LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59528.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 87 94 110 rBV 59431 77025 2.07% 0.191%
2 1.814 141 163 177 rVB3 35309 102163 2.75% 0.253%
3 1.891 178 187 199 rBV 45550 67959 1.83% 0.168%
4 2.554 381 393 407 rBV 107216 170413 4.59% 0.421%
5 2.731 445 448 453 rBV2 393 331 0.01% 0.001%
6 2.769 453 460 461 rBV2 460 569 0.02% 0.001%
7 2.814 471 474 477 rBV2 381 230 0.01% ©0.001%
8 3.036 533 543 553 rBV2 3448 6671 ©0.18% 0.017%
9 3.123 563 570 572 rBV 223 243 0.01% 0.001%
106 3.178 572 587 606 rVB 12519 29092 0.78% 0.072%
11 3.374 645 648 651 rVB2 351 251 0.01% ©0.001%
12 4.573 1013 1021 1024 rBv2 263 342 0.01% 0.001%
13  4.615 1024 1034 1067 rBV2 55013 136270 3.67% 0.337%
14  4.827 1097 1100 1103 rBV2 248 227 0.01% ©0.001%
15 5.052 1155 1170 1194 rBV 95404 211930 5.70% 0.524%
16 5.190 1209 1213 1216 rBV2 464 369 0.01% 0.001%
17 5.264 1232 1236 1238 rBV 294 232  0.01% 0.001%
18 5.370 1265 1269 1272 rBV2 350 256 0.01% 0.001%
19 5.454 1289 1295 1299 rVB2 211 244 0.01% 0.001%
20 5.534 1317 1320 1326 rVB2 233 233  0.01% ©0.001%
21 5.718 1353 1377 1399 rBvV2 191013 520148 14.00% 1.287%
22 5.894 1428 1432 1437 rBvV3 340 270 0.01% 0.001%
23 5.984 1458 1460 1463 rBV2 334 226 0.01% ©0.001%
24  6.242 1527 1540 1567 rBV 225214 437902 11.78% 1.083%
25 6.531 1622 1630 1638 rVB5 1979 3191 0.09% ©0.008%
26  6.599 1648 1651 1656 rVB3 334 233  0.01% 0.001%
27 6.682 1664 1677 1693 rBV 118048 236999 6.38% 0.586%
28 6.801 1711 1714 1718 rBV 578 481 0.01% 0.001%
29 6.859 1727 1732 1744 rVB5 829 1049 0.03% 0.003%
30 7.058 1784 1794 1796 rBV3 1464 1436 0.04% 0.004%
31 7.148 1819 1822 1831 rVB2 172 238 0.01% 0.001%
32 7.213 1831 1842 1843 rBVS5S 1349 1316 0.04% 0.003%
33 7.232 1843 1848 1858 rVB7 2218 3169 ©.09% 0.008%
34 7.348 1880 1884 1889 rBvV2 242 224 0.01% ©0.001%
35 7.422 1894 1907 1914 rBV5 1257 2061 0.06% 0.005%
36 7.492 1916 1929 1937 rBV3 12825 21788 0.59% 0.054%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 7.560 1939 1950 1966 rVB2 60612 108892 2.93% 0.269%
38 7.656 1971 1980 1997 rVB4 8917 18090 0.49% 0.045%
39 7.743 2001 2007 2009 rBV3 1139 1037 0.03% 0.003%
40 7.849 2029 2040 2044 rBV3 24301 40092 1.08% 0.099%
41  7.891 2044 2053 2074 rVB 238157 422617 11.37% 1.045%
42 8.029 2086 2096 2100 rBV9 3484 7020 0.19% 0.017%
43  8.090 2109 2115 2122 rVB6 3555 5409 0.15% 0.013%
44  8.174 2131 2141 2150 rBV2 43828 72026 1.94% 0.178%
45  8.235 2152 2160 2174 rVB4 24020 45074 1.21% 0.111%
46  8.325 2184 2188 2190 rBV 351 235 0.01% ©0.001%
47  8.364 2190 2200 2210 rVB4 10760 17586 0.47% 0.043%
48  8.425 2210 2219 2221 rBV3 3735 4603 0.12% 0.011%
49 8.467 2227 2232 2242 rVB4 9280 13856 0.37% 0.034%
50  8.531 2242 2252 2268 rVB3 21495 35670 0.96% ©0.088%
51 8.627 2268 2282 2297 rBV 225068 402830 10.84% 0.996%
52 8.756 2312 2322 2327 rBV2 46592 74867 2.01% 0.185%
53  8.859 2347 2354 2363 rVB2 73184 113061 3.04% ©0.280%
54 8.920 2363 2373 2382 rBV 155507 272000 7.32% 0.673%
55 9.065 2409 2418 2425 rBV3 29251 48533 1.31% ©0.120%
56 9.113 2425 2433 2440 rW 149276 236297 6.36% 0.584%
57 9.158 2441 2447 2455 rVvv3 183170 316568 8.52% 0.783%
58 9.203 2456 2461 2478 rVB 184821 278514  7.49% 0.689%
59 9.290 2480 2488 2489 rBV4 5356 5512 0.15% 0.014%
60 9.332 2489 2501 2511 rBV 361715 574840 15.47% 1.422%
61 9.412 2517 2526 2538 rVB 356051 564725 15.19% 1.397%
62 9.557 2561 2571 2585 rVB3 113080 217434 5.85% 0.538%
63 9.660 2585 2603 2610 rBV6 190587 477632 12.85% 1.181%
64 9.711 2611 2619 2626 rVV2 435761 678753 18.26% 1.679%
65 9.753 2627 2632 2657 rVB 277434 552691 14.87% 1.367%
66 9.872 2657 2669 2683 rBV5 124381 297253 8.00% ©0.735%
67 9.949 2684 2693 2701 rBV3 76779 138825 3.74% 0.343%
68 10.013 2702 2713 2727 rBV6 692816 1635064 43.99% 4.044%
69 10.113 2738 2744 2754 rBV3 351687 492425 13.25% 1.218%
70 10.248 2769 2786 2799 rBV3 1862750 3716551 100.00% 9.193%
71 10.351 2810 2818 2825 rBV3 1153186 1940801 52.22% 4.800%
72 10.553 2865 2881 2890 rBV6 1037617 2429893 65.38% 6.010%
73 10.618 2895 2901 2915 rVB 1612741 2474402 66.58% 6.120%
74 10.692 2917 2924 2929 rBV3 226822 355780 9.57% ©.880%
75 10.804 2953 2959 2980 rVB5 1239706 2332322 62.76% 5.769%

76 10.949 2996 3004 3015 rBV3 441407 876662 23.59% 2.168%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis

77 11.013 3017 3024 3030 rVV3 518515 872597 23.48%  2.158%
78 11.058 3032 3038 3048 rVB2 1308845 1979543 53.26% 4.896%
79 11.412 3141 3148 3156 rVB 2519142 3339586 89.86% 8.260%
80 11.566 3190 3196 3202 rBV3 380927 594872 16.01% 1.471%
81 11.708 3233 3240 3248 rVB 1296917 1740236 46.82% 4.304%
82 11.891 3286 3297 3312 rVB3 1096376 2987438 80.38% 7.389%
83 12.090 3351 3359 3372 rBV3 475801 847092 22.79%  2.095%
84 12.180 3378 3387 3404 rVB3 1115677 2510327 67.54% 6.209%
85 12.923 3611 3618 3625 rBV3 249206 440622 11.86% 1.090%

86 13.444 3772 3780 3797 rVB3 249424 511390 13.76% 1.265%

87 13.730 3863 3869 3877 rBV1e 16961 27210 0.73% 0.067%
88 14.084 3972 3979 4000 rVB 115203 224504 6.04% 0.555%
89 14.663 4151 4159 4163 rBVS 2586 4229 0.11% 0.010%
990 14.791 4195 4199 4201 rBv4 517 423 0.01% 0.001%
91 14.817 4204 4207 4211 rBV3 863 532 0.01% 0.001%
92 14.862 4219 4221 4223 rBV2 566 250 0.01% 0.001%
93 14.923 4236 4240 4241 rBV2 469 276 0.01% 0.001%
94 14.955 4241 4250 4254 rVVe 756 1391 0.04% 0.003%
95 15.019 4266 4270 4275 rVB6 1026 1208 0.93% 0.003%
96 15.048 4276 4279 4281 rBvV4 737 480 0.01% 0.001%
97 15.235 4325 4337 4344 rBV7 3417 7011 0.19% 0.017%
98 15.418 4385 4394 4409 rBV3 2077 4767 0.13% 0.012%
99 15.669 4470 4472 4476 rBV2 503 326 0.01% 0.001%
100 16.405 4694 4701 4707 rBVe 1014 1599 0.04% 0.004%
Sum of corrected areas: 40430132
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

o

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62624\

: VU@59528.D

: 26 Jun 2024 16:51

: MD/SY

: P2962-04 10X

: 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

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

TIC: VU059528.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 unknown-01 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
1.814 11.67 ug/L 102163 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosgene 98 CC120 000075-44-5 28
2 3,6,9,12-tetraoxatetradecane, 1,... 274 C10H20C1204 1000401-80-9 12
3 Ethane, 1-chloro-2-nitro- 109 C2H4C1NO2 000625-47-8 12
4 2-[2-(2-Chloro-ethoxy)-ethoxy]-p... 216 C1@H13C1l03 1000317-46-1 9
5 2-Chloroethyl methyl sulfoxide 126 C3H7C10S 005331-57-7 9
Abundance Scan 163 (1.814 min): VU059528.D\data.ms (-141) (-) m/z 63.00 100.00%
63.0
5000 35.0
1.40 1.60 1.80 2.00 2.20
103.9 : : - : :
bt 20228 wyz 44095 62.11%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3833: Phosgene
63.0
5000 35.0 ‘\,\\H‘\V\\H‘Hm[uu‘u
1.40 1.60 1.80 2.00 2.20
m/z 46.90 61.88%
‘ 98‘.0
| Iy |
\\\‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #165192: 3,6,9,12-tetraoxatetradecane, 1,14-dichloro-
63.0
AR
93.0 1.40 1.60 1.80 2.00 2.20
5000{ 27.0 ' m/z 35.00 51.41%
b | w10
S P O
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #6217: Ethane, 1-chloro-2-nitro- e
63.0 1.40 1.60 1.80 2.00 2.20
m/z 43.90 40.33%
5000 27.0
‘m_‘U‘u‘w\“m‘mH‘H‘:_HWHwHH‘Hwawwww E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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 4 (DEL) Alkane: Cyclic8.235 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
8.235 3.99 ug/L 45074  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 83
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 81
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72

Abundance Scan 2160 (8.235 min): VU059528.D\data. ms (-2152) (-)
97.

55.0

m/z 96.95 100.00%

5000 40.9 1120 /\
83.0 ‘A“‘/\
‘ 1 H ‘ ‘ 8.00 8.20 8.40 8.60
\\‘\\\\’\\\\‘\H‘\‘H\\\’\1\\‘\H\‘\\\‘\"1!\\“\H!‘\\\\’\\\\‘\ m/z 54 95 91 297
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
41.0
5000 /\\\\\‘\\\\‘\\\\‘\\\\‘\\\
70 69.0 1120 8.00 8.20 8.40 8.60

m/z 40.90 47.65%

[ 0 1
H‘HH’HH“\H\‘\‘H\"\‘H\‘\H‘!‘HH’\MH‘\HMHH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
/\\\\\\
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 55.90 43.98%
69.0 112.0
‘ ‘ 83.0
vvvv
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /J\ /\ /\
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- R RRARRE ‘/‘\‘ ‘ ‘/‘\‘ RES
55.0 97.0 8.00 8.20 8.40 8.60

m/z 68.90 40.67%

B M\/\w

8.00 8.20 8.40 8.60

5000 41.0

69.0 112.0
‘ 83.0 ‘
|

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

270 M
Iy
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 38
R.T. EstConc Area Relative to ISTD R.T.
8.531 3.16 ug/L 35670  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 43
4 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 43
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 43
Abundance Scan 2252 (8.531 min): VU059528.D\data.ms (-2242) (-) m/z 43.00 100.00%
43.0
85.0
5000 570 710
R R A
‘ ‘ | “ ““ 109.0 125.9 8.20 8.40 8.60 8.80 ]
H‘HH‘\H\‘\\H“\H\‘\\H‘H\‘\‘H\‘\“‘\\H’HH‘\H\“\\H’H‘H‘\\H m/z 85.06 69.63A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
5000 57.0 710 g5 IREREEE AR VARN S \M
8.20 8.40 8.60 8.80
29.0 m/z 57.00 46.58%
o |l | 1| | sso e
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
R R aa
8.20 8.40 8.60 8.80
5000 m/z 71.00 43.39%
85.0
27.0 570 710
H H‘ \“ ‘\ 99'0 113'0 128'0
R MR aY L o B A e RAaaaa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14554: Heptane, 2,3-dimethyl- VL VA )
43.0 8.20 8.40 8.60 8.80
m/z 70.00 42.62%
5000
84.0
57.0
27.0
Dol ssomsommo L
A B e Acadaay CopE Ty
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc ¢ 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 32
R.T. EstConc Area Relative to ISTD R.T.
8.756 6.63 ug/L 74867  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 72
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72

Abundance Scan 2322 (8.756 min): VU059528.D\data.ms (-2312) (-) m/z 56.95 100.00%
57.0

5000
43.0
P T
‘ M ﬁ % o 99"0 1321980 8.40 8.60 8.80 9.00
H‘HH‘H\\‘\\H“‘H\\‘\H}‘H\‘\“H\\‘\H\’H\‘\‘\H\‘\H\’HH‘\H\ m/z 43.06 29.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 \‘\\A‘\\\\’\\\\‘\\\\‘\
8.40 8.60 8.80 9.00
m/z 40.95 28.31%
27.0 71.0 99.0
I Jy | 850 | 11301280
H‘HH‘H\\‘\\H‘H\\‘\H\‘HH‘\H\‘\H\’HH‘\H\‘\H\’HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
R R R RRRE
8.40 8.60 8.80 9.00
5000 m/z 55.95 25.80%
43.0
29.0 71.0 99.0
150 || “‘ | 8.0 | 11301280
cr el e AT R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl- AN E e e A
57.0 8.40 8.60 8.80 9.00
m/z 55.00 17.33%
5000 43.0
29.0
71.0 99.0
L L 850 | 113.0128.0
H_‘HMH‘_H‘_H‘_Hw‘uw‘HW‘HWH‘WH‘WHH,HH‘HH Sre
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic8.859 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.859 10.01 ug/L 1130661 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 50

Abundance Scan 2354 (8.859 min): VU059528.D\data.ms (-2347) (-) m/z 83.00 100.00%

83.0
55.0
5000
40.9 112.1 P R e
‘ g0 | 8.60 8.80 9.00 9.20
\H‘HH‘\H\’\\H“\\H“\‘11\‘H\\‘\H‘\“\1\\‘\\\\‘\\\\i\‘\\\‘\ m/z 55.09 59.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000 (BN L A I R
41.0 8.60 8.80 9.00 9.20
112.0 m/z 81.95 45.94%
i N
| I L | .
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0 “,‘/b
8.60 8.80 9.00 9.20
5000 41.0 m/z 40.90  24.53%
27.0 112.0
H ‘ 69.0
‘H“H‘_“w“u‘w“_WL“HHM“W‘M"H‘(_‘H“H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- R R RARmmna
83.0 8.60 8.80 9.00 9.20
m/z 112.05 22.72%
55.0
5000
41.0
112.0
27.0 69.0
S S R S -2 O WO B Y NV W A\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic8.920 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.920 24.08 ug/L 272000  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70

Abundance Scan 2373 (8.920 min): VU059528.D\data.ms (-2363) (-) m/z 111.00 100.00%
111.0

69.0
5000
41.0
e e
| ‘ | ‘ 950 8.60 8.80 9.00 9.20
el TRl 1488 s e8.95  77.44%
miz--> 20 40 60 80 100 120 140
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 \\‘\\\\‘\\\\‘\\\\‘\/\/\\T/‘\
41.0 8.60 8.80 9.00 9.20
m/z 54.95 41.20%
T T \’Z\SiP\ \‘i“\ T \‘ ’ \M“\ T \9\5\.0’\ \‘1 T ‘J-\2‘7\.\0\ ’ T T T 7T
miz-> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
A e
8.60 8.80 9.00 9.20
5000 410 m/z 40.95 27.98%
.0 M
iz 20 40 60 80 100 120 140
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- A e
111.0 8.60 8.80 9.00 9.20
69.0 m/z 83.00 22.47%
5000 41.0
N R AR YOO < Iy
miz--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
9.065 4.30 ug/L 48533  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2-Nonene 126 C9H18 006434-77-1 64
2 cis-2-Nonene 126 C9H18 006434-77-1 52
3 trans-1,3-Diethylcyclopentane 126 CO9H18 1000113-87-1 49
4 3-Nonene, (E)- 126 C9H18 020063-92-7 49
5 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 43

Abundance Scan2418(9065nnm VU059528.D\data.ms (-2409) (-) m/z 54.90 100.00%

54.9
70.0
97.0
5000 41.0
R EEEEEREREEa T
126 0 8.80 9.00 9.20 9.40
111.1
H_m_m_m“\‘wh‘m s m/z 70.e0 71.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13174: cis-2-Nonene
55.0
41.0
5000 700 L B L B L L B R
126.0 8.80 9.00 9.20 9.40
‘ 84.0 m/z 55.95 63.71%
98.0
H‘HH‘\H\‘\H\‘H\\‘\H‘\‘H\H“HH’\”H‘H?‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13170: cis-2-Nonene
55.0
R RRAREES S
410 8.80 9.00 9.20 9.40
5000 69.0 ITI/Z 69.00 63.61%
126.0
27.0 g3.0 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13243: trans-1,3-Diethylcyclopentane R R
55.0 8.80 9.00 9.20 9.40
970 m/z 97.00  62.92%
5000 41.0
70.0
il L /\/\
SN OSSO S P B L VA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@52924WMA.M Thu Jul 04 07:34:38 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.113  20.92 ug/L 236297  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 68
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

Abundance Scan 2433 (9.113 min): VU059528.D\data.ms (-2425) (-) m/z 43.00 100.00%
3.0

84.0
5000
57.0
A e A
‘ ‘ “ M 990 128.1 8.80 9.00 9.20 9.40
rprrrrprerrreii e e e M/z 83,95 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 L L B L I L BB
84.0 8.80 9.00 9.20 9.40
57.0 m/z 84.95 49.62%
29.0
0 ] \‘\‘ H‘ M‘ . 99.0 113.0128.0
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 #14554: Heptane, 2,3-dimethyl-
43.0
R A aBEs=sERA ARCRA
8.80 9.00 9.20 9.40
5000 m/z 40.90 36.00%
84.0
57.0
27.0
T M\ 99.0 113.0 128.0
A Aa L RaRREEE AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl- e RRREAREEEE S e
43.0 8.80 9.00 9.20 9.40
m/z 56.95 28.78%
5000
84.0
27.0 57.0
) \‘\‘ - H 99.0 113,0 128.0
vl T AR S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@52924WMA.M Thu Jul 04 07:34:38 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic9.158 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.158  28.03 ug/L 316568 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 83
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 83
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 81

Abundance Scan 2447 (9.158 min): VU059528[Ndmarns(2441)() m/z 111.00 100.00%
111,

69.0
55.0
5000 41.0
126.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
i 83.0 970 8.80 9.00 9.20 9.40
HW‘HW‘HWH‘¢M‘¢MH‘mhﬂumwwu_ww_u‘ﬂu‘wuw‘u m/z 69.00  90.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
63.0 111.0
55.0
5000 410 I L B R
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 64.54%
L
\\\’\\\\‘\\\\‘\\\\‘“\\\‘\‘\\\‘\\\‘\’\\\‘\“w”\\‘\\\‘\‘\\\\‘1\\\’\\\‘\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0 AR L0 h e
41.0 8.80 9.00 9.20 9.40
5000 ITI/Z 40.95 39.40%
27.0
126.0
10
H’le\‘H?1‘\\\1}\\H“\‘}\‘\‘H‘\M"H\‘\N\H‘\H‘\‘\H\‘!\H’H\‘\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13257: Cyclohexane, 1,3,5-trimethyl- A RARRARES TR e o
69.0 111.0 8.80 9.00 9.20 9.40
m/z 70.00 31.45%
55.0
5000 41.0
27.0 126.0
H ‘H L BOer0 |
e e e e e e R ERARESRRRRERNTAL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@52924WMA.M Thu Jul 04 07:34:38 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.203  24.66 ug/L 278514  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octane, 4-methyl- 128 C9H20 002216-34-4 91

2 Octane, 4-methyl- 128 C9H20 002216-34-4 90

3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 72

4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59

5 Octane, 4-methyl- 128 C9H20 002216-34-4 58

Abundance Scan 2461 (9.203 min): VU059528.D\data.ms (-2456) (-) 43.00 100.00%

43.0
85.0
5000 71.0
57.0

99011301280 8.80 9.00 9.20 9.40 9.60
H’\H\‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH ITIZ 85.00 56. 85/

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14533: Octane, 4-methyl-
43.0

5000 _“‘_“‘_“‘_“‘_‘
8.80 9.00 9.20 9.40 9.60

57.0 71.0 gs50 m/z 71.00 47.92%

29.0
HHH\H‘HHH“MHHH‘\HHHHHH\9\9.(\)\\]\-1-\3\.\\0\1\2\\8.9\\
miz-> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl-
43.0

8.80 9.00 9.20 9.40 9.60

5000 m/z 84.00 35.83%
85.0
290 570 71.0
,““““““
miz--> 10 20 30 40 50 60 70 80 90 100110120130 JNK$J\/V
Abundance #8627: Hexane, 3-ethyl- R A ABamna eSS
43.0 8.80 9.00 9.20 9.40 9.60

m/z 70.00  34.22%

5000 85.0

290 57.0 71.0 ‘
11 1140

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.332  50.90 ug/L 574840 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 86
2 Octane, 3-methyl- 128 C9H20 002216-33-3 86
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72

Abundance Scan 2501 (9.332 min): VU059528.D\data.ms (-2489) (-)
57.0

m/z 57.00 100.00%

5000
41.0
98.0
‘ M 710 | 1311281 9.00 9.20 9.40 9.60
H‘HH‘HH‘HH‘\H\‘\\H’H\‘\“‘\H\‘HH‘\H\‘\\H’HH‘\H\‘\\H m/z 49.95 27.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 LU B R L B
9.00 9.20 9.40 9.60
43.0 o
m/z 42.95 24.20%
29.0 710 98.0
150 | ‘ “ " | 113.0128.0
H‘HH‘HH‘HH‘\H\‘\\H’HH‘\H\‘HH‘\H\‘\\H’HH‘\H\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
S Y
9.00 9.20 9.40 9.60
m/z 56.00 23.57%
5000 43.0
29.0
98.0
71.0
L O oo
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘V‘H_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 w
Abundance #14559: Heptane, 2,5-dimethyl- e
57.0 9.00 9.20 9.40 9.60
m/z 98.00 18.38%
5000
71.0 99.0
27.0
] | 850 | 1301280 J\N
“_H‘_H‘_‘H_‘H_‘H,HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘ R S URRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60

SFAMULM@52924WMA.M Thu Jul
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 (DEL) Alkane: Cyclic9.557 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.557 19.25 ug/L 217434  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 94
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 94
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 90
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 81

Abundance Scan 2571 (9.557 min): VU059528.D\data.ms (-2561) (-) m/z 68.95 100.00%

69.0
55.0 111.0
5000 40.9
126.1
83.0 SSA :
H ‘ ‘97-0 9.50
H_H‘_H‘_H‘NH‘NH‘_AUﬂHwMM‘wmh_whluw‘mm‘u m/z 110.95  76.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 55.0 69.0
il fmeAJN
27.0 N
5000 T T T T T T I
83.0 126.0 9.50
m/z 55.00 74.85%
‘ 97.0
H‘\H\‘H}!‘\H}}HHiu‘l\‘\‘H‘\M“H\‘\“‘H\\‘H\M‘HHM\H‘\H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
55.0 N ‘
41.0 111.0 9.50
5000 m/Z 56.00 53.32%
83.0 126.0
27.0 ‘ ‘ 970
SN e S W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\/\/\
Abundance #13252: Cyclohexane, 1,1,2-trimethyl- R I
69.0 9.50
41.0 m/z 40.90 50.07%
55,0
111.0
5000
27.0
‘ 83.0 126.0
2 I\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 (DEL) Alkane: Cyclic9.660 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.660 42.29 ug/L 477632  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 60
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 50
3 5-Nonanol, pentafluoropropionate 290 C12H19F502 1000463-47-9 49
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 49
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 45

Abundance Scan 2603 (9.660 min): VU059528.D\data.ms (-2585) (-) m/z 68.95 100.00%

125.1
40.9
5000
97 o T T ‘ T T ‘ T
H | ‘ 9.50 10.00
H‘_H‘ymﬁW$w\MMMH‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH m/z 83.00  98.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
41.0
5000 \ 1 U
9.50 10.00
m/z 54.95  92.43%
”11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
= M
41.0 9.50 10.00
111.0
5000 m/z 125.10 69.34%
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #185754: 5-Nonanol, pentafluoropropionate A —=
69.0 9.50 10.00
m/z 40.90 52.39%
41.0
5000
119.0
15.0| ‘ ) ‘\h ‘ | 147.0175.0 2030 233.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic9.711 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.711 60.10 ug/L 678753  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 94
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 94
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 80
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 80
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 72
Abundance Scan 2619 (9.711 min): VU059528.D\data.ms (-2611) (-) m/z 97.00 100.00%
97.0
55.0
5000
41.0 69.0 126.1 N T
‘ ‘ ‘ 111.0 9.50 10.00
H‘HH‘H\\‘\H\“‘\‘H\‘\\1\‘H\‘HH\\“\H\’H‘\l‘H\\‘\H\’HH‘\\H m/z 55.06 71.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 = o~
9.50 10.00
41.0 69.0 126.0 m/z 40.95 17.56%
70 || | mo | o |
H‘HH‘H\‘\“\H\“UH\‘\‘\!\‘H\‘HH\ﬁ?\e’\\\1‘\\]\-\].“]\"\(\)\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
= T
9.50 10.00
5000 m/z 126.05 17.54%
41.0 690 126.0
27.0

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

Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- T —

97.0 9.50 10.00

55.0
m/z 69.00 17.30%
5000
41.0 690
126.0
L %0 | o BVIVAVIEN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic9.753 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.753  48.93 ug/L 552691 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 94
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 91
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 90
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 90
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87

Abundance Scan 2632 (9.753 min): VU059528. D\data ms (-2627) (-) m/z 97.00 100.00%
1.0

55.0
5000
69.0
N ‘ ‘ 125.1 9.50 10,00
111.0 : :
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
53.0 97.0
5000 — S
41.0 9.50 10.00
69.0 126.0 m/z 96.00  27.91%
27.0 ‘ ‘ ‘
H‘HH‘\H‘\“\H\‘“H\‘\‘\!\‘H\‘”H\\’F\B\R‘\\\1‘\\]\-\1-‘]\-\(\)\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-

55.0 97.0 /\
P Ly
9.50 10.00
5000 410 m/z 69.00 25.79%
27.0
‘ 69.0 126.0
@0 | o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) e -
97.0
55.0 9.50 10.00
m/z 40.95 23.45%
5000
41.0 690 126.0
o || mo |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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: Cyclic9.872 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.872  26.32 ug/L 297253  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 52
2 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 47
3 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10OH20 062238-04-4 46
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 45
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43

Abundance Scan 2669 (9.872 min): VU059528.D\data.ms (-2657) (-) m/z 69.00 100.00%

69.0
5000 40.9
111.0
P o
‘ ‘ 1 140.1 9.50 10.00
S e T wz saes 71.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
5000 9.50 10.00
98.0 m/z 80.95  58.34%
\1\5\-0‘\“\‘\\“‘\\‘\ ’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-> 20 40 60 80 100 120 140 160
Abundance #43522: 2-Undecene, 4-methyl-
69.0
= -
9.50 10.00
5000 410 m/z 69.95  45.73%
97.0
o ZN
m/z--> 20 40 60 80 100 120 140 160
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl- - I
69.0 9.50 10.00
m/z 40.90 42.67%
41.0
5000
97.0
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.949  12.29 ug/L 138825 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
2 Decane, 2-methyl- 156 C11H24 006975-98-0 59
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50

Abundance Scan 2693 (9.949 min): VU059528.D\data.ms (-2684) (-) m/z 56.95 100.00%
57.0

5000

-

S
‘11&0 10.00

\\\‘““\“1‘\\‘“‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.00 62'32%
m/z--> 0 50 100 150 200 250 300 350

Abundance #22072: Octane, 4-ethyl-

=

5000 T

10.00

m/z 70.95 37.82%
I \}

112.0

miz—> 0 50 100 150 200 250 300 350

—

Abundance #33086: Decane, 2-methyl-
43.0
e
10.00
5000 m/Z 40.90 32.91%
5.0
e
miz--> 0 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- o
57.0 10.00
m/z 85.00  21.93%
5000
9.0
15.0 | | | | | ;1410 189.0231.0273.0315.0  386.C
‘ — .

m/z--> 0 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc ¢ 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.013 144.77 ug/L 1635060 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
2 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 43
3 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 38
4 Heptane, 3-methyl- 114 C8H18 000589-81-1 38
5 Cyclopentane, butyl- 126 CSH18 002040-95-1 30

Abundance Scan 2713 (10.013 min): VU059528.D\data.ms (-2702) (- m/z 57.00 100.00%
57.0

a1l 85.0
5000
125.1
T
‘ H H 109.0 142.1 10.99
\\\\‘\\\\“‘1\‘\““\‘M\\”“‘\‘\\‘EH‘\\‘\.\‘\“\\\‘\'\\ m/Z 43.00 85.74%
miz--> 20 40 60 80 100 120 140
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000
10.00
27,0 m/z 85.00 61.13%
. H M\ \‘\ 69\H0 ‘\ 1140
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0
T
10.00
5000 700 m/z 55.00  59.35%
98.0
27,0 H
S O 1
miz--> 20 40 60 80 100 120 140
Abundance #15698: 1-Heptanol, 6-methyl- = I
41.0 69.0 10.00
m/z 69.00 54.37%
5000
15.0 97.0
e L uso A
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.113  43.60 ug/L 492425  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
3 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 46
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 46
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 43

Abundance Scan 2744 (10.113 min): VU059528.D\data.ms (-2738) (- m/z 57.00 100.00%
5

1.0
5000
410
97-0 T ‘ T T ‘ T
L Jlsio | 1130 1421 10.00 10'500
T B O S B R AAR AR e e EE SO m/z 43.00 64.52%
miz--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 o Lavas
410 10.00 10.50
m/z 71.00 53.85%
99.0
15.0 “ “\ \“\ | 83.0 L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 71.0
= =y
10.00 10.50
5000 ITI/Z 70.00 46.76%
27)0
‘ ‘ 99.0
e L1280
m/z--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl- = —
57.0 10.00 10.50
m/z 55.00 40.47%
5000
41.0
99.0
15.0 | ““ L | 830 | 126.0142.0
e e e e e = —
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.248 329.06 ug/L 3716550 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 91
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
Abundance Scan 2786 (10.248 min): VU059528.D\data.ms (-2769) (- m/z 57.00 100.00%
57.0
5000
“p M
o P
85.0 11‘3'1 e 10.00 10.50
el 242 s 91 00 67.41%
miz-> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 ot =l
10.00 10.50
410 " m/z 43.00  46.09%
‘ ‘ 85.0 3.0
\\]_\5\.()‘\‘\\\“‘\\\‘\“\\H}\‘{‘\\\‘\\1\‘\\\:\“4‘2\-0\\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
A N
10.00 10.50
5000 41,0 m/z 40.95 36.51%
113.0
BRI N P Y N -1
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- o T
57.0 10.00 10.50
m/z 56.00 34.65%
5000
4110 113.0
\‘ \‘\ “\ il 85\-0 | 142.0
el = e
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc ¢ 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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 23 (DEL) Alkane: Cyclicle.351 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.351 171.84 ug/L 1940800 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 91
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 90
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 87
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 87

Abundance Scan 2818 (10.351 min): VU059528.D\data.ms (-2810) (-

m/z 83.00 100.00%

83.0
55.0
5000
126.1 = =
38,9 10.00 10.50
Y O 142.0 g
R ‘uﬂ"w“w\“‘u““ﬂ““u““n ‘ m/z 55.00 69.28%
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000 T ——
10.00 10.50
270 126.0 m/z 82.00 58.84%
\\\‘\H\\“H\\\“!“\‘}“\\“!‘\\9\‘8"0\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
10.00 10.50
5000 ITI/Z 41.00 34.05%
3000 126.0
S . A
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl- — T
83.0 10.00 10.50
55.0 m/z 67.00 21.28%
5000
126.0
29.0
‘““H"Mh‘NL“MM‘pl“‘]“““u“““ B A
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.553 215.14 ug/L 2429890  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
3 Butyl decyl ether 214 C14H300 1000406-40-2 43
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 43
5 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 38
Abundance Scan 2881 (10.553 min): VU059528.D\data.ms (-2865) (- m/z 57.00 100.00%
57.0
- M
‘ 98.0 v ‘
10.50
123.0
,37-,“&,79,*#142'1 m/z 42.95 59.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 LAV :
10.50
m/z 41.00 34.69%
‘ 84.0
\\\\’\\\\"M T ’\\‘H\ T ’ U\ T \H‘ \1\1\3\.?\ L ‘]-\s\q.\()‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
N T
10.50
5000 m/z 70.95 28.00%
27.0 98.0
‘ “ I m 779, “ 123.0142.0
e e
miz--> 20 40 60 80 100 120 140 160
Abundance #92364: Butyl decyl ether T ‘
57.0 10.50
m/z 56.00 24.69%
5000
290 83.0
: 112.0  140.0
N AN S 1 20 S
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.618 41.41 ug/L 2474400 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 53
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
Abundance Scan 2901 (10.618 min): VU059528.D\data.ms (-2895) (- m/z 57.00 100.00%
57.0
5000
41)0 98.0
P =
10.50 11.00
83.0 ‘ 125.1 140,
S u‘!u LS ST 20 4300 47.74%
m/z--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 O e
410 10.50 11.00
m/z 71.00 46.35%
‘ ‘ 99.0
\]-\5\.()‘\‘\\\‘i‘\\\‘l“\\‘\ \8‘3\.()\\\‘\\\‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
e —F
10.50 11.00
5000 m/z 70.00 43.41%
41.0
98.0
1
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl- —— T
57.0 10.50 11.00
m/z 41.00 26.92%
5000
4110
99.0
260 . li 7RO LAV -
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_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Cyclooctene, 3-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.692 5.95 ug/L 355780 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 58
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 52
3 Propylidencyclohexane 124 C9H16 002129-93-3 46
4 3-Dodecyne 166 C12H22 006790-27-8 46
5 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 46

Abundance Scan 2924 (10.692 min): VU059528.D\data.ms (-2917) (- m/z 67.00 100.00%
67.0

81.0

5000 40.9 950 111.0
125.1

‘ ‘ ‘ 140.1
s m“\ \‘ W\ M WM A

T —
10.50 11.00
m/z 69.00 71.68%

m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #12161: Cyclooctene, 3-methyl-
67.0 81.0
41.0
5000 - o
96.0 10.50 11.00
27.0 124.0 m/z 81.00 67.11%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12142: 3-Octyne, 2-methyl-
67.0
e o
82.0 10.50 11.00
5000 m/z 81.95 66.92%
41.0
‘ ‘ 109.0 124.0
\‘uu‘uu‘i1‘\H,H‘H‘\,u‘;!‘,m‘q ‘m‘mWu\“\m‘\!u_m_m‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12152: Propylidencyclohexane =t —
67.0 81.0 10.50 11.00
m/z 55.00 50.10%
41.0
5000
95.0 124.0
109.0
et — ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 27 (DEL) Alkane: Cyclic10.804 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.804 39.04 ug/L 2332320 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 58
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 58
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 52
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 50
5 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30 000554-01-8 46

Abundance Scan 2959 (10.804 min): VU059528.D\data.ms (-2953) (- m/z 69.00 100.00%

69.0
1251
5000 41.0
‘ STO P F
140.1 10.50 11.00
"Wm‘;“m‘mw!“ ““H!Mu‘!“‘ll‘o;'(?,HH‘JH m/z 70.00  81.49%
miz--> 20 40 60 80 100 120 140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 T ‘ T T ‘ T
125.0 10.50 11.00
k 84.0 m/z 125.10 78.44%
140.0
26' T T \“\“ \M‘\ T T T \“ T \‘\ T ’ \‘\ T " T
miz--> 20 40 60 80 100 120 140
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
R s
10.50 11.00
5000 ITI/Z 55.00 58.18%
84.0 140.0
miz--> 20 40 60 80 100 120 140
Abundance #20698: 2-Octene, 2,6-dimethyl- T —
69.0 10.50 11.00
m/z 41.00 46.25%
41.0
5000
140.0
84.0
‘ ‘ H 111.0
\\\‘Z\G‘Xb\\‘H\H‘w“\M\“H‘\H“H‘H,HH,‘H T T
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_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.949 14.67 ug/L 876662 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 47
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 46
3 Cyclohexane, 1-methyl-4-(1- methy... 140 C1eH20 006069-98-3 46
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46
5 6-Methyl-bicyclo[4.2.0]octan-7-one 138 C9H140 1010193-87-2 46

Abundance Scan 3004 (10.949 min): VU059528.D\data.ms (-2996) (- m/z 55.00 100.00%
97.0

55.0
5000
123.1 LN
H 7ghb ‘ 140.1 11.00
HH"“37‘}Hu“:_‘m“_wm‘Hh“wml”” m/z 97.00  99.80%
miz--> 20 40 60 80 100 120 140
Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester
55.0
97.0
5000 R
11.00
290 m/z 81.00  74.26%
\\\\‘\H‘\\‘\\ “J \“\“\7\9“9\ \‘! ‘\\\\‘\\\]-\4‘1\0\\\
m/z--> 60 80 100 120 140
Abundance #20782. Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0 |
11.00
5000 m/z 96.00 45.13%
27.0
‘ | 140.0
HH_:HuHuu“‘u\\zgﬁ?‘Hw_ml‘zspw1‘“
m/z--> 60 80 100 120 140
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- ——
55.0 97.0 11.00
' m/z 41.00 28.67%
5000
260 ‘ ‘ 140.0
B0 e o | N
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Carbonic acid, allyl cycloh... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.013 14.60 ug/L 872597 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, allyl cyclohexylm... 198 C11H1803 1000357-80-7 59
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 38
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-31-2 38
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 38
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 38

Abundance Scan 3024 (11.013 min): VU059528.D\data.ms (-3017) (-  m/z 105.00 100.00%

55.0 105.0
81.0
5000 41.0
’ 120.0
T
bl
W‘Hw‘uww‘wﬂﬂwmhﬂ‘u‘ﬁu‘ 1_Mkkumwwu_uiﬁu“ m/z 55.00 87.73%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #73393: Carbonic acid, allyl cyclohexylmethyl ester
55.0 810 97.0
5000 41.0 s ‘
11.00
m/z 97.00 85.22%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
R
11.00
5000 m/z 81.e0  75.28%
41.0
81.0
27.0 ‘ 140.0
wHﬂh‘Hw‘HWHH‘_HJMH‘_MHV‘JM‘H,HH‘H‘WH‘ﬂH‘W
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19566: Cyclopentane, 1,3-dimethyl-2-(1-methylethenyl)- e ‘
81.0 11.00
m/z 96.00 71.63%
67.0
5000
41.0 96.0
i L o
TR | R 1 \
WH‘w‘Hw‘uw‘H‘_H‘_H‘_‘HM‘HM‘H,HH‘H‘WH‘WH‘W —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 30 (DEL) Alkane: Cyclic11.058 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.058 33.13 ug/L 1979540 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 87
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 87
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 81
4 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 78
5 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 78

Abundance Scan 3038 (11.058 min): VU059528.D\data.ms (-3032) (-  m/z 97.00 100.00%
97.0

55.0
5000
R \
A YO
mW“37"‘”“““”‘”JHH‘WM‘WHWH m/z 55.00  75.58%
m/z--> 20 40 60 100 120 140
Abundance #13267: Cydohexane 1-ethyl-2-methyl-
55.0 91.0
5000 S ‘
11.00
m/z 69.00 25.28%
29.0 ‘ ‘ 126.0
\\\\‘\\\\‘H\\\‘!“\“‘779\\\\“\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140
Abundance #20744 Cyclohexane, 1-methyl-2-propyl-
55.0 97.0
T \
11.00
5000 m/z 40.90 22.24%
29-0‘ ‘ 140.0
e 0 £ N N
miz-> 20 40 60 80 100 120 140
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl- ——
55.0 97.0 11.00
m/z 56.00 16.58%
5000
27.0
H Ao a0 N
miz--> 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.412  55.89 ug/L 3339590 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 86
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
Abundance Scan 3148 (11.412 min): VU059528.D\data.ms (-3141) (- m/z 71.00 100.00%
71.0
43.0
5000
—
H 0 11\3.1 156.1 1150
bl PLO | 1840 1561 . 57 00 75.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 R
11.50
m/z 43.00 71.96%
b ‘ 112.0
\\\‘2\6"\\\“‘\\\‘1“\\‘}\“H\\\‘\\\‘\‘\\\\‘\\1\15\6.‘()\
miz--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-
57.0
—
11.50
5000 m/z 70.00 37.82%
29.0
| ‘ gso 1130
e e el 1420
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl- —
43.0 71.0 11.50
m/z 41.00 31.43%
5000
‘ ‘ 112.0
150 | Wb asso s
m/z--> 20 40 60 80 100 120 140 160 11.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

kK ok K ok ok ok Kok K K

Peak Number

R.T. E

11.566 9

Hit# of 5
1 Nonane, 3
2 Decane, 3
3 Octane, 5
4 Sulfurous
5 Undecane,

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62624\

: VU@59528.D

: 26 Jun 2024 16:51

: MD/SY

: P2962-04 10X

: 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

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

5k 5k 3 5K ok 3 5K 5k 3 5K ok 3 5K 5k 3 5K 5k 3 5k 5k 3 5k 5k 3k 5K 5k 3 5k 5k 3k 3k 5k 3k 5k 5k 3k 3k >k 3k 5k >k 3 5k >k 3k >k >k 5k 3k >k 5k >k Kk Kk kK
32 (DEL) Alkane: Straight-Chai... Concentration Rank 29

stConc Area Relative to ISTD R.T.

.96 ug/L 594872 1,4-Dichlorobenzene-d4 11.807

Tentative ID MW MolForm CASH# Qual

»7-dimethyl- 156 C11H24 017302-32-8 81

,8-dimethyl- 170 C12H26 017312-55-9 64
-ethyl-2-methyl- 156 C11H24 062016-18-6 59
acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53
3,9-dimethyl- 184 C13H28 017301-31-4 53

Abundance Scan 3196 (11.566 min): VU059528.D\data.ms (-3190) (- m/z 57.00 100.00%
57.0

- T ¥fuxvﬂﬁm“\ﬂj\ngbﬂvA~
T T \
39 ‘ 127.1 11.50
el ll L Jrog0 184 51 e 72.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 W
85.0 :
29.0 m/z 43.60  57.40%
‘ 127.0
\\‘\‘\\\“H\\hﬂ‘\\“}\‘\‘\\\“\\\\‘\“\\\’\\1\5\6.‘0\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl-
57.0
T \
11.50
5000 85.0 m/z 85.60  44.34%
1130 1410
‘ R A 170.0
ettt
m/z--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl- — ‘
43.0 11.50
m/z 40.95 41.92%
71.0
5000
127.0
210l |y L0, T 1560 v
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_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 33 (DEL) Alkane: Cyclicl1l.708 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.708 29.13 ug/L 1740240 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 87
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 78
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 78

Abundance Scan 3240 (11.708 min): VU059528.D\data.ms (-3233) - m/z 83.00 100.00%

83.0
55.0
5000
140.1 T P
38{9 | H 1120 11.50 12.00
S “ﬂﬂu‘Mn‘nlﬁ‘w‘!“ﬁ“‘el““‘ L m/z 82.00 63.60%
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 = =
11.50 12.00
m/z 55.00 63.27%
29.0 140.0
T ’ \‘\‘\ \“H\ T \“!“ \‘}M\ T “1 T \9!8‘0\]71!3\.0‘ L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
—— —
11.50 12.00
5000 ITI/Z 40.95 26.66%
29.0 140.0
140 1 M Al “Mu ol O
m/z--> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl- T T
83.0 11.50 12.00
55.0 m/z 67.00 22.91%
5000
20.0 140.0
SN O N SO A S sl e
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.891 50.00 ug/L 2987440 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3297 (11.891 min): VU059528.D\data.ms (-3286) (-  m/z 105.00 100.00%

105.0
5000
510 77.0 1210 11.50 12.00
Y RS it AT [N A | O e .5 S m/z 120.00  42.37%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000
11.50 12.00
=0 m/z 77.00 11.69%
51.0 ’ 121.0
T \’2\7\-(\)\“ T \“P\““\‘\ T \‘M‘ T \‘\ T ‘M‘\ \‘\“‘\'\ T ‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
— —
11.50 12.00
5000 ITI/Z 119.00 9.78%
39.0 77.0 121.0
A50 bR h LA
m/z--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 91.00 9.74%
) M
77.0
39.0 121.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Benzene, 2-propenyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.090 14.18 ug/L 847092 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 91
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 70
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 55
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
Abundance Scan 3359 (12.090 min): VU059528.D\data.ms (-3351) (-  m/z 117.00 100.00%
117.0
5000
91.0 133.9
38.9 69.0 ‘ 12.00
R “‘u “‘\‘U‘““H“uu““““ Mo il Lo 1921y 119,00 67.88%
miz--> 20 60 80 100 120 140 160
Abundance #10192.Benzene,24xopenyh
117.0
5000
91.0 12.00
-~ 65.0 m/z 105.00 63.51%
\\\‘\\\\“"\\“1\““\‘\\\H‘\\M\“‘\\\M‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
12.00
5000 1340 m/Z 118.09 59.38%
77.0
0 m,« g J bl L
miz--> 20 60 80 100 120 140 160
Abundance #10193:Benzene,l1wopenyh P ‘”}A
117.0 12.00
m/z 114.95  40.29%
5000
91.0
51.0 ‘
SN O Ve Y N | E—
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\

Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMB52924WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 36 (DEL) Alkane: Cyclic12.923

Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
12.923 7.37 ug/L 440622  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59

Abundance Scan 3618 (12.923 min): VU059528.D\data.ms (-3611) (-

m/z 83.00 100.00%

55.0
5000
—
154.1 13.00
10‘5"0 125.1 ‘ o
R R R m/z 82.00 68.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
55.0
5000 ide
m/z 55.00 61.98%
29.0 154.0
\\\‘\‘\‘\\““\\\“1“\‘}“\\“1\\\“]\-%:!“\0‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 —
13.00
5000 ITI/Z 40.95 31.45%
29.0 154.0
o woamo
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl- T
55.0 83.0 13.00
m/z 67.00  26.53%
5000
29.0 154.0
e T e
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 o-Cymene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.444 8.56 ug/L 511390 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 81
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 76
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 76
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 74

Abundance Scan 3780 (13.444 min): VU059528.D\data.ms (-3772) (- m/z 119.00 100.00%
0

119.
5000
91.0
38.9 64.9 13.50
““H"W‘HWMHWM‘WW01WHN“ M‘}é%%““ m/z 134.00 40.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
5000 T
91.0 13.50
m/z 117.00 34.12%
39.0 650
\1\5‘\.?\‘\ T \"‘\ \“i‘\“‘h‘\ T \‘H‘ ity “H‘\ \‘M T [T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7
13.50
5000 ITI/Z 90.95 18.97%
91.0
EQQ‘H%%Pm‘?ﬁR‘“WM‘W‘NH“‘u_““H“
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- —
119.0 13.50
m/z 114.95 17.06%
5000
390 91.0
: 65.0
E??\H\"V\W\ﬁN\JM\\wwW\\Mlu\h‘\\\w\\\\ —
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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 Azulene Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.084 3.76 ug/L 224504  1,4-Dichlorobenzene-d4 11.807
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 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3979 (14.084 min): VU059528.D\data.ms (-3972) (-  m/z 128.00 100.00%
128.0
5000 j\\
RN \
g 509 640 768 1020 I 14.00
ot e e ey M/z 126,95 13.81%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13686: Naphthalene
128.0
5000 WSV e ‘
14.00
m/z 129.00 10.51%
st 6t0 770 120
\‘\\H‘\H\‘\\Hi\\H‘\\H‘\“M‘HH‘HH“HH‘HH‘H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene J\
128.0
14.00
5000 m/z 102.00 8.36%
51.0 24.0 102.0
e B0 ey 82O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene A Pty
128.0 14.00
m/z 126.00 7.35%
5000
51.0 64.0 102.0
e B el A g L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59528.D

Acqg On : 26 Jun 2024 16:51

Operator : MD/SY

Sample : P2962-04 10X

Misc : 4.31g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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|
unknown-01 1.814 11.7 ug/L 102163 1 6.242 437902 50.0
(DEL) Alkane: C.. 8.235 4.0 ug/L 45074 2 9.412 564725 50.0
(DEL) Alkane: S.. 8.531 3.2 ug/L 35670 2 9.412 564725 50.0
(DEL) Alkane: S.. 8.756 6.6 ug/L 74867 2 9.412 564725 50.0
(DEL) Alkane: C.. 8.859 10.0 ug/L 113061 2 9.412 564725 50.0
(DEL) Alkane: C.. 8.920 24.1 ug/L 272000 2 9.412 564725 50.0
(DEL) Alkane: S.. 9.065 4.3 ug/L 48533 2 9.412 564725 50.0
(DEL) Alkane: S.. 9.113 20.9 ug/L 236297 2 9.412 564725 50.0
(DEL) Alkane: C.. 9.158 28.0 ug/L 316568 2 9.412 564725 50.0
(DEL) Alkane: S.. 9.203 24.7 ug/L 278514 2 9.412 564725 50.0
(DEL) Alkane: S.. 9.332 50.9 ug/L 574840 2 9.412 564725 50.0
(DEL) Alkane: C.. 9.557 19.3 ug/L 217434 2 9.412 564725 50.0
(DEL) Alkane: C.. 9.660 42.3 ug/L 477632 2 9.412 564725 50.0
(DEL) Alkane: C.. 9.711 60.1 ug/L 678753 2 9.412 564725 50.0
(DEL) Alkane: C.. 9.753 48.9 ug/L 552691 2 9.412 564725 50.0
(DEL) Alkane: C... 9.872  26.3 ug/L 297253 2 9.412 564725 50.0
(DEL) Alkane: S.. 9.949 12.3 ug/L 138825 2 9.412 564725 50.0
(DEL) Alkane: S.. 10.013 144.8 ug/L 1635060 2 9.412 564725 50.0
(DEL) Alkane: S.. 10.113 43.6 ug/L 492425 2 9.412 564725 50.0
(DEL) Alkane: S.. 10.248 329.1 wug/L 3716550 2 9.412 564725 50.0
(DEL) Alkane: C.. 10.351 171.8 ug/L 1940800 2 9.412 564725 50.0
(DEL) Alkane: S.. 10.553 215.1 ug/L 2429890 2 9.412 564725 50.0
(DEL) Alkane: S.. 10.618 41.4 ug/L 2474400 3 11.807 2987440 50.0
Cyclooctene, 3- 10.692 6.0 ug/L 355780 3 11.807 2987440 50.0
(DEL) Alkane: C... 10.804 39.0 ug/L 2332320 3 11.807 2987440 50.0
unknown-02 10.949 14.7 wug/L 876662 3 11.807 2987440 50.0
Carbonic acid, ... 11.013 14.6 ug/L 872597 3 11.807 2987440 50.0
(DEL) Alkane: C 11.058 33.1 wug/L 1979540 3 11.807 2987440 50.0
(DEL) Alkane: S 11.412 55.9 ug/L 3339590 3 11.807 2987440 50.0
(DEL) Alkane: S 11.566 10.0 ug/L 594872 3 11.807 2987440 50.0
(DEL) Alkane: C... 11.708 29.1 wug/L 1740240 3 11.807 2987440 50.0
Benzene, 1,2,3-... 11.891 50.0 ug/L 2987440 3 11.807 2987440 50.0
Benzene, 2-prop... 12.090 14.2 ug/L 847092 3 11.807 2987440 50.0
(DEL) Alkane: C... 12.923 7.4 ug/L 440622 3 11.807 2987440 50.0
o-Cymene 13.444 8.6 ug/L 511390 3 11.807 2987440 50.0
Azulene 14.084 3.8 ug/L 224504 3 11.807 2987440 50.0
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