LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: VU@59379.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 87 95 107 rBV 53799 62958 2.34% 0.394%
2 1.772 140 150 157 rBV3 14585 20772 0.77% 0.130%
3 1.904 183 191 207 rBV 47174 65430 2.43% 0.410%
4 2.560 382 395 409 rBV 88801 144648 5.38% 0.906%
5 2.653 422 424 434 rVB2 245 350 0.01% 0.002%
6 2.782 460 464 467 rVWV 509 433  0.02% 0.003%
7 2.981 521 526 533 rVB2 379 509 0.02% 0.003%
8 3.039 533 544 558 rBV2 8435 16446 0.61% 0.103%
9 3.409 654 659 662 rBvV2 326 291 0.01% 0.002%
106 3.473 675 679 684 rBvV2 411 460 0.02% 0.003%
11 3.711 748 753 758 rBV2 262 275 0.01% 0.002%
12 4.431 971 977 981 rBV2 357 400 0.01% 0.003%
13 4.515 998 1003 1011 rVB 237 292 0.01% 0.002%
14  4.615 1025 1034 1070 rBV 55469 142169 5.29% 0.890%
15 4.872 1111 1114 1119 rVB2 444 349 0.01% 0.002%
16 5.055 1151 1171 1192 rBV 91804 206858 7.70% 1.295%
17 5.396 1273 1277 1284 rVB2 259 3106 0.01% 0.002%
18 5.434 1284 1289 1293 rBV2 271 276 0.01% 0.002%
19 5.717 1351 1377 1403 rBV2 183019 503941 18.75% 3.155%
20 5.859 1418 1421 1425 rBV2 411 353 0.01% 0.002%
21 5.981 1455 1459 1464 rBV2 312 336 0.01% 0.002%
22 6.106 1492 1498 1500 rBV 319 322 0.01% 0.002%
23 6.241 1526 1540 1563 rBV 269875 526194 19.57% 3.295%
24  6.405 1589 1591 1594 rVB2 542 291 0.01% 0.002%
25 6.528 1620 1629 1642 rVB6 3833 7628 0.28% 0.048%
26 6.685 1665 1678 1708 rVV 117188 233639 8.69% 1.463%
27 7.193 1830 1836 1838 rBV2 1224 1271 0.05% ©0.008%
28 7.315 1869 1874 1881 rVB2 315 505 0.02% 0.003%
29 7.492 1922 1929 1937 rBVS5S 1754 2862 0.11% 0.018%
30 7.563 1940 1951 1969 rW 56441 99404 3.70% 0.622%
31  7.627 1969 1971 1974 rVvv3 747 560 0.02% 0.004%
32 7.653 1975 1979 1985 rVV5 1488 1813 0.07% 0.011%
33 7.704 1988 1995 1999 rVv4 943 1372 0.05% 0.009%
34  7.727 1999 2002 2012 rVB4 416 535 0.02% 0.003%
35 7.852 2032 2041 2042 rBV4 3232 3742 0.14% 0.023%

36 7.894 2043 2054 2077 rVB 204621 363638 13.53% 2.277%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 8.132 2120 2128 2133 rBV7 2332 3165 0.12% 0.020%
38 8.177 2133 2142 2153 rBV 37875 63191 2.35% 0.396%
39 8.354 2192 2197 2198 rBV2 669 538 0.02% 0.003%
40 8.367 2198 2201 2208 rVB4 1471 1626 0.06% 0.010%
41  8.463 2224 2231 2239 rBV5 1109 1867 ©0.07% 0.012%
42 8.531 2244 2252 2253 rBV4 2783 2517 0.09% 0.016%
43 8.627 2272 2282 2313 rBV2 149624 295379 10.99% 1.849%
44  8.756 2317 2322 2328 rVWV2 4493 5319 0.20% 0.033%
45  8.859 2347 2354 2363 rVB3 12780 20380 0.76% 0.128%
46 8.920 2364 2373 2382 rBV3 25978 42079 1.57% 0.263%
47  9.068 2410 2419 2425 rBV5 4484 7283 0.27% 0.046%
48 9.116 2425 2434 2440 rVV2 25108 37498 1.39% 0.235%
49 9.161 2441 2448 2455 rVV3 29492 47796 1.78% 0.299%
50 9.209 2455 2463 2476 rVB3 60341 102075 3.80% 0.639%
51 9.331 2490 2501 2511 rBV2 71128 114128 4.25% 0.715%
52 9.412 2515 2526 2541 rBV 406844 682551 25.39% 4.274%
53 9.556 2562 2571 2585 rVB6 24420 47243 1.76% 0.296%
54 9.663 2585 2604 2610 rBV7 38372 94618 3.52% ©.592%
55 9.711 2611 2619 2626 rBV2 84917 132480 4.93% 0.830%
56 9.872 2657 2669 2682 rBV9 28383 68664  2.55% 0.430%
57 9.949 2685 2693 2701 rBV4 20452 36357 1.35% 0.228%
58 10.016 2703 2714 2727 rBV6 183465 422797 15.73%  2.647%
59 10.113 2738 2744 2754 rBV2 102578 141723 5.27% 0.887%
60 10.248 2775 2786 2799 rBV2 544420 995958 37.05% 6.236%
61 10.351 2810 2818 2825 rBV3 318694 548956 20.42% 3.437%
62 10.553 2866 2881 2889 rBV6 318980 726044 27.01% 4.546%
63 10.618 2897 2901 2907 rBV 287222 298978 11.12% 1.872%
64 10.753 2935 2943 2951 rBV2 496080 739488 27.51% 4.630%
65 10.900 2983 2989 2995 rBV 77308 109689 4.08% 0.687%
66 11.016 3018 3025 3031 rBv4 203089 314446 11.70%  1.969%
67 11.058 3033 3038 3050 rVB3 347825 535874 19.93%  3.355%
68 11.412 3141 3148 3155 rBV 670610 884949 32.92% 5.541%

69 11.463 3155 3164 3188 rVB 1474104 2688162 100.00% 16.832%

70 11.569 3190 3197 3202 rBV3 85828 136781 5.09% ©.856%
71 11.708 3233 3240 3248 rBV2 330579 435851 16.21% 2.729%
72 11.891 3286 3297 3313 rVB 568117 1174827 43.70% 7.356%
73 12.093 3351 3360 3376 rBV2 111905 218076  8.11% 1.365%
74 12.187 3378 3389 3406 rVB4 456281 965328 35.91% 6.044%
75 12.463 3467 3475 3478 rBV 77468 109819 4.09% ©.688%

76 12.675 3532 3541 3561 rVB4 49810 151163 5.62% ©.946%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 12.923 3611 3618 3625 rBV5 24691 43571 1.62% ©0.273%
78 13.347 3745 3750 3759 rVBS8 3118 5431 0.20% 0.034%
79 13.402 3760 3767 3770 rVWV7 3953 5375 0.20% 0.034%
80 13.447 3771 3781 3797 rVB5 27981 59235 2.20% 0.371%
81 13.624 3829 3836 3851 rVB5S 5470 11881 0.44% 0.074%
82 13.778 3880 3884 3885 rBV2 679 498 0.02% 0.003%
83 13.836 3894 3902 3909 rBV8 2832 4423 0.16% 0.028%
84 14.042 3963 3966 3968 rBV2 622 409 0.02% 0.003%
85 14.096 3976 3983 3998 rVB2 5748 10452 0.39% 0.065%
86 14.174 4005 4007 4012 rVB4 758 550 0.02% 0.003%
87 14.260 4032 4034 4037 rBV2 524 364 0.01% 0.002%
88 14.447 4087 4092 4099 rVW4 1288 1530 0.06% 0.010%
89 14.486 4102 4104 4108 rVB2 470 315 0.01% 0.002%
990 14.669 4158 4161 4168 rVB4 487 432 0.02% 0.003%
91 14.932 4239 4243 4247 rBV2 358 447 0.02% 0.003%
92 15.264 4343 4346 4348 rBV2 635 360 0.01% 0.002%
93 15.379 4379 4382 4384 rBV 596 344 0.01% 0.002%
94 15.402 4385 4389 4393 rVVv3 1247 1189 0.04% 0.007%
95 15.643 4461 4464 4468 rBV2 518 423 0.02% 0.003%
96 15.688 4476 4478 4482 rVB 517 336 0.01% 0.002%
97 15.794 4508 4511 4517 rVB5 549 515 0.02% 0.003%
98 16.157 4622 4624 4626 rBV2 676 331 0.01% 0.002%
99 16.289 4658 4665 4672 rBV8 2293 4134 0.15% 0.026%
100 16.875 4844 4847 4849 rBV3 1289 917 0.03% 0.006%
Sum of corrected areas: 15970757
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62024\

: VU@59379.D

: 20 Jun 2024 14:49

: MD/SY

: P2856-07DL 40X

: 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 16

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: VU059379.D\data.ms

6.241
5.717
2.560 5.055

6.68

1.59 4615
5-1712904 /o.63378223989  3.2093 3.711 4ca15 ~ 4872 [\ 553884 5.8598110§ | 6.46528) |

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\W\T" T\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\ ‘\H‘!TF\TF‘\H‘VTV_V_V_F‘\TV_THH’—FWWWH TITa

Time-->

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

Time-->

O,

TIC: VU059379.D\data.ms

11.463

11.44

11.891

10.618753

10.248 11.058

11.70

9.412

7.894 10

8.627

7-@&3%@%@@5&@%@%@&?&8@%?@ o 88fi0 arje

7.50 8.00 8.50 9.00 9.50 10.00

9.711

— — — \
7.00 10.50 11.00 11.50 12.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VU059379.D\data.ms

12.46
16.875

Time-->

16.50

2.67
°12.923 1353148 6227 2364 49967260414961.66914.932 15 MBI 5HEBIOL  16.157289
T ‘ T T T T ‘ T T T T - T T T ‘ T T T ‘ L I T ‘ T T T T

T ‘ T T T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 2 (DEL) Alkane: Cyclic8.920 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.920 3.08 ug/L 42079 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
Abundance Scan 2373 (8.920 min): VU059379.D\data.ms (-2364) (-) m/z 111.00 100.00%
111.0
69.0
5000 55.0 /\
40.9 83.0 SRS\ WY " S
8.60 8.80 9.00 9.20
968 126.0
Obrrprrrrprrrrprrr el e m/z 69.00  76.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 AN,/\“
41.0 83.0 8.60 8.80 9.00 9.20
' m/z 54.95 40.74%
27.0 ‘ ‘
O H‘HH‘\H‘\“\H\“E‘H\‘\‘H\‘H\MlHH’HH‘HH‘\\HHH\‘]-\Z\}G\.‘O\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
8.60 8.80 9.00 9.20
5000 a1.0 950 m/z 55.95 24.11%
270
Il ‘ ‘ Il ‘ 126.0
0 H‘mwmWm"m‘HHWw“m,uwmwHmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /L
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e P
69.0 111.0 8.60 8.80 9.00 9.20
m/z 82.95 23.71%
5000 41.0 55.0
83.0
270
0 ‘ ‘\ 1l ‘ 97.0 | 1260 A
H_H‘_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘ P YT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.116 2.75 ug/L 37498 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
3 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
5 1-Octene, 4-methyl- 126 CSH18 013151-12-7 53

Abundance Scan 2434 (9.116 min): VU059379.D\data.ms (-2425) (-) m/z 42.95 100.00%

43.0
84.0
5000 q«A\A

\\‘\\\V‘\\\\‘\\\\‘\\\\‘

| 1261 8.809.009.209.40
“‘_"":‘u"H‘wwu““w““:““w“““ m/z 84.00 67.70%

m/z--> 20 60 80 100 120 140 160
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
5000

8.80 9.00 9.20 9.40

o

84.0
m/z 85.00 53.24%
0\\\‘\H\\“‘{\\‘\%‘2.\0\“‘\\‘\\\\‘\\\\‘J-\z\g\o\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14543: Heptane, 2,3-dimethyl-
43.0 ﬂ
H_m_m_uwm‘
8.80 9.00 9.20 9.40
m/z 40.95 38.81%
5000 84.0
0l 150 | I H‘es.d 128.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #45510: Decane, 5,6-dimethyl- R A RRBARSEEEESRTE
43.0 8.80 9.00 9.20 9.40

m/z 54.95 35.66%

5000 84.0
0 Al WGSﬂ‘ 130 1410 1700 pAﬂJk\

m/z--> 200 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 4 (DEL) Alkane: Cyclic9.161 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.161 3.50 ug/L 47796  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
Abundance Scan 2448 (9.161 min): VU059379.D\data.ms ( 2441) (-) m/z 111.00 100.00%
69.0 111.
55.0
5000 40.9
’ 126.0 A
e aEa S R
w 8F9 8.80 9.00 9.20 9.40
0 m,mwww\‘MM\H‘M,MWH“HM_HMlm,‘l”,m m/z 68.95  96.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 41.0 N\‘HH‘HH’HH‘HH‘\
126.0 8.80 9.00 9.20 9.40
97.0 m/z 54.95 69.59%
27.0 ‘ 83,0 ‘
0 \H’HH‘H\H‘HH‘“\H‘\‘H‘\‘\H‘\"\H‘\‘w‘\H‘HH‘HH‘EH\’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
6.0 111.0
pat \‘\\\\‘\\\\’\\\\‘\\\\‘\
55.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 40.90 37.14%
126.0
W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. AR A R ARERE R RS
69.0 111.0 8.80 9.00 9.20 9.40
55.0 m/z 69.95 31.91%
41.0
5000
21.0 126.0
I 0 LN
97.0
0 m,mwmwH“‘m‘h‘wm‘l,‘mwH‘Hmw‘lm,w,m /‘\NHWH,HH_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 15
R.T. EstConc Area Relative to ISTD R.T.
9.209 7.48 ug/L 102075 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 59
2 Octane, 2-methyl- 128 C9H20 003221-61-2 59
3 Octane, 4-methyl- 128 C9H20 002216-34-4 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 53
Abundance Scan 2463 (9.209 min): VU059379.D\data.ms (-2455) (-) m/z 42.95 100.00%
43.0
5000 57.0 71.0
85.0
REARRREEESE TS SRR
H 98.0 113.0126.0 8.80 9.00 9.20 9.40 9.600
0 WH‘W‘H‘_‘H‘MH‘H‘W‘Huw‘u‘uu‘u‘w‘u‘_‘uw‘u m/z 56.95 49.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
5000 /\‘T\H‘HH‘HH’HH‘H
84.0 8.80 9.00 9.20 9.40 9.60
57.0 m/z 70.95 48.01%
27.0 710
0 ol 99.0 113.0 128.0
\‘\\\\‘\\H‘\H\‘\f\f‘HH‘\\\\’\1\\‘HH‘\H\‘\H\‘H\\‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
“m‘u“u“u‘w“u“
85.0 8.80 9.00 9.20 9.40 9.60
5000 ' m/z 40.95 46.65%
113.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 w
Abundance #14529: Octane, 4-methyl- AR
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00  31.21%
5000 71.0 85.0
29.0
98.0 128.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 14
R.T. EstConc Area Relative to ISTD R.T.
9.331 8.36 ug/L 114128 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 80
2 Octane, 3-methyl- 128 C9H20 002216-33-3 80
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
4 Heptane, 4-(1-methylethyl)- 142 C1OH22 052896-87-4 64
5 Octane, 3-methyl- 128 C9H20 002216-33-3 64
Abundance Scan 2501 (9.331 min): VU059379.D\data.ms (-2490) (-) m/z 56.95 100.00%
57.0
5000
41.0
98.0 R A RaARNEEES SR A
‘ H 71.0 ‘ e 9.00 9.20 9.40 9.60
bbbl il 222 myz 40,95 30.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 /\[\\\/\‘\\\\‘\\\\‘\\\\‘\\\\‘
43.0 9.00 9.20 9.40 9.60
290 98.0 m/z 43.00 25.45%
0 7ﬁ0 | 113.0128.0
H’\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
9.00 9.20 9.40 9.60
m/z 55.95 25.43%
5000 43.0
29.0
98.0
0 ‘ ‘ ﬁ'o | 113.0128.0
H“‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 K
Abundance #14560: Heptane, 2,5-dimethyl- R A EEARsREE SR
57.0 9.00 9.20 9.40 9.60
m/z 55.00 20.25%
5000 43.0
29.0
71.0
0 \ \‘ 85.0 \‘ 113.0128.0 /\/\*’\/\/\/\/\
HWHw‘HWH‘WHHM‘HMH‘_HWH‘WHH‘HH_H‘_HW‘H‘ NG NR R S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Cyclic9.556 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.556 3.46 ug/L 47243  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 87
2 Cyclohexane, 1,1,2-trimethyl- 126 CSH18 007094-26-0 83
3 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 64
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 62
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 62
Abundance Scan 2571 (9.556 min): VU059379.D\data.ms (-2562) (-) m/z 69.00 100.00%
550 690 111.0
40.9
5000 91.0 126.0 J\/\/\

AR

T =
oHw‘w,mA_MHH_MWMHM,HHW b m/z 111.00  86.85%

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
41.0 1110 /\
5000 \9 ‘50\ T T T
126.0 -
83.0 m/z 55.00 84.53%
O O
OH‘\\H‘HH’\H\‘H\\‘HH‘\\H‘HH‘HH’H\\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 M
550 - ‘9.150‘ |
5000 111.0 m/z 55.85 63.44%
‘ ‘ ‘ 83.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 MJ\
Abundance #13246: Cyclohexane, 1,2,4-trimethyl- R L I S ‘
69.0 9.50
111.0 m/z 40.90  61.82%
55.0
5000 41.0
126.0
whol Ly Al
O eyt el e b e R
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Cyclic9.663 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.663 6.93 ug/L 94618  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 59
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 58
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 53
4 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 50
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 46

Abundance Scan 2604 (9.663 min): VU059379.D\data.ms (-2585) (-) m/z 69.00 100.00%

69.0
125.0
5000 41.0
\/\ ,\/\ﬂ\/\

96.9
H H‘ | 9.50 10.00
““““‘ﬂk‘mhw“!"%“th‘uh ‘HJ“““ m/z 54.95 82.52%

0
miz--> 20 40 60 80 100 120 140
Abundance  #20775: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0 125.0
41.0
5000 V\‘ AN A

9.50 10.00
m/z 83.00 74.14%

o ]| L
\\\‘\‘\1\\‘}‘\\‘\“\“\“i‘r\ﬁrlpwr‘]qu\q‘\‘\\l\Ll‘l\O\
miz--> 20 40 60 80 100 120 140
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0

o
9 50 10.00

o

5000 41.0 ITI/Z 125.00 64 .85%
126.0
97.0
otso iy Wy AL T
miz--> 20 40 60 80 100 120 140
Abundance #13271: Cyclopentane, (2-methylpropyl)- oLl
41.0 69.0 9.50 10.00
m/z 41.00 42.39%
5000
Ll WL
obaso I WL ey L L A
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Cyclic9.711 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.711 9.70 ug/L 132480  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 94
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 74
Abundance Scan 2619 (9.711 min): VU059379.D\data.ms (-2611) (-) m/z 97.00 100.00%
97.0
55.0
5000
40.9
69.0 T =T
‘ 0 ‘ 1111 126.0 9.50 10.00
O el ol 820 L e L m/z ss.ee 73.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 \ T N
9.50 10.00
41.0 69.0 126.0 m/z 40.90  22.02%
27.0 ‘ ‘
O\\’\\\‘\“\\\\“‘H\\\‘\w!\‘\\\‘\‘\\\\8":\3\9\‘\\!1‘\\]\-\]-“]\.'\(\)\‘\\!‘\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0 \
e
9.50 10.00
5000 21.0 m/z 69.00 18.18%
27.0
69.0 126.0
oo b L omo | e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- \
55.0 97.0 9 50 10 00
m/z 125.95 16.35%
5000 41.0
27.0 69.0 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 19
R.T. EstConc Area Relative to ISTD R.T.
9.872 5.03 ug/L 68664  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Decene 140 C10H20 019689-19-1 50
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 47
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 47
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 46
5 Cyclopentane, (2-methylbutyl)- 140 C1oH20 053366-38-4 43
Abundance Scan 2669 (9.872 min): VU059379.D\data.ms (-2657) (-) m/z 68.95 100.00%
69.0
5000 41.0 M\/\/\/\J\N\j\/‘
0 1110
Il H\

Y S—— i | ‘U‘_‘ L~ m/z 54.95 75.88%

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

Abundance #20637.5-Decene

55.0
5000
950 1000
140.0 o
‘ 97.0 m/z 81.00 68.84%
0\\\\‘\\\\“\\\““\7‘}‘\9“\‘\\\“‘\\‘\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #3738: 1-Hexene, 3-methyl-
55.0
\
950 1000
5000 39.0 m/z 69.90 54.14%
15.0 ‘ 83.0
m/iz--> 20 40 60 80 100 120 140
Abundance #3737: 1-Hexene, 3-methyl- PANELWASN S
55.0 9.50 10.00
m/z 41.00 46.78%
27.0
5000
‘ 98.0
m/z--> 20 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.949 2.66 ug/L 36357 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 53
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 50
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
4 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 47

5 Oxalic acid, isobutyl nonyl ester 272 C15H2804

1010309-37-4 47

Abundance Scan 2693 (9.949 min): VU059379.D\data.ms (-2685) (-) m/z 56.95 100.00%
57.0
5000
84.0 A
M H 1130 10.00
ow_m‘mw mw‘H_MWHWHWH_H m/z 42.95  63.02%
m/z--> 20 40 60 100 120 140 160 180
Abundance #59058.Undecane,5ﬁ-dwneﬂwh
57.0
5000 T
10.00
29.0 84.0 m/z 40.85 33.87%
0 | ‘ l H ‘1130 155.0 184.0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
S |
10.00
5000 ITI/Z 71.00 32.56%
29.0 85.0
bbb L B0 1550 s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester =
57.0 10.00
m/z 54.95 24.08%
5000
29.0 85.0 1130
| I 1410
oumm‘hm‘sm‘mu‘w T =
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 16 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 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.016  30.97 ug/L 422797  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 43
2 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 43
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 38
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 35
Abundance Scan 2714 (10.016 min): VU059379.D\data.ms (-2703) (- | m/z 57.00 100.00%
57.0
41)0 85.0
5000
125.1 T 1
M H ‘ 108.9 142.1 1000
ol el il il olle A0S 22 myz 42,95 84.62%
m/z--> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 R :
10.00
m/z 54.95 66.34%
27,0
‘ I ‘ 70.0 114.0
O\\\‘\\\\‘}\\\“\\H‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0
85.0
RN \
10.00
5000 ITI/Z 84.95 60.74%
27.0 ‘ 69.0 ‘
Oty i 1900 127.01420,
miz--> 20 40 60 80 100 120 140
Abundance #8646: Hexane, 2,4-dimethyl- e
43.0 10.00
m/z 40.95 57.10%
85.0
5000
ZWO 7%0
o N | S S A PR N B PO/
m/z--> 20 0 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 10
R.T. EstConc Area Relative to ISTD R.T.
10.113 10.38 ug/L 141723  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 52
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 49
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
Abundance Scan 2744 (10.113 min): VU059379.D\data.ms (-2738) (1 m/z 57.00 100.00%
57.0
5000 1010
97.0 o el
10.00 10.50
81.0 ‘ 113.0 140.0
o‘H‘m“M:w!uw‘wpmm“wwu,””,‘m m/z 43.00  62.21%
m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 e AV
10.00 10.50
41)0 m/z 71.00 54.78%
99.0
miz-> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0
== S
10.00 10.50
41,0 m/z 70.00  45.84
5000 . et
85.0
113.0
XN e . LT
miz--> 20 40 60 80 100 120 140
Abundance #4998: 1-Butanol, 2-ethyl- — —
43.0 10.00 10.50
m/z 55.00  38.30%
5000 70.0
i
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.248 72.96 ug/L 995958  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
Abundance Scan 2786 (10.248 min): VU059379.D\data.ms (-2775) (- | m/z 57.00 100.00%
57.0
5000 410
113.1 Lol Lol
85.0 ‘ 142.1 10.00 10.50
Ol 2L s 1 ee 65.23%
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 e S
10.00 10.50
40 m/z 42.95 45.94%
‘ 8 113.0
5.0
O\ \]-\5\.0‘\‘\‘\ \“M T \‘\“ T \H} T ‘ {‘\ L [ L 1 T ‘ T \1\-4‘.2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
= N
10.00 10.50
5000 m/z 41.00 38.49%
41,0
113.0
85.0
o250 b gl YT | 1820
m/iz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- o T
57.0 10.00 10.50
m/z 56.00 35.93%
5000 410
113.0
LI - N -0 RO AV V1 2 iV
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Cyclicle.351 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.351 40.21 ug/L 548956 Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 87
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
Abundance Scan 2818 (10.351 min): VU059379.D\data.ms (-2810) (- | m/z 83.00 100.00%
83.0
55.0
5000
126.1 P I/
38‘5" H ‘ 98.0 10.00 10.50
ol BEP L1420 ssee 71.35%
m/z--> 20 40 60 80 100 120 140
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 — ——
10.00 10.50
270 m/z 82.00 59.97%
" If ‘ 126.0
O\\\‘\\‘\\“\\\“!“\}\\“1\\\‘170\9\.0\’\‘\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
o= =
10.00 10.50
5000 m/z 41.00 38.83%
3900 126.0
o S | “1“”“!“9?"0‘”‘,””,”
m/iz--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)- — —
55.0 83.0 10.00 10.50
m/z 67.00  23.91%
5000
39.0 M 126.0
ol 280 I ML Ay e P) 7 AT
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Butyl decyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.553  53.19 ug/L 726044  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl decyl ether 214 C14H300 1000406-40-2 53
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 43
Abundance Scan 2881 (10.553 min): VU059379.D\data.ms (-2866) (- | m/z 56.95 100.00%
57.0
98.0 el :
10.50
123.1
0,37-,“#,78;#142'1 m/z 42.95 60.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #92364: Butyl decyl ether
57.0
5000 o :
10.50
20.0 83.0 m/z 40.90  34.84%
: 112.0  140.0
O' ‘\\\““\\‘1\‘\\\\}\\\\‘:!-7\:!"\0‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
N T
10.50
5000 m/z 71.00 26.89%
85.0
29.0 ‘ ‘ ‘
obrepetb b by 3270 1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl- S ‘
57.0 10.50
m/z 55.95 24.72%
5000
27.0 98.0
b H I m i77.9 “ 123.0142.0
e e e e e e ——
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.618 12.72 ug/L 298978 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 64
4 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
Abundance Scan 2901 (10.618 min): VU059379.D\data.ms (-2897) (- | m/z 57.00 100.00%
57.0
w M
410 98.0 W —
10.50 11.00
.0 125.0 142.1
0Ll u‘lu g e SRS miz 43.00 46.45%
m/z--> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl-
57.0
5000 1050  11.00
98.0 ’ ’
410 m/z 71.80 44.64%
142.0
miz-> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
10.50 11.00
5000 m/z 70.00 42.26%
41.0
98.0
0 26‘1b ul M\ 7\'0 | ‘\ 113.0 142.0
1
miz--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl- T T
57.0 10.50 11.00
m/z 40.95 25.56%
5000
410 98.0
oL 260 | 720 ‘\ 1130 1420
et — ——
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Benzene, propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.900 4.67 ug/L 109689 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N,N-Dibenzylethylenediamine diac... 324 C20H24N202 000122-75-8 64
Abundance Scan 2989 (10.900 min): VU059379.D\data.ms (-2983) (- | m/z 91.00 100.00%
91.0
5000
120.0 = =
476 50.9 650 780 | 1050 10.50 11.00
Ol DT e b e m/z 120.00 20.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10702: Benzene, propyl-
91.0
5000 A‘ ; A
10.50 11.00
120.0 m/z 92.00  10.15%
65.0
O\\‘\\H‘\\\‘\‘\\?\’?"‘(\)\\\sig\l\o\\‘\‘\‘\\‘\\7\‘81.‘(\)\\\“!\H]‘-\()\“L-\).\?HH“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10700: Benzene, propyl-
91.0
ponp e [ N ool
10.50 11.00
5000 m/z 65.00 9.36%
65.0 120.0
0 26\'0 39.\0 5\%.0 \‘ ‘ 7?\‘0 Il 10\5.0
R AR o o e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10701: Benzene, propyl- i 7
91.0 10.50 11.00
m/z 111.00 5.92%
5000
120.0
65.0
o 260 %0520 7" 780 | 1050
T T e e e e — ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 16 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 oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.016  13.38 ug/L 314446  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 92
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 83
4 Mesitylene 120 C9H12 000108-67-8 64
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 64

Abundance Scan 3025 (11.016 min): VU059379.D\data.ms (-3018) (- | m/z 105.00 100.00%
105.0
5000
120.0
—h— ‘
3gg 550 769 11.00
ol st M LD ol 1381 100,00 28.27%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 S :
m/z 76.90 12.85%
77.0
0 \1\5\.0‘ T \3\9“.0\ T ‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
T [
11.00
5000 m/z 55.00 12.01%
120.0
39.0 77.0
0‘“"M"MH‘Wﬁ%MU“M“M“Hh‘uw“““‘
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- —— ‘
105.0 11.00
m/z 90.95 11.26%
5000
790 120.0
39.0 63.0 H ‘
N O A N N Y A AN
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.412  37.66 ug/L 884949 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 Decane, 4-methyl- 156 C11H24 002847-72-5 86
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 72
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 72
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 64
Abundance Scan 3148 (11.412 min): VU059379.D\data.ms (-3141) (- | m/z 71.00 100.00%
71.0
43.0
5000
—45
| 1.0 11\3'1 156.1 11.50
ob ol L0 | 1341 1861 57 00 75.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 L
11.50
m/z 43.00 75.18%
b ‘ 112.0
0\\\‘2\6‘.\\\“‘\\\h“\\‘}\“H\\\‘\\\‘\‘\\\\‘\\1\5\6.‘()\
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
—
11.50
5000 m/z 70.00 36.71%
H ‘ 112.0
oltso L W A g | 1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #22109: Octane, 3,3-dimethyl- —5
71.0 11.50
m/z 41.00 34.01%
43.0
5000
113.0
o280 L L 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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 Oxalic acid, 6-ethyloct-3-y... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.569 5.82 ug/L 136781 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 58
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 53
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
Abundance Scan 3197 (11.569 min): VU059379.D\data.ms (-3190) (- | m/z 57.00 100.00%
57.0
38 127.1 1150 ‘
PN | 1 I v s £ T P
miz--> 20 40 60 80 100 120 140 160
Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester
57.0
85.0
5000 AVe :
11.50
m/z 43.00 58.76%
29.0 ‘ 111.0 141.0
O\\‘\\\\“ “\w}\“‘\‘\\\h“\\i\‘\\\\}\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
T \
71.0 11.50
5000 m/z 40.90 50.09%
olziol W L [eso T 1560
m/z--> 20 40 60 80 100 120 140 160
Abundance #45506: Decane, 3,6-dimethyl- T ‘
57.0 11.50
m/z 85.00 43.67%
5000 85.0
29.0 ‘ 113.0
’ 141.0
AN A . L il
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 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: Cyclic11.708 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.7e8  18.55 ug/L 435851 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 C1oH20 001678-93-9 83
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 80
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72

Abundance Scan 3240 (11.708 min): VU059379.D\data.ms (-3233) (- | m/z 83.00 100.00%
83.0
55.0
5000
—r= =
39,0 | m 121 140.0 11.50 12.00
Ot ﬂﬂ“ﬂw‘n‘h‘q‘l“$“‘;]““‘ o m/z 55.00 66.03%
miz-> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 e —
11.50 12.00
m/z 82.00 63.19%
290 140.0
O \\\’\H\\“H\\\“!“\‘}“\\“1\\9\8.‘0\1\-1\3\.0‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl-
83.0
55.0 el e
11.50 12.00
5000 m/z 40.90 29.86%
29.0 140.0
S Y-
miz--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl- T T
55.0 83.0 11.50 12.00
m/z 67.00  26.36%
5000
29.0 140.0
o‘1‘4-‘0,“\“MHM‘“:‘wlw“l‘ll‘-?‘me SRR
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\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 16 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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.891 50.00 ug/L 1174830 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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3297 (11.891 min): VU059379.D\data.ms (-3286) (- | m/z 105.00 100.00%
105.0
5000 120.0
50.9 77‘-0 ‘ | 1410 11.50 12.00
bt Wl 18E0 7 119,05 42.03%
mfz--> 20 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0 — j\ :
11.50 12.00
m/z 76.95 11.96%
51.0 77.0
O LI ‘2\7\.()\ \“ T \‘M‘\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘M‘\ \‘\““\ LI ‘ T
m/z--> 20 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
— =
120.0 11.50 12.00
5000 m/z 118.95 9.89%
39.0 77.0
o280 20 Ml
m/iz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 91.00 9.49%
5000 120.0
39.0 77.0
0 ‘1‘5(?“1‘“‘H“‘1“6‘2“]9Hm““H‘HHM““HH‘H = pe=id
m/z--> 20 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 (Z)-1-Phenylpropene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.093 9.28 ug/L 218076 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 80
2 Benzene, 1,4-diethyl- 134 C1oH14 000105-05-5 70
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 60
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 55
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 55
Abundance Scan 3360 (12.093 min): VU059379.D\data.ms (-3351) (- | m/z 116.95 100.00%
117.0
5000
SE I B M il
= —
389 629 ‘ 12.00
RS R VS 110 1 “‘UM b 2921 /7 1e5.00  88.99%
m/z--> 20 40 60 80 100 120 140
Abundance #10185: (Z)-1-Phenylpropene
117.0
5000 Ji— — :
91.0 12.00
510 m/z 118.95 88.98%
O T ‘2\7‘\.()\ \“‘ T \“} \““H 7?"}& \H\‘} T “‘\ T \“ L ‘ T T
miz--> 20 60 80 100 120 140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
- ‘
12.00
5000 134.0 m/z 118.00 47.19%
77.0
27.0 510 ‘
o] S “i“ “‘1“““1“ uw”‘ s “Uﬂ‘ “:‘} S R
miz--> 20 40 60 80 100 120 140 A /\
Abundance #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- R ‘/‘\ ‘f"\/\
117.0 12.00
m/z 115.00  42.55%
5000
91.0
39.0 63.0
O “‘i ‘ “‘1“““‘1“ Hw“‘ = ““ R R
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 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 25 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.463 4.67 ug/L 109819 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3475 (12.463 min): VU059379.D\data.ms (-3467) (- | m/z 119.00 100.00%
119.0 n
5000
91.0
409 650 | ‘ | 1350 1250
L R 4 S I m/z 134.00  32.98%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\ T T /\\ T T T /\\ \/\\j
12.50
m/z 90.95 17.70%
39.0
S W PR R T R <
O\‘\\\\‘\\\\“‘\\W\‘H‘\\\H‘\\\\‘u‘\\m“\\\”\’\
miz--> 0 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
=
12.50
5000 m/z 104.95 14 .69%
91.0
TRl P A R B
b [t
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 117.00 11.88%
5000
91.0
150 B0 o0 T 145-0
ol e e oo
m/z--> 0 20 40 60 80 100 120 140 12.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

VUe59379.D

: 20 Jun 2024 14:49
: MD/SY

. P2856-07DL 40X

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62024\

: 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 16 Sample Multiplier: 1

: VOC Analysis

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

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

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 26 1-Phenyl-1-butene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.675 6.43 ug/L 151163 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenyl-1-butene

132

2 Benzene, 1-methyl-4-(2-propenyl)- 132

C1eH12
C1leH12

000824-90-8 86
003333-13-9 86

3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83

Abundance Scan 3541 (12.675 min): VU059379.D\data.ms (-3532) (- | m/z 116.95 100.00%
117.0
5000
90.9
389 57.2 74 ‘30 12 50 1300
) Mm‘?w‘”_”! AP0 1520 114.95  32.16%
miz--> 20 60 8 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
910 12.50 13.00
L m/z 132.00  28.14%
70 0 o | | wmo
O\\\‘\‘\\\‘\\‘\m\‘ \\”1‘\\“\\‘”“‘\\\‘\‘“\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
ALVA LV
12.50 13.00
5000 90.90  13.95%
91.0
51.0
70 % ey || a0
Y N M N RO VT N
miz-> 20 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 1250 1300
m/z 118.00 9.93%
5000
91.0
51.0 ‘ /\
b0 L. yrap |, | AP0 L L0 po )
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 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 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 27 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.447 2.52 ug/L 59235 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 64
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 64
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 64

Abundance Scan 3781 (13.447 min): VU059379.D\data.ms (-3771) (- | m/z 119.00 100.00%
119.0
5000 134.0
91.0 -
39.0 65.0 ‘ \‘ 13.50
oH_m_m_Hmn“mw:‘Mu‘Mmwa‘u_‘memw m/z 117.00  49.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 AA/\ ﬂm
5000 Sl Aiaf A
13.50
m/z 134.00 39.81%
39.0 65.0 91.0
O\\‘HH‘H\‘\‘HH“‘HH‘HH‘\W‘H‘H\‘\‘HH“HH‘H\\‘H‘\Ml\\H‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
13.50
5000 m/z 114.95 23.11%
91.0 134.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 [« Am
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- AL ﬂ' ; AA“
119.0 1350
m/z 90.95 19.90%
134.0
5000
41.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062024\
Data File : VU@59379.D

Acqg On : 20 Jun 2024 14:49

Operator : MD/SY

Sample : P2856-07DL 40X

Misc : 2.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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|
(DEL) Alkane: C 8.920 3.1 ug/L 42079 2 9.412 682551 50.0
(DEL) Alkane: S 9.116 2.8 ug/L 37498 2 9.412 682551 50.0
(DEL) Alkane: C 9.161 3.5 ug/L 47796 2 9.412 682551 50.0
(DEL) Alkane: S 9.209 7.5 ug/L 102075 2 9.412 682551 50.0
(DEL) Alkane: S 9.331 8.4 ug/L 114128 2 9.412 682551 50.0
(DEL) Alkane: C... 9.556 3.5 ug/L 47243 2 9.412 682551 50.0
(DEL) Alkane: C... 9.663 6.9 ug/L 94618 2 9.412 682551 50.0
(DEL) Alkane: C 9.711 9.7 wug/L 132480 2 9.412 682551 50.0
(DEL) Alkane: S 9.872 5.0 ug/L 68664 2 9.412 682551 50.0
(DEL) Alkane: S 9.949 2.7 ug/L 36357 2 9.412 682551 50.0
(DEL) Alkane: S 10.016 31.0 ug/L 422797 2 9.412 682551 50.0
(DEL) Alkane: S 10.113 10.4 ug/L 141723 2 9.412 682551 50.0
(DEL) Alkane: S.. 10.248 73.0 ug/L 995958 2 9.412 682551 50.0
(DEL) Alkane: C... 10.351 40.2 ug/L 548956 2 9.412 682551 50.0
Butyl decyl ethe 10.553 53.2 ug/L 726044 2 9.412 682551 50.0
(DEL) Alkane: S... 10.618 12.7 wug/L 298978 3 11.807 1174830 50.0
Benzene, propyl- 10.900 4.7 ug/L 109689 3 11.807 1174830 50.0
Benzene, 1l-ethy... 11.016 13.4 wug/L 314446 3 11.807 1174830 50.0
(DEL) Alkane: S... 11.412 37.7 ug/L 884949 3 11.807 1174830 50.0
Oxalic acid, 6-... 11.569 5.8 wug/L 136781 3 11.807 1174830 50.0
(DEL) Alkane: C... 11.708 18.6 wug/L 435851 3 11.807 1174830 50.0
Benzene, 1,2,3-... 11.891 50.0 wug/L 1174830 3 11.807 1174830 50.0
(Z)-1-Phenylpro... 12.093 9.3 ug/L 218076 3 11.807 1174830 50.0
Benzene, 2-ethy... 12.463 4.7 wug/L 109819 3 11.807 1174830 50.0
1-Phenyl-1-butene 12.675 6.4 ug/L 151163 3 11.807 1174830 50.0
Benzene, 1,2,4,... 13.447 2.5 ug/L 59235 3 11.807 1174830 50.0
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