000
27.0 | ‘ | 124.0
0 \\\,\H\\“‘H\\”1‘wl\Hi1\\‘1‘HHH\H‘HH‘HH‘H —
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_V\Data\VVve20224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM011024WMA.M

: VOC Analysis

: 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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.484 20.44 ug/l 290803  1,4-Dichlorobenzene-d4  11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 Cl32s 001560-97-0 55

004218-48-8 50
004218-48-8 50
000098-51-1 50
001075-38-3 50

2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
4 4-tert-Butyltoluene 148 C11H16
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16

Abundance Scan 3870 (13.484 min): VV033971.D\data.ms (-3864) (- m/z 43.00 100.00%
e
430 133.0
71.
5000 0
105.0
e
“ “ 166.1 13.50
0 bl L m/z 57.00  97.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 T
13.50
29.0 141.0 m/z 133.00 81.68%
‘ ‘ ‘ 113.0 ‘ 169.0
O \\\‘\‘\\\“}\\H“\‘\H}\“f“\\\H‘\\w‘\‘\‘\\\l‘\\\\‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
e
13.50
5000 105.0 ITI/Z 41.00 63.16%
410 770 ‘ ‘
0\\\_U\“MWM‘WHJ“\H\HM\WM\J\_H\W\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- ——
133.0 13.50
m/z 71.00 51.75%
105.0
5000
77.0
270 51.0 ‘ ‘
0““NM‘W‘WM‘N‘NJMJJ‘JN‘ i‘mt“uu““W“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 13.50

SFAMVLMO11024WMA.M Wed Feb 07 13:38:11 2024

Page: 70



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.844  68.29 ug/L 971650  1,4-Dichlorobenzene-d4  11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 Cl32s 000629-50-5 98

2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 95
4 Tridecane 184 C13H28 000629-50-5 93
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 3982 (13.844 min): VV033971.D\data.ms (-3975) (- m/z 57.00 100.00%
57.0
- 50 M/L
= =
13.50 14.00
130.9 184.2
o"‘_H"H‘H"J‘:‘“lm”"‘1u‘m‘_1‘55‘1‘””‘?‘999 m/z 43.00  80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 T T
13.50 14.00
290 m/z 71.00 61.01%
H | | 1120 1410 1840
O\\\‘\\\\‘\\\\‘\\\\“\\\\[\\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
— =
13.50 14.00
5000 m/z 41.00 46.69%
29.0 85.0
g e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59027: Tridecane “ ——
57.0 13.50 14.00
m/z 85.00 38.64%
5000 290 85.0
Ll L 30 aeo 1640
0"“J"‘H"_J:‘ﬂ"ﬂ“UW‘M‘W“H“‘H“‘H“H‘ e =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 68 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.040  24.65 ug/L 350799 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 92
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 52
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 49
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 46

Abundance Scan 4043 (14.040 min): VV033971.D\data.ms (-4033) (- m/z 131.00 100.00%

131.0
5000 57.0
97.0
T T
162.1 14.00
0 ol 1832 s 133,00 60.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

131.0

=

5000 T
14.00
m/z 118.00 58.247%

O' ‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
T \
14.00
5000 ITI/Z 146.00 52.30%
39.0 91.0
15.0 63.0
0! ‘u‘m“m _‘“Mu“‘H_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- = I
131.0 14.00
m/z 57.00 41.41%
5000 105.0
39.0 77.0 ‘
N P W N 6 Y — =N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 69 Benzene, (2-methyl-1-butenyl)- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
14.371 8.16 ug/L 116074 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 62
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 62

Abundance Scan 4146 (14.371 min): VV033971.D\data.ms (-4140) (- m/z 131.00 100.00%

131.0 '
5000
- A
509 769 160.0 14.00 14.50
\ | 1032
0 \\\‘\H\“w\“1‘\““”Hm“‘\‘ﬂlN el el e 1232 m/z 118,00 43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

g

5000
14.00 14.50

m/z 146.00  41.52%

0 \‘MEW¢MH\“H\“H\‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
S L

;Y
14.00 14.50
z 145.00 31.15%
5000 105.0 n/
39.0 77.0 ‘
O bbbt b Ml ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0 14.00 14.50
m/z 115.00 27.50%
5000 91.0
o 0 | | )
) NV SO M| N N — — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 70 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
14.705 9.33 ug/L 132733  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 90
3 1H-Indene, 2,3-dihydro-1,1,4,7-t... 174 C13H18 001078-04-2 86
4 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 86
5 Indan, 1,1,6,7-tetramethyl- 174 C13H18 016204-58-3 64

Abundance Scan 4250 (14.705 min): VV033971.D\data.ms (-4244) (-] ' m/z 159.10 100.00%
159.

0.1
5000 81.0 131.0
41.0 )
109.

=
194.1 14.50 15.00
(o} m/z 81.00 51.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-
159.0
5000 T L
14.50 15.00

m/z 131.00  39.81%

28.0 128.0
Ot T \‘1 T \‘,‘?\]‘-\.(\)‘ T \“\9%\.9‘ T \“\H‘ \‘Um\ T ’Ml‘\ T 1 T \“\ BRRRRERRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49176: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0

=
14.50 15.00
5000 m/z 179.05  36.59%

410 710 1050 1310 ‘
Y e At TPV W A
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance  #49160: 1H-Indene, 2,3-dihydro-1,1,4,7-tetramethyl- ——
159.0 14.50 15.00

m/z 41.00 35.33%

- MJ\N\/\/
128.0
270 510 770 1050 ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.789 19.71 ug/L 280433  1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 93
3 Tetradecane 198 C14H30 000629-59-4 93
4 Nonadecane 268 C19H40 000629-92-5 87
5 Dodecane 170 C12H26 000112-40-3 86
Abundance Scan 4276 (14.789 min): VV033971.D\data.ms (-4270) (- m/z 57.00 100.00%
57.0
— =
M || 1130501590 1982 14.50 15.00
0 H“‘H‘,H‘N‘Hl‘ﬁu“_“w“‘w“u“‘u“u“‘u‘ m/z 43.00 77.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 — e
85.0 14.50 15.00
290 m/z 71.00 61.36%
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
— =
14.50 15.00
5000 85.0 m/z 41.00 44.36%
29.0
ol L) 1130 1410 1690 1980
A B o B A R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T ——
57.0 14.50 15.00
m/z 85.00 41.18%
5000 85.0
29.0
0 L. 1130 1410 1690 1980
R e ERmAREEEEEE — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 72 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
15.361 6.58 ug/L 93558 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 76
2 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 68
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 62
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 58
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 58
Abundance Scan 4454 (15.361 min): VV033971.D\data.ms (-4447) (-] ' m/z 57.00 100.00%
57.0
145.0 T UL
‘ 3.0 ‘ ‘ 187.1 15.00 15.50
o — “‘1‘\1“‘!‘”‘“‘””“‘H““w}“u‘w\“‘U‘“‘““H“HHWHWH‘ m/z 43.00  96.78%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 85.0 — 7
15.00 15.50
11301410 m/z 71.00  89.48%
29.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
— ——
15.00 15.50
5000 85.0 m/z 41.00 47.91%
1130
29_0 1410
0 2280
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #287349: Octadecane, 1-iodo- “ 7
57.0 15.00 15.50
m/z 85.00 46.78%
5000 85.0
29.0
113.0
o \‘ [T 155018309119 2530
"‘_""‘H""H""‘_""‘H""H"m“m‘mwm‘uw P P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
15.680 4.97 ug/L 70735 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 41
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 41
4 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 41
5 trans-Calamenene 202 C15H22 073209-42-4 38

Abundance Scan4553(15680num VV033971[Ndmarns(4547)( m/z 159.05 100.00%

59.1
5000 85.0

——
128.0 15.50 16.00
Il H [ J\\\\H\H L 21%2 269.( 9
O e b el b e m/z 57.00 92.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90191: Pentadecane
57.0
29.0
5000 85.0 R R
15.50 16.00

m/z 42.90 72.02%

L I h || f13014101600 2120
HH‘HH‘\HH\‘H\‘\‘\‘\H‘HH‘\‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-
159.0

T
15.50 16.00

o

5000 m/z 71.00 63.57%
28.0 910 128.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49176: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl- — =
159.0 15.50 16.00

m/z 85.00  46.25%

5000
710 131.0 ‘
o0 0 10307 Rl i S

m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020224\
Data File : VV@33971.D

Acqg On : 02 Feb 2024 15:40

Operator : SY/MD

Sample : P1329-11ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO11024WMA.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 2.449 10.1 ug/L 108923 1 5.532 540023 50.0
(DEL) Alkane: S 2.677 7.8 ug/L 84271 1 5.532 540023 50.0
(DEL) Alkane: S 2.950 11.2 ug/L 121294 1 5.532 540023 50.0
(DEL) Alkane: S... 4.661 10.3 ug/L 111684 1 5.532 540023 50.0
(DEL) Alkane: S... 4.806 37.2 ug/L 401896 1 5.532 540023 50.0
(DEL) Alkane: S 5.085 6.9 ug/L 74710 1 5.532 540023 50.0
(DEL) Alkane: S 5.397 39.3 ug/L 424415 1 5.532 540023 50.0
(DEL) Alkane: S. 6.117 5.8 ug/L 62890 1 5.532 540023 50.0
Hexane, 1,1'-ox... 6.175 11.8 ug/L 127755 1 5.532 540023 50.0
2-Propen-1-amin... 6.375 7.6 ug/L 81723 1 5.532 540023 50.0
(DEL) Alkane: C... 6.555 4.6 ug/L 49820 1 5.532 540023 50.0
(DEL) Alkane: S.. 6.760 11.2 ug/L 121353 1 5.532 540023 50.0
(DEL) Alkane: S.. 6.841 44.9 ug/L 485283 1 5.532 540023 50.0
(DEL) Alkane: S.. 6.879 5.9 ug/L 63570 1 5.532 540023 50.0
(DEL) Alkane: S.. 7.005 67.9 ug/L 733233 1 5.532 540023 50.0
(DEL) Alkane: C.. 7.188 11.3 ug/L 138518 2 8.786 614635 50.0
(DEL) Alkane: S.. 7.497 65.2 ug/L 801273 2 8.786 614635 150.0
(DEL) Alkane: S.. 7.908 10.2 ug/L 125403 2 8.786 614635 50.0
(DEL) Alkane: S.. 8.140 29.2 ug/L 359162 2 8.786 614635 50.0
(DEL) Alkane: C.. 8.217 12.7 ug/L 155480 2 8.786 614635 50.0
(DEL) Alkane: C.. 8.281 11.6 ug/L 142938 2 8.786 614635 50.0
(DEL) Alkane: S.. 8.503 20.2 ug/L 248175 2 8.786 614635 50.0
(DEL) Alkane: S.. 8.558 14.4 ug/L 177538 2 8.786 614635 50.0
(DEL) Alkane: S.. 8.603 75.0 ug/L 922591 2 8.786 614635 50.0
(DEL) Alkane: S.. 8.725 59.2 ug/L 727553 2 8.786 614635 150.0
(DEL) Alkane: S.. 9.140 94.0 wug/L 1154850 2 8.786 614635 50.0
(DEL) Alkane: C.. 9.413 17.8 ug/L 218970 2 8.786 614635 50.0
(DEL) Alkane: C.. 9.612 4.0 ug/L 49613 2 8.786 614635 50.0
(DEL) Alkane: S.. 9.648 27.1 ug/L 333373 2 8.786 614635 150.0
(DEL) Alkane: C.. 9.735 29.9 ug/L 367911 2 8.786 614635 50.0
(DEL) Alkane: S.. 9.789 12.9 ug/L 158097 2 8.786 614635 50.0
(DEL) Alkane: C.. 9.915 4.4 ug/L 53776 2 8.786 614635 50.0
(DEL) Alkane: S.. 9.956 14.3 ug/L 175683 2 8.786 614635 150.0
(DEL) Alkane: S.. 10.024 26.0 ug/L 370548 3 11.188 711461 50.0
(DEL) Alkane: S.. 10.056 21.9 ug/L 312092 3 11.188 711461 50.0
(DEL) Alkane: S... 10.329 3.5 ug/L 50555 3 11.188 711461 50.0
Benzene, 1l-ethy... 10.387 11.3 ug/L 160647 3 11.188 711461 50.0
Benzene, 1l-ethy... 10.677 10.0 ug/L 142392 3 11.188 711461 50.0
(DEL) Alkane: S... 10.776 5.5 ug/L 78655 3 11.188 711461 50.0
(DEL) Alkane: S... 10.973 8.3 ug/L 118429 3 11.188 711461 50.0
(DEL) Alkane: S... 11.037 10.0 ug/L 142672 3 11.188 711461 50.0
(DEL) Alkane: C... 11.091 15.8 ug/L 224319 3 11.188 711461 50.0
Benzene, 1,2,3-... 11.278 25.3 ug/L 359739 3 11.188 711461 50.0
(DEL) Alkane: S... 11.313 18.6 ug/L 264841 3 11.188 711461 50.0
(DEL) Alkane: S... 11.406 24.0 ug/L 341986 3 11.188 711461 50.0
Benzene, 1,3-di... 11.490 7.4 ug/L 105171 3 11.188 711461 50.0
(DEL) Alkane: S... 11.731 186.4 ug/L 2652000 3 11.188 711461 50.0
o-Cymene 11.879 42.8 ug/L 608807 3 11.188 711461 50.0
(DEL) Alkane: S... 11.934 7.2 ug/L 101970 3 11.188 711461 50.0
(DEL) Alkane: S... 12.066 19.5 ug/L 277578 3 11.188 711461 50.0
trans-Decalin, ... 12.198 31.0 ug/L 441481 3 11.188 711461 50.0
(DEL) Alkane: C... 12.310 42.7 ug/L 607049 3 11.188 711461 50.0
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Benzene, 1,2,4,... 12.406  46.4 ug/L 660331 3 11.188 711461 50.0
(DEL) Alkane: S... 12.448 13.1 ug/L 186557 3 11.188 711461 50.0
Benzene, 2-ethy... 12.493 7.7 ug/L 108855 3 11.188 711461 50.0
(DEL) Alkane: S... 12.532 13.7 ug/L 194405 3 11.188 711461 50.0
(3-Methylphenyl... 12.667 14.2 ug/L 202407 3 11.188 711461 50.0[ ANl 11
unknown-01 12.738 16.0 ug/L 227774 3 11.188 711461 50.0/S\UeEWY
Benzene, l-meth... 12.789 6.0 ug/L 85606 3 11.188 711461 50.0@lElEElER
(DEL) Alkane: S... 12.831 137.4 ug/L 1955210 3 11.188 711461 50.0SUslAVI=
Benzene, (1,1-d... 12.940 6.2 ug/L 88469 3 11.188 711461 50.0
(DEL) Alkane: S... 12.982 61.1 ug/L 870120 3 11.188 711461 50.0
1H-Indene, 2,3-... 13.152 7.0 ug/L 98975 3 11.188 711461 50.0
Benzene, (1-met... 13.207 18.7 ug/L 266123 3 11.188 711461 50.0
(DEL) Alkane: C... 13.416 24.3 ug/L 346220 3 11.188 711461 50.0
(DEL) Alkane: S... 13.484  20.4 ug/L 290803 3 11.188 711461 50.0
(DEL) Alkane: S... 13.844  68.3 ug/L 971650 3 11.188 711461 50.0
Naphthalene, 1,... 14.040 24.6 ug/L 350799 3 11.188 711461 50.0
Benzene, (2-met... 14.371 8.2 ug/L 116074 3 11.188 711461 50.0
Naphthalene, 1,... 14.705 9.3 wug/L 132733 3 11.188 711461 50.0
(DEL) Alkane: S... 14.789 19.7 ug/L 280433 3 11.188 711461 50.0
(DEL) Alkane: S... 15.361 6.6 ug/L 93558 3 11.188 711461 50.0

0 3 0

(DEL) Alkane: S... 15.680 5. ug/L 70735 11.188 711461 50.
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