LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.emL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46770.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 70 81 86 rBV 35657 53895 0.31% 0.041%
2 2.543 362 374 390 rBvV 103121 184322 1.05% 0.141%
3 3.671 711 725 741 rVB3 17716 39172 0.22% 0.030%
4 4.514 968 987 1002 rBB 16464 39502 0.22% 0.030%
5 4.681 1015 1039 1052 rBV 29713 133917 0.76% 0.102%
6 5.083 1144 1164 1199 rBV2 85058 322472 1.84% 0.246%
7 5.362 1235 1251 1268 rBV3 20192 55116 ©.31% 0.042%
8 5.581 1305 1319 1341 rBB3 26894 59106 0.34% 0.045%
9 5.723 1344 1363 1375 rBV2 329465 857029 4.88% 0.655%
10 5.983 1431 1444 1468 rBV7 9192 27087 0.15% 0.021%
11  6.124 1475 1488 1501 rBvV2 36801 69445 0.40% 0.053%
12 6.250 1510 1527 1565 rVB 271546 652729 3.72% 0.499%
13  6.501 1589 1605 1630 rBV3 14300 40742 0.23% 0.031%
14 6.697 1650 1666 1679 rBV 143464 365168 2.08% 0.279%
15 7.005 1744 1762 1771 rBV5 10849 29139 0.17% 0.022%
16 7.250 1824 1838 1852 rVB7 9632 25327 0.14% 0.019%
17 7.497 1904 1915 1922 rBV3 28306 51237 ©0.29% 0.039%
18 7.575 1922 1939 1956 rVB 68782 167871 ©0.96% 0.128%
19 7.655 1956 1964 1985 rVB2 38278 85020 0.48% 0.065%
20 7.858 2008 2027 2031 rBV3 68347 129206 ©.74% 0.099%
21  7.903 2031 2041 2054 rVV 332817 663683 3.78% 0.507%
22 7.973 2054 2063 2097 rVB 186657 401742 2.29% 0.307%
23 8.128 2097 2111 2120 rBV 63041 101961 0.58% 0.078%
24  8.189 2120 2130 2141 rBV2 39958 97197 ©.55% 0.074%
25 8.369 2175 2186 2193 rBV3 24793 46602 0.27% 0.036%
26  8.539 2226 2239 2257 rBV6 23652 64384 0.37% 0.049%
27  8.645 2258 2272 2277 rBV3 65838 141873 0.81% 0.108%
28 8.703 2280 2290 2300 rBV 90295 232679 1.32% 0.178%
29 8.864 2333 2340 2349 rVB2 47091 74057 0.42% 0.057%
30 8.925 2350 2359 2365 rBV2 56555 100481 0.57% 0.077%
31 9.057 2386 2400 2411 rBV3 73015 175195 1.00% 0.134%
32 9.124 2413 2421 2427 rVWV3 64946 133675 0.76% 0.102%
33 9.173 2429 2436 2442 rVV4 114823 233114 1.33% 0.178%
34 9.214 2442 2449 2461 rVV2 253274 457451  2.60%  ©.350%
35 9.337 2476 2487 2500 rBV2 248202 457810 2.61% 0.350%

36 9.430 2501 2516 2535 rBV 308835 841760  4.79%  0.643%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.emL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULMO10522WMA .M
Title : VOC Analysis
37 9.578 2549 2562 2584 rBV 880320 2072757 11.80% 1.584%
38 9.703 2585 2601 2612 rBV 2289522 5708308 32.50% 4.363%
39 9.886 2647 2658 2670 rVB7 28404 67357 0.38% 0.051%
40 9.960 2671 2681 2689 rBvVv8 38177 87184 0.50% 0.067%
41 10.025 2690 2701 2714 rBV6 336631 766314 4.36% 0.586%
42 10.115 2716 2729 2743 rVV 1213961 2745460 15.63% 2.099%
43 10.253 2755 2772 2785 rBV3 489920 1078511 6.14% 0.824%
44 10.320 2786 2793 2795 rBV2 87964 108821 0.62% 0.083%
45 10.359 2796 2805 2812 rBV5S 327604 580352 3.30% 0.444%
46 10.494 2829 2847 2856 rBV2 239998 749502 4.27% 0.573%
47 10.562 2857 2868 2876 rVV3 383836 801649 4.56% 0.613%
48 10.629 2877 2889 2893 rVV2 599958 1212404 6.90% 0.927%
49 10.658 2893 2898 2915 rVB3 763565 1679193 9.56% 1.284%
50 10.761 2922 2930 2940 rBV2 701223 1344526 7.66% 1.028%
51 10.918 2970 2979 2987 rBV 305198 552999 3.15% 0.423%
52 11.012 2997 3008 3022 rBV 1907204 4519532 25.73% 3.455%
53 11.118 3029 3041 3058 rVB2 4822169 9828867 55.96% 7.513%
54 11.250 3077 3082 3087 rBV3 83302 99759 0.57% 0.076%
55 11.308 3088 3100 3114 rBV3 1113957 2471520 14.07% 1.889%
56 11.381 3116 3123 3128 rVV2 414112 620270 3.53% 0.474%
57 11.420 3128 3135 3143 rVV 1319604 1998817 11.38% 1.528%
58 11.481 3143 3154 3175 rVB 5221130 9669007 55.05% 7.391%
59 11.578 3176 3184 3191 rBV2 460847 803164 4.57% 0.614%
60 11.713 3216 3226 3233 rBV5 933932 1821986 10.37% 1.393%
61 11.835 3254 3264 3271 rVB3 939558 1578761 8.99% 1.207%
62 11.909 3272 3287 3297 rBV3 1873481 4035560 22.98% 3.085%
63 12.008 3312 3318 3336 rVB2 1074558 1891047 10.77% 1.445%
64 12.105 3337 3348 3353 rBV2 1271537 2232483 12.71% 1.706%
65 12.198 3365 3377 3392 rVB6 2269784 5088817 28.97%  3.890%
66 12.333 3407 3419 3429 rBV2 5894893 9109679 51.87% 6.963%
67 12.388 3429 3436 3451 rVB6 818762 1744035 9.93% 1.333%
68 12.475 3455 3463 3467 rBV 740422 1151542 6.56% 0.880%
69 12.504 3468 3472 3480 rVB2 660696 805692 4.59% 0.616%
70 12.578 3490 3495 3503 rVB 824397 1081742 6.16% 0.827%
71 12.674 3518 3525 3528 rBV3 264891 384102 2.19% 0.294%
72 12.934 3597 3606 3612 rBV2 767063 1368853 7.79% 1.046%
73 12.976 3615 3619 3627 rVV 784666 1070914 6.10% ©0.819%
74 13.034 3629 3637 3653 rVB 1119419 2617833 14.90% 2.001%
75 13.115 3655 3662 3664 rBvV2 262122 324028 1.84% 0.248%

76 13.172 3677 3680 3686 rVB 166239 155582 ©0.89% 0.119%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.emL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 11 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\SFAMULMO10522WMA .M
Title : VOC Analysis

77 13.291 3710 3717 3729 rVB2 550026 973580 5.54% 0.744%
78 13.359 3731 3738 3745 rBV3 309279 441262 2.51% ©.337%
79 13.436 3747 3762 3767 rBV 1521246 2905116 16.54% 2.221%
80 13.565 3797 3802 3806 rBV 186973 206094 1.17% 0.158%
81 13.629 3817 3822 3847 rVB 657129 1858286 10.58% 1.420%
82 13.738 3848 3856 3864 rBV5 290771 544143 3.10% 0.416%
83 13.790 3866 3872 3879 rVB2 184873 263944 1.50% 0.202%
84 13.841 3880 3888 3903 rBV4 675805 1441488 8.21% 1.102%
85 13.967 3918 3927 3935 rVB3 243808 491955 2.80% 0.376%

86 14.095 3956 3967 3984 rVB 10555154 17563775 100.00% 13.425%
87 14.452 4073 4078 4083 rBV 246965 277493  1.58% 0.212%

88 14.606 4122 4126 4135 rVB2 191460 261445 1.49% ©.200%
89 14.677 4137 4148 4160 rVV5 601740 1428010 8.13% 1.092%
90 14.812 4185 4190 4199 rBV2 153490 202407 1.15% ©0.155%
91 14.883 4206 4212 4221 rVB3 334238 496853 2.83% ©.380%
92 15.021 4247 4255 4269 rBV6 282836 649031 3.70% 0.496%
93 15.224 4304 4318 4328 rBV 2773913 4595896 26.17% 3.513%
94 15.410 4367 4376 4390 rVB 1032516 1756956 10.00%  1.343%
95 16.150 4599 4606 4613 rBV3 83433 125979 0.72% ©.096%
96 16.262 4633 4641 4668 rVB 152332 322010 1.83% 0.246%
97 16.410 4679 4687 4693 rBV 103130 157351 0.90% ©.120%
98 16.449 4694 4699 4716 rVB3 72862 139377 0.79% 0.107%
99 17.118 4901 4907 4919 rVB3 26286 49890 0.28% 0.038%
100 17.606 5050 5059 5070 rBV2 18335 32995 0.19% 0.025%

Sum of corrected areas: 130825431
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046770.D\data.ms

1le+07
8000000
6000000
4000000

2000000

1.601 2543 3.671 4514681 5083 53625.581°° 598818250 65016.69

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 TIC: VU046770.D\data.ms

o

1le+07

8000000

6000000

4000000
2000000
9.57
ol 7.005 7.250 7 Zﬁ?@ﬁsﬂﬁ@@&%@ 368538798 s&%@‘@ﬁo *
‘ ‘ — m—
Time--> 7.00 7,50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU046770.D\data.ms
14.95
le+07
8000000
12.333
6000000
4000000

2000000

0 ’ i N SNIAM VYN 1616@&%«mw 17118 176(
T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16,00 16,50 17,00 17'50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 2 (DEL) Alkane: Cyclic4.514 Concentration Rank 68

R.T. EstConc Area Relative to ISTD R.T.
4.514 3.03 ug/L 39502 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 987 (4.514 min): VU046770.D\data.ms (-968) (-) m/z 56.00 100.00%
56.0

5000 41.0 69.1
\\‘\\\\‘\\\\’\\\‘\‘\\\\‘
‘ ‘ ‘ 84‘-1 4.20 4.40 4.60 4.80
ol e il m/z 69.10 43.66%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 . A A
5000 690 LI L I L L L R B R
4.20 4.40 4.60 4.80
m/z 41.00 43.27%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
T BAN MR T i N
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00  26.51%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- ey,
56.0 4.20 4.40 4.60 4.80
m/z 39.00  21.22%
5000 41.0
69.0
270 ‘ 84.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 60
R.T. EstConc Area Relative to ISTD R.T.
5.581 4.53 ug/L 59106 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1319 (5.581 min): VU046770.D\data.ms (-1305) (-) m/z 43.00 100.00%
43.0 71.1
57.1
5000
M ‘ 85.1 100.1 5.20 5.40 5.60 5.80 6.00
ol el el L myz 71010 88.55%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 /\‘/\/\/\
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.10 78.48%
. 15.0 M | 850 1000
\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
T e Rt
710 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.10 66.47%
29.0
150 \‘ |- 850 100.0
N M S
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- ‘_““‘H““H““‘_
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 61.07%
5000 290.0 57.0 71.0 /\
ol 10 15.0 “ L 85.0 100.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D
Acqg On : 17 Jan 2022 17:27
Operator : SY/MD
Sample : N1155-01ME
Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH
ALS vial : 11 Sample Multiplier: 1
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.124 5.32 ug/L 69445 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 80
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 52
Abundance Scan 1488 (6.124 min): VU046770.D\data.ms (-1475) (-) m/z 43.00 100.00%
43.0
71.1
57.0
5000
100.1
e R EARSREETEEE
‘ ‘ ‘ 851 ‘ 5.80 6.00 6.20 640
ottt e e m/z 71.10 80.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
57.0 it
5000 290 . 710 L B L B B
5.80 6.00 6.20 6.40
m/z 57.00 65.07%
100.0
a0 150 || ||| eso |
\\\‘\\H‘\\\\’\\\\‘\H\‘\\1\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0
AV LU RNSAY:
5.80 6.00 6.20 6.40
5000 29.0 57.0 71.0 m/z 41.00 64.36%
100.0
15.0
o 2 | O N (A
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane S P
43.0 5.80 6.00 6.20 6.40
m/z 56.00 40.14%
5000 57.0 71.0
29.0
100.0
H‘_“w“u,u“_“w"H‘H“W“W‘H“H“_“W‘H“ e SBRARRTEEERRTE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
SFAMULMO10522WMA.M Mon Jan 24 18:31:27 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 67
R.T. EstConc Area Relative to ISTD R.T.
6.501 3.12 ug/L 40742  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 72
2 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 64
3 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 64
4 2-Hexene, 5,5-dimethyl-, (Z)- 112 C8H16 039761-61-0 59
5 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 45

Abundance Scan 1605 (6.501 min): VU046770.D\data.ms (-1589) (-) m/z 57.10 100.00%
57.1

5000
41.0
AARRREZE R
| H 811 97"1 1.1 6.20 6.40 6.60 6.80
O e e et e e e e m/z 40.95 32.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7632: 1-Pentene, 2,4,4-trimethyl-
T MW
5000 410 UL R R R L B R
6.20 6.40 6.60 6.80
970 112.0 m/z 55.00 25.84%
0L, 140 “ L.790 |
\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 #7631: 1-Pentene, 2,4,4-trimethyl-
(A,
R AABRAAmmEEe
6.20 6.40 6.60 6.80
5000 41.0 ITI z 56.00 21.73%
97.0 112.0
0 14ro ., 810 | \
m‘uH"H‘,"H_‘H‘H‘wHH_m‘mwm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7621: 1-Pentene, 2,4,4-trimethyl- H“HHWHWH_W/\‘
57.0 6.20 6.40 6.60 6.80
m/z 112.10 16.31%
5000
41.0
27. |l 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 65
R.T. EstConc Area Relative to ISTD R.T.
7.497 3.92 ug/L 51237 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 74
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72

Abundance Scan 1915 (7.497 min): VU046770.D\data.ms (-1904) (-)  m/z 57.05 100.00%
7.0
43.0

5000
70.0 99.1
WALV VAR VW AN
I ‘ 650 ‘ 114.1 7.20 7.40 7.60 7.80
om_mwwH‘HH‘H‘1_‘H‘WH_w(wMMWW‘HW m/z 43.00 82.21%
miz--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8636 Hemane 2-methyl-
43.0 57.0
5000 \\\‘2\0\\\‘\0\\\‘6\0\\\‘8\0\\\
290 00 7.20 7.40 7.60 7

' 99.0 m/z 40.95 47.24%

I | eso | 0
H\‘\H\‘H\\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570 \\

7.20 7.40 7.60 7.80

o

5000 ITI/Z 42.00 42.13%
29.0 70.0 99.0
0 15.0 H ‘ | M\ “ 85.0 | 11\4'0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl- R RE T
43.0 7.20 7.40 7.60 7.80
57.0 m/z 70.05 27 .54%
5000
29.0
70.0 99.0
Lm0 | T e ey,
HWH‘WH‘WHH‘HH‘HHM‘HM‘HMH‘_H‘_HW‘HW“ B e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMULM@10522WMA.M Mon Jan 24 18:31:28 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
7.655 6.51 ug/L 85020 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 78
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64
4 Nonane, 5-methyl- 142 C1OH22 015869-85-9 64
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
Abundance Scan 1964 (7.655 min): VU046770.D\data.ms (-1956) (-) m/z 43.00 100.00%
43.0 57.0 85.1
5000

S

‘ ‘ 70.1 7.40 7.60 7.80 8.00
Obrprrrrrererperratber el el e &L m/z 57.05  95.73%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0

5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
29.0 m/z 85.10 93.73%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #22114: Heptane, 3,4,5-trimethyl-
43.0
85.0
R RR AR A
57.0 7.40 7.60 7.80 8.00
5000 ' m/z 41.00 61.76%
29.0
s | RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14598: Pentane, 2,2,3,4-tetramethyl-  EEEREEREE
57.0 7.40 7.60 7.80 8.00

m/z 84.10 59.04%

43.0
5000
900 710 850
0. 150 "] | 113.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00

SFAMULM@10522WMA.M Mon Jan 24 18:31:30 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 54
R.T. EstConc Area Relative to ISTD R.T.
8.128 6.06 ug/L 101961  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 95
2 Octane 114 C8H18 000111-65-9 94
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 91
5 Octane 114 C8H18 000111-65-9 91

Abundance Scan 2111 (8.128 min): VU046770.D\data.ms (-2097) (-) m/z 43.05 100.00%

43.0
85.1
57.0
w T f\ A\f
A R Sia asTSEE AR
| “ 114.2 7.80 8.00 8.20 8.40
oH‘mWm_m‘mw‘H‘_‘H‘mwwwww“w‘ m/z 85.10 67.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8620: Octane
43.0
250 57.0 7.80 8.00 8.20 8.40
71.0 850 m/z 57.05 48.96%
T O ™
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
D AsiRs s LA
7.80 8.00 8.20 8.40
5000 m/z 41.00 47 .85%
29.0 57.0 85.0
71.0
[T 1140
Oy b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624: Octane R R R
43.0 7.80 8.00 8.20 8.40
m/z 71.05 40.08%
5000 57.0 85.0
‘ ‘ 114.0 A
o"‘HH_H‘ww_:‘w‘“!wHH1‘Hwwwwwww VAR WEreWLTAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAMULM@10522WMA.M Mon Jan 24 18:31:31 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1@ (DEL) Alkane: Cyclic8.369 Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
8.369 2.77 ug/L 46602 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 94
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 93
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 93
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 93
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 2186 (8.369 min): VUO46770[Ndmarns(2175)() m/z 97.10 100.00%
1

55.0
5000 410 69.1 112.2 /\/\ /\/J\
83.1 wA\H\H“w4N\‘H‘\
| ‘ ‘ L 1262 8.00 8.20 8.40 8.60
Obrerrererrrrrprer gl il ol 2222 myz 55,05 85.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis- \vj\/kj\dﬂ\g/\/ff\j
55.0 97.0
5000 10 1120 NN
970 69.0 g3 0 m/z 112.20  41.26%
0 H‘MH‘M‘LMH‘MMH‘ﬁN‘M‘HHH‘w“m‘wwlw‘wwﬁ‘w‘w‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
SR AR AR
8.00 8.20 8.40 8.60
5000 41.0 ITI/Z 69.10 37.13%
112.0
27.0 69.0
O
0 H‘MH‘M‘WMH‘WJH‘W“‘M‘HlH‘w““‘wwlw‘www‘w‘w‘w‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130 k
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis- P T
55.0 97.0 8.00 8.20 8.40 8.60
m/z 41.00 36.30%
5000 41.0
112.0
69.0
27.0 ‘ ‘ ‘ 83.0 M
0‘”\””\”MM””M“”WM”M‘”L”‘ﬁW‘M”Ew”W‘”w‘”w‘” BRI AR AR NARRA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

SFAMULM@10522WMA.M Mon Jan 24 18:31:32 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 unknown-01 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
8.645 8.43 ug/L 141873  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid-d3 63 C2HD302 001112-02-3 53
2 Carbonic acid, octyl propyl ester 216 C12H2403 1000314-53-5 28
3 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 23
4 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 23
5 Formamide, N-cyclohexyl- 127 C7H13NO 000766-93-8 9

Abundance Scan 2272 (8.645 min): VU046770.D\data.ms (-2258) (-) m/z 46.00 100.00%

44.0
5000
105.1 S AARmEEEAE
M H‘ “ 1282 8.40 8.60 8.80 9.00
0 prrr bl b b L e m/Z 63,10 64.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #401: Acetic acid-d3
46.0
5000 L B I L LI LR L B
8.40 8.60 8.80 9.00
m/z 43.00 45.87%
18.0 |
O\\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94105: Carbonic acid, octyl propyl ester L
63.0
R R e
8.40 8.60 8.80 9.00
5000 105.0 m/z 57.10  35.28%
29.0
b b Ml 4| aaso e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3384: Ethane, 1,1-dichloro- R A REEALE T L
63.0 8.40 8.60 8.80 9.00
m/z 41.00 28.43%
5000
27.0
“ “J | 98.0
Ol R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

SFAMULM@10522WMA.M Mon Jan 24 18:31:33 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .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: Cyclic8.864 Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
8.864 4.40 ug/L 74057  Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2340 (8.864 min): VU046770.D\data.ms (-2333) (-)
3.1

m/z 83.10 100.00%

55.1
5000
41.0 112.1 WAVA'SRA TS Vi
‘ 69.0 8.60 8.80 9.00 9.20
0"p‘u‘H‘w‘HJHMHVNJw‘mﬁy‘mwm‘w‘u:_‘u‘u‘w‘ m/z 55.10 65.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536 Cyclohexane, ethyl-
83.0
55.0
5000 RN AR A
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.10 48.87%
27.0 69.0
0‘w‘H‘M‘“MH‘m“H‘MWM\HJM‘H‘leww‘H‘H‘M‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
“w‘w‘w“wﬁﬁfh“ﬁ
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 24.92%
41.0
112.0
27.0 69.0
0‘W‘”‘W‘“M”‘«M”‘WWL\”JM‘”‘W‘”Wgn?”‘w””‘ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl- RN R AR
83.0 8.60 8.80 9.00 9.20
550 m/z 112.10  24.02%
5000
41.0 /J\/\
112.0
27.0 69.0
0‘w‘”‘M”UM‘”MM‘w”!w‘”mh”‘wl”\g‘ﬂ”‘w‘”‘w ARSI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20

SFAMULM@10522WMA.M Mon Jan 24 18:31:34 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Cyclic8.925 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
8.925 5.97 ug/L 100481 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 CSH18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
3 Cyclohexane, 1,1,3-trimethyl- 126 CO9H18 003073-66-3 86
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 78
5 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 64

Abundance Scan 2359 (8.925 min): VU046770.D\data.ms (-2350) (-) m/z 111.10 100.00%
1111

69.1
5000 550
41.0
83.1 T e e
I ‘ 97.0 126.2 8.60 8.80 9.00 9.20
0 H_m_m_WWNWMH gl e m/z 69,10 77.31%
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 L L L B B R A
41.0 83.0 8.60 8.80 9.00 9.20
: m/z 55.00 48.24%
27.0
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 410 %0 m/z 41.00  28.88%
270
A | 126.0
0 H‘mwmWm{‘m‘HHWw‘m‘,wwmwHmm‘umm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- B AEmmREEE SR
69.0 111.0 8.60 8.80 9.00 9.20
m/z 70.05 23.73%
5000 410 50
83.0
270
0 W ‘970\1260
HMH‘_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘ R AR AR RRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

SFAMULM@10522WMA.M Mon Jan 24 18:31:36 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Cyclic9.057 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.057 10.41 ug/L 175195 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
2 Cyclohexanone, 4-ethyl- 126 C8H140 005441-51-0 53
3 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 53
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 53
5 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 50

Abundance Scan 2400 (9.057 min): VU046770.D\data.ms (-2386) (-) m/z 55.00 100.00%

55.0
5000 97.1
70.1 126.2
Do
39"0 ‘ ‘ ‘ 8.80 9.00 9.20 9.40
) S - Wl il m/z 97.10  48.64%
miz--> 20 40 60 80 100 120 140
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
58.0 97.0
5000 L B B I IR B
112.0 8.80 9.00 9.20 9.40
390 m/z 69.05 46.28%
‘ ‘ 7?.0
0 \1\5\-0‘ \m\ T M‘\ \‘\‘ \“ \“‘\‘\ \”“‘H TT !“ I AL
miz--> 20 40 60 80 100 120 140
Abundance #13014: Cyclohexanone, 4-ethyl-
55.0
R REREEEEEEEEREEE
8.80 9.00 9.20 9.40
5000 97.0 m/z 41.00 30.87%
39,0 70.0 126.0
0y m‘l“ : | W : H‘ e
miz--> 20 40 60 80 100 120 140
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)- R ARRRRRE
55.0 8.80 9.00 9.20 9.40
m/z 126.15 27.25%
97.0
5000
70.0
29.0
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

SFAMULM@10522WMA.M Mon Jan 24 18:31:37 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
9.124 7.94 ug/L 133675 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 59
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
3 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 50
4 1-Octene, 4-methyl- 126 C9H18 013151-12-7 49
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 47

Abundance Scan 2421 (9.124 min): VU046770.D\data.ms (-2413) () m/z 43.00 100.00%

43.0
84.1
5000
GO T T
N - o aeia 1.5
bbbl e M/z 84.10 61.55%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5000 L L BN R R
84.0 8.80 9.00 9.20 9.40
' m/z 85.10 52.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14578: Hexane, 2,3,5-trimethyl-
P A
P
8.80 9.00 9.20 9.40
5000 m/z 55.10 41.42%
85.0
I 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester T amma s ARRAR
43.0 85.0 8.80 9.00 9.20 9.40
m/z 41.00 31.87%
) ”J/\UMN\/VMJ\MﬂVAJJL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40

SFAMULM@10522WMA.M Mon Jan 24 18:31:38 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Cyclic9.173 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
9.173  13.85 ug/L 233114  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 70
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 52
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 43

Abundance Scan 2436 (9.173 min): VUO46770[Ndmarns(2429)() m/z 57.10 100.00%
111

43.0 57.1
5000
7.0 126.2
TR A
| M 8.80 9.00 9.20 9.40
0 m,w,mWw“_‘ww el m/z 111,10 98.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
g
55.0 69.0
41.0
5000 97-0 LI LA L B L B B L I
27.0 83.0 126.0 8.80 9.00 9.20 9.40
‘ 111.0 m/z 69.10 96.21%
O \\\’\\\\’\\\\‘\\\\‘!\\\“\M\‘\‘\\\M“\\\\"l!\\‘\\11‘\\\\‘\\\\‘\\\‘\‘\\\\
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 LA
41.0 8.80 9.00 9.20 9.40
5000 m/z 43.0  94.27%
27.0
126.0
0 e
0 m,u'u,mMHm}uu“\‘h‘wm‘}“mw,‘lu\‘m‘wuu‘\m‘mu‘\m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta. N EARRELa e
69.0 111.0 8.80 9.00 9.20 9.40
m/z 70.10 84.91%
55.0
5000 41.0
126.0
‘ ‘ ‘ 84.0
0‘HMHW‘HWHHJMWﬂJWHmwuwﬂﬁwumwuwluwuuwu‘ T e
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 29
R.T. EstConc Area Relative to ISTD R.T.
9.214  27.17 ug/L 457451  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Octane, 2-methyl- 128 C9H20 003221-61-2 83
3 Octane, 2-methyl- 128 C9H20 003221-61-2 72

4 Sulfurous acid, hexyl octyl ester 278 C14H3003S
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804

1000309-13-0 53
1010309-37-4 50

Abundance Scan 2449 (9.214 min): VU046770.D\data.ms (-2442) (-) m/z 43.00 100.00%

43.0
57.1
5000 7l 85.1
PO T
| ‘ H H ooy 1111 1282 8.80 9.00 9.20 9.40 9.60
Ol el b P e e m/z 57.18 59.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14529: Octane, 4-methyl-
43.0
5000 71.0 85.0 BEREERRRAN RN RN
57.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 50.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14530: Octane, 2-methyl-
43.0
o e Y
8.80 9.00 9.20 9.40 9.60
5000 57.0 m/z 41.00  41.92%
29.0 20 e
R O ™
R R RN T N R L R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl- R A RaAae SRS
43.0 570 710 8.80 9.00 9.20 9.40 9.60
m/z 85.10 41.44%
85.0
5000
‘ 113.0
29.0 128.0
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.337 27.19 ug/L 457810  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 72
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 58
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 52

Abundance Scan 2487 (9.337 min): VU046770.D\data.ms (-2476) (-)
1.

m/z 57.10 100.00%

57.1
5000
41.0
. 98.0 e e
‘ H ‘.0 “ 11911262 9.00 9.20 9.40 9.60
Obprrerprrrrprrrdire bl b A2 m/z 41,00 34.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 \9\‘()\()\\9\‘2\0\\9\‘\\\\‘\\\\’
43.0 . . .40 9.60
m/z 43.00 23.33%
29.0 71.0 98.0
ol 150 | “‘ “‘ i | 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 #14559: Heptane, 2,5-dimethyl-
57.0
9.00 9.20 9.40 9.60
m/z 56.05 23.13%
5000 41.0
71.0 99.0
27.0
0 ‘ | LUl \H 850 113.0 12\80
v e e ST S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl- o RARSEEES SRR
57.0 9.00 9.20 9.40 9.60
m/z 70.05 23.04%
5000 43.0
29.0
98.0
o \‘ I \“ e 113.0 128.0
v e e T copene e
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 57
R.T. EstConc Area Relative to ISTD R.T.
9.960 5.18 ug/L 87184  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 80
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 59

Abundance Scan 2681 (9.960 min): VU046770.D\data.ms (-2671) (-) m/z 57.10 100.00%
57.1

5000
85.1
e
39 131 10.00
6 Y 2 ;
0l e m/z 43.00 74.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22071: Octane, 4-ethyl-
57.0
5000 L
10.00
29.0 gso 1120 m/z 71.05 49.96%
T I ™Y
O\‘\}\\’{\\“ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 100 120 140 160
Abundance #14524. Octane, 2-methyl-
43.0
10.00
5000 ITI/Z 85.10 36.65%
71.0
113.0
OZQL,,
m/z--> 20 40 60 80 100 120 140 160
Abundance #45507: Decane, 3,8-dimethyl-
57.0 10.00
m/z 41.00 36.46%
5000
85.0
29.0
| ‘ 1130 1410
ob et bl 169.0 i
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 19
R.T. EstConc Area Relative to ISTD R.T.

10.025 45.52 ug/L 766314  Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
3 2-Undecene, 6-methyl-, (Z)- 168 C12H24 074630-43-6 43
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 35
5 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 35

Abundance Scan 2701 (10.025 min): VU046770.D\data.ms (-2690) (- m/z 57.10 100.00%
57.1

5000 97.1 M
T T
39‘ D . 125.2 10.00
Ol P L njz a3.e0  58.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
5000 e ‘
85.0 10.00
m/z 55.05 49.32%
miz--> 20 40 60 80 100 120 140 160
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
T T
10.00
5000 8.0 m/z 41.00 43.88%
0 15'0 H | \‘ 67H) ‘\ 1140
e L L L R
miz--> 20 40 60 80 100 120 140 160
Abundance #43551: 2-Undecene, 6-methyl-, (2)- e
57.0 10.00
m/z 97.10 42.57%
5000
29.0 97 0
ol kg im0 upoies i
miz--> 20 40 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
10.253 64.06 ug/L 1078510 Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91

Abundance Scan 2772 (10.253 min): VU046770.D\data.ms (-2755) (- m/z 57.10 100.00%
57.1

113.2 e rer
‘ 85.1 1422 10.00 10.50
bl ol TS myz 71010 68.18%
miz--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 K A o
4100 10.00 10.50
m/z 43.00 44.95%
113.0
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
e o
10.00 10.50
5000 m/z 41.00 37.76%
41,0 113.0
T O O I A
S M
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl- . T
57.0 10.00 10.50
m/z 56.05 33.56%
5000 410
113.0
LI | M RN WSV VL%V PV
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.320 6.46 ug/L 108821 Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 59
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 59
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 53
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 53

Abundance Scan 2793 (10.320 min): VU046770.D\data.ms (-2786) (- m/z 71.10 100.00%

71.1
5000 43.0
— e
‘ 97.1 11‘3'1 140.2 10.00 10.50
oHWm‘ﬂmw_m“‘H‘m“‘_wl‘_‘uw‘m m/z 57.05 51.61%
miz--> 20 40 60 80 100 120 140
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
5000 43.0 . Al
10.00 10.50
m/z 43.00 47.62%
2710 ‘ 113.0
O \\1‘\“\\\“"}\\‘1“\\‘1\“\‘\\9\7.‘0\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22109: Octane, 3,3-dimethyl-
71.0
— .
43.0 10.00 10.50
5000 m/z 70.10  37.25%
113.0
27‘0 \‘m ‘\‘ \‘\ | 97.0 \‘ |
o —Hr——rt—
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 10.00 10.50
m/z 55.05 35.17%
5000
41.0 113.0
T I
O el — —
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Cyclicl@.359 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.359  34.47 ug/L 580352  Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 95
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 91
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 91
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 91
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 90

Abundance Scan 2805 (10.359 min): VU046770.D\data.ms (-2796) (- m/z 83.10 100.00%

83.1
55.1
5000
126.2 A VA
39‘0 ‘ 109.1 10.00 10.50
Ol il IS L1422 s 10 68, 28%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — ——
10.00 10.50
126.0 9
29.0 m/z 82.10 62.49%
T O O Y-
O\\\‘\\\\‘\\\1‘\\\\‘\\!\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
== =
10.00 10.50
5000 m/z 41.00 35.41%
39,0 126.0
0\1\5(9\‘1‘\\‘}H\\‘\M\“\‘l“\\‘l\u“uu‘mu‘u\
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl- — 1
55.0 83.0 10.00 10.50
m/z 57.10 29.10%
5000
27.0 126.0
ok At b b aoee | WL
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 18
R.T. EstConc Area Relative to ISTD R.T.
10.562 47.62 ug/L 801649  Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 64
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 50
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 49
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 47

Abundance Scan 2868 (10.562 min): VU046770.D\data.ms (-2857) (- m/z 57.10 100.00%
57.1

5000
98.1
T \
Ll ‘\ 123.2 . 9
ol e e TR m/z 43.00  54.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane
43.0
5000 o :
71.0 10.50
m/z 41.60  29.55%
0 20.4 T \“‘}\\““ T \“\\‘1\\9\9““\0\ U\’\\}\4;%.\0\\‘\\\\‘\\\\2‘0\\7-\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22071: Octane, 4-ethyl-
57.0
T \
10.50
5000 ITI/Z 71.10 29.08%
29.0 gs.0 1120
Y
i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl- e i
57.0 10.50
m/z 98.10 27.27%
5000 98.0
29.0 ‘
142.
0 H\MH\whH“‘wwWJ\HHHN\W\H‘\Q\M\\W\H\‘H\\ .
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.629  38.40 ug/L 1212400 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 53
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 53
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
Abundance Scan 2889 (10.629 min): VU046770.D\data.ms (-2877) (- m/z 57.10 100.00%
57.1
5000
10.50 11.00
125.2 1422
MR u‘m oL CTETES L wyz 71.10 46.60%
miz--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 10.50 11.00
4110 - :
98.0 m/z 70.10  45.93%
0 T \1\5\.()‘ T ‘\‘\ \“‘} T \‘M“ T \‘} ‘8‘21‘0‘ T L \H T ]‘-2\6\.0\]\-4‘.‘2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
P —
10.50 11.00
5000 m/z 43.00 42.97%
41.0
99.0
oL 150 I \‘\‘ bl 830 | 126.0142.0
e A
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl- M\rﬁ —
57.0 10.50 11.00
m/z 98.10 30.29%
5000
4110
‘ 99.0
0\\\\35@\\W1\JW‘\M\%%Q\\W\\\\‘\\\\‘H\ = e
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.658 53.18 ug/L 16791960 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 72
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
3 Nonane 128 C9H20 000111-84-2 53
4 Nonane 128 C9H20 000111-84-2 53
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 53
Abundance Scan 2898 (10.658 min): VU046770.D\data.ms (-2893) - m/z 57.10 100.00%
57.1
5000
410 85.1
10.50 11.00
127.2
]S ‘M‘; il ‘37@‘1‘-0‘ 254 sz 43,10 58.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14522: Nonane
43.0
5000 M —
10.50 11.00
85.0 m/z 56.10 37.10%
27
I
O\‘\\\\“{\\\“\\‘\\‘1\\\“\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
P —
10.50 11.00
5000 m/z 85.10 36.40%
41,0 85.0
0l 250 “‘ I u‘ ‘ /11001270 156.0
T s e L ananE
miz--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane
43.0 10.50 11.00
m/z 71.10 36.12%
5000
270 85.0
ol “: A Ls0 | 1010 PO
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 Benzene, propyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.919 17.51 ug/L 552999 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
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 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64
Abundance Scan 2979 (10.918 min): VU046770.D\data.ms (-2970) (- m/z 91.10 100.00%
91.1
1201 Y
65.0 11.00
39.0
Ol 2800 7 120,10 22.57%
m/z--> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl-
91.0
5000 /\\‘ T T j\ T
11.00
120.0 m/z 92.10 10.46%
39.0 65‘-0 |
O\\\‘\‘\\\"‘\\‘\\“\\\\“‘\\\\‘\‘\\\“\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #10699: Benzene, propyl-
91.0 j\
/\ T ‘ T T T T
11.00
5000 m/z 65.00 9.70%
120.0
olaso B0 0
mfz--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl- —
91.0 11.00
m/z 78.05 6.29%
5000
120.0
65.0 ‘
39.0
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.012 143.13 ug/L 4519530 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 3008 (11.012 min): VU046770.D\data.ms (-2997) (-  m/z 105.10 100.00%
106.1

5000 M
120.1
77.0 1100 A
39.0 ' :
b S8 Ll 1802 s 120,10 36.64%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T /\A T j\\ T ‘

m/z 91.10 12.29%

77.0
0 \1\5\-0‘ T \3\9“.0\ \‘\5\9‘.‘0\‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T I
11.00
5000 ITI/Z 77 .05 11.40%
120.0
77.0
39.0
oL 180, " 320 Wl
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- A~ ‘
105.0 11.00
m/z 106.10 8.71%
5000
120.0
39.0 77.0 J\/\
ok ““M“““Wﬁagﬂ ‘M“‘M“H“‘uw““““ ) ‘/\‘
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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: Cyclicl1.250 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
11.250 3.16 ug/L 99759  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 72
2 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 64
3 1,3-Dimethyl-5-n-decylcyclohexane 252 C18H36 086710-36-3 64
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 59

Abundance Scan 3082 (11.250 min): VU046770.D\data.ms (-3077) (- m/z 69.10 100.00%

69.1
1111
5000
41.0
—r —r
‘ ‘ 14‘0'2 11.00 11.50
o_m“hHHMHMUMwHM‘M‘J‘H‘w‘w‘m‘_m_m‘w‘ m/z 111.1@  71.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0
5000 — e
41.0 11.00 11.50
m/z 41.00 31.39%
140.0
O ‘\‘\‘\\““\\\“!“\‘“\\‘Hh\\\“\\u\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31133: 3-Isopropyl-5-methyl-hex-4-en-2-one
g
62.0 111.0
= —rZ
11.00 11.50
5000 ITI/Z 55.05 28.33%
43.0
0 ‘\‘\‘u“wm‘;“w‘\‘\ﬂ‘“‘m‘;“m\‘\\1\3\?\'9”‘uu‘\m‘\m‘\m‘\m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138537: 1,3-Dimethyl-5-n-decylcyclohexane S —
69.0 111.0 11.00 11.50
m/z 57.10 28.09%
5000
43.0
140.0
R - 2520
O b e e e b . —7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.307  78.27 ug/L 2471520 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 3100 (11.308 min): VU046770.D\data.ms (-3088) (-  m/z 105.10 100.00%

105.1
5000 M
60 52T s oo 1ies
(| R J‘M sl i ““He““ pobl A22.1299-21563  p 7 120,10 30.13%
miz--> 20 60 100 120 140 160
Abundance #10719.Benzene,l-eﬂnkaneﬂwL
105.0
5000 M/\ L
11.00 11.50
m/z 57.10 12.92%
77
O\]_\5\0‘\\\3\9“0\\‘\5\9‘9\\\H‘\\‘\\““\\\“2\.\0\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
— —r
11.00 11.50
5000 m/z 77.05 11.83%
79.0
S
) S RN N N ) O N ——
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 91.05 11.78%
5000
o180, B0 00 Ty L
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.382 19.64 ug/L 620270 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 59
2 Nonane 128 C9H20 000111-84-2 59
3 Decane, 5-methyl- 156 C1l1H24 013151-35-4 52
4 Nonane, 5-methyl- 142 C1eH22 015869-85-9 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 49
Abundance Scan 3123 (11.381 min): VU046770.D\data.ms (-3116) (- m/z 57.10 100.00%
57.1
- T AX¢J\¢JVJthbNAN]V
39(0 11‘06 5.1‘56
o ‘\\1M‘\H\\‘\\\\‘\ m/z 43.00 66.97%
miz--> 20 40 60 80 100 120 140 160
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
5000 85.0 T T
11.00 11.50
39,0 m/z 85.10 50.97%
O\\\‘\\\\‘iw\\‘u’u‘\\“\\“!‘\\\“\\\\%\27\.\0\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
11.00 11.50
5000 m/z 41.00 36.16%
85.0
miz--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl- - —
57.0 11.00 11.50
m/z 55.10 28.02%
5000
290 85.0
0 “ ‘ H‘ “ ‘\ 112.0 156.0
“w““\““\““\ e — —
m/z--> 20 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.420 63.30 ug/L 1998820 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 86
2 4-Methyl-3-heptanol, trifluoroac... 226 C1@H17F302 1000365-51-8 72
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 72
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 72
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 64

Abundance Scan 3135 (11.420 min): VU046770.D\data.ms (-3128) (- m/z 71.10 100.00%

71.1
43.0
5000
113.2 T 7
| H 156.2 1150
bty 921 284102 m/z 43.00  67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000 L
11.50
m/z 57.10 65.95%
113.0
O \\\‘\‘}\\“H\\“}“\\‘1\“\‘\\\‘\\}\‘\\]\-\4‘0\.0\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
—4
11.50
5000 ITI/Z 70.10 37.55%
112.0
olso | L L Lo L 1540 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22100: Octane, 3,3-dimethyl- —
43.0 71.0 11.50
m/z 41.00 30.46%
5000
‘ | ‘ 113.0
Y B O Y —L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.578  25.44 ug/L 803164 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 81
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72

Abundance Scan 3184 (11.578 min): VU046770.D\data.ms (-3176) (- m/z 57.10 100.00%
57.1

5000 85.1 m
T \
39 Lﬂ 127.2 11.50
bl L Bosp | 1842 0 510 62.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33092: Decane, 3-methyl-
57.0
5000 ks :
290 85.0 11.50
m/z 43.05 47.90%
127.0
O\\\‘\‘\\\“‘\\\“‘\‘\‘H\“{\\\H‘\\\\‘\‘\\\‘\\]-\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45507: Decane, 3,8-dimethyl-
57.0
T \
11.50
5000 ITI/Z 85.10 40.28%
85.0
29.0
‘ ‘ 113.0  141.0
P O et sl -1
miz--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl- T ‘
57.0 11.50
m/z 41.00 37.40%
5000 85.0
29.0
‘ 141.0
0""‘M‘NM"M"N:wwu‘wh}}%q““ﬂ“‘w¥?qp‘ —
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 35 (DEL) Alkane: Cyclic11.713 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.713  57.70 ug/L 1821990 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 76
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 70
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 62
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59

Abundance Scan 3226 (11.713 min): VU046770.D\data.ms (-3216) (- m/z 83.10 100.00%

55.1
5000
140.2 T LN
111.1 ‘ 11.50 12.00
0 36 b L1883 5510 67.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 7 ——
11.50 12.00
m/z 82.10 59.73%
29.0 140.0
O \\\’\H\ \"H\\\M‘\“\‘}h\\“1\\\“:\'-1\-]\“\0‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
== —5
55.0 11.50 12.00
5000 ITI/Z 41.00 37.32%
29.0 154.0
e A 0 . S S
m/z--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl- T T
83.0 11.50 12.00
55.0 m/z 57.10 34.10%
5000
29.0 140.0
P S U £ L
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.909 127.81 ug/L 4035560 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 C9H12 000108-67-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81

Abundance Scan 3287 (11.909 min): VU046770.D\data.ms (-3272) (-  m/z 105.05 100.00%
105.1
5000
)
39? ‘ \7 141.2 12.00
] SRS o . M Ll b2 1ake s 120,10 42.24%
miz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 T x\\ i
12.00
770 m/z 57.10 23.91%
O 1T ‘2\7\'0\\“ T \‘M-‘\H“\‘\ T \“‘ T \‘\ T ““\ \;I\-‘“z\.\o\ T ‘ T T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
—==
12.00
5000 m/z 43.00 20.79%
0 77.0
YRR -2 N Y 1 R
miz--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene —
105.0 12.00
m/z 71.10 16.51%
77.0
39.0
old50 PO Ll o i
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\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.009 59.89 ug/L 1891050 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 78
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
Abundance Scan 3318 (12.008 min): VU046770.D\data.ms (-3312) (- m/z 57.10 100.00%
57.1
85.1
5000
126.2
R [
12.00
156 2
R [ m/z 71.10  97.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
85.0
5000 —
12.00
29.0 126.0 m/z 85.10 69.30%
0\\‘\‘\‘\\“‘\\\HW“HM\\’H\‘\\\‘\\\\‘\H\‘\H\‘\H\‘\\\\‘\\\\‘\\H‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
T \
71.0 12.00
5000 m/z 43.00 59.50%
127.0
bl b b ASBOY 2880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl- == ‘
57.0 12.00
m/z 41.00 45.16%
85.0
5000
126.0
154.0
Obeprrrethreby b it L 183021102390 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .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 38 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.105 70.70 ug/L 2232480 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Indane 118 C9H1e 000496-11-7 64

Abundance Scan 3348 (12.105 min): VU046770.D\data.ms (-3337) (-  m/z 117.10 100.00%

117.1
5000
91.1
390 630 ‘ 13?'2 12.00 12.50
Ot bl WL 152.2170.2 0 /7 118,10 55.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
11y.0
5000 /L\\ T L
12.00 12.50
91.0 m/z 115.10  34.41%
39.0 58,0 ‘
0 ‘\‘\\\“\\“1\““‘\‘\\\“‘\\”\“‘\‘\\ LN B e
miz--> 20 40 60 80 100 120 140 160
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
12.00 12.50
5000 ITI/Z 119.10 33.11%
91.0
39.0 580
NP R W T S |
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 105.05  31.30%
5000
91.0
51.0 ‘
0 27-074-PLM yI U A AR VA DIV
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.333 288.51 ug/L 9109680 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 89
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 3419 (12.333 min): VU046770.D\data.ms (-3407) - m/z 57.10 100.00%
57.1
5000
85.1
= =
39 L | 11"5-1 156.3 12.00 12.50
0b el b Bl 333 0T 4365 70.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 e e
85.0 12.00 12.50
20.0 m/z 71.10 55.43%
g o s
O \\\‘\‘\\\‘}\\““\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
- Y
12.00 12.50
m/z 41.00 38.81%
5000 85.0
29.0
‘ H 113.0 156.0
M B S S P N s
miz--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane = T
57.0 12.00 12.50
m/z 85.10 34.49%
5000
85.0
29.0
‘ | 113.0 156.0
0 ‘H“L‘Nm“ N == Y
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 40 Benzene, 1-methyl-2-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.388 55.23 ug/L 1744040 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 2-Tolyloxirane 134 C9H100 002783-26-8 60
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 60
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60

Abundance Scan 3436 (12.388 min): VU046770.D\data.ms (-3429) (- m/z 105.10 100.00%

105.1
5000
551 134.1
- ‘ ‘77i0 “ | ‘ 154.2 12.00 12.50
T N M R m/z 97.18  35.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000 = —
12.00 12.50
134.0 m/z 55.10 28.04%
77.0
0\1\5\.0‘\‘\\3\9“:(\)\5\7\-‘()‘\‘\\\M‘\\M\‘H‘\\\“\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
— —
12.00 12.50
5000 ITI/Z 134.05 22.93%
134.0
77.0
ol 20 20 e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17529: 2-Tolyloxirane
105.0 12.00 12.50
m/z 69.10 20.79%
5000
134.0
51.0 77.0
27.0 .
ol 200 2 W — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 41 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.475 36.47 ug/L 1151546 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3463 (12.475 min): VU046770.D\data.ms (-3455) (-  m/z 119.10 100.00%

119.1
5000
911 12.50
41.0 65.0 :
Ol e M ‘ ‘w‘m““ i 2042 1802 sz 134,15 30.96%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
m/z 91.10 17.09%
150 390 65.0 ‘ ‘
O \‘\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\“\“\\m‘l\\\”\‘\\\\‘\\\\‘\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
o
12.50
5000 ITI/Z 105.10 13.75%
91.0
39.0 65.0 ‘
oL 280, 00 b b L
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.50
m/z 120.10 9.86%
5000
91.0
390 650
0 ““1‘5‘[?“”““”‘;“ b ‘ ; “e‘h ] S o /\
m/z--> 0O 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 42 Benzene, 1-methyl-3-(1-meth... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.504  25.52 ug/L 805692 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 p-Cymene 134 C1oH14 000099-87-6 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 81
5 o-Cymene 134 C1oH14 000527-84-4 81

Abundance Scan 3472 (12.504 min): VU046770.D\data.ms (-3468) (- m/z 119.10 100.00%
1

119
5000
97.1
55.
‘ 77. ‘ 154.2 12.50
obrr 38 e B Ll L TR myz 97.10 27.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 e :
12.50
91.0 m/z 134.10 24.48%
0 \1\5\.(‘)\‘\ \A\l‘::‘nwow‘\ \”‘6?.\0\ \‘”‘ T \‘V\ “1‘\ \‘\w T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16992: p-Cymene
119.0
12.50
5000 ITI/Z 55.10 14.91%
91.0
. 41.0 65.0 ‘
O et Ml b
miz--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- — ‘
119.0 12.50
m/z 91.10 13.84%
5000
91.0
oltso 0 O e J VL
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 43 o-Cymene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

12.578 34.26 ug/L 10817460 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3495 (12.578 min): VU046770.D\data.ms (-3490) (-  m/z 119.10 100.00%
119.1

5000
91.1
12.50
65.0
Ol 20 T e 1 Ml L myz 134,20 27.98%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
5000
12.50
91.0 m/z 91.10 13.61%
410 65.0
0 \‘HH.‘\‘H\"‘H‘\ \”“\‘H\‘”’Hi‘\‘w\\‘”H\‘\‘HH‘HH
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
U \
12.50
5000 ITI/Z 120.10 9.69%
91.0
ol 280 0 80 Ll
m/z--> 0O 20 40 60 80 100 120 140 160 A
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- e :
119.0 12.50
m/z 117.10 8.21%
5000
91.0
150 %0, 850, 1,
O R A e S T
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
12.674 12.16 ug/L 384102 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 50
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 46
3 Pentacosane 352 C25H52 000629-99-2 38
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 38
5 Pentacosane 352 C25H52 000629-99-2 35

Abundance Scan 3525 (12.674 min): VU046770.D\data.ms (-3518) (-

m/z 71.10 100.00%

11 1171
5000
. =
“ 53.2 12.50 13.00
0L “‘ w\w B e B SR S B m/z 117.05  85.23%
m/z--> 50 100 150 200 250 300 350
Abundance #45489: Undecane, 4-methyl-
43.0
5000 SR WAV,
o 0 12.50 13.00
' m/z 57.10 79.68%
‘ ‘ 126.0
O\‘\‘ ““\‘\‘\‘\‘h’\\“\\‘1\79.\0\‘\\\\|\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #45501: Decane, 3,7-dimethyl-
43.0
s =
12.50 13.00
5000 ITI/Z 43.00 64 .49%
85.0
127.0
ol L Ll BT a0
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane = =
57.0 12.50 13.00
m/z 85.10 57.12%
5000
99.0
0 I H\ \h\ h‘ u‘ 4‘1‘0 ]\'839 2250 295.0 352"
b L R e b s
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 45 (DEL) Alkane: Cyclic12.935 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.935 43.35 ug/L 1368850 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 90
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 80
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 59

Abundance Scan 3606 (12.934 min): VU046770.D\data.ms (-3597) (- m/z 83.10 100.00%

83.1
55.1
5000
154.2 ‘13\00‘
05.1 131.1 :
0 A t ot b 1822 ms7 82,10 67.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 RN
13.00
m/z 55.10 61.17%
29.0 ‘ 154.0
O TTT ‘ \‘\‘\ \““\ T \“!“ \‘}H\ T “1 T \“J\-]\-:!-.\O‘]\-g\]\"\()‘ TTTT ‘ TT T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31429: Cyclohexane, pentyl-
83.0
——
55.0 13.00
5000 ITI/Z 41.00 29.90%
29.0 154.0
o /A Y - I
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31430: Cyclohexane, pentyl- T
55.0 83.0 13.00
m/z 69.10  24.94%
5000
29.0 ‘ 154.0
bl 20 -
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 46 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.976  33.92 ug/L 1070910 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87

Abundance Scan 3619 (12.976 min): VU046770.D\data.ms (-3615) (- m/z 119.10 100.00%

119.1
5000
91.1 149.2
13.00
39.0 650
Ot A WL 1842 s 134,00 48.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\J\ ‘
1300
m/z 149.20 19.91%
91.0
39.0 +65.0 ‘
0\\\‘\\\\“‘\\‘\‘\‘\\\\“‘\\f\‘\\\‘\‘l\\f“\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
e
13.00
5000 ITI/Z 91.10 17.91%
91.0
390,880,
012 vt el e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- —
119.0 13.00
m/z 120.10 9.33%
5000
9.0 91.0
65.0
olt50 i S0 L b LAWY
m/z--> 20 40 60 80 100 120 140 160 180 13.00

SFAMULM@10522WMA.M Mon Jan 24 18:32:06 2022 Page: 47



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 47 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.034 82.91 ug/L 2617830 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3637 (13.034 min): VU046770.D\data.ms (-3629) (-  m/z 119.10 100.00%
1

19.1
5000
91.1
39.0 650 il 192 1682 —
Ot ety e e T S e m/z 134.15 44.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.10 15.27%
40 630 | | |
0 \\\‘\‘\\\“\\w‘\“}‘\\\M‘\\\\‘W\\}“‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
L \
13.00
5000 ITI/Z 133.05 11.01%
39.0 +65.0 91.0
A \““H‘H“MWMH\‘MHH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- = ‘
119.0 13.00
m/z 120.10 9.85%
5000
91.0
15.0 39.0 65.0 ‘ /\
0 HH‘\‘\H“‘\w‘;‘\“;‘\\\““HH“MWMHM‘HH‘HH‘\H P
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 48 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
13.115 10.26 ug/L 324028 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 60
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 60
3 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 58
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
5 o-Cymene 134 C1oH14 000527-84-4 50

Abundance Scan 3662 (13.115 min): VU046770.D\data.ms (-3655) (-  m/z 119.10 100.00%
119.1
5000
148.2
91.1
T —
39.0 65.0 ‘ 13.00 13.50
0 ‘_‘H‘Hm‘HuumM‘uuw‘wm‘:“lm;““““““““1‘7‘7‘-‘1” m/z 133.05  44.91%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 Y —
13.00 13.50
m/z 148.20  36.35%
91.0

150 39\\0 \ 65\'0 \ ‘ Ll
0\‘\\\‘\‘\\\\‘\\‘\‘\‘w‘\\\H‘\\\\““\\}“\\\“\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
110.0 A“A
]

13.00 13.50
5000 ITI/Z 91.10 29.11%
91.0
L ¥ e N O 0 Y
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17169: Disiloxane, 1,1,3,3-tetramethyl- —— —
119.0 13.00 13.50
m/z 105.10 19.78%
5000
73.0
45.0 ‘
Y T RS | N R A v
m/z--> 0O 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 50 1-Methyl-2-phenylcyclopropane Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.291 30.83 ug/L 973580 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 55
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 55
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 55
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55

Abundance Scan 3717 (13.291 min): VU046770.D\data.ms (-3710) (- m/z 117.10 100.00%
1

117.
5000
9Ll 148.2 wile JAUN
390 65.0 ‘ 13.00 13.50
bbbl M L L 1682y 105,10 88.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
5000 UM -
91.0 13.00 13.50
m/z 106.10 84.57%
51.0
O\‘\\.\()\“\\“}H\“‘}V\l\.q\“\f‘}\‘”\\ ‘\“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
P ~=
13.00 13.50
5000 m/z 132.85  36.73%
91.0
51.0 ‘ ‘
0 21071Qh
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0 13.00 13.50
m/z 91.10 29.30%
B T M
| ' . e —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 51 Benzene, (1l-ethylpropyl)- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.359 13.97 ug/L 441262  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethylpropyl)- 148 C11H16 001196-58-3 50
2 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 50
3 1,3-Cyclopentadiene, 5-(1-methyl... 148 C1l1H16 061039-45-0 49
4 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 47
5 3-Buten-2-o0l, 4-phenyl-, (E)- 148 C10H120 1000163-70-9 43

Abundance Scan 3738 (13.359 min): VU046770.D\data.ms (-3731) (-  m/z 105.10 100.00%

105.1
5000 148.2
= —
77.0 13.00 13.50
41\\0 L ) d2s. 167.2 B
0 ‘_“‘\“M"N‘J“uhq1‘uupu‘u“JH,‘u“‘u‘ m/z 91.10 56.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26365: Benzene, (1-ethylpropyl)-
91.0
5000 — e
119.0 13.00 13.50
m/z 148.20 41.73%
148.0

41.0 65.0 |
O\‘\‘\‘\\‘\\‘\\“\‘\\\“\\1\“1‘\\‘\‘i\\\\‘\\\\’\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]HEPT-Z
105.0 ﬁMA
AR T

13.00 13.50
5000 m/z 92.10 31.23%
40.0 79.0 133.0
0 w‘m“w‘ HWmﬂww‘w‘lw,ww
miz--> 20 40 60 100 120 140 160 180
Abundance #26428: 1,3—Cyc|0pentadiene, 5-(1-methylpentylidene)- = —
91.0 13.00 13.50

m/z 133.05 30.74%

5000
119.0 1480

27.0 66.0 ‘ ‘

TR [ Y Y

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.436 92.01 ug/L 2905120 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 96
3 Tetradecane 198 C14H30 000629-59-4 74
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 3762 (13.436 min): VU046770.D\data.ms (-3747) - m/z 57.10 100.00%
57.1

119.1 alen
H ‘ ‘ 412 170.3 13.50
om_MU;m_“m_‘uuJ‘_mu_ﬂ_m_mmw m/z 43.05 68.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
5000 R
85.0 13.50
29.0 m/z 71.10 63.05%
112.0 170.0
O\\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\1‘\‘\‘\\]-\4.‘1\\0\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
—
13.50
5000 ITI/Z 85.10 38.51%
85.0
290 170.0
v A 43520 1410 1700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane —T
57.0 13.50
m/z 41.00 36.74%
5000
85.0
290
oLl 10 1010 g9 190
“w‘“‘_“‘_“"H“‘H‘“‘H“‘H““H“‘H“ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 53 Benzene, 1-methyl-4-(1-meth... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.565 6.53 ug/L 206094 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 83
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 80
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 80

Abundance Scan 3802 (13.565 min): VU046770.D\data.ms (-3797) (-  m/z 119.10 100.00%

119.1
5000
148.2 — :
65.0 911 13.50
b 300, 820 | w1843 17 14820 21.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 e :
13.50
010 148.0 m/z 91.10 11.91%
40,880, | |
O\H\‘\‘\H‘H‘H“\‘H\“HHNH‘\“\H‘\‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 L — T
13.50
5000 m/z 120.10 9.69%
41.0 65.0 148.0
0\;E?WM\MHWHNﬁ\M\\M‘WHUlH\\_!\W\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26378: Benzene, (1,1-dimethylpropyl)- — ‘
119.0 13.50
m/z 105.10 5.61%
5000 91.0
410 148.0
NI AT NV AT SR I AN by
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 54 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.629  58.85 ug/L 1858290 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 60
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 49
4 Isoquinoline, 1,2,3,4-tetrahydro... 147 C10H13N 029726-60-1 43
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 42

Abundance Scan 3822 (13.629 min): VU046770.D\data.ms (-3817) (- m/z 104.10 100.00%

104.1
5000 1321
55.1 83.1 I T
‘ ‘ ‘ 168.3 13.50 14.00
YR I O 1 m/z 132.05  47.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
13.50 14.00
m/z 119.10 46.20%
27.0 51.0 78.0
0 \\\‘\‘\.\ \“ T \“V\ “m\ \”iH‘ i “H\ \M‘ \‘M‘\ R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— .
132.0 13.50 14.00
5000 ITI/Z 91.10 42 .34%
65.0
39.0
bbbl el
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro- —— ——
104.0 13.50 14.00
m/z 97.10 37.49%
5000 132.0
g0 510 780
0 H“W;‘MHMuﬂtum‘JJWM‘NM‘MM“H“H“M“ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .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 55 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
13.738 17.23 ug/L 544143  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70

Abundance Scan 3856 (13.738 min): VU046770.D\data.ms (-3848) (-  m/z 131.05 100.00%
1

131.
5000
P .
13.50 14.00
0 m/z 133.05 58.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 s YA
13.50 14.00
m/z 146.15 38.78%
39.0 91.0
63.0
O\’\‘M\“‘\\“”\‘W\H ‘\’H‘H‘J-“JTO‘-KJ‘ \LM \M“\H‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 /\
Ap i — L
13.50 14.00
5000 ITI/Z 115.10 24.09%
39.0 g4 910
0\,\M\ww\w\‘Wm\H\\Lw%%qp‘wm\‘ﬁu\\‘u\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —— —
131.0 13.50 14.00
m/z 55.00 23.14%
5000
91.0
39.0
64.0 ‘ ‘
P TN PO e O W 11 Y | Y NN U R st A
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 56 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.790 8.36 ug/L 263944  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
Abundance Scan 3872 (13.790 min): VU046770.D\data.ms (-3866) (-  m/z 131.05 100.00%
131.1
- U\MJMA/J
= —r
300  65.0 91.1 ‘ 163.2 13.50 14.00
O 220 0 Lz 146015 24.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 e T
13.50 14.00
m/z 115.10 15.80%
39.0 g4 91.0
O\H\‘\‘\\\“‘H“i‘\““'\‘m“H‘H‘:‘IF]\-:\LHO[\‘!H‘!\‘f“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
—— ——
13.50 14.00
5000 m/z 163.20 11.45%
91.0 ‘
39.0
64.0
o‘HwwHMuu‘www‘”‘%1”1‘19»““1‘mww_H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- =Py P
131.0 13.50 14.00
m/z 132.05 11.13%
- UU
27.0 51.0 91.0
0 LI 0 T qanlp ) JL I AMA_

m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 57 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.967 15.58 ug/L 491955  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 68
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 58
5 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 58
Abundance Scan 3927 (13.967 min): VU046770.D\data.ms (-3918) (-  m/z 133.05 100.00%
133.1
5000
P
410 811 10‘5 ! 162.2 14.00
O ool b Mo L WTTET1842 10 199 00 40.65%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
5000 T
105.0 14.00
m/z 148.15 29.40%
O \‘\\J-\S\(‘)\\\4\‘1‘1\()\‘\\‘\\7\?"0\\\\“\‘\\‘\“‘\\\‘\‘\\‘\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
JL
14.00
5000 m/z 105.10 12.58%
105.0
150 %90 7m0 1
0 ‘_m_m‘MmwHm,‘HWm_m_umuu_u
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- —
133.0 14.00
m/z 134.05 11.32%
5000
39.0 91.0
15.0 65.0
ok 0 20 | S,
m/z--> 0 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 58 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.095 556.25 ug/L 17563800 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3967 (14.095 min): VU046770.D\data.ms (-3956) (-  m/z 128.05 100.00%
128.1
5000
14.00 |
51.0 74.0 102.1 .
o‘_‘H,mh‘,‘wmm‘H‘MH"_Mwlﬁfgc?_ﬂ?ulw m/z 127.10  13.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13678: Azulene
128.0
5000 — ‘
14.00
m/z 129.05 11.01%
102.0
280 °1° 770 T |
O\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
=T \
14.00
5000 m/z 102.10 9.24%
51‘_0 75.0 10‘2.0 M
0 el e e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13679: Azulene —
128.0 14.00
m/z 126.10 7.46%
5000
51.0 4o 1020
m/z--> 200 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.

14.452 8.79 ug/L 277493 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 89
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 74

Abundance Scan 4078 (14.452 min): VU046770.D\data.ms (-4073) (-  m/z 57.10 100.00%
57.1

5000 85.1 N\/Jtu
——
| h | | 11221331 16"3;21843 14.50
O bl el o e m/z 71.10 67.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 LN
14.50
29.0 m/z 43.00 62.51%
“ H | | 120 1410 1840
O\\\‘\\\\‘\\\H\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane
57.0
——
14.50
m/z 85.10 43.40%
5000 o 850 /
Lm0 g 10
0““J“imuu‘HM‘pu‘J\H“‘H“_“‘_“‘ﬂ“‘_
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane —
57.0 14.50
m/z 41.00 35.07%
5000
20.0 85.0
Lm0 1m0 1840
om‘HH_‘H_m‘um“mu‘mWm_m_m_ —r—
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 60 Benzene, 1,4-dimethyl-2-(2-... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
14.606 8.28 ug/L 261445 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 76
2 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 70
3 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 70
4 Benzene, 1-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 58
5 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 46

Abundance Scan 4126 (14.606 min): VU046770.D\data.ms (-4122) (- m/z 119.10 100.00%
1

119.
5000
162.2 = A
410 67.0 911 ‘ 14.50 15.00
Ot b bl gl 3808 L1942 1) 156 10 26.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #37998: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0
5000 R NN
14.50 15.00
162.0 m/z 162.20 21.54%
91.0
ol1s0 450 680, "7 | a0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #38002: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0
— -
14.50 15.00
5000 ITI/Z 135.15 19.98%
162.0
0 10 650 | qa0 |
R R A A o e
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #38001: Benzene, 1,4-dimethyl-2-(2-methylpropyl)- —— —
119.0 14.50 15.00
m/z 91.10 12.40%
5000
91.0 162.0
ohiso, om0y Lyl B
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 61 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.677 45.23 ug/L 1428010 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64

Abundance Scan 4148 (14.677 min): VU046770.D\data.ms (-4137) (- m/z 131.05 100.00%
1

131
5000
o 14:50 15.00
300 650 ‘ 162.2 . .
) S AT S u‘«h‘ ik IH‘ Al “u“‘ b 2982 m/z 133,05  43.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- MNM
131.0
5000 e s
14.50 15.00
91.0 m/z 146.15 34.37%
39.0 . ‘
0 HH‘\‘\H“‘\ \“\‘\6“5”\0\\“‘H‘M“‘l‘um‘“ \‘U“\\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
B Ve
14.50 15.00
5000 m/z 115.10 23.84%
91.0
39.0 63.0 ‘
S e I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —— ——
131.0 14.50 15.00
m/z 91.10 18.50%
5000
39.0 63.0 91.0 ‘ ‘
0‘H““1H“HH‘;M“l“‘m“H‘Hpm1““M“1“”‘””‘””‘””

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 62 3,4-Dimethylcumene Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
14.812 6.41 ug/L 202407 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 55
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 47
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1H1l6 004132-72-3 46
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 46
Abundance Scan 4190 (14.812 min): VU046770.D\data.ms (-4185) (-  m/z 133.05 100.00%
138.1
5000
160.2 14‘56 ‘15‘00‘
390,650 "1 | || 4l L 1962 | 67163
0Wm‘mwHH‘HH‘HH‘MW‘ bt m/z 145.20 67.16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
5000 e e

14.50 15.00
m/z 148.20 31.20%

105.0
77.0
O \‘\\J-\S\‘O\‘\\\“‘\\‘\‘\“w‘\\\“‘\\‘\\‘\‘\\UH‘\\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0
= P
14.50 15.00
5000 m/z 160.20 18.37%
150 390 o 910

N et RN Y YWY D —

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- 4 ——
145.0 14.50 15.00

m/z 115.10 15.76%
5000
115.0
15.0 390 630 910 ‘

W 0 i v R P O O O SV
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 63 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.883 15.74 ug/L 496853  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
3 2-Methyl-4-phenyl-3-butyn-2-o0l 160 C11H120 001719-19-3 55
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 53
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 46

Abundance Scan 4212 (14.883 min): VU046770.D\data.ms (-4206) (- m/z 145.20 100.00%

145.2
5000
115.1 W AV
51.0 91 1 “ ‘ 174.2 07 1 14.50 15.00
Ol ettty b A Ml A5 2070 7 93105 73.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 P ~
14.50 15.00
1050 m/z 160.20 27.19%
e 0 S T
O \\\‘\\\\“‘\\‘\\“”\\\‘H‘\\‘\\‘\\\\““\\\\“u\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
— ——
14.50 15.00
5000 m/z 146.20 26.94%
115.0
91.0
39.0 650 ‘
0;§9H‘ﬂhﬂhﬂhuh‘u‘_‘ﬂw"WMH‘M“W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36174: 2-Methyl-4-phenyl-3-butyn-2-ol = A
145.0 14.50 15.00
m/z 115.10 24.82%
43.0
5000
115.0
77 0
0 15.0 Ll Ll ‘ M - H — s

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 64 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
15.021 20.56 ug/L 649031 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 55
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 53
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 52

Abundance Scan 4255 (15.021 min): VU046770.D\data.ms (-4247) (- m/z 131.05 100.00%

131.1
5000
105.1
160.2 T \
77.0 ‘ | 15.00
Ol bbb bl 1983 ) 14515 48.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 105.0 15.00 1
m/z 146.15 47.88%
39.0 77.0 ‘
O \\\‘\‘\\\“‘\ \“H\“‘U\H \‘h‘\\\\“‘“\\ \‘H\‘\\\‘\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
T
15.00
5000 ITI/Z 118.10 45,59%
0 ““1‘_“”Wm,‘m,‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- e ‘
131.0 15.00
m/z 115.10 29.68%
5000
39.0 91.0
15.0 63.0
0! _“m“m_‘“1W“m_m,uu,‘ e
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 65 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.224 145.55 ug/L 4595900 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4318 (15.224 min): VU046770.D\data.ms (-4304) (- m/z 142.05 100.00%

142.1
5000
115.1

63.0 89.0 15 00 15 50
39.0
b 20 i 4782 2071 ) 141 05 85.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

5000 — A
115.0 15.00 15.50

m/z 115.10  34.36%

0 390\\\6%0% 890 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-

142.0

15 00 15 50
m/z 143.05 11.39%
5000 115.0
390, 230, 590 |
Ot M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0 15 00 15 50

m/z 139.05 10.94%

5000
115.0
71.0
0 500 177 92.0 I | L

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 66 Naphthalene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.410 55.64 ug/L 1756960 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91

Abundance Scan 4376 (15.410 min): VU046770.D\data.ms (-4367) (- m/z 142.05 100.00%

1421
5000
1151

1550

390
Ol mm‘9‘2”‘HH‘H““““1‘?‘3:2‘“”1‘9?-?” m/z 141.05 89.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 1550

m/z 115.10  35.78%

71.
‘\\\\‘\5\0\\“‘\\“\\0‘\9\}2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
=

o

15.50
m/z 143.05 11.99%
5000 115.0
390, 230, 590 I
O e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- ——
142.0 15.50

m/z 139.05 11.15%

5000
115.0
39.0 63.0 890 Il
0 YR 0 AT

m/z--> 20 40 60 80 100 120 140 160 180 200 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .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 68 Naphthalene, 2,6-dimethyl- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
16.262 10.20 ug/L 322010 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4641 (16.262 min): VU046770.D\data.ms (-4633) (- m/z 156.15 100.00%

156.2
5000
115.1
77.0 16.00 16.50
51.0
0 ‘H_‘m‘Hmﬂwl“‘mwuH‘uu‘lh“f‘”w_‘l‘?ﬁ’:z“?“??"l‘ m/z 141.05  69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 == —
16.00 16.50
o 770 115.0 m/z 155.10  34.96%
27.0 '
0\H‘\‘\H“H“\\“‘H\‘\””“\‘\‘\\“\H‘i‘\“!‘\\“‘H‘M‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
ﬂ//\f*? — \/b\\‘
16.00 16.50
5000 ITI/Z 115.10 14.30%
77.0
o‘H‘HH‘?‘1‘{9‘@“‘1“‘H‘w‘l‘l‘?}?wum‘u‘M‘“wwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl- — —
156.0 16.00 16.50
m/z 128.05 13.61%
- M
77.0 128.0
41.0
0 i TR R R T 1 | E— S
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.0mL/100uL/5.0mL//MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 69 Naphthalene, 2,3-dimethyl- Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
16.410 4,98 ug/L 157351 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4687 (16.410 min): VU046770.D\data.ms (-4679) (- m/z 156.20 100.00%

156.2
5000
115.1 /\\ — A
510 77.0 ‘ ‘ 1892 16.50
Ol e b AL 1892 g 141,05 83.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
16.50
115.0 m/z 155.15  27.25%
510 760 ‘
O\\\\‘ZZ-F)\“\\“\ \“‘h‘\‘\“!h’\‘\‘\\“\\\\‘\“l‘\\“‘\\m‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
JL”T T \/V\?J\\
16.50
5000 m/z 115.85  19.46%
76.0 115.0
270 %19 "0 ey
O S [ A .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl- —
156.0 16.50
m/z 128.05 15.09%
5000
115.0
27.0 51.0 76.0 ‘
0“m“MHM‘ﬂ‘Nh‘m,m“p“u‘MuuhﬂH“H“H“M“‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46770.D

Acqg On : 17 Jan 2022 17:27

Operator : SY/MD

Sample : N1155-01ME

Misc : 5.79g/5.emL/100uL/5.0mL//MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.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 4.514 3.0 ug/L 39502 1 6.250 652729 50.0
(DEL) Alkane: S 5.581 4.5 ug/L 59106 1 6.250 652729 50.0
(DEL) Alkane: S 6.124 5.3 ug/L 69445 1 6.250 652729 50.0
(DEL) Alkane: S... 6.501 3.1 ug/L 40742 1 6.250 652729 50.0
(DEL) Alkane: S... 7.497 3.9 ug/L 51237 1 6.250 652729 50.0
(DEL) Alkane: S 7.655 6.5 ug/L 85020 1 6.250 652729 50.0
(DEL) Alkane: S 8.128 6.1 ug/L 101961 2 9.430 841760 50.0
(DEL) Alkane: C... 8.369 2.8 ug/L 46602 2 9.430 841760 50.0
unknown-01 8.645 8.4 wug/L 141873 2 9.430 841760 50.0
(DEL) Alkane: C.. 8.864 4.4 ug/L 74057 2 9.430 841760 50.0
(DEL) Alkane: C.. 8.925 6.0 ug/L 100481 2 9.430 841760 50.0
(DEL) Alkane: C.. 9.057 10.4 wug/L 175195 2 9.430 841760 50.0
(DEL) Alkane: S.. 9.124 7.9 ug/L 133675 2 9.430 841760 50.0
(DEL) Alkane: C.. 9.173 13.9 wug/L 233114 2 9.430 841760 50.0
(DEL) Alkane: S.. 9.214 27.2 ug/L 457451 2 9.430 841760 50.0
(DEL) Alkane: S.. 9.337 27.2 ug/L 457810 2 9.430 841760 50.0
(DEL) Alkane: S.. 9.960 5.2 ug/L 87184 2 9.430 841760 50.0
(DEL) Alkane: S.. 10.025 45.5 ug/L 766314 2 9.430 841760 50.0
(DEL) Alkane: S.. 10.253 64.1 ug/L 1078510 2 9.430 841760 50.0
(DEL) Alkane: S.. 10.320 6.5 ug/L 108821 2 9.430 841760 50.0
(DEL) Alkane: C.. 10.359 34.5 wug/L 580352 2 9.430 841760 50.0
(DEL) Alkane: S.. 10.562 47.6 ug/L 801649 2 9.430 841760 50.0
(DEL) Alkane: S... 10.629 38.4 ug/L 1212400 3 11.825 1578760 50.0
(DEL) Alkane: S... 10.658 53.2 ug/L 1679190 3 11.825 1578760 50.0
Benzene, propyl- 10.919 17.5 ug/L 552999 3 11.825 1578760 50.0
Benzene, 1l-ethy... 11.012 143.1 ug/L 4519530 3 11.825 1578760 50.0
(DEL) Alkane: C... 11.250 3.2 ug/L 99759 3 11.825 1578760 50.0
Benzene, 1l-ethy... 11.307 78.3 wug/L 2471520 3 11.825 1578760 50.0
(DEL) Alkane: S... 11.382 19.6 ug/L 620270 3 11.825 1578760 50.0
(DEL) Alkane: S... 11.420 63.3 ug/L 1998820 3 11.825 1578760 50.0
(DEL) Alkane: S... 11.578 25.4 ug/L 803164 3 11.825 1578760 50.0
(DEL) Alkane: C... 11.713 57.7 ug/L 1821990 3 11.825 1578760 50.0
Benzene, 1,2,3-... 11.909 127.8 wug/L 4035560 3 11.825 1578760 50.0
(DEL) Alkane: S... 12.009 59.9 wug/L 1891050 3 11.825 1578760 50.0
Benzene, 1l-ethe... 12.105 70.7 ug/L 2232480 3 11.825 1578760 50.0
(DEL) Alkane: S... 12.333 288.5 ug/L 9109680 3 11.825 1578760 50.0
Benzene, 1-meth... 12.388 55.2 ug/L 1744040 3 11.825 1578760 50.0
Benzene, 2-ethy... 12.475 36.5 ug/L 1151540 3 11.825 1578760 50.0
Benzene, 1-meth... 12.504 25.5 ug/L 805692 3 11.825 1578760 50.0
o-Cymene 12.578 34.3 ug/L 1081740 3 11.825 1578760 50.0
(DEL) Alkane: S... 12.674 12.2 wug/L 384102 3 11.825 1578760 50.0
(DEL) Alkane: C... 12.935 43.4 ug/L 1368850 3 11.825 1578760 50.0
Benzene, 1,2,4,... 12.976 33.9 ug/L 1070910 3 11.825 1578760 50.0
Benzene, 1,2,3,... 13.034 82.9 wug/L 2617830 3 11.825 1578760 50.0
Benzene, 1-ethy... 13.115 10.3 wug/L 324028 3 11.825 1578760 50.0
1-Methyl-2-phen... 13.291 30.8 wug/L 973580 3 11.825 1578760 50.0
Benzene, (1-eth... 13.359 14.0 ug/L 441262 3 11.825 1578760 50.0
(DEL) Alkane: S... 13.436 92.0 wug/L 2905120 3 11.825 1578760 50.0
Benzene, 1-meth... 13.565 6.5 ug/L 206094 3 11.825 1578760 50.0
Naphthalene, 1,... 13.629 58.9 wug/L 18582990 3 11.825 1578760 50.0
1H-Indene, 2,3-... 13.738 17.2 ug/L 544143 3 11.825 1578760 50.0
1H-Indene, 2,3-... 13.790 8.4 wug/L 263944 3 11.825 1578760 50.0
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Benzene, 1l-ethy... 13.967 15.6 ug/L 491955 3 11.825 1578760 50.0
Azulene 14.095 556.3 ug/L 17563800 3 11.825 1578760 50.0

(DEL) Alkane: S... 14.452 8.8 wug/L 277493 3 11.825 1578760 50.0

Benzene, 1,4-di... 14.606 8.3 ug/L 261445 3 11.825 1578760 50.0

Naphthalene, 1,... 14.677 45.2 ug/L 1428010 3 11.825 1578760 50.0[[iElailcaE
3,4-Dimethylcumene 14.812 6.4 ug/L 202407 3 11.825 1578760 50.0\S\LWN
Benzene, 1,3,5-... 14.883 15.7 ug/L 496853 3 11.825 1578760 50.0 ®EEERIslE0H
Naphthalene, 1,... 15.021 20.6 ug/L 649031 3 11.825 1578760 50.0ESEENIS
Naphthalene, 2-... 15.224 145.6 ug/L 4595900 3 11.825 1578760 50.0

Naphthalene, 1-... 15.410 55.6 ug/L 1756960 3 11.825 1578760 50.0

Naphthalene, 2,... 16.262 10.2 ug/L 322010 3 11.825 1578760 50.0

Naphthalene, 2,... 16.410 5.0 ug/L 157351 3 11.825 1578760 50.0
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