LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@32079.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.185 38 45 50 rBV 14073 14169 ©0.89% 0.060%
2 1.275 63 73 97 rVB 63492 107734 6.78% 0.460%
3 1.458 107 130 131 rBV6 16353 39324 2.47% 0.168%
4 1.503 139 144 150 rBV 15439 17608 1.11% 0.075%
5 2.028 297 307 324 rVB 143437 213033 13.40% 0.909%
6 2.381 406 417 429 rW 46696 93672 5.89% 0.400%
7 2.439 430 435 446 rVB4 15169 26773 1.68% 0.114%
8 2.555 460 471 490 rVB 17838 37905 2.39% 0.162%
9 2.671 496 507 517 rBv2 9346 16805 1.06% 0.072%
106 2.944 579 592 604 rBV3 6518 13656 0.86% ©0.058%
11 3.651 800 812 829 rVB5S 7637 18196 1.14% 0.078%
12 3.812 852 862 903 rBV2 50165 197525 12.43% 0.843%
13 4.249 981 998 1026 rBvV 106729 295144 18.57% 1.260%
14  4.568 1083 1097 1113 rBV5S 9786 25263 1.59% 0.108%
15 4.664 1113 1127 1142 rVB5 7040 19044 1.20% 0.081%
16 4.809 1154 1172 1195 rVB3 14958 39902 2.51% 0.170%
17  4.953 1201 1217 1244 rBV2 299116 763250 48.03%  3.258%
18 5.140 1265 1275 1292 rVB2 14010 39226 2.47% 0.167%
19 5.404 1348 1357 1369 rVV6 6471 12727 0.80% 0.054%
20 5.535 1384 1398 1427 rBV 294469 649597 40.87% 2.773%
21 5.834 1479 1491 1494 rBV4 7232 13193 0.83% 0.056%
22 5.992 1527 1540 1570 rVB 161588 381255 23.99% 1.627%
23 6.577 1708 1722 1737 rVB2 8986 22078 1.39% 0.094%
24 6.696 1742 1759 1769 rBV3 10135 23309 1.47% 0.099%
25 6.918 1813 1828 1849 rVWV 87103 176046 11.08% 0.751%
26 7.191 1962 1913 1919 rBV4 12435 22919 1.44% 0.098%
27 7.246 1919 1930 1948 rVV 320503 571384 35.95%  2.439%
28 7.503 2001 2010 2018 rBV3 10309 16842 1.06% 0.072%
29 7.561 2019 2028 2052 rVB2 58346 128877 8.11% 0.550%
30 8.043 2156 2178 2202 rBV 123702 391249 24.62% 1.670%
31 8.223 2226 2234 2243 rVB3 9622 17507 1.10% 0.075%
32 8.284 2243 2253 2263 rBV3 13336 25888 1.63% 0.111%
33 8.529 2313 2329 2336 rBV7 14779 37316 2.35% 0.159%
34 8.606 2346 2353 2365 rVB3 = 22145 37826 2.38% 0.161%
35 8.728 2378 2391 2399 rBV 22791 40203 2.53% 0.172%

36 8.789 2399 2410 2444 rBV 444893 803467 50.56%  3.430%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 8.934 2444 2455 2458 rBV7 8417 13539 0.85% 0.058%
38 9.043 2481 2489 2494 rBV3 11341 19480 1.23% 0.083%
39 9.088 2495 2503 2512 rVV3 34642 65254 4.11% 0.279%
40 9.143 2512 2520 2542 rVB3 39992 84895 5.34% 0.362%
41  9.255 2542 2555 2566 rBvV7 9923 20101 1.26% ©.086%
42 9.413 2589 2604 2613 rVVe6 30871 69555 4.38% 0.297%
43 9.490 2620 2628 2633 rBvV 26232 42124 2.65% 0.180%
44  9.648 2659 2677 2686 rBV5 43382 101134 6.36% 0.432%
45  9.741 2698 2706 2715 rBV7 28456 52064 3.28% 0.222%
46 9.847 2731 2739 2752 rVB4 34232 57398 3.61% 0.245%
47  9.915 2753 2760 2766 rBV5 14107 20838 1.31% ©0.089%
48 9.960 2767 2774 2782 rBV3 28009 41781 2.63% 0.178%
49 10.008 2783 2789 2790 rBvV3 14329 14006 0.88% 0.060%
50 10.063 2800 2806 2817 rVB4 50029 79740 5.02%  0.340%
51 10.162 2821 2837 2853 rBV2 296095 578240 36.38% 2.468%
52 10.333 2880 2890 2898 rBV6 22937 47502 2.99% 0.203%
53 10.391 29600 2908 2919 rVV5 59632 119843 7.54% 0.512%
54 10.452 2920 2927 2931 rW 60308 91581 5.76% ©.391%
55 10.481 2932 2936 2942 rVV2 81935 123749 7.79% 0.528%
56 10.522 2942 2949 2969 rVB 177216 314855 19.81% 1.344%
57 10.622 2971 2980 2986 rBV5 12507 26074 1.64% 0.111%
58 10.677 2988 2997 3004 rBV6 42213 87749 5.52% 0©.375%
59 10.821 3034 3042 3049 rBV 130390 200545 12.62% 0.856%
60 10.860 3049 3054 3065 rVB 52122 90250 5.68% 0.385%
61 10.976 3083 3090 3096 rBv4 49192 76898 4.84% 0.328%
62 11.043 3106 3111 3118 rVB3 59979 75351 4.74% 0.322%
63 11.095 3120 3127 3134 rBVv4 75394 111460 7.01% 0.476%
64 11.191 3148 3157 3167 rBV 563107 879366 55.33%  3.754%
65 11.281 3178 3185 3191 rBV 111202 157689 9.92% 0.673%
66 11.317 3192 3196 3204 rVB2 76803 93834 5.90% 0.401%
67 11.407 3218 3224 3233 rVB 112938 157696 9.92% 0.673%
68 11.490 3241 3250 3253 rBVS5 43702 75439  4.75% ©.322%
69 11.571 3265 3275 3290 rVB3 462505 992916 62.48% 4.238%
70 11.735 3317 3326 3356 rVB2 464776 1053207 66.27% 4.496%
71 11.882 3357 3372 3380 rBv4 177594 409186 25.75% 1.747%
72 11.934 3381 3388 3391 rBV6 92582 130568 8.22% 0.557%
73 12.066 3421 3429 3438 rBV3 146778 280918 17.68% 1.199%
74 12.201 3460 3471 3481 rBV6 227965 422729 26.60% 1.804%
75 12.313 3497 3506 3513 rBV3 249335 455633 28.67% 1.945%

76 12.410 3528 3536 3544 rBV2 379987 555443 34.95%  2.371%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 12.448 3544 3548 3555 rVB3 117285 137189 8.63% 0.586%
78 12.493 3556 3562 3568 rBv4 94438 128147 8.06% 0©.547%
79 12.535 3569 3575 3581 rBV2 122052 150178 9.45% 0.641%
80 12.670 3610 3617 3629 rVB4 189446 303369 19.09%  1.295%
81 12.744 3632 3640 3648 rBv4 131443 216677 13.63% 0.925%
82 12.831 3651 3667 3683 rBV5 769909 1589256 100.00% 6.784%
83 12.947 3698 3703 3707 rBV 56678 70847 4.46%  0.302%
84 12.985 3708 3715 3739 rVB3 457124 1054573 66.36% 4.501%
85 13.156 3762 3768 3777 rVB4 111168 160429 10.09% 0.685%
86 13.214 3778 3786 3792 rBv4 190447 307250 19.33% 1.312%
87 13.442 3851 3857 3866 rVB 559275 841887 52.97%  3.594%
88 13.490 3867 3872 3883 rVB5 176154 258347 16.26% 1.103%
89 13.590 3887 3903 3912 rVB3 258379 613055 38.57% 2.617%
90 13.847 3977 3983 3998 rVB6 298938 550425 34.63% 2.350%
91 14.043 4033 4044 4056 rBv4 379329 780514 49.11%  3.332%
92 14.371 4140 4146 4157 rBV4 166402 300001 18.88% 1.281%
93 14.567 4199 4207 4213 rBV3 233812 450511 28.35% 1.923%
94 14.712 4247 4252 4258 rBV6 73361 98843 6.22% 0.422%
95 14.757 4260 4266 4273 rBV 181908 268175 16.87% 1.145%
96 15.365 4448 4455 4462 rBV2 220705 297983 18.75% 1.272%
97 15.500 4491 4497 4502 rBV3 97474 144298 9.08% 0.616%
98 15.609 4522 4531 4543 rBV 268916 501313 31.54% 2.140%
99 15.754 4569 4576 4583 rBV 283253 397884 25.04% 1.698%
100 16.422 4778 4784 4792 rVB2 117517 165531 10.42% 0.707%

Sum of corrected areas: 23427224
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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\VVve91323\

: VW0e32079.D

: 13 Sep 2023 16:16

: SY/MD

: 04330-02ME

: 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV032079.D\data.ms
800000
600000
400000
4.953 5.535
200000 2028 5.992
5 4.249
1.275
2.38 3.812
0 1.18§ 14883 iﬁ%ﬁ%?l 2.944 3.651 4.56864809 | 5.140 540 5.834 6.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV032079.D\data.ms
800000
11.191
600000
11.5%1.735
8.789
400000
7.246
200000
6.918 8.043
' 7.561
0 6.696 7.1 7.;@@ 88284 8.88867
T T T T T T ‘ T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ ‘ T ‘ T ‘ T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 1000 1050 11.00 1LSO 12.00
Abundance TIC: VV032079.D\data.ms
12.831
800000 13.442
12.985
600000 14.043
14.567
12.410 13.59013-847 15.754
5.609
14.757
400000 18 49 14, 371 15365
zyggln 13.214
670 I g 15.500
“' 44, 4 ‘ f 16.422
200000 ‘ “ l ‘ “ l
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
SFAMVLMO82323WMA.M Mon Sep 18 ©02:41:15 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 48
R.T. EstConc Area Relative to ISTD R.T.
4.809 3.07 ug/L 39902 1,4-Difluorobenzene 5.535

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 91
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
Abundance Scan 1172 (4.809 min): VV032079.D\data.ms (-1154) (-) m/z 42.95 100.00%
43.0
71.1
57.0
5000
AL VA A
H ‘ 850 100.0 4.40 4.60 4.80 5.00 5.20
0 H‘_‘H‘H‘w‘H‘_‘m‘H‘WWM‘_‘H‘H‘W‘H‘_‘H}H‘W m/z 71.106 61.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0 H‘uu‘\/\ku‘uu,\/\\ﬁ‘u
' 4.40 4.60 4.80 5.00 5.20
m/z 57.00 52.91%
oL 10 180 “ Ll 85.0 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
REaa R R
710 4.40 4.60 4.80 5.00 5.20
5000 m/z 70.10 52.76%
29.0
15.0 \‘ - 530 1m0
N M S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- “ﬁ‘ﬂ‘ﬁ\““ﬁﬂW““‘(
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.00 50.96%
5000 57.0 70.0
29.0
15.0 M 850 1000
0 |

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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Carbonic acid, bis(2-methyl... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
5.140 3.02 ug/L 39226 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, bis(2-methylpropy... 174 C9H1803 000539-92-4 50
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50
3 Carbonic acid, bis(2-methylpropy... 174 C9H1803 000539-92-4 50
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 50
5 Butane, 2-azido-2,3,3-trimethyl- 141 C7H15N3 051677-41-9 45
Abundance Scan 1275 (5.140 min): VV032079.D\data.ms (-1265) (-) m/z 57.05 100.00%
57.0
5000
R ARaNEEmEL SR
99.1 4.80 5.00 5.20 5.40
0 ‘_HWm‘p‘muﬂ_u”wm“_m_m_‘wm m/z 56.80  41.05%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #49760: Carbonic acid, bis(2-methylpropyl) ester
57.0
5000 H‘HH‘HH,HH‘H\K\W
4.80 5.00 5.20 5.40
m/z 41.00 30.25%
29.0
0 \“ \‘\\ 1l ‘ 7\6\"0 11?'0 163.0
\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
AR R
4.80 5.00 5.20 5.40
5000 m/z 39.00 12.99%
29.0 ‘
99.0
2.0 77.0
0 "H‘u“w‘ﬂk“w“u““‘NM“““H““‘_“
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #49761: Carbonic acid, bis(2-methylpropyl) ester  EAARmmaasE T
57.0 4.80 5.00 5.20 5.40
m/z 43.00 8.38%
5000
2‘9"0‘ | | 7‘6.0 118.0 R
0t e e e e e R ALRREEREE SRR T
m/z--> 0 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 53
R.T. EstConc Area Relative to ISTD R.T.
8.728 2.50 ug/L 40203 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 72
2 Octane, 3-methyl- 128 C9H20 002216-33-3 72
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64

Abundance Scan 2391 (8.728 min): VV032079.D\data.ms (-2378) (-)
57.0

m/z 57.00 100.00%

5000
43.0
98'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
“ 71.0 | 8.40 8.60 8.80 9.00
Obreprererrrepreodlbos il el il coerprree e m/z 43.00 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 L L L B B |
430 8.40 8.60 8.80 9.00
' m/z 41.00 29.91%
29.0 710 98.0
ob150 | “‘ “‘ i | 113.0128.0
H’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
A
8.40 8.60 8.80 9.00
m/z 56.00 24.20%
5000 43.0
29.0
98.0
bbb i T L 11301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl- T EAEEmaEE TSR
57.0 8.40 8.60 8.80 9.00
m/z 98.10 17.07%
5000 430
29.0
T il A
oH,‘m_m_H“MH‘_u“:_”u}‘””ﬁ?ﬂ“‘:““‘1“1‘3‘:9“1‘2‘%9” U‘w'ﬂmwW"m,uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

SFAMVLM@82323WMA.M Mon Sep
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 38
R.T. EstConc Area Relative to ISTD R.T.
9.143 5.28 ug/L 84895  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 90
4 Nonane 128 C9H20 000111-84-2 68
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53

Abundance Scan 2520 (9.143 min): VV032079.D\data.ms (-2512) (-) m/z 43.00 100.00%

43.0
57.0
5000
71.1 85.0
R
H H M 99.0 128.1 8.80 9.00 9.20 9.40
oHwW‘_m‘ww_m“w_m‘H:HMW,WHe!w m/z 57.85 78.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 LI L L L L I L I
8.80 9.00 9.20 9.40
29.0 71.0 850 m/z 41.80 50.11%
e o
OH‘\H\‘\\H‘HH‘\H\‘\WH‘HH‘\H\‘\H\‘\H\‘\H\’HH‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
R ARRR
57.0 8.80 9.00 9.20 9.40
5000 m/z 85.05 31.29%
29.0
S PP
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J
Abundance #14523: Nonane “‘_“‘_“‘_“‘_“‘_
43.0 8.80 9.00 9.20 9.40
570 m/z 71.10 27.56%
5000
29.0
71.0 85.0
990 1280
olaso | 1L I [0 wmo g L Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMVLM@82323WMA.M Mon Sep 18 02:41:17 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Cyclic9.413 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.413 4.33 ug/L 69555 Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 81
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 81
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 76
5 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 72

Abundance Scan 2604 (9.413 min): VVO32079[ndmalns(2589)() m/z 97.10 100.00%
1

55.0
- I M
69.0 126.0 R AR ARR AR EEE
M ‘ M B‘ M 111.0 ‘ 9.00 9.20 9.40 9.60 9.80
bt el 880 Ul T m/z 55.00  93.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 RN RN R R
9.00 9.20 9.40 9.60 9.80
41.0 69.0 126.0 m/z 41.00 46.63%
w »
OH‘HH‘H\‘\“\H\“HH\‘\w!\‘HH‘\Hﬁ\p\g’\\M‘H]\-\].“]\"\(\)\’H\‘\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0
R A
9.00 9.20 9.40 9.60 9.80
5000 ITI/Z 43.00 42.44%
41.0 690 126.0
: s0 | o |
H‘HH‘H‘wu‘wu‘w‘uw‘mu‘u‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) R AAARSNES SR
55.0 97.0 9.00 9.20 9.40 9.60 9.80
' m/z 57.00 39.02%
5000
41.0 69.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80

SFAMVLM@82323WMA.M Mon Sep 18 02:41:18 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 35
R.T. EstConc Area Relative to ISTD R.T.
9.648 6.29 ug/L 101134  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 55
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 46
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 46
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 46
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 43
Abundance Scan 2677 (9.648 min): VV032079.D\data.ms (-2659) (-) m/z 57.05 100.00%
57.0
41.0
5000
81.0
—— —
| ‘ ‘ ‘ o0 11‘3'1 o1 9.50 10.00
O ool ol OO ML 71005 64.78%
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
41/0 \
5000 ST U
9.50 10.00
113.0 m/z 42.95 60.60%
85.0 '
O\\\\‘2\5‘\\\‘“{\\““\\”}\‘}‘\\\[\\1\‘\\\]\.4[2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
— —
9.50 10.00
5000 41,0 m/z 40.95 55.56%
113.0
ol 2ol M b R a0
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- — —
57.0 9.50 10.00
m/z 56.00 39.69%
5000
41,0
113.0
85.0
ob150 L L T a0 R
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLM@82323WMA.M Mon Sep 18 02:41:18 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 9 (DEL) Alkane: Cyclic9.741 Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
9.741 3.24 ug/L 52064 Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 81
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 81
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 72

Abundance Scan 2706 (9.741 min): VV032079.D\data.ms (-2698) (-)

m/z 83.00 100.00%

55.0 83.0
5000
39 126.1 A‘ ‘ Shbal
| L3, |
ol el Bl o m/z 55,00 90.31%
m/z--> 20 40 60 80 100 120 140
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 — —
9.50 10.00
m/z 41.00 68.05%
390 126.0
TR 111.0 |
0\\\‘\\\\‘\\\‘\“\{\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
— —
9.50 10.00
5000 ITI/Z 57.05 67.03%
39.0 M 126.0
Lo N v I~ 0 R
miz--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl- T —
55.0 83.0 9.50 10.00
m/z 82.00 61.49%
5000
27.0 126.0
o"‘_H‘“‘”"m‘“:‘Mwu“g?"oww‘””_‘ M nnd R
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLM@82323WMA.M Mon Sep 18 02:41:19 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 10 .alpha.-Pinene Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
9.847 3.57 ug/L 57398 Chlorobenzene-d5 8.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 93
2 .alpha.-Pinene 136 C1oH16 000080-56-8 86
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1OH16 007785-70-8 70
4 .alpha.-Pinene 136 C10H16 000080-56-8 70
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 70
Abundance Scan 2739 (9.847 min): VV032079.D\data.ms (-2731) (-) m/z 93.00 100.00%
69.0
5000 1111
41.0
[ e e
‘ ‘ 140.1 9.50 10.00
R “i“‘ T A Y Jul, Lo 1 ~ m/z 69.00 54.08%
miz--> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
5000 - ——
9.50 10.00
77.0
41.0 m/z 55.00 50.10%
‘ 121.01360
Ot ‘2\6‘\0\ \H‘\ \‘E\S.‘Q\H} T \"“\ T ‘\ “\“‘\ T \“‘\ T 1.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
— ——
9.50 10.00
m/z 111.05 49.60%
5000 39.0 770
15.0 56.0 121.0136.0
N RO o
miz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene opap L VAL
3.0 9.50 10.00
m/z 90.95 39.95%
5000
77.0 1210
41.0 ‘ .
136.0
0 ‘1‘5‘-0_‘»‘““\Hﬁ@-ﬁ’ﬂ:”“}m R Wt il = ‘/\m ‘ A
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLM@82323WMA.M Mon Sep 18 02:41:19 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
9.960 2.60 ug/L 41781  Chlorobenzene-d5 8.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
Abundance Scan 2774 (9.960 min): VV032079.D\data.ms (-2767) (-) m/z 57.05 100.00%
57.0
‘ 85.0 S
112.0 10.00
142.1
0 m_m‘,‘m‘u u”:w‘!“”\”!u“m‘um‘mwm m/z 43.00  75.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 U
10.00
m/z 41.00  39.20%
‘ 84.0
O\\\‘\\\\"M\\“‘\\‘H\\‘U\\\H‘\J-\l\‘s\.(‘)\\\\‘1\5\0\.\0‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0
——
10.00
5000 m/z 71.00 24.70%
85.0
29.0
A 1260
ot el b 2R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14525: Heptane, 4-ethyl- T
43.0 10.00
m/z 56.05  23.96%
5000 85.0 MM
olts0 | | leso | | 1m0 v
m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAMVLM@82323WMA.M Mon Sep 18 02:41:20 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 unknown-01 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.063 4.53 ug/L 79740  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl octyl ether 438 C30H620 1000406-38-9 43
2 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 35
3 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 27
4 Piperidine-4-carbonitrile 110 C6H1ON2 004395-98-6 27
5 n-Hexane 86 C6H14 000110-54-3 22

Abundance Scan 2806 (10.063 min): VV032079.D\data.ms (-2800) (-  m/z 57.05 100.00%
57.0

111.1 [ — T
‘ 10.00
0! M‘W“MW” e — m/z 43.00 69.83%
miz--> 50 15 200 250 300
Abundance #321444:Docosylomylether
57.0
5000 e ‘
10.00
97.0 m/z 41.00  66.70%
02@0‘\ ‘\H‘ \H ‘\‘d ‘ 141.0 1830 2250 309.(
T T ‘ T T T T i ‘ T T T T T T T T ‘ T T T T ‘ T
miz--> 50 15 200 250 300
Abundance #76047.Hexane,l{hexWoxy}34neﬂwL
43.0
T
10.00
5000 85.0 ITI/Z 56.05 45.62%
0 H““
miz--> 50 100 150 200 250 300
Abundance #4309: 2-Hexen-1-ol, (E)- — ‘
57.0 10.00
m/z 69.05 44.39%
5000
R6|0 ‘ ‘000
0 B —
m/z--> 50 100 150 200 250 300 10.00

SFAMVLM@82323WMA.M Mon Sep 18 02:41:21 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Cyclohexane, 1-(cyclohexylm... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.333 2.70 ug/L 47502  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 59
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 59
3 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 49
4 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 49
5 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 47

Abundance Scan 2890 (10.333 min): VV032079.D\data.ms (-2880) (-  m/z 55.00 100.00%

55.0
97.1
5000
‘ H ‘ ‘ 2L 1000 10.50
140.1 : :
193.0
o_m‘;“w‘wwm‘uMwlwwwwwm‘W_MMH m/z 97.10  73.60%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ci
530 970

G

5000
10.00 10.50

194.0 m/z 41.00 40.08%

\u u 138.0166.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69426: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, tre

o

e

55.0 97.0
10.00 10.50
5000 m/z 69.00  38.99%
‘ 194.0
A T A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20709: m-Menthane, (1S,3R)-(+)- — ——
55.0 97.0 10.00 10.50
m/z 81.05 38.84%
5000
140.0
R7.0 ‘ ‘
o N O S
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

SFAMVLM@82323WMA.M Mon Sep 18 02:41:21 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzene, 1l-ethyl-3-methyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
10.390 6.81 ug/L 119843  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 92
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 60

Abundance Scan 2908 (10.390 min): VV032079.D\data.ms (-2900) (-

m/z 105.05 100.00%

105.1
- f\ﬁtj\\
55.0 120.1
39.0 81.0 ]
[ ‘ | H‘ \H I o e
O b e il W“ b bl “ T m/z 120.10 0 31.22%
miz--> 20 40 80 100 120 140
Abundance #10720.Benzene,l-eﬂwk34neﬂwh
105.0
5000 U /\
120.0 10.00 1050
m/z 55.00  25.93%
39.0
O\\\‘\‘\\\“\\\5\9‘9‘\\\“‘\\M\‘M‘\\‘\““\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
— —
lOOO 10.50
120.0
39.0 77.0
R R R N
ot et e
miz--> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 1000 1050
m/z 97.05 19.10%
5000
120.0
77.0
o S0
L I
m/z--> 20 40 60 80 100 120 140 lOOO 1050

SFAMVLM@O82323WMA.M Mon Sep 18 02:41:22 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.677 4.99 ug/L 87749 1,4-Dichlorobenzene-d4 11.194
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 76
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 76
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
5 Mesitylene 120 CS9H12 000108-67-8 76

Abundance Scan 2997 (10.677 min): VV032079.D\data.ms (-2988) (- m/z 105.00 100.00%

105.0
5000
81.0 120.0
39‘.0 64.‘8 H ‘ 1391 10.50 11.00
ol gl L W TP sz 120,00 30.28%
miz--> 200 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T }\ T T T T
120.0 10.50 11.00
m/z 81.05 30.11%
39.0 77.0
Ot T \‘\ T \“‘\ \“1‘5\?‘.9\‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
—— —
10.50 11.00
5000 m/z 77.00 15.83%
120.0
79.0
s o]
S . Y | Y A
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl- —— ——
105.0 10.50 11.00
m/z 79.00 12.67%
5000
120.0
77.0
ol 180, 0299 - b o d N
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.976 4,37 ug/L 76898 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
3 Hexadecane 226 C16H34 000544-76-3 47
4 Octane, 2,3,3-trimethyl- 156 C1l1H24 062016-30-2 47
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
Abundance Scan 3090 (10.976 min): VV032079.D\data.ms (-3083) (- m/z 57.00 100.00%
57.0
5000
85.0
1
127.1 11.00
Ottt Ml e m/z 43.00 73.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33092: Decane, 3-methyl-
57.0
5000 1
29-0 85-0 11.00
m/z 71.05 65.17%
127.0
0 \\\‘\‘\\\“‘\\\“‘\‘\M\“{\\\H‘\\\\‘\H\\\‘\]\-5\\6‘.\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
T
11.00
5000 m/z 41.00 46.12%
85.0
29.0 126.0
0 Hw‘L“wm‘lwm‘”w_w“uH_15“‘-‘9‘%?‘3;9“””,””
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane —
57.0 11.00
m/z 56.00  39.46%
5000 85.0
29.0
0 \‘ \‘\‘ H\ b 11\\3.0‘\ 14\1'0‘169'0 197.0 226'0
e e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.043 4.28 ug/L 75351  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 59
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
3 Hexadecane 226 C16H34 000544-76-3 50
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 47
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47

Abundance Scan 3111 (11.043 min): VV032079.D\data.ms (-3106) (- m/z 57.00 100.00%
57.0

5000
85.0
T \
‘ h 12‘7'1 560 11.00
Ol e e b S0 m/z 71.05  51.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33085: Decane, 3-methyl-
57.0
5000 - ‘
29.0 85.0 11.00
m/z 41.00 41.84%
126.0
O\\\‘\L\\U}\\h“\\“}\‘w‘\\\H“\\\\‘\‘\\\‘\]\_?\6‘-\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59042: Dodecane, 3-methyl-
57.0
T 7 \
11.00
5000 ITI/Z 43.00 41.69%
29.0 85.0
‘ ‘ ‘ 113.0 155.0
0m‘\‘m“‘m‘,u”u“mu“\m‘mWu“\,mWm,mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T
57.0 11.00
m/z 56.05 34.23%
5000
85.0
29.0
0 ‘\ ““ Lo H‘ ,113.0 141.0 169.0 197.0 226.0
Frrrr e e e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Cyclic11.095 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.095 6.34 ug/L 111460 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 87
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 86
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81

Abundance Scan 3127 (11.095 min): VV032079.D\data.ms (-3120) (- m/z 83.10 100.00%
3.1

55.0 T
5000
140.1 T ‘
37‘ | H 1111 11.00
b 2Bl Ll m/z 55.00  79.56%
m/z--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 ——
11.00
29.0 140.0 m/Z 82.05 65.88%
0 \\\‘\H\\‘i”\\\M‘,\‘}“\\“1\\\“%:\'-:!"\0‘\\\\“\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
T \
55.0 11.00
5000 m/z 41.00 41.54%
29.0 140.0
3 SRR R T - N W
miz--> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl- T
83.0 11.00
55.0 m/z 67.00  25.84%
5000
29'0 140.0
o bl b Lo L o S
m/z--> 20 40 60 80 100 120 140 11.00

SFAMVLM@O82323WMA.M Mon Sep 18 02:41:24 2023 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.281 8.97 ug/L 157689 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 89
3 Mesitylene 120 CO9H12 000108-67-8 86
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 64
5 Mesitylene 120 CS9H12 000108-67-8 64
Abundance Scan 3185 (11.281 min): VV032079.D\data.ms (-3178) (- m/z 105.00 100.00%
105.0
71.1
“ ‘ 031 1562 11.00 11.50
[ ]I u‘\“lw“ | M‘ bl ‘Mmm s m/z 71.10 61.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 - P
11.00 11.50
m/z 43.00 48.62%
39.0 77.0
O \J-\S\.O‘\M T \“‘\ \“{59‘-9\ T \M‘ T \‘\ T “\‘\ \J\.‘“Z\.(\)\ T ‘ T T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5 i
11.00 11.50
5000 m/z 120.10 43.56%
39.0 77.0
o580 b a2 Ll a0
miz--> 20 40 60 80 100 120 140 160 /\
Abundance #10692: Mesitylene AT I
105.0 11.00 11.50
m/z 57.05 34.55%
5000 J\
77.0
51.0
0 27.0 | L1 \‘\ ‘\\ ‘ H 11 \2-0 MWW‘

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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.317 5.34 ug/L 93834 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 90
2 Decane, 2-methyl- 156 C11H24 006975-98-0 76
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
Abundance Scan 3196 (11.317 min): VV032079.D\data.ms (-3192) (-  m/z 43.00 100.00%
43.0
71.1
5000
1121 ll‘Od 5.1‘56
1411 : :
o‘_m_H“i:”w“‘m‘m““:93-@_“““_‘”‘um_ m/z 57.60  92.92%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl-
43.0
71.0 Lo MU
5000 N S
11.00 11.50
m/z 71.10 61.55%
113.0
0 \2‘.\0\ T \2‘4\.&\ \“‘} T \U‘”‘ T \‘M T \9\5\-?\ T U\ ‘ T \1\4“1\.(\)\ T ‘ T
m/z--> 0 200 40 60 80 100 120 140 160
Abundance #33086: Decane, 2-methyl-
43.0
— .
11.00 11.50
m/z 41.00 47.59%
5000 710
112.0
0 “‘Eﬁ?uluh:‘uwah‘pk%QH‘ﬂm“‘}i%?“‘
miz--> 0 20 40 60 80 100 120 140 160
Abundance #45503: Decane, 2,9-dimethyl- — —
43.0 11.00 11.50
m/z 85.10  26.45%
5000 71.0
99.0 127.0
obrrrr 25 b i L B0 2200 tmm0 i ML
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\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
11.406 8.97 ug/L 157696 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 72
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 53
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47

Abundance Scan 3224 (11.407 min): VV032079.D\data.ms (-3218) (-
57.0

m/z 57.00 100.00%

o e Mmjt
39 126 1
[ T A T s
Ot il N“Hc“u““““‘ m/z 71.05 64.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 T
29.0 850 11.50
m/z 43.00 58.16%
126.0
|l | | 156.0
0\\\‘\{\\‘}\\“ \“\\\\‘\\\\‘\\\\‘\\\\‘\
mfz--> 0 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
S
11.50
5000 ITI/Z 41.00 53.88%
20.0 85.0
127.0
Ol L1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl- —
43.0 11.50
m/z 56.00 43.77%
71.0
5000
127.0
obo2ol Ly [eso T 1560
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, 1,3-diethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.490 4.29 ug/L 75439  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 81
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 81
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 74

Abundance Scan 3250 (11.490 min): VV032079.D\data.ms (-3241) (- m/z 104.95 100.00%

105.0
5000 69.0 1341
41.0
11.50
L) Lseg) L L, 1542
0 m_m‘ “ -l “ Sl ML SE0T 0 m/z 119.05  90.34%
miz--> 20 60 80 100 120 140
Abundance #17033. Benzene, 1,3-diethyl-
119.0
5000
11 50
91.0 m/z 134.0 42.11%
27.0 51.0 ‘
O\\\‘\‘\‘\\"‘\\““\"\‘\%\R\\\\‘ \\‘\‘l\\l\‘\G-‘o\\\\ 1
miz--> 80 100 120 140
Abundance #17032. Benzene, 1,2-diethyl-
119.0
11 50
5000 m/z 69.05 39.50%
91.0
39.0 65.0
N i Y = I
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl- —
119.0 11.50
m/z 57.00 37.92%
5000
91.0
40, 650 Ao,
0 Lol L, \M 136.0

m/z--> 20 40 60 80 100 120 140 11. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.735 59.88 ug/L 1053210 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Undecane 156 C11H24 001120-21-4 90
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Undecane 156 C11H24 001120-21-4 87

Abundance Scan 3326 (11.735 min): VV032079.D\data.ms (-3317) (- m/z 57.00 100.00%

57.0 ‘
5000
85.1 W\J\m
39/0 M 1150 1200
113.1 156.2
om_mh‘m _“‘mplmu“““‘1‘38‘9”‘_m m/z 43.00 88.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane
57.0
5000 T —
11.50 12.00
. m/z 71.05 49.52%
290 85.0 /
L e e
O\H‘HHH\\\“H‘M‘l\\\u‘Hi‘\‘\‘\\\‘\HM\\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
I —
11.50 12.00
5000 m/z 41.00 42.97%
85.0
29.0
“ UH | 113.0 156.0
0 “““““ et
m/z--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl- — —
57.0 11.50 12.00
m/z 85.10 28.36%
5000
85.0
290‘ ‘
Ob et L1270 1560 Lo\ VU
m/z--> 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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 p-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.882  23.27 ug/L 409186 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 86
2 o-Cymene 134 C1eH14 000527-84-4 86
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 83
4 o-Cymene 134 CleH14 000527-84-4 83
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 83
Abundance Scan 3372 (11.882 min): VV032079.D\data.ms (-3357) (- m/z 119.10 100.00%
550 119.1
97.1
5000
7. ‘ ‘ J 154.2 11.50 12.00
— el 02359 L n/z ss.ee  81.90%
miz--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
5000 — —
11.50 12.00
91.0 m/z 97.10 65.30%
41.0
0 ‘\‘\ T \“‘\ i \‘6?.\0\ \‘”‘ T |W\ \‘\w T 146|0 L
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
— ——
11.50 12.00
5000 m/z 41.00 50.81%
41.0 50
. 65.0
Otgrt “\“ SRR R \‘1‘\ i \N \ \1\‘\6]0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- — —
119.0 11.50 12.00
m/z 83.05 49.37%
5000
39.0 50
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\VVv091323\

Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Carbonic acid, prop-1l-en-2-...

Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
11.934 7.42 ug/L 130568 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403

1000382-90-9 86

2 Undecane 156 C11H24 001120-21-4 78
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72
4 Dodecane 170 C12H26 000112-40-3 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
Abundance Scan 3388 (11.934 min): VV032079.D\data.ms (-3381) (- m/z 57.00 100.00%
57.0
85.1 e —
111.1 12.00
148.0
o,, m/z 43.00 66.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 1
85.0 12.00
29.0 m/z 71.05 38.38%
o H‘ || M1 1400 168.0196.0 241
T ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33080: Undecane
57.0
e
12.00
5000 m/z 41.00 32.55%
85.0
29.0
‘ H ‘ 113.0 156.0
0\\ww\wimwﬁhw$uwwNMMM\V\JM\HM\HM\H‘HH’H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143304: Carbonic acid, dodecyl vinyl ester ——
57.0 12.00
m/z 85.10 24.01%
5000
85.0
0 ol h ‘ ‘Mh‘lﬁo‘m‘oomso 213.0
e e e A e e —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

SFAMVLM@O82323WMA.M Mon Sep 18 02:41:27 2023

Page:

27



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 19
R.T. EstConc Area Relative to ISTD R.T.
12.066 15.97 ug/L 280918 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 59
2 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 58
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 53
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
5 Heneicosane 296 C21H44 000629-94-7 53

Abundance Scan 3429 (12.066 min): VV032079.D\data.ms (-3421) (- m/z 57.10 100.00%

57.1 ‘
117.0
5000 85.1

‘ ‘ ‘ 12.00

o‘_‘Hwahd ”MwmHA”ﬂHJHH}ZQTHH‘HH‘HH‘HH‘HH m/z 43.00  96.27%

m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #45501: Decane, 3,7-dimethyl-

43.0
71.0
5000 —— ‘

12.00

m/z 71.05 92.76%

1270
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0

o

I I
12.00
5000 85.0 m/z 117.00  58.73%
290 126.0
bbb e 1850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ;V\AM
Abundance #157266: 1-lodo-2-methylnonane e “
43.0 12.00
m/z 41.80 57.07%
5000 71.0
127.0
0 W\ h 99.0 =4 169.0 211.0 268.(
"H‘W‘H“H‘W‘H“H‘w‘H“H‘W‘H“H‘W‘H“H‘W‘H“H“ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.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 27 Naphthalene, decahydro-2-me... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.201 24.00 ug/l 422729 1,a-Dichlorobenzene-da  11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 CliWze 002958-76-1 99
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96

3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1OH160 004176-04-9 76
4 Pulegone 152 C10H160 000089-82-7 70
5 Pulegone 152 C10H160 000089-82-7 70
Abundance Scan3471(12201nﬂm:VV032079INdMaJnsGS460)0j m/z 81.05 100.00%
1.0
152.1
41.0
5000 1191
—r —
M M 267 12.00 12.50
Olrrrprerefedlly L m/z 67.00 79.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29507 Naphthmene,decahydanqneﬁwL
410 810 152.0
5000 — —
12.00 12.50
09.0 m/z 152.05 77.07%
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29490: trans-Decalin, 2-methyl-
81.0
= 4
o 152.0 12.00 12.50
5000 ITI/Z 95.05 69.53%
09.0
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R- —— —
81.0 152.0 12.00 12.50
m/z 41.00 60.83%
41.0
5000 110.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Cyclic12.313 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.313  25.91 ug/L 455633  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
4 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49

Abundance Scan 3506 (12.313 min): VV032079.D\data.ms (-3497) (- m/z 83.05 100.00%

55.0 83.0
5000
P P
109.1127 1 14‘9"1 168.1 12.00 12.50
0 Sl Sl et LU PP m/z 55.00 90.93%
m/z--> 200 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 — —
12.00 12.50
m/z 82.05 68.24%
29.0 ‘ 154.0
O \\\‘\‘\‘\\"“\\\“!“\‘}H\\“1\\\“]\-1\-]\"\0‘1\-:\3]\-.9‘\\\‘\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
Fo P
12.00 12.50
5000 ITI/Z 41.00 60.61%
29.0 154.0
b Ll b e T
miz--> 20 40 60 80 100 120 140 160
Abundance #13260: Cyclohexane, (1-methylethyl)- — —
83.0 12.00 12.50
550 m/z 69.00  39.53%
b W
27.0 ‘ 126.0
0H“‘HHNH‘“w‘uM‘H‘HH‘HH‘HH‘HH — ——
m/z--> 200 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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.410  31.58 ug/L 555443  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 92
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 3536 (12.410 min): VV032079.D\data.ms (-3528) (-  m/z 119.10 100.00%

119.1
5000
41.0 67.0
95.1 152.1 avs
| MHH \h\ 1L ‘ 170.2 5
Ol i b Il SRS m/z 134,00 44.86%
miz--> 20 40 60 100 120 140 160
Abundance #17068:Benzene,LZx{SquameWwL
119.0
5000 /\\/\\ T T T
12.50
91.0 m/z 41.60  40.97%
65.0
O \1\5\?\\\\“‘\\‘\\“\‘\\\“\\‘\\‘\\\Hl\\\“\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
P
12.50
5000 ITI/Z 43.00 37.80%
91.0
M0 830 | L]
O e
miz--> 20 40 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- —
119.0 12.50
m/z 67.00 34.20%
5000
91.0
39.0 65.0 ‘
0 ‘1‘5;?“:H\u“H_m‘“‘mw“‘ | 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\VVve91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1
Quant Method
Quant Title : VOC Analysis

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

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM082323WMA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.448 7.80 ug/L 137189 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 81
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 3548 (12.448 min): VV032079.D\data.ms (-3544) (-  m/z 43.00 100.00%
43.0
71.1
5000
—
‘ | 99.1 1261 168.2 12.50
obrethe b e T 15041682 o b 92.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45493: Undecane, 2-methyl-
43.0
5000 71.0 UL
12.50
m/z 71.10 57.71%
O \\\‘2\51})\ \“‘\ T \‘!“ T \H} T \9\%‘.0\\ T \]‘-?‘Z.\o\ ‘ ‘%‘55"0‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #45492: Undecane, 2-methyl-
43.0
—
12.50
m/z 41.00 47.79%
5000 71.0
Ll s T o
0 b el el e
miz--> 20 40 60 80 100 120 140 160
Abundance #45487: Undecane, 2-methyl- —
43.0 12.50
m/z 85.10 43.00%
71.0
5000
T P el
0"C"H‘Hl“q‘Jﬁ‘ph‘uﬁ“m“h“_“h“‘u e
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.493 7.29 ug/L 128147 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 55
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 55
5 p-Cymene 134 C1oH14 000099-87-6 55

Abundance Scan 3562 (12.493 min): VV032079.D\data.ms (-3556) (- m/z 119.05 100.00%

119.1
5000
43.0 91.0 148.1 U
‘H “67. 1771 12.50
Ol vy el ik i m/z 91.80 29.35%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 R
12.50
010 148.0 m/z 148.05 29.24%
41.0 650 ‘ ‘ ‘
0 \‘\\\\‘\‘\H“‘\\‘H“\‘\\\“‘H\\"1\\‘\“‘H\‘\‘HH’HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 m
AL
12.50
5000 m/z 133.00 25.70%
91.0
150 90 650 "1
o e e
m/z--> 0 20 40 60 80 100 120 140 160 180 J\
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- P —
119.0 12.50
m/z 43.00 24.16%
5000
91.0
150 | 39\\'0\ 65\'0\ Ll
(O o AL o e e o e R mEm T
m/z--> 0 20 40 60 80 100 120 140 160 180 12.50

SFAMVLM@82323WMA.M Mon Sep 18 02:41:30 2023 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.535 8.54 ug/L 150178 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
2 Decane, 4-ethyl- 170 C12H26 001636-44-8 50
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 50
4 5-Ethyldecane 170 C12H26 017302-36-2 49
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 43
Abundance Scan 3575 (12.535 min): VV032079.D\data.ms (-3569) (-  m/z 57.10 100.00%
57.1
133.1 — ]
12.50
111.
0H\‘\m“‘\m““M“}“““N‘\“uu“d\%\mU\!‘H‘]T?Q'\z‘mwm m/z 43.00  51.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — :
85.0 12.50
29.0 m/z 71.10 46.62%
‘ 141.0
OH\‘\‘H\“‘i\\“‘\\M\H‘\\\“‘]\.:\l\‘z\'?\\HUHH}\?\(\).\O‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45483: Decane, 4-ethyl-
43.0
R \
12.50
5000 85.0 m/z 41.00 42.43%
140.0
o150 Il 830, L 00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester ——
57.0 12.50
m/z 85.10 42.43%
5000 85.0
29.0
b b L 43120 1410 1930 L8
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, (1-methyl-1-propen... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.670  17.25 ug/L 303369 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 89
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 50
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 46
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 46

Abundance Scan 3617 (12.670 min): VV032079.D\data.ms (-3610) (- m/z 105.00 100.00%

105.0
5000
55.0 77.0 1320 NhE SRR
‘ ‘ ‘ ‘ 12.50 13.00
obr muu e HWH‘H“MM M w“wum}??‘?_mz“??? m/z 106.05  85.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
5000 il USES
c10 91.0 12.50 13.00
27.0 ' m/z 117.00 73.21%
OJA"W’V‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
ps 2
12.50 13.00
5000 ITI/Z 91.00 32.56%
91.0
27.0 51.0 ‘ ‘
Okl e Wb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- —— —
117.0 12.50 13.00
m/z 132.00 26.67%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.744  12.32 ug/L 216677 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, 6-ethyl-3-oc... 276 C18H2802 1000282-64-0 35
2 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 27
3 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 25
4 4,4-Dipropylheptane 184 C13H28 017312-72-0 22
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 22

Abundance Scan 3640 (12.744 min): VV032079.D\data.ms (-3632) (- m/z 105.00 100.00%

105.0
43.0
5000 71.0 148.1
—~r— —
‘ ‘ ‘ 12.50 13.00
0 Ml e as2d oy 4300 73.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #168815: Benzeneacetic acid, 6-ethyl-3-octyl ester
91.0
57.0
5000 \2‘ ‘ —
140.0 12.50 13.00
m/z 57.10 62.47%
29.0
OH\‘\‘\‘\\“‘\\\‘1“‘\“\‘\‘\“‘\‘\”\\“‘H‘H“‘H\”“\\\\‘\:ITTZ.\O\HZ‘()\?\.S)‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #279616: Carbonic acid, decyl dodecyl ester
57.0
85.0
—— —
12.50 13.00
5000 ITI/Z 91.00 59.12%
141.0
169.0
113.0
0 2%0\“\ i \‘Hul\{‘ li ‘\ “\ 20302310 271(
e b e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22115: Heptane, 2,4,6-trimethyl- — —
43.0 12.50 13.00
85.0 o
m/z 55.00 46.40%
B W
m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.831 90.36 ug/L 1589260 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C16H34 000544-76-3 49
3 Tetradecane 198 C14H30 000629-59-4 49
4 Undecane 156 C11H24 001120-21-4 49
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 46

Abundance Scan 3667 (12.831 min): VV032079.D\data.ms (-3651) (-  m/z 57.05 100.00%
57.0

5000
g5.0 117.1
— ——
12.50 13.00
bl ol Ll 023 1702 m/z 43.00  86.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 — —
85.0 12.50 13.00
m/z 71.05 53.57%
290
| 1] 1120 141 1700
O\\\‘\\\\‘\\\\“\\‘\\“\\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
— ——
12.50 13.00
5000 85.0 ITI/Z 41.00 47.61%
29.0
ol Ll L 1301410 1690 1970 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane “ ——
57.0 12.50 13.00
m/z 117.10 33.38%
5000
85.0
290
0‘11301410}690198‘0 SULIPLYY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 36 Benzene, (1,1-dimethylpropyl)- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
12.947 4.03 ug/L 70847 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 72
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 64

Abundance Scan 3703 (12.947 min): VV032079.D\data.ms (-3698) (- m/z 119.10 100.00%
119.1
5000
91.0 148.1 L —
430 gso 7 | 1502 13.00
0"‘w“‘NNH“"H‘WJ“WWW‘W‘H‘W“MH““‘M‘ m/z 148.05 19.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 1
13.00
010 148.0 m/z 91.e0 12.72%
ST A N
O\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\“f\\‘\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 ——
13.00
5000 m/z 120.05 9.36%
41.0 50 148.0
obts0y il W0 e
miz--> 20 40 60 80 100 120 140 160 180 /\/f
Abundance #26387: Benzene, (1,1-dimethylpropyl)- —— :
119.0 13.00
m/z 135.05 7.77%
91.0
5000
41.0
148.0
65.0
MECIIN NP I PR s N LN 9]S
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.985 59.96 ug/L 10545760  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 46
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 45
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 45
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 45

Abundance Scan 3715 (12.985 min): VV032079.D\data.ms (-3708) (- m/z 57.00 100.00%
57.0

5000
104.0
——
: 13.00
81.
O 28 Hﬂ‘ WAL e ““‘H“‘ bk 20021852 L 4300 40.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 T
13.00
29.0 m/z 71.10  37.68%
98.0
0 ‘ Uﬂ 1799 |y 141.0 169.0
\‘\\\\‘1\\ ‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
—r
13.00
5000 ITI/Z 41.00 28.93%
29.0 98.0
0““\“‘Umuﬂ‘““‘7‘9_H““HU““‘1‘4‘1‘9”_”‘1?4‘9
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- —
57.0 13.00
m/z 104.00 28.36%
29.0
85.0
113.0
o“‘u\"M‘Hm_\H»‘Huw”_%??f’m%‘sw AL
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 38 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.156 9.12 ug/L 160429 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 90
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 90
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 90

Abundance Scan 3768 (13.156 min): VV032079.D\data.ms (-3762) (-~ m/z 131.05 100.00%

131.1
5000
o <5
P 91‘ 0 ‘ 1622 13.00 13.50
(R ‘ HH H“‘”‘ ol ”“P‘HW 4 S00A80L s 146,00 23.64%
miz--> 20 80 100 120 140 160 180
Abundance #25027. 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 T T T f T T
13.00 13.50
91.0 m/z 91.00 16.21%
39.0 ‘
64.0
0 T ‘ \‘\\\“‘\ \“\‘\ ‘H‘\\\“ T \ T ‘\\\d“ ‘\‘! T ‘1{ \9\.0\‘ L ‘\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
— —
13.00 13.50
5000 m/z 115.80  15.46%
39.0 a0 91.0
0\‘\‘H\“\\‘1‘\“”H\“H‘H‘H\jlo H‘!\‘lw \9\'9‘””‘”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- de ——
131.0 13.00 13.50
m/z 57.00 15.27%
5000
91.0
39.0
65.0 ‘
P S |2 P 2 Sl
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Benzene, (2-chloro-2-butenyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.214  17.47 ug/L 307250 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-chloro-2-butenyl)- 166 C1loH11Cl 054411-12-0 66
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 49
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H1l6 004706-90-5 49
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46

Abundance Scan 3786 (13.214 min): VV032079.D\data.ms (-3778) (- m/z 133.00 100.00%
133.0
5000
41.0 H 13.00 13.50
S — “J‘U‘”“uh M‘_‘ul“sg‘?‘l‘?%??“??g‘ n/z 131.05  71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41054: Benzene, (2-chloro-2-butenyl)-
131.0
5000 e ZAN
91.0 13.00 13.50
- 51.0 ‘ 166.0 m/z 148.05 27.24%
O \\\‘\‘\\\“\\“\‘\“H‘\\H\h‘\\‘!‘\“h\f}‘\qm\‘\\\\‘\‘f‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 /\ J\
C e
13.00 13.50
5000 m/z 146.05 25.11%
| 39‘ ° y 6s \H ‘ ‘H \M L
O el e el il e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- et i
131.0 13.00 13.50
m/z 91.00 24.05%
5000 91.0
39.0 650 ‘
o"wH‘“}““‘“Ww‘H‘_H!‘_M_“WW_WW — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.442  47.87 ug/L 841887 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3857 (13.442 min): VV032079.D\data.ms (-3851) (-~ m/z 128.00 100.00%

128.0
5000
P
51.0 740 1020 | 13.50
Ot ol L 163218422069y /7 127 00 13.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 T
13.50
m/z 129.00 10.56%
0 51\“0 ) 75\'0 10\2.0 |
‘\\\\‘\\‘\\‘\\\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
s
13.50
5000 ITI/Z 102.00 8.62%
o270 5}.0 770 1020
R R R R R R IR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13685: Naphthalene s
128.0 13.50
m/z 51.00 8.50%
) /\NJ\\NN\
64.0
102.0
o S Y N S S — s
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 4-tert-Butyltoluene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.490 14.69 ug/L 258347 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butyltoluene 148 C11H16 000098-51-1 50
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 45
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 45
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 Cl1H1l6 001075-38-3 43
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 43
Abundance Scan 3872 (13.490 min): VV032079.D\data.ms (-3867) (- m/z 57.05 100.00%
57.0 133.0
5000 85.1
105.1 e
176.1 13.50
bl H‘ ol ‘M‘ el | #B% b m/z 43.00  96.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26353: 4-tert-Butyltoluene
138.0
5000 105.0 ‘;|_3f50‘
m/z 133.00 91.83%
410 77.0 ‘
0 \1\5\-(‘)\‘\\\‘“\‘\\N‘H\“-‘\\H\‘\‘Hm‘HH‘H‘H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
—
13.50
5000 m/z 71.10 58.54%
105.0
0 ;\5\'?\‘\‘\1\1%'9\ \ ,‘1‘\7\?“-‘0\ i \‘1““‘ \ m‘\ e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26352: 4-tert-Butyltoluene T
133.0 13.50
m/z 85.10 43.61%
5000 105.0
41.0
65.0 H
Y NP St PR B W R -
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.590 34.86 ug/L 613055 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 68
3 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 64
4 Decane, 4-methyl- 156 C11H24 002847-72-5 62
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 59

Abundance Scan 3903 (13.590 min): VV032079.D\data.ms (-3887) (- m/z 57.05 100.00%
57.0

g5.1 113.1 1350 !
162.1 :
0 ‘H_m“c‘u‘u‘u“wl“u:“_“”‘_WH‘_Wl‘?‘?‘?”wWW‘ m/z 71.10 81.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
13.50
850 120 m/z 43.00 57.82%
29 0 183.0
H\‘HH‘I\H‘HH‘V\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘H\\‘HH‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74015: Tridecane, 7-methyl-
57.0
T \
13.50
5000 m/z 41.00 32.36%
112.0
ST I O PN -1 Y N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl}- —— ‘
57.0 13.50
m/z 56.00 23.44%
5000
29.0
“ h ‘ 112.0141.0
0“wuuwmu_ﬂuﬂ‘uwﬂ‘_HWVHW‘HWH‘WHH‘HH_‘H_H‘ —
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.847 31.30 ug/L 550425 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Tridecane 184 C13H28 000629-50-5 56
4 Tridecane 184 C13H28 000629-50-5 50
5 Dodecane 170 C12H26 000112-40-3 43
Abundance Scan 3983 (13.847 min): VV032079.D\data.ms (-3977) (- m/z 57.05 100.00%
57.0
5000 1311
85.1
— ——
13.50 14.00
A — wHu o T Y 1 “H; ‘15“1{‘1‘1‘?14(‘2?‘993 m/z 43.00  83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 — ——
13.50 14.00
29.0 85.0 m/z 71.10 62.17%
o “ L 4 “‘  113.0 1410  184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
— ——
13.50 14.00
5000 ITI/Z 131.05 50.78%
20.0 85.0
H“‘H"H‘“H“‘H"_“‘_“‘_“w“‘w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane 7 —
57.0 13.50 14.00
m/z 41.00 41.82%
5000
85.0
29.0
L Lm0 a0 e
A o R A P 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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.043  44.38 ug/L 780514  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 74
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 74
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60

Abundance Scan 4044 (14.043 min): VV032079.D\data.ms (-4033) (- m/z 131.00 100.00%

131.0
5000
57.0
91.0 L — T
160.1 14.00
0 Ll 18222071 s q18.05  5.82%
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 1
14.00
m/z 146.05  49.44%

0' ‘\‘“!\“\“f\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
= f
14.00
m/z 57.00 35.66%
5000 105.0 /
39.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —— ‘
131.0 14.00
m/z 117.10 32.03%
5000
105.0
27.0 510 77.0 M

0\\\‘\‘\'\\“Hw‘;‘w““w”\““Hm“‘i‘u R R RARRERERS ——
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.371 17.06 ug/L 300001 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90

Abundance Scan 4146 (14.371 min): VV032079.D\data.ms (-4140) (- m/z 131.00 100.00%

131.0
5000
105.0
- P
510 77.0 160.1 14.00 14.50
‘M \ 206.8 8
0 e S m/z 118.60  55.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 P Y
14.00 14.50
m/z 146.05 48.63%
300 65.0 9]‘..0 ‘ LM
O \\\‘\‘\\\“‘\\‘\‘\“H\H\“\\\\“\‘\\1“‘\ \‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
= =
14.00 14.50
5000 m/z 105.00  29.02%
39.0 91.0
15.0 63.0
0! “J:qu‘“MI‘MM“‘H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — —
131.0 14.00 14.50
m/z 117.05 28.62%
5000
105.0
20, |
0 b el ol R e e SRR - T
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 unknown-03 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.712 5.62 ug/L 98843 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 46
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 45
3 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1@H11Cl 016608-68-7 42
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 38
5 Benzene, (2-chloro-2-butenyl)- 166 C1loH11Cl 054411-12-0 38

Abundance Scan 4252 (14.712 min): VV032079.D\data.ms (-4247) (- m/z 131.05 100.00%

131.1
5000 550 81.0
| 14:50 15.00
o] m/z 145.05 58.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0
5000
160.0 14:50 15.00
91.0 m/z 81.05 50.93%
15.0 39.0 65.0
O' ‘\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0
— —
14.50 15.00
5000 m/z 55.00  47.57%
160.0
390 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41056: 2-Butene, 3-chloro-1-phenyl-, (2)- —— ——
131.0 14.50 15.00
m/z 41.00 38.57%
91.0
5000
51 0 166.0
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\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 18
R.T. EstConc Area Relative to ISTD R.T.
15.365 16.94 ug/L 297983 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 95
2 Hexadecane 226 C16H34 000544-76-3 89
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 87
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 70
Abundance Scan 4455 (15.365 min): VV032079.D\data.ms (-4448) (- m/z 57.00 100.00%
57.0
— ——
‘ 1131 1591 15.00 15.50
ob—— H‘ b m‘m‘\H\ ‘\‘ h“ ““M\ g ‘\H“WL N ‘rl‘97‘3‘ — ‘2‘8‘1‘ m/z 71.05 88.12%
miz--> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — —
15.00 15.50
113.0 m/z 43.00  82.74%
2700 | | ||, | 190250
O\\‘\‘\“\\‘\”\‘\\‘\1“\\\\‘\‘\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
— ——
15.00 15.50
5000 m/z 85.10 41.99%
99.0
226.0
oLzl L | 1) 10 a0 280
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane — ——
57.0 15.00 15.50
m/z 41.00 39.58%
o AVKNWNJMAAN\ﬁthMVU
‘ ‘ 113
oL 2O AL L[ | 180 20 N
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 50 Naphthalene, 2,3-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.500 8.20 ug/L 144298 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 46
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 46
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 46
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 46
Abundance Scan 4497 (15.500 min): VV032079.D\data.ms (-4491) (- m/z 141.05 100.00%
141.1
- e MU
105.
N |
57.0 15.50
0 all L2070 2808 ., 956,10 48.46%
miz-> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 I
15.50
m/z 145.05  44.20%
90 76.0
04 ‘\. i“\““l“”‘\ o J’-‘lpr(\)‘“\ ‘\‘ [M\ L I B B B B B
m/z--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
RN |
15.50
5000 m/z 174.10 39.53%
27.0 630 1024 u
Y T
miz--> 50 100 150 200 250
Abundance #33141: Naphthalene, 1,3-dimethyl- —— |
141.0 15.50
m/z 131.05 37.53%
- M
76.0
ol 20 v 1100 | ‘M S -
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.609  28.50 ug/L 501313 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4531 (15.609 min): VV032079.D\data.ms (-4522) (- m/z 156.10 100.00%

156.1
5000
_ : 15.50 16.00
0+ : m/z 141.05 68.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 L\ S
15.50 16.00
115.0 ITI/Z 155.10 35.74%
27\0 | 5:!‘-0 \‘\ 7ﬂwlou . ‘ \“‘ H L“Ud
0\\\‘\\\\‘\\\\‘\\‘\\’\‘\\\‘\\\‘\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
e -
15.50 16.00
5000 ITI/Z 128.00 16.57%
76.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl- —— ——
156.0 15.50 16.00
m/z 115.00 15.74%
- \MM\M\V
77.0 115.0
51.0
ol Zo b L W S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Naphthalene, 1,7-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.754  22.62 ug/L 397884 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4576 (15.754 min): VV032079.D\data.ms (-4569) (- m/z 156.10 100.00%

156.1
5000
115.0
39.0 77.0 ‘ ‘ , 15.50 16.00
obr kb d A Ml 2881 2202 281140 65 g3.sex
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000 ~ !
15.50 16.00
m/z 155.10 28.08%
7
39\ 0\\ m‘\ \?H\O\ \“\ ‘ \M
O\H‘HH‘HH’HH’HH‘HH‘HH‘H ‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
e P
15.50 16.00
5000 /Z 115.00 21.39%
77.0 115.0
Olrrrrriatbrhrebytrgresbrbllele et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 15.50 16.00
m/z 128.00 16.71%
5000
76.0 115.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 53 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.422 9.41 ug/L 165531 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 90
2 Acenaphthene 154 C12H10 000083-32-9 89
3 Acenaphthene 154 C12H1e 000083-32-9 76
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
5 Acenaphthene 154 C12H1e 000083-32-9 60

Abundance Scan 4784 (16.422 min): VV032079.D\data.ms (-4778) (- m/z 153.05 100.00%

153.1
5000
76.1
—=
115.0 188.2 : 16.50
ol 229 Ly M L0 2269 2820 myz 1s4.10  88.91%
miz--> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0
5000 U
76.0 16.50
' m/z 152.00 47.47%
00— \‘\39‘\0}‘ \“‘\M\‘\ "1%5\.9\ T M\ L B B
m/z--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
—
16.50
5000 m/z 76.10 27.58%
76.0
oL %20 |1 ma0
m/z--> 50 100 150 200 250
Abundance #31489: Acenaphthene —
154.0 16.50
m/z 151.05 17.22%
5000
76.0
39.0
L R 1 S | —
m/z--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91323\
Data File : VV@32079.D

Acqg On : 13 Sep 2023 16:16

Operator : SY/MD

Sample : 04330-02ME

Misc : 6.22g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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... 4.809 3.1 ug/L 39902 1 5.535 649597 50.0
Carbonic acid, .. 5.140 3.0 ug/L 39226 1 5.535 649597 50.0
(DEL) Alkane: S.. 8.728 2.5 ug/L 40203 2 8.789 803467 50.0
(DEL) Alkane: S.. 9.143 5.3 ug/L 84895 2 8.789 803467 50.0
(DEL) Alkane: C.. 9.413 4.3 ug/L 69555 2 8.789 803467 50.0
(DEL) Alkane: S.. 9.648 6.3 ug/L 101134 2 8.789 803467 50.0
(DEL) Alkane: C.. 9.741 3.2 ug/L 52064 2 8.789 803467 50.0
.alpha.-Pinene 9.847 3.6 ug/L 57398 2 8.789 803467 50.0
(DEL) Alkane: S... 9.960 2.6 ug/L 41781 2 8.789 803467 50.0
unknown-01 10.063 4.5 ug/L 79740 3 11.194 879366 50.0
Cyclohexane, 1-... 10.333 2.7 ug/L 47502 3 11.194 879366 50.0
Benzene, 1-ethy... 10.390 6.8 ug/L 119843 3 11.194 879366 50.0
Benzene, 1-ethy... 10.677 5.0 ug/L 87749 3 11.194 879366 50.0
(DEL) Alkane: S... 10.976 4.4 ug/L 76898 3 11.194 879366 50.0
(DEL) Alkane: S... 11.043 4.3 ug/L 75351 3 11.194 879366 50.0
(DEL) Alkane: C... 11.095 6.3 ug/L 111460 3 11.194 879366 50.0
Benzene, 1,2,3-... 11.281 9.0 ug/L 157689 3 11.194 879366 50.0
(DEL) Alkane: S... 11.317 5.3 ug/L 93834 3 11.194 879366 50.0
(DEL) Alkane: S... 11.406 9.0 ug/L 157696 3 11.194 879366 50.0
Benzene, 1,3-di... 11.490 4.3 ug/L 75439 3 11.194 879366 50.90
(DEL) Alkane: S... 11.735 59.9 wug/L 1e53210 3 11.194 879366 50.0
p-Cymene 11.882 23.3 ug/L 409186 3 11.194 879366 50.0
Carbonic acid, ... 11.934 7.4 ug/L 130568 3 11.194 879366 50.0
(DEL) Alkane: S... 12.066 16.0 ug/L 280918 3 11.194 879366 50.0
Naphthalene, de... 12.201 24.0 wug/L 422729 3 11.194 879366 50.0
(DEL) Alkane: C... 12.313 25.9 wug/L 455633 3 11.194 879366 50.0
Benzene, 1,2,4,... 12.410 31.6 ug/L 555443 3 11.194 879366 50.0
(DEL) Alkane: S... 12.448 7.8 ug/L 137189 3 11.194 879366 50.0
Benzene, 1-meth... 12.493 7.3 ug/L 128147 3 11.194 879366 50.0
(DEL) Alkane: S... 12.535 8.5 wug/L 150178 3 11.194 879366 50.0
Benzene, (1-met... 12.670 17.3 ug/L 303369 3 11.194 879366 50.0
unknown-02 12.744 12.3 wug/L 216677 3 11.194 879366 50.0
(DEL) Alkane: S... 12.831 90.4 ug/L 1589260 3 11.194 879366 50.0
Benzene, (1,1-d... 12.947 4.0 ug/L 70847 3 11.194 879366 50.0
(DEL) Alkane: S... 12.985 60.0 ug/L 1054570 3 11.194 879366 50.0
1H-Indene, 2,3-... 13.156 9.1 wug/L 160429 3 11.194 879366 50.0
Benzene, (2-chl... 13.214 17.5 wug/L 307250 3 11.194 879366 50.0
Azulene 13.442 47.9 ug/L 841887 3 11.194 879366 50.0
4-tert-Butyltol... 13.490 14.7 ug/L 258347 3 11.194 879366 50.0
(DEL) Alkane: S... 13.590 34.9 wug/L 613055 3 11.194 879366 50.0
(DEL) Alkane: S... 13.847 31.3 wug/L 550425 3 11.194 879366 50.0
Naphthalene, 1,... 14.043 44.4 ug/L 780514 3 11.194 879366 50.0
1H-Indene, 2,3-... 14.371 17.1 ug/L 300001 3 11.194 879366 50.0
unknown-03 14.712 5.6 ug/L 98843 3 11.194 879366 50.0
(DEL) Alkane: S... 15.365 16.9 wug/L 297983 3 11.194 879366 50.0
Naphthalene, 2,... 15.500 8.2 ug/L 144298 3 11.194 879366 50.0
Naphthalene, 1,... 15.609 28.5 ug/L 501313 3 11.194 879366 50.0
Naphthalene, 1,... 15.754 22.6 wug/L 397884 3 11.194 879366 50.90
1,4-Ethenonapht... 16.422 9.4 wug/L 165531 3 11.194 879366 50.0
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