LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acqg On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA.M
Title : VOC Analysis

Signal : TIC: VvVve37483.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.176 34 42 51 rBV 54476 85651 2.70% 0.227%
2 1.278 67 74 93 rVB 456741 477573 15.03% 1.268%
3 1.417 111 117 125 rBV1e 12622 22617 0.71% 0.060%
4 1.532 145 153 167 rVB 352396 418806 13.18% 1.112%
5 2.060 305 317 330 rBV 747155 1098086 34.57% 2.915%
6 2.880 561 572 588 rBV 107492 216485 6.82% ©.575%
7 3.304 700 704 707 rVVe6 2667 2585 ©0.08% 0.007%
8 3.609 788 799 827 rBV2 212466 529065 16.66% 1.404%
9 3.793 846 856 895 rBvV 152938 435525 13.71% 1.156%
10 4.243 978 996 1029 rBV 503867 1284059 40.42% 3.408%
11  4.950 1194 1216 1236 rBV2 1264048 3176466 100.00%  8.431%
12 5.034 1237 1242 1263 rVB2 35683 84013 2.64% 0.223%
13 5.529 1382 1396 1437 rBV 904292 1868003 58.81% 4.958%
14  5.693 1445 1447 1455 rVB8 2561 2824 ©.09% 0.007%
15 5.825 1481 1488 1490 rBV6 3691 4579 0.14% 0.012%
16 5.892 1502 1509 1524 rBV2 53904 136732 4.30% 0.363%
17 5.982 1525 1537 1568 rVB 712143 1491712 46.96%  3.959%
18 6.908 1811 1825 1851 rBV ~ 391311 735062 23.14% 1.951%
19 7.182 1901 1910 1913 rBV8 2291 3183 0.10% 0.008%
20 7.236 1916 1927 1951 rBV 1462195 2559575 80.58% 6.794%
21 7.503 2001 2010 2014 rBV9 2966 4642 0.15% 0.012%
22 7.548 2014 2024 2055 rVvV 254208 463185 14.58% 1.229%
23 7.735 2075 2082 2095 rVB 3668 6289 0.20% 0.017%
24  8.024 2162 2172 2204 rBV 505769 981499 30.90%  2.605%
25 8.500 2313 2320 2329 rVvie 3442 7018 0.22% 0.019%
26 8.551 2332 2336 2342 rvwv8 2311 2911 ©.09% 0.008%
27 8.600 2342 2351 2364 rVB4 11072 18475 ©.58% 0.049%
28 8.719 2380 2388 2396 rBvV3 8841 14851 ©0.47% 0.039%
29 8.780 2396 2407 2440 rBV 1359353 2254629 70.98% 5.984%
30 9.043 2477 2489 2492 rBV8 6794 12052 0.38% 0.032%
31 9.082 2495 2501 2509 rVv4 12204 20088 ©0.63% 0.053%
32 9.137 2509 2518 2533 rVB3 70305 116352 3.66% 0.309%
33 9.410 2595 2603 2611 rVB6 12099 18068 ©.57% 0.048%
34 9.513 2618 2635 2645 rBVv6 17100 47616 1.50% ©0.126%
35 9.564 2647 2651 2657 rVB3 5956 6106 0.19% 0.016%
36 9.645 2667 2676 2687 rVB2 30950 48539 1.53% 0.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acqg On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA.M
Title : VOC Analysis
37 9.735 2689 2704 2712 rBV2 17110 39266 1.24% 0.104%
38 9.780 2712 2718 2729 rVB3 18008 28750 ©.91% 0.076%
39 9.866 2732 2745 2752 rBV3 15229 31104 0.98% 0.083%
40 9.950 2765 2771 2778 rBV3 12887 18068 0.57% 0.048%
41 10.021 2779 2793 2797 rVV2 41581 77938 2.45% 0.207%
42 10.050 2797 2802 2815 rVB2 64666 94313 2.97% 0.250%
43 10.146 2819 2832 2850 rBvV 877547 1398957 44.04% 3.713%
44 10.281 2865 2874 2883 rBVS5 30748 66382 2.09% 0.176%
45 10.387 2898 2907 2910 rBV 27109 41510 1.31% 0.110%
46 10.442 2918 2924 2932 rBv2 58673 78067 2.46% 0.207%
47 10.513 2937 2946 2965 rVB 408695 621367 19.56% 1.649%
48 10.629 2978 2982 2985 rBVS 5407 5027 0.16% 0.013%
49 10.709 3001 3007 3015 rVB3 28119 39108 1.23% 0.104%
50 10.770 3018 3026 3032 rBV 30791 47458 1.49% 0.126%
51 10.812 3032 3039 3046 rVV 103009 145188 4.57%  0.385%
52 10.850 3046 3051 3060 rVB 22894 35925 1.13% 0.095%
53 10.966 3076 3087 3095 rBv4 60294 119089 3.75% 0.316%
54 11.030 3102 3107 3117 rVB4 37055 52561 1.65% ©.140%
55 11.088 3118 3125 3133 rBV5 25290 37353 1.18% ©.099%
56 11.178 3139 3153 3164 rBV 1533322 2400451 75.57% 6.372%
57 11.272 3176 3182 3187 rVWW2 77040 96856 3.05% 0.257%
58 11.307 3187 3193 3206 rVB 141278 202937 6.39% 0.539%
59 11.397 3214 3221 3235 rVB 119945 166753 5.25% 0.443%
60 11.474 3236 3245 3260 rBV 157558 363149 11.43% 0.964%
61 11.555 3260 3270 3291 rVB 1487416 2427753 76.43% 6.444%
62 11.725 3313 3323 3352 rVB 741134 1204561 37.92% 3.197%

63 11.863 3354 3366 3377 rBV1e 68610 184853 5.82% 0.491%
64 11.927 3378 3386 3401 rVB5 63723 149081 4.69% ©.396%

65 12.056 3420 3426 3436 rVvB2 51121 76680  2.41%  0.204%
66 12.191 3458 3468 3478 rBV2 23998 63608 2.00% 0.169%
67 12.300 3494 3502 3509 rBv4 58218 103248 3.25% ©.274%
68 12.349 3510 3517 3526 rVV5 67781 127084 4.00% ©.337%
69 12.400 3526 3533 3539 rVV3 78050 115830 3.65% 0.307%
70 12.439 3539 3545 3553 rVB 92054 124609 3.92% 0.331%
71 12.526 3566 3572 3580 rVB2 55070 68989 2.17% 0.183%
72 12.731 3626 3636 3645 rBV8 35104 69863 2.20% ©0.185%
73 12.825 3655 3665 3685 rBV 364946 549552 17.30% 1.459%
74 12.979 3705 3713 3722 rBV2 67134 114460 3.60% ©.304%
75 13.201 3776 3782 3788 rBv8 18181 26028 0.82% ©0.069%

76 13.316 3809 3818 3826 rBV 259711 445841 14.04%  1.183%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acqg On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA.M
Title : VOC Analysis
77 13.365 3828 3833 3851 rvv3 178580 353795 11.14% 0.939%
78 13.439 3852 3856 3863 rvB2 39718 52707 1.66% 0.140%
79 13.577 3890 3899 3914 rVB4 66819 147888 4.66% 0.393%
80 13.751 3944 3953 3965 rBV2 187426 327220 10.30% ©0.869%
81 13.837 3971 3980 3992 rVB 199771 287061 9.04% 0.762%
82 13.905 3994 4001 4011 rBV5 90411 160767 5.06% 0.427%
83 14.008 4026 4033 4047 rBV3 153444 291403 9.17% 0.773%
84 14.133 4066 4072 4079 rBV4 45200 60737 1.91% 0.161%
85 14.349 4129 4139 4151 rVB 289173 466218 14.68% 1.237%
86 14.567 4201 4207 4211 rBV 103172 141862 4.47% 0.377%
87 14.599 4212 4217 4239 rVB3 223505 399034 12.56% 1.059%
88 14.754 4257 4265 4268 rBV2 110945 162708 5.12% 0.432%
89 15.596 4520 4527 4542 rVB 244290 451990 14.23% 1.200%
90 15.670 4544 4550 4557 rVB2 90451 111875 3.52% 0.297%
91 15.741 4564 4572 4577 rBV5 290005 453555 14.28% 1.204%
92 15.779 4578 4584 4604 rVB3 461760 770182 24.25% 2.044%
93 16.059 4665 4671 4681 rBV6 56307 86929 2.74%  0.231%
94 16.213 4711 4719 4729 rVB 416229 592033 18.64% 1.571%
95 16.287 4736 4742 4757 rVB6 105825 215739 6.79% 0.573%
96 16.451 4786 4793 4800 rBV 94858 149992 4.72% 0.398%
97 16.503 4804 4809 4815 rVV3 104490 137576  4.33%  0.365%
98 16.657 4851 4857 4865 rBV7 99239 167952 5.29% 0.446%
99 16.850 4909 4917 4927 rVB2 485109 744982 23.45% 1.977%
100 16.908 4929 4935 4955 rVB2 116585 225948 7.11% 0.600%

Sum of corrected areas: 37674691
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037483.D\data.ms
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Abundance TIC: VV037483.D\data.ms
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\

: VWe37483.D

: 23 Sep 2024 15:33

: SY/MD

: VIBLK384

: 5mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

1 Propanal, 2-methyl-

Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
2.880 5.79 ug/L 216485 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
5 Isobutylene epoxide 72 C4H80 000558-30-5 53
Abundance Scan 572 (2.880 min): VV037483.D\data.ms (-561) (-) m/z 43.00 100.00%
43.0
72.0
5000
R e AARRRRR RN
2.60 2.80 3.00 3.20
e il e 9931169 1431 o 49 95 82.74%
miz--> 20 40 60 80 100 120 140
Abundance #785: Propanal, 2-methyl-
43.0
5000 27.0 72.0 Al AERREEE
2.60 2.80 3.00 3.20
m/z 71.95 54.93%
miz—-> 20 40 60 80 100 120 140
Abundance #788: Propanal, 2-methyl-
43.0
R RARREEEEE R
220 2.60 2.80 3.00 3.20
: m/z 39.00  28.68%
5000 270 /
miz--> 20 40 60 80 100 120 140
Abundance #782: Propanal, 2-methyl- L A S
43.0 2.60 2.80 3.00 3.20
m/z 42.00 9.12%
72.0
5000
27.0
S
m/z--> 20 40 60 80 100 120 140 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Butanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.609 14.16 ug/L 529065 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 87
4 Butanal 72 C4H80 000123-72-8 83
5 Butanal 72 C4H80 000123-72-8 72
Abundance Scan 799 (3.609 min): VV037483.D\data.ms (-788) (-) m/z 43.95 100.00%

44.0
72.0
5000
57.0

37 3.20 3.40 3.60 3.80 4.00
gy e e m/z 42,95 88.78%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0

5000 e
57.0 3.20 3.40 3.60 3.80 4.00

m/z 40.95 77.63%
AR AR RN RAARR RARR RN RRRRN AN

\‘H\\‘\\]\-ﬁ'\?\‘\\\\‘l 37”“ iHHiHHi\ “
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0

72.0 3.20 3.40 3.60 3.80 4.00
5000 m/z 72.00 75.81%
15.0 57.0
g0
,W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #740: Butanal REamm e R
44.0 3.20 3.40 3.60 3.80 4.00
m/z 39.00  39.28%
72.0
5000
57.0
wwm‘m‘w‘l‘!wuw#)‘!‘ RERRNRNERNRESEE S L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 1-Butanol Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.892 3.66 ug/L 136732  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 1-Butanol 74 C4H1e0 000071-36-3 83
3 1-Butanol 74 C4H1e0 000071-36-3 78
4 1-Butanol 74 C4H1e0 000071-36-3 64
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 56

Abundance Scan 1509 (5.892 min): VV037483.D\data.ms (-1502) (-) m/z 55.95 100.00%

56.0
5000

‘ 5.60 5.80 6.00 6.20

— w“_‘;“8““16”_““1‘2‘9'7‘”H_sz‘("?:q m/z 41.00  64.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #966: 1-Butano
56.0
31.0

5000 et
5.60 5.80 6.00 6.20

m/z 43.00 51.36%

’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #967: 1-Butanol
31.0 56.0

5.60 5.80 6.00 6.20
5000 m/z 41.95 29.53%

L ‘ | |
H‘W‘H‘,““H“H‘w“u‘u‘w“u‘u‘w“u‘u“
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #959: 1-Butanol

31.0 5.60 5.80 6.00 6.20
56.0 m/z 55.00 17.99%

h AJ\M"M
\M“\\

m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33

Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 36

R.T EstConc Area Relative to ISTD R.T.
9.137 2.58 ug/L 116352  Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Nonane 128 C9H20 000111-84-2 76
3 Nonane 128 C9H20 000111-84-2 76
4 Nonane 128 C9H20 000111-84-2 58
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53

Abundance Scan 2518 (9.137 min): VV037483.D\data.ms (-2509) (-) m/z 42.95 100.00%

43.0 570
5000
85.1
71.0

ST T T TR T
99.0 128.1

‘ H H 8.80 9.00 9.20 9.40
‘wwwW‘ww‘mu‘w_m‘Hul‘_m,ww!w m/z 57.00 82.10%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0

5000 Pt e
8.80 9.00 9.20 9.40
71.0 85.0

29.0 m/z 40.95 45.19%

990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0

R
57.0 8.80 9.00 9.20 9.40
5000 m/z 85.10 35.36%
29.0
128.0
9901130
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane H“‘m‘wﬂ‘w“‘w‘ﬁvﬁ/
43.0 8.80 9.00 9.20 9.40
m/z 55.00 26.28%
57.0
5000
29.0
71.0 85.0
L es0 1o
ST A AN | | MY i A
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.513  12.94 ug/L 621367 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 96
2 Decane 142 C10H22 000124-18-5 95
3 Nonane 128 C9H20 000111-84-2 90
4 Decane 142 C10H22 000124-18-5 87
5 Pentadecane 212 C15H32 000629-62-9 78
Abundance Scan 2946 (10.513 min): VV037483.D\data.ms (-2937) (- m/z 57.00 100.00%
57.0
5000
85.0
T \
10.50
1132 1421
‘H_"“i‘mm‘u‘u‘“ww”J\";u_MMWWWEQ‘?:? m/z 43.00 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
5000 ‘10\50‘ T
85.0 :
29.0 m/z 41.00 44.33%
‘\

L] L us0 10
\\\‘\\\\‘}\"\Wi\“\\\\‘\\{\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0

—
10.50

5000 m/z 71.05 40.94%
71.0
VL s o
il I I 1l L
N e R RRA RS SRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane e ‘
43.0 10.50

m/z 85.05 30.72%

5000
85.0
15.0 ‘ L] 128.0 AN

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.307 4.23 ug/L 202937 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
4 Decane 142 C10H22 000124-18-5 72
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
Abundance Scan 3193 (11.307 min): VV037483.D\data.ms (-3187) (- m/z 57.00 100.00%
57.0
w M
T ol
‘ 11‘2'1 1541 11.00 11.50
N 5 . m/z 43.00  92.77%
miz--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl-
43.0
5000 = e
11.00 11.50
85.0 m/z 71.10  60.85%
T “\ ‘\ ““\ ‘1‘ \H‘\ " \H T ]\-4\‘]-.‘()\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
B .
11.00 11.50
5000 m/z 41.00 45, 89%
85.0
127.0
LA i L7 1690 2120
m/z--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- 45 =
57.0 11.00 11.50
m/z 85.05 28.99%
5000
‘ h | H‘ 1301430 1830 253.0  296.(
B e i B e e P ey
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.397 3.47 ug/L 166753 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 83
2 10-Methylnonadecane 282 C20H42 056862-62-5 59
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 50
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
5 Tridecane, 6-methyl- 198 C14H3e 013287-21-3 50

Abundance Scan 3221 (11.397 min): VV037483.D\data.ms (-3214) (- m/z 57.00 100.00%
57.0

.

5000 85.0
126.1 r LN
‘ H 156.0 11.00 11.50
O bbb b 2860 2280 0 hsz 71.e8 72.16%
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #33092: Decane, 3-methyl-
57.0
5000 - N
29.0 85.0 11.00 11.50

m/z 43.00 60.78%

127.0
\‘\‘\\\“‘\\\“‘\‘\M\“}\\\H‘\\\\‘\H\\\‘\].\?)\6‘.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #176388: 10-Methylnonadecane
57.0

T
11.00 11.50

5000 8e.0 m/z 85.00 48.50%
23.0 ‘ | 113.0 15‘40
el b b e 287
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #261137: Hexadecane, 1-iodo- - =
57.0 11.00 11.50
m/z 41.00 47.82%
5000 85.0
29-0‘ ‘ 1130 1550 225.0
BT ot N ~ Mo
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50

SFAMVLMO82624WMA.M Tue Oct 01 01:07:54 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1-Hexanol, 2-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.474 7.56 ug/L 363149 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3245 (11.474 min): VV037483.D\data.ms (-3236) (- m/z 57.00 100.00%
57.0
5000
39“} 83.0 MW\J\/‘\ ;
11.50
112.1
) — M ‘ p‘l ol 13811841y 41,00 37.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 1
11.50
29.0 83.0 m/z 55.00  29.69%
www’llz.o
miz--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
——
11.50
5000 m/z 43.00 28.06%
29.0 83.0
L me
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl- T
57.0 11.50
m/z 70.00 26.39%
5000
29.0 83.0
120 L
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMVLMO82624WMA.M Tue Oct 01 ©1:07:55 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.725 25.09 ug/L 1204560 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 90
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 90
5 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 90
Abundance Scan 3323 (11.725 min): VV037483.D\data.ms (-3313) (- m/z 57.00 100.00%
57.0
5000
i —
11.50 12.00
113.1 156.2
“‘_‘3§ﬂwum“m“lw‘w“w““w“‘lw“?§ﬁ? m/z 43.00  82.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33080: Undecane
57.0
5000 M ARSI
85.0 11.50 12.00

29.0 m/z 71.05 53.27%

L) jmso  1%0
| 1
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180
Abundance #33079: Undecane
57.0
e

11.50 12.00
m/z 41.00 42.25%
5000 850
29.0
I
“““"_“““‘“‘H“““““w““,““‘u‘
miz--> 60 80 100 120 140 160 180
Abundance #33077: Undecane T — T
57.0 11.50 12.00

m/z 85.05 31.84%

5000
85.0
29.0
w | | 180 1560
e, v

m/z--> 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Cyclohexanone, 3,3,5-trimet... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.85 ug/L 184853 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 52
2 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50
3 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50
4 2,4,6-Trimethyl-3-heptene 140 CleH20 1000113-56-9 49
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 49
Abundance Scan 3366 (11.863 min): VV037483.D\data.ms (-3354) (- m/z 83.00 100.00%
83.0
55.0
5000
119.0
140.1 [N RN
‘ ‘ 11.50 12.00
) 11680 2069 Tl 0 6 ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 — —
55.0 11.50 12.00
- 140.0 m/z 69.00 56.55%
\‘\H‘.\\ \\‘\‘\“\‘\‘\\‘1\\{“]‘-0\?.\()\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21258: 1,3-Cyclohexanedione, 5,5-dimethyl-
83.0
— ——
11.50 12.00
56.0 .
5000 1400 m/z 41.00 44.64%
112.0
28.0 ‘
S | T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21257: 1,3-Cyclohexanedione, 5,5-dimethyl- — —
83.0 11.50 12.00
m/z 55.95 42.67%
56.0
5000 140.0
27.0 ‘ ‘ 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.928 3.11 ug/L 149081 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Dodecane 170 C12H26 000112-40-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tridecane 184 C13H28 000629-50-5 59
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 3386 (11.927 min): VV037483.D\data.ms (-3378) (- m/z 57.00 100.00%
57.

0
5000
85.0

ASSS
12.00
1131 1551 p
“LZN‘ m/z 43.00 57.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
5000 T
85.0 12.00

29.0 m/z 71.05 39.49%

0 -
| niifk i iiin | L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45481: Dodecane
57.0

12.00
5000 m/z 41.00 34.32%
85.0
29.0
L a0 1 1100
Ll Ll I l L
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane — T
57.0 12.00

m/z 85.05 28.53%

5000
85.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.349 2.65 ug/L 127084 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 81
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 68
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 64
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 62
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
Abundance Scan 3517 (12.349 min): VV037483.D\data.ms (-3510) (- m/z 43.00 100.00%
3.0
71.0
5000
119.0 I\ Pl
12.00 12.50
97.0 ‘ ‘ 151.2
A Rmaa e qumMMuN\HJMMWNMp‘WQ‘u‘W“‘%Q§€ m/z 57.00 97.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45494: Undecane, 5-methyl-
43.0
71.0
5000 — e
12.00 12.50
‘ 112.0 m/z 71.00 66.66%
\‘\‘\‘\\“H\\“\“\\H}\“\‘\\\“\\!‘\‘\\\\‘\]\-5\5\.‘()\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Undecane, 5-methyl-
43.0
— —=
12.00 12.50
5000 71.0 m/z 85.05 50.70%
‘ 112.0
I s N 5 N T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45485: 2,6-Dimethyldecane — —
43.0 12.00 12.50
71.0 m/z 41.00 43.347%
5000
113.0
Ll ‘ L. .| 1400 1700
R R T P o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.439 2.60 ug/L 124609 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 81
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
3 Decane, 3-methyl- 156 C11H24 013151-34-3 64
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 58
5 10-Methylnonadecane 282 C20H42 056862-62-5 53
Abundance Scan 3545 (12.439 min): VV037483.D\data.ms (-3539) (- m/z 57.00 100.00%
57.0
5000
85.0
— =
126.1 12.50
H‘_‘H“‘:‘u“‘m“mMluH“Hku"”‘H_l“r"?}l‘ww"}("?:l‘ m/z 43.00  78.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 1
12.50
70 m/z 71.00 41.55%
99.0 127.
155.0
\1\5\.‘0\‘\‘\\“‘}\\H“\\H}\‘w‘\\\H“\\\‘\‘\“\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45492: Undecane, 2-methyl-
43.0
—=
12.50
m/z 41.00  39.85%
5000 71.0
M H I “ 99\'0 12\\7'0 155.0
R R ma W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl- 7
57.0 12.50
m/z 85.05 35.26%
5000 85.0
29.0
‘ 126.0
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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.825 11.45 ug/L 549552  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Dodecane 170 C12H26 000112-40-3 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 3665 (12.825 min): VV037483.D\data.ms (-3655) (- m/z 57.00 100.00%
57.0
5000
ot MKJLM\Q
= =
12.50 13.00
ol 780 1411 10T 2069 43 00 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 e s
85.0 12.50 13.00
m/z 71.05 60.65%
29 0
L3120 1410 1700
\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\1\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
= =
12.50 13.00
5000 m/z 41.00 42.40%
85.0
29.0
180 10 3100
i |
T A R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane — ——
57.0 12.50 13.00
m/z 85.10 35.91%
5000 85.0
29.0 ‘
113.0 1
b e 40,1420 2600 1989 WL L
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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 5-Nonanone, 2,8-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.317 9.29 ug/L 445841  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 95
2 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 76
3 2-Undecanone 170 C11H220 000112-12-9 38
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
5 2-Undecanone 170 C11H220 000112-12-9 38

Abundance Scan 3818 (13.316 min): VV037483.D\data.ms (-3809) (- m/z 57.95 100.00%
58.0
5000 99.0 Aﬂyﬂ/\ﬂk
W 500 1350
127.1 170.1 : :
Ol 2022200 s ae 93.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45408: 5-Nonanone, 2,8-dimethyl-
58.0
5000 - e
99.0 13.00 13.50
m/z 81.00 74.48%
27.0
R T 2 e
il il | ol
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45409: 5-Nonanone, 2,8-dimethyl-
43.0
= e
13.00 13.50
m/z 99.00 42.88%
5000 810 /
150, | M 114.0 170.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 \NNA\A
Abundance #45375: 2-Undecanone = -
43.0 13.00 13.50
m/z 71.00 42.15%
5000
71.0
15.0H ‘ . 170.0
A R0 a0 SO SNV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Heptyl isobutyl ketone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.365 7.37 ug/L 353795 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptyl isobutyl ketone 184 C12H240 019594-40-2 81
2 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 81
3 4-Nonanone, 2,6,8-trimethyl- 184 C12H240 000123-18-2 81
4 5-Dodecanone 184 C12H240 019780-10-0 43
5 5-Dodecanone 184 C12H240 019780-10-0 43
Abundance Scan 3833 (13.365 min): VV037483.D\data.ms (-3828) (- m/z 57.00 100.00%
57.0
85.0
5000
109.0
— ——
13.00 13.50
141.2 184.1
H“H‘ﬂﬁ‘uwum‘ph‘ﬂymm‘wu‘pu‘w“u‘:u‘w‘?ﬁ¥7 m/z 85.00 58.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58926: Heptyl isobutyl ketone
57.0
85.0
5000 e —
127.0 13.00 13.50
290 m/z 58.00 44.13%
\\\‘\‘\‘\\‘i‘\\\w‘\‘\‘u\‘!‘\\\U\\‘\\‘\}\\‘]-\5\]\-.\(‘)\\\]\-??\.\0\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58940: 4-Nonanone, 2,6,8-trimethyl-
57.0
— o
85.0 13.00 13.50 ;
5000 m/z 43.00 36.35%
109.0
29.0 ‘
L o eso
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58941: 4-Nonanone, 2,6,8-trimethyl- — —
57.0 13.00 13.50
m/z 109.00  34.91%
85.0
5000
109.0
29.0
S T T UMD S 1 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

SFAMVLMO82624WMA.M Tue Oct 01 01:08:06 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33

Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 31

R.T EstConc Area Relative to ISTD R.T.
13.577 3.08 ug/L 147888 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 80
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 62
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 3899 (13.577 min): VV037483.D\data.ms (-3890) (- m/z 57.00 100.00%
57.0
85.0 113.0 T 1
‘ H 167.1 198.0 13.50
H“H‘Jﬂuw“mewwﬂ‘Hw‘w“u“w‘ﬂu“u“_“‘ m/z 71.00  99.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — :
13.50
m/z 43.00 70.78%
29.0
‘ ‘ g5 1130
\\\‘\‘\\\‘\\\ ‘\\H}\‘\‘\\\‘\\1‘\‘\\\1\4‘2\\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22104: Octane, 2,6-dimethyl-
57.0
T \
13.50
5000 m/z 41.00 36.10%
113.0
27.0 85.0
el M T w20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- T ‘
57.0 13.50
m/z 55.00 28.20%
5000
112.0
M | 880 1550 183.0
H"H‘w"H‘H"_‘H“H‘_“W‘H“H‘w“u‘u“ ——
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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.751 6.82 ug/L 327220  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Decanone, 5,9-dimethyl- 184 C12H240 033933-82-3 47
2 3,3-Dimethylnonadecane 296 C21H44 1000360-43-5 47
3 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202 1000447-27-4 47
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 47
5 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 43

Abundance Scan 3953 (13.751 min): VV037483.D\data.ms (-3944) (- m/z 43.00 100.00%

43.0
5000
112.1

m ‘ 13'50 14.00

. M‘Nu“ L 1202 2069 2811 .. 7166 78.03%

miz--> 50 100 150 200 250

Abundance #58935: 2-Decanone, 5,9-dimethyl- MM
43.0

5000 — s
13.50 14.00

m/z 70.05 41.84%

gso 1200
T “\ ‘\‘“ T M\ ”H \H‘ T ‘”‘ ) \“‘\ T \18\4\0‘ LB B
miz-> 50 100 150 200 250
Abundance #194601: 3,3-Dimethylnonadecane
71.0

—
13.50 14.00
5000 m/z 55.00  37.39%

w00l | | ‘\Fl"’o 1550 2040 2670
T T T LA B B B B T L
m/z--> 50 150 200 250

Abundance #125245: 4—Methyl—3—heptan0|,chIorodiquoroacetate (iso —— —
71.0 13.50 14.00

m/z 56.95  37.28%

5000
“ ‘ L \‘ ‘ h 17n2'0 ‘

miz--> 50 100 150 200 250 13.50 14.00

SFAMVLMO82624WMA.M Tue Oct 01 01:08:09 2024 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.837 5.98 ug/L 287061 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
Abundance Scan 3980 (13.837 min): VV037483.D\data.ms (-3971) (- m/z 57.05 100.00%
57.0
- i W
1350 1400
112.1 184.2 : :
JI—— mHu A Ao 2400 T 2080 1 43.00 73.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 1350 1400
20.0 85.0 : -
m/z 71.05 62.55%
‘ ‘\ HH\ “\ il ‘\‘ 11%0 L 1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— ——
13.50 14.00
5000 ITI/Z 85.10 41.03%
85.0
29.0
L‘ Il H L 1130 1410 1690 1980
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane T —
57.0 13.50 14.00
m/z 41.00  37.90%
5000
85.0
29.0
\\ “\‘ L 1180 1410 1840
et e e e P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVLMO82624WMA.M Tue Oct 01 01:08:10 2024 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.905 3.35 ug/L 160767 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 95
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 92
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
Abundance Scan 4001 (13.905 min): VV037483.D\data.ms (-3994) (- m/z 145.00 100.00%
145.0
- k
105.0
43.0 L
N
WWMU wum‘mwmH“,mwl“m“1“‘1“2‘9‘?@_” m/z 160.10  46.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 R
14.00
1050 m/z 71.00 25.11%
@0 1o |
| il Il l il
\\\‘\\\\‘1\1\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
P
14.00
5000 m/z 104.95 21.89%
115.0
91.0
390 50 710
‘1‘5‘9”“pu‘hp:‘m“_mwu“‘,‘ HN:‘mwwmwm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- e
145.0 14.00
m/z 130.00 20.64%
5000
91.0 115.0
=L SO I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 5-Decanone, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.008 6.07 ug/L 291403 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Decanone, 2-methyl- 170 C11H220 054410-89-8 91
2 6-Undecanone 170 C11H220 000927-49-1 64
3 6-Undecanone 170 C11H220 000927-49-1 58
4 6-Undecanone 170 C11H220 000927-49-1 52
5 Hexanethioic acid, S-heptyl ester 230 C13H260S 002432-80-6 50

Abundance Scan 4033 (14.008 min): VV037483.D\data.ms (-4026) (- m/z 71.05 100.00%
[¢

43.0 71.0 99.0
5000
14.00 |
127.0 170.1 :
ob el il il g S T 1959 43 00 92.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45403: 5-Decanone, 2-methyl-
43.0
71.0
5000 99.0 w

—
14.00
m/z 99.00 91.00%

‘ “\ Il | 127.0 170.0
‘\\\\‘\\\‘\\‘\\‘\‘\\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45377: 6-Undecanone
43.0
I i
71.0 000 14.00
5000 ' m/z 58.00 58.77%
Lo 1mo 1700
R L L L M O o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45378: 6-Undecanone o ‘
43.0 14.00
m/z 41.00 35.58%
71.0
B 1 MM
Lo
R R LA B ——
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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 n-Butyric acid 2-ethylhexyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.349 9.71 ug/L 466218 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 90
2 Butanoic acid, 3-methylbutyl ester 158 C9H1802 000106-27-4 64
3 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 59
4 Hexaborane 76 B6H10 023777-80-2 50
5 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 50
Abundance Scan 4139 (14.349 min): VV037483.D\data.ms (-4129) (- m/z 71.00 100.00%
71.0
5000
410
— T
L 11‘2'1 1400 14.50
Oberrrdboi b o b ASTL 2174 28l h o 70.e5  69.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75793: n-Butyric acid 2-ethylhexyl ester
71.0
5000 & e
14.00 14.50
440 112.0 m/z 43.00  46.21%
’157.0’.’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35414: Butanoic acid, 3-methylbutyl ester
71.0
— —
14.00 14.50
5000 m/z 41.00 32.27%
41,0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35487: Propanoic acid, 2-methyl-, 2-methylbutyl ester — —
71.0 14.00 14.50
m/z 55.00 28.81%
5000
41.0
A0use0 e
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 Naphthalene, 2-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.567 2.95 ug/L 141862  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 97
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 Cl1H1ie 000090-12-0 91

Abundance Scan 4207 (14.567 min): VV037483.D\data.ms (-4201) (-] ' m/z 142.00 100.00%

142.0
5000
115.0

71.0 14 50
0300 b A8BLO 2690 s 141.00  81.25%
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — P
115.0 14. 50

m/z 115.00  33.57%

63.0
Z‘ZR‘\\H\\““\\“\H\‘\\\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22142: Naphthalene, 1-methyl-
142.0

14 50
m/z 143.00 9.91%
5000 115.0
63.0
RN O S ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22150: Naphthalene, 2-methyl- gl

142.0 14 50

m/z 139.00 9.14%

5000
115.0
71.0
39. 0 Ll ) H ha¥i) /‘\/‘“\/W*““\

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 14. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 5-Undecanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.599 8.31 ug/L 399034  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Undecanone 170 C11H220 033083-83-9 50
2 5-Undecanone 170 C11H220 033083-83-9 43
3 5-Tridecanone 198 C13H260 030692-16-1 37
4 5-Dodecanone 184 C12H240 019780-10-0 35
5 5-Nonanone, 2-methyl- 156 C10H200 022287-02-1 35

Abundance Scan 4217 (14.599 min): VV037483.D\data.ms (-4212) (-] ' m/z 58.00 100.00%
.0

58
5000 109.1
FAS.

[ e
| i

‘M‘MHM1479 181.9 281.;
bplag b oS 220

Al 22 m/z 85.00  83.38%
miz--> 50 100 150 200 250
Abundance #45382: 5-Undecanone
54.0
5000 AL T
113.0 14.50 15.00
27,0

m/z 57.00  82.35%

T ‘\‘ "M\ h\“ iy "‘ (R ‘]\-7\0\0\ LA A B
miz--> 50 100 150 200 250
Abundance #45370: 5-Undecanone
85.0

43-0 T ‘ T T ‘
14.50 15.00
5000 ITI/Z 41.00 44 ,35%
‘ ‘ 1280 170.0
. ‘\‘ “‘\ ’\‘\ L ‘H;‘ ' “ M’L “ . “‘ 1 o ! Ceo P
m/z--> 50 100 150 200 250
Abundance #73896: 5-Tridecanone — T
58.0 14.50 15.00

m/z 109.05 44.17%

5000
27.0 141.0
‘ 100.0
\‘ H “ H}‘ ‘hm : ‘L\J‘ ‘ | 1980

\‘\‘\\‘\\\\‘\\\\‘\\\ T ‘ T
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Naphthalene, 1-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.754 3.39 ug/L 162708 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 86
2 Naphthalene, 2-methyl- 142 Cl1H1e 000091-57-6 83
3 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11lH1e 004453-90-1 83
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 83
5 Naphthalene, 1-methyl- 142 Cl1H1ie 000090-12-0 70

Abundance Scan 4265 (14.754 min): VV037483.D\data.ms (-4257) (-] | m/z 142.00 100.00%
111.0 142.0

5000

?

‘ —
55.0 14.50 15.00

B0 Ml 1859 2230 2551 141 6p  gs.41%

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00

m/z 55.00 13.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22145: Naphthalene, 1-methyl-
142.0
5000 — —
115.0 14.50 15.00
m/z 111.00 85.75%
2‘\7\9“\\“\\“‘\\“\H\‘\g\\o\‘\\\\‘HH‘“\H\‘\H\‘HH‘\H\‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22143: Naphthalene, 2-methyl-
142.0
T —
14.50 15.00
5000 ITI/Z 115.00 32.24%
115.0
63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
=T 7

5000 115.0

63.0
270‘ 1 \‘\ Ly 8?0 ”‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 Naphthalene, 2,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.596 9.41 ug/L 451990  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
Abundance Scan 4527 (15.596 min): VV037483.D\data.ms (-4520) (- m/z 156.10 100.00%
156.1
T \
380 11‘50‘ | . 15.50
ol ey 1 LAl 1980 2691  nyz 141,00 71.25%
miz--> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 e ‘
15.50
770 m/z 155.10  34.51%
115.0
T T \39\0‘ T T H‘\ T ‘ \‘\ m\ H “M\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
RN T
15.50
5000 m/z 115.00 14.92%
770 115.0
39.0
' \‘ ‘\‘\‘MH\‘ by ““\“\‘ U ‘M‘ . b
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- ——
156.0 15.50
m/z 128.00  14.38%
5000
77.0 1150
\\‘\ \‘mhu\”\\ ““‘\‘\‘ UM . -
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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.741 9.45 ug/L 453555 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4572 (15.741 min): VV037483.D\data.ms (-4564) (-] | m/z 156.05 100.00%

156.1
5000
115.0 SN

‘ w 15.50 16.00

30. ‘
Hw‘uﬂuwMWWWMmhpﬁ“mJ“ 2Ol 0 2896 n/z 141.00  87.55%

m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
=

5000
15.50 16.00
m/z 155.10  28.64%

90 /%0 1|
H\‘\\\\‘\\“\\“‘h\‘\“\h‘\f‘\\‘\\\\‘\‘U\\“\\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
et

15.50 16.00
5000 m/z 115.00 20.69%
77 115.0
390 /10

R RN R R ETR AR RRTRY

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33162: Naphthalene, 1,6-dimethyl- — ——
156.0 15.50 16.00

m/z 153.05 16.46%

5000
77.0 115.0
39.0 | ‘ w
‘ H ‘ ‘h H ‘HH‘HH‘HH‘HH‘HH‘HH T ‘ T T ‘ T

m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00

SFAMVLMO82624WMA.M Tue Oct 01 01:08:20 2024 Page: 31



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 Oxalic acid, 2-ethylhexyl t... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.779 16.04 ug/L 770182  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 50
2 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 47
3 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 47
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 47
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 43

Abundance Scan 4584 (15.779 min): VV037483.D\data.ms (-4578) (- m/z 57.00 100.00%

57.0
5000
112.1  156.1

I
h ‘ ‘ ‘ 15.50 16.00
‘_‘kuwuwmluﬁmw‘Mup A 1874 22402579 n.. 7105 76.43%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0

5000 - -
15.50 16.00
112.0 m/z 112.10 35.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107226: Decane, 5,6-dipropyl-
57.0
= -
15.50 16.00
5000 m/z 156.10 34.19%
112.0
o L L 1890 2260
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #304799: Sulfurous acid, 2-ethylhexyl pentadecyl ester — =
57.0 15.50 16.00

m/z 43.00 32.95%

5000
113.0
27,0 ‘\ I ‘\‘ 1550 2110

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\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 30 1H-Indole, 4-(3-methyl-2-bu... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.214  12.33 ug/L 592033 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indole, 4-(3-methyl-2-butenyl)- 185 C13H15N 032962-25-7 72
2 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 60
3 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 58
41,2,3,4,5,6,7,8-Octahydro-1-meth... 200 C15H20 1000080-19-4 55
5 1-Methyl-1-n-pentyloxy-1-silacyc... 200 C11H240Si 232270-61-0 49

Abundance Scan 4719 (16.213 min): VV037483.D\data.ms (-4711) (-] ' m/z 185.10 100.00%
185.1

5000
1250155 §iO— —e Y
: 16.00 16.50
300 770
‘J‘Mww‘m““2“2‘1‘11‘“‘2"‘5‘7‘16 m/z 170.10  60.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #60014: 1H-Indole, 4-(3-methyl-2-butenyl)-
170.0

i

5000 130.0 T e
24.0 16.00 16.50

770 m/z 200.15 30.18%
103.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0 A JU
A —=L
16.00 16.50
5000 m/z 155.10 22.42%
143.0

410 770 1150 ‘ |
[ “\‘ \‘\“\“‘{‘\“\ MW‘\“\ e “‘ i \‘!“\ : ‘H!\‘ w‘ o ‘ ;“ : ‘\‘\‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phe = e
185.0 16.00 16.50
m/z 186.05 15.04%

5000 1150
43.0
141.0

77.0

F—p =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.287 4.49 ug/L 215739  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Opuntiol, Me derivative 170 C8H1004 1000497-72-8 46
2 1-Butanone, 1-(2-thienyl)- 154 C8H1e0S 005333-83-5 46
3 (R)-(2-(Benzo[d]isoxazol-3-yl)py... 298 C16H14N202S 1000482-79-5 43
4 Thiophene-2-carboxamide, N-methy... 197 C1@H15NOS 1000421-25-4 43
5 Thiophene-2-carboxamide, N-methy... 253 C14H23NOS 1010421-26-0 43
Abundance Scan 4742 (16.287 min): VV037483.D\data.ms (-4736) (- m/z 111.00 100.00%
111.0
55.0 — B
‘ ‘157 1 200 1 16.00 16.50
. “‘HNLJLMM\MwMﬂ MJWHJHHN SR ‘?QZ} m/z 141.00 20.23%
m/z--> 50 100 150 200 250 300
Abundance #45867: Opuntiol, Me derivative
111.0
5000 e A
68.0 170.0 16.00 16.50
m/z 55.00 18.30%
\‘\29‘\.(‘{‘ “H‘\ “‘! \‘ T ‘ ‘ T T T ‘ T \‘ T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #31931: 1-Butanone, 1-(2-thienyl)-
111.0
—— —
16.00 16.50
5000 m/z 83.00 14.37%
39.0 154.0
lmo ‘\‘ S —
m/z--> 50 100 150 200 250 300
Abundance #196485: (R)-(2-(Benzo[d]isoxazol-3-yl)pyrrolidin-1-yl)(thi —— —
111.0 16.00 16.50
m/z 200.10 14.29%
5000
171.0
39.0
770, L, 2140 265 0297(
T L e R A Ay —F
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 Naphthalene, 2-(1-methyleth... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.451 3.12 ug/L 149992  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 91
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
3 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 91
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
5 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 86
Abundance Scan 4793 (16.451 min): VV037483.D\data.ms (-4786) (- m/z 155.10 100.00%
155.1
w W\J\”
P
76.2 115.0 16.50
381 B2 L u ] 19082202251.2282.0 176 05 51.58%
miz--> 50 100 150 200 250
Abundance #45546: Naphthalene, 2-(1-methylethyl)-
155.0
5000 T ]
16.50
m/z 153.00 14.35%
115.
T T \39\0‘ \7\6\0\ T \%‘\ \‘ m\ ‘ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
e
16.50
5000 m/z 152.00 11.98%
LI o I
m/z--> 50 100 150 200 250
Abundance #45545: Naphthalene, 2-(1-methylethyl)- —
155.0 16.50
m/z 156.05 11.93%
76.0 115.
L sl B B
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
16.503 2.87 ug/L 137576  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 86
2 Hexadecane 226 Cl6H34 000544-76-3 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Hexadecane 226 Cl6H34 000544-76-3 81
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 4809 (16.503 min): VV037483.D\data.ms (-4804) (- m/z 57.00 100.00%
57.0
2000 J\VmwAbwakww“M/MJ\ﬂ
T \
16.50
MRS v m/z 43.08  77.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 — :
16.50
m/z 71.05 65.53%
\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
T \
16.50
5000 m/z 41.00 49.40%
99.0
27‘ H\ [ \4\10 183.0 226.0 /\/W
A e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane T
57.0 16.50
m/z 85.00 42.44%
B Uﬁm“ﬂﬁwv\ﬁJ\mww\%/qﬁyv
27.0
010 w0 im0 mso 2
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 34 Naphthalene, 2,3,6-trimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
16.657 3.50 ug/L 167952  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91

Abundance Scan 4857 (16.657 min): VV037483.D\data.ms (-4851) (- m/z 170.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 35 Naphthalene, 1,6,7-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.850  15.52 ug/L 744982  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 60
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 60
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 60
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 55

Abundance Scan 4917 (16.850 min): VV037483.D\data.ms (-4909) (- m/z 185.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acq On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 36 4,6,8-Trimethylazulene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.908 4.71 ug/L 225948 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
Abundance Scan 4935 (16.908 min): VV037483.D\data.ms (-4929) (- m/z 170.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37483.D

Acqg On : 23 Sep 2024 15:33
Operator : SY/MD

Sample : VIBLK384

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA .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|
Propanal, 2-met... 2.880 5.8 ug/L 216485 1 5.529 1868000 50.0
Butanal 3.609 14.2 wug/L 529065 1 5.529 1868000 50.0
1-Butanol 5.892 3.7 wug/L 136732 1 5.529 1868000 50.0
(DEL) Alkane: S 9.137 2.6 ug/L 116352 2  8.780 2254630 50.0
(DEL) Alkane: S 10.513 12.9 wug/L 621367 3 11.178 2400450 50.0
(DEL) Alkane: S 11.307 4.2 ug/L 202937 3 11.178 2400450 50.0
(DEL) Alkane: S... 11.397 3.5 ug/L 166753 3 11.178 2400450 50.0
1-Hexanol, 2-et... 11.474 7.6 ug/L 363149 3 11.178 2400450 50.0
(DEL) Alkane: S... 11.725 25.1 wug/L 1204560 3 11.178 2400450 50.0
Cyclohexanone, ... 11.863 3.9 ug/L 184853 3 11.178 2400450 50.0
(DEL) Alkane: S. 11.928 3.1 ug/L 149081 3 11.178 2400450 50.0
(DEL) Alkane: S 12.349 2.6 ug/L 127084 3 11.178 2400450 50.0
(DEL) Alkane: S 12.439 2.6 ug/L 124609 3 11.178 2400450 50.0
(DEL) Alkane: S... 12.825 11.4 wug/L 549552 3 11.178 2400450 50.0
5-Nonanone, 2,8... 13.317 9.3 ug/L 445841 3 11.178 2400450 50.0
Heptyl isobutyl... 13.365 7.4 ug/L 353795 3 11.178 2400450 50.0
(DEL) Alkane: S... 13.577 3.1 ug/L 147888 3 11.178 2400450 50.0
unknown-01 13.751 6.8 ug/L 327220 3 11.178 2400450 50.0
(DEL) Alkane: S... 13.837 6.0 ug/L 287061 3 11.178 2400450 50.0
Benzene, 1,3,5-... 13.905 3.4 ug/L 160767 3 11.178 2400450 50.0
5-Decanone, 2-m... 14.008 6.1 ug/L 291403 3 11.178 2400450 50.0
n-Butyric acid ... 14.349 9.7 ug/L 466218 3 11.178 2400450 50.0
Naphthalene, 2-... 14.567 3.0 ug/L 141862 3 11.178 2400450 50.0
5-Undecanone 14.599 8.3 wug/L 399034 3 11.178 2400450 50.0
Naphthalene, 1-... 14.754 3.4 ug/L 162708 3 11.178 2400450 50.0
Naphthalene, 2,... 15.596 9.4 ug/L 451990 3 11.178 2400450 50.0
Naphthalene, 2,... 15.741 9.4 ug/L 453555 3 11.178 2400450 50.0
Oxalic acid, 2-... 15.779 16.0 ug/L 770182 3 11.178 2400450 50.0
1H-Indole, 4-(3... 16.214 12.3 wug/L 592033 3 11.178 2400450 50.0
unknown-02 16.287 4.5 wug/L 215739 3 11.178 2400450 50.0
Naphthalene, 2-... 16.451 3.1 ug/L 149992 3 11.178 2400450 50.0
(DEL) Alkane: S... 16.503 2.9 ug/L 137576 3 11.178 2400450 50.0
Naphthalene, 2,... 16.657 3.5 ug/L 167952 3 11.178 2400450 50.0
Naphthalene, 1,... 16.850 15.5 ug/L 744982 3 11.178 2400450 50.0
4,6,8-Trimethyl... 16.908 4.7 ug/L 225948 3 11.178 2400450 50.0
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