LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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\SFAMULM@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51142.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 93 rBV 204463 227424 0.12% 0.089%
2 1.900 166 174 195 rVB 179863 246864 0.13% 0.096%
3 2.562 367 380 394 rBV 307422 499394  0.26% ©.195%
4 2.765 433 443 444 rBV4 4097 4967 ©0.00% 0.002%
5 3.051 523 532 540 rvB8 1855 3381 0.00% 0.001%
6 3.356 616 627 637 rVB6 2220 3867 ©.00% 0.002%
7 3.691 721 731 744 rVB6 1634 3691 ©0.00% 0.001%
8 3.867 769 786 801 rBv2 21187 49235 0.03% 0.019%
9 4.433 951 962 969 rBV6 1260 2949 0.00% 0.001%
10 4.527 977 991 1006 rBv4 10536 23970 0.01% 0.009%
11 4.620 1008 1020 1056 rBV 168791 435794 0.23% 0.170%
12 5.060 1140 1157 1174 rBV 317541 697552 0.37% 0.272%
13 5.317 1220 1237 1240 rBV6 3095 7176 0.00% 0.003%
14 5.385 1241 1258 1271 rBV5 106266 255179 ©0.13% 0.100%
15 5.459 1273 1281 1297 rVB4 24919 51730 0.03% 0.020%
16 5.591 1307 1322 1329 rBV2 33854 74751 0.04% 0.029%
17 5.723 1344 1363 1388 rVB2 661632 1768180 ©0.93% 0.690%
18 5.845 1390 1401 1413 rVV3 59578 126376 ©.07% 0.049%
19 5.919 1414 1424 1434 rVWV2 52426 105490 0.06% 0.041%
20 5.986 1435 1445 1466 rVB3 67211 146473 ©0.08% 0.057%
21  6.131 1478 1490 1507 rBv4 35329 68522 0.04% 0.027%
22 6.247 1513 1526 1548 rBV 503234 953445 0.50% 0.372%
23 6.536 1603 1616 1628 rBV 6100 13966 0.01% 0.005%
24 6.600 1631 1636 1644 rVB5 2318 3340 0.00% 0.001%
25 6.690 1649 1664 1673 rBV 425665 850227 0.45% 0.332%
26 6.761 1679 1686 1709 rVB2 549924 1078641 0.57% 0.421%
27 6.861 1711 1717 1729 rVB3 19593 35148 0.02% 0.014%
28 6.980 1743 1754 1766 rVB2 42101 76997 0.04% 0.030%
29 7.070 1766 1782 1796 rBV2 80927 165913 0.09% 0.065%
30 7.186 1804 1818 1820 rBV1e 4627 7835 0.00% 0.003%
31 7.234 1822 1833 1852 rVB2 97946 198075 ©0.10% 0.977%
32 7.424 1866 1892 1900 rBV7 17732 58600 0.03% 0.023%
33 7.475 1901 1908 1920 rVB8 13537 27658 0.01% 0.011%
34 7.565 1921 1936 1951 rBV 215027 465784 0.25% 0.182%
35 7.764 1986 1998 2012 rVB5 26374 63052 0.03% 0.025%

36 7.854 2013 2026 2030 rBV2 209348 345624 0.18% ©.135%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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\SFAMULM@92922WMA .M
Title : VOC Analysis
37 7.896 2031 2039 2054 rVB 878893 1514236 0.80% 0.591%
38 8.034 2069 2082 2095 rBV3 105176 267835 ©0.14% 0.104%
39 8.179 2117 2127 2135 rBV 162897 262029 0.14% 0.102%
40  8.240 2136 2146 2168 rVB 340576 628381 ©.33% 0.245%
41  8.366 2168 2185 2197 rBV 140707 267545 ©0.14% 0.104%
42 8.475 2213 2219 2228 rVB7 13096 20813 0.01% 0.008%
43 8.539 2229 2239 2252 rVB7 17045 34211 0.02% 0.013%
44  8.632 2252 2268 2299 rBV3 472557 1082798 0©.57% 0.422%
45  8.809 2312 2323 2331 rBV5 94590 176295 ©0.09% 0.069%
46  8.864 2332 2340 2350 rVV3 168588 317134 0.17% 0.124%
47  8.922 2351 2358 2392 rVB3 163209 406855 0.21% 0.159%
48 9.070 2394 2404 2413 rBV3 18368 31442 0.02% 0.012%
49 9.163 2423 2433 2445 rBV3 40429 70651 0.04% 0.028%
50 9.298 2468 2475 2482 rBV8 4572 8845 0.00% 0.003%
51 9.417 2499 2512 2526 rBV 762898 1257093 0.66% 0.490%
52 9.510 2532 2541 2548 rBV 89689 137240 0.07% 0.054%
53 9.571 2548 2560 2582 rVV 4998009 8082750 4.27%  3.152%
54 9.706 2583 2602 2649 rVB3 94616788 189366268 100.00% 73.852%
55 9.893 2655 2660 2672 rVB2 42145 67739 0.04% 0.026%
56 10.034 2698 2704 2709 rBV3 19393 29004 0.02% 0.011%
57 10.234 2754 2766 2770 rBV6 16443 28914 0.02% 0.011%
58 10.272 2772 2778 2793 rVB4 32274 52881 0.03% 0.021%
59 10.369 2798 2808 2821 rVBS8 27881 54813 0.03% 0.021%
60 10.485 2824 2844 2870 rBV 1217179 1889046 1.00% 0.737%
61 10.697 2900 2910 2917 rBV4 24534 39886 0.02% 0.016%
62 10.755 2917 2928 2940 rVV 659351 1054929 0.56% 0.411%
63 10.902 2962 2974 2990 rBV 1199327 1860469 0.98% 0.726%
64 10.996 2991 3003 3020 rVV 2700959 4738951 2.50% 1.848%
65 11.086 3020 3031 3053 rVB 2155312 3250140 1.72% 1.268%
66 11.288 3082 3094 3117 rBV 1460739 2251236 1.19% 0.878%
67 11.417 3126 3134 3138 rBV2 30930 44739 0.02% 0.017%
68 11.465 3138 3149 3182 rVV 6149333 9059469 4.78%  3.533%
69 11.610 3184 3194 3197 rVV 116350 174017 0.09% 0.068%
70 11.642 3198 3204 3216 rVB 340400 508946 ©0.27% 0.198%
71 11.742 3224 3235 3243 rBV 405976 602041 0.32% 0.235%
72 11.809 3243 3256 3270 rVB2 919410 1606675 0.85% 0.627%
73 11.893 3270 3282 3305 rVB 2492886 3731055 1.97%  1.455%
74 12.005 3308 3317 3331 rVB 94856 152030 ©0.08% 0.059%
75 12.095 3332 3345 3350 rBV2 620989 994946 ©.53% ©0.388%

76 12.189 3363 3374 3396 rVB3 1525713 2724581 1.44% 1.063%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 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\SFAMULM@92922WMA .M
Title : VOC Analysis
77 12.301 3399 3409 3421 rVB 158096 245552  ©.13% 0.096%
78 12.375 3421 3432 3448 rBV 328096 501560 ©0.26% 0.196%
79 12.462 3448 3459 3464 rBV 441216 685064 0.36% 0.267%
80 12.568 3482 3492 3500 rBV 585348 872657 0.46%  0.340%
81 12.610 3500 3505 3516 rVB 211690 304597 ©0.16% 0.119%
82 12.681 3517 3527 3547 rBV3 440209 1014760 0.54% 0.396%
83 12.812 3559 3568 3577 rBV3 184500 318998 0.17% 0.124%
84 12.873 3578 3587 3600 rVB2 313158 527420 0.28% 0.206%
85 12.970 3601 3617 3625 rBV 228625 375940 0.20% 0.147%
86 13.025 3625 3634 3651 rVB 457372 711799 0.38% 0.278%
87 13.108 3651 3660 3674 rBV4 43980 83308 0.04% 0.032%
88 13.198 3682 3688 3696 rBV 17137 25899 0.01% 0.010%
89 13.250 3698 3704 3710 rVV3 33528 45174 0.02% 0.018%
90 13.291 3711 3717 3725 rVB 60623 82082 0.04% 0.032%
91 13.404 3744 3752 3755 rBVS5 20107 28458 0.02% 0.011%
92 13.449 3755 3766 3781 rVB3 718832 1200189 0.63% 0.468%
93 13.623 3809 3820 3833 rVB 491447 774090 0.41% 0.302%
94 13.735 3846 3855 3862 rBV6 11472 19672 0.01% 0.008%
95 13.783 3864 3870 3877 rVB3 12806 17940 0.01% 0.007%
96 13.838 3877 3887 3897 rBV5 35078 64216 0.03% 0.025%
97 14.086 3952 3964 3985 rBV 283539 480440 0.25% 0.187%
98 14.189 3991 3996 4008 rVB5 12290 17924 0.01% 0.007%
99 14.285 4019 4026 4034 rVB4 11676 17657 0.01% 0.007%
100 15.018 4248 4254 4260 rBV7 2409 3196 0.00% 0.001%

Sum of corrected areas: 256414790
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU051142.D\data.ms
8e+07
6e+07
4e+07
2e+07
1.597 1.900 2.5622.765 3.051 3.356 3.69B.867 4.483P820 5.060 5.38BRE5591/BBEWR16247 6.63OK
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘TW\‘\\\\‘\\\\‘\\\\\\\\‘\\\‘YT\\\\‘\\\\‘\\\\‘\7\\‘\\\—!TY_Y_Y_YT W_Y—rr\\\‘\\T\‘—r\\\[\F\\‘\T\\T\\m\\‘?\ﬁ
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: VU051142.D\data.ms
9.706
8e+07
6e+07
4e+07
2e+07
9.57 6 11.465
.86 198070864/ AFIS657. TRBH0BIA THE68 75038 BESAP G0GE2980310 | g.aggomaﬁm.@gﬂg@%gﬁﬁlﬁﬁ&ﬁmwiﬁ;ﬁg
A T T L [ ‘17\'\’\"‘#\ 17\" LI "\T T \" T
Time--> 700 750 800 8.50 900 950 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU051142.D\data.ms
8e+07
6e+07
4e+07
2e+07
0 zzwgammmmeas 52m838141)m8985 15.018
T 1 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. oo 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\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
5.459 2.71 ug/L 51730 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 59
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 47
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 45
Abundance Scan 1281 (5.459 min): VU051142.D\data.ms (-1273) (-) m/z 56.00 100.00%
56.0
40.9
5000 71.0
AR
‘ ‘ ‘ | 829 g5 5.20 5.40 5.60 5.80
Ol et il L PR m/z 56,95 60.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
5000 ”M
29.0 71.0 5.20 5.40 5.60 5.80
m/z 40.90 60.11%
sosso |l w0
\\\’\\\\’\\\\’\\\\’\\\\"\\}’\\\\“\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
A e e
5.20 5.40 5.60 5.80
5000 m/z 43.00 58.09%
29.0 71.0
R Y
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8557: Oxirane, (1-methylbutyl)- f}/‘\w col e S
56.0 5.20 5.40 5.60 5.80
m/z 71.00 43.48%
41.0
5000
69.0
84.0
obryrrregrrreprrebbre el el 252 S (NiVANAS
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.591 3.92 ug/L 74751  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 80
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 50
Abundance Scan 1322 (5.591 min): VU051142.D\data.ms (-1307) ()| m/z 42.90 100.00%
42.9
71.0
57.0
5000
e
‘ ‘ 850 99.9 5.20 5.40 5.60 5.80 6.00
0L e et ol T T myz 40,90 78.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0 T T T
' 5.20 5.40 5.60 5.80 6.00
m/z 71.00 72.47%
oL 10 150 “ ] | 85.0 100.0
\\\‘\\H‘\\\\’H\\‘\\Hi\}\\’\‘\\i‘\\1\‘}\\\’1\\\‘\\\\i\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5.20 5.40 5.60 5.80 6.00
5000 57.0 70.0 m/Z 70.00 72.01%
29.0
150 | M \ 85.0 100.0
Ot e et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl- IRRED VA RS Hh S AR
43.0 5.20 5.40 5.60 5.80 6.00
m/z 57.00 63.37%
57.0 71.0
5000
29.0
15.0 \‘ - 830 1000
O rrrprrry e e e e e T N R RNt N
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\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M
: VOC Analysis

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

(DEL) Alkane: Cyclic5.845

Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
5.845 6.63 ug/L 126376 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 81
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 74
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 47
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 47

Abundance Scan 1401 (5.845 min): VU051142.D\data.ms (-1390) (-) m/z 70.00 100.00%
70.0

56.0
5000 41.0
0 ANVEAVAY AL A A
‘ ‘ | ‘ 959 5.60 5.80 6.00 6.20
0 m‘H‘w‘H‘_‘H‘m\‘mw‘\“w;‘l bl m/z  56.00  68.67%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
41.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘/\L\\
270 5.60 5.80 6.00 6.20
83.0 m/z 55.00  65.91%

‘ 98.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- /f\ﬁk
70.0
56.0
41.0 /\/\

o

R R aa T
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 50.47%
27.0 83.0
‘ ‘ 98.0
0 H‘_H‘%fg‘ulﬁ‘u‘kﬁuw““‘muh‘uyu‘w‘u‘_‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis- R AREaEaREEE L S
56.0 70.0 5.60 5.80 6.00 6.20
410 m/z 43.00  31.82%
5000
27.
0 83.0
‘ ‘ ‘ 98.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 (DEL) Alkane: Cyclic5.919 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
5.919 5.53 ug/L 105490 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
Abundance Scan 1424 (5.919 min): VU051142.D\data.ms (-1414) (-) m/z 70.00 100.00%
55.0 70.0
41.0
5000
3.0
‘ ‘ | 98.0 5.60 5.80 6.00 6.20
0 m‘H‘wwwwmwm\h!‘wm‘! MHM\W:‘HW‘ m/z 54.95  87.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
5000 /\H‘HH‘HH’HA‘/\\\H‘
270 5.60 5.80 6.00 6.20
83.0 o
‘ ‘ 98.0 m/z 56.00 84.88%
O\\\]-‘.\()\\\‘]-\4\)‘\0\‘\\}!‘\\\\}\‘\\\“\H‘\‘\\\w‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
R e
5.60 5.80 6.00 6.20
5000 m/z 40.95 59.98%
270 83.0
‘ ‘ ‘ 98.0
ol-to ta0 MMl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- e e
56.0 70.0 5.60 5.80 6.00 6.20
410 m/z 68.95 37.18%
5000
27.0
83.0 o930
0 ‘H_"‘_“‘wm!“w“m;hu ‘wu‘l “““ B B =
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Cyclic5.986 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.986 7.68 ug/L 146473  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 90
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 86
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
Abundance Scan 1445 (5.986 min): VU051142.D\data.ms (-1435) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000

830 98.0 o ARRAmEREREEE S

‘ ‘ ‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
0 ‘H‘H‘W‘H‘_‘H‘H‘ﬂﬂu‘wtL‘mﬂhuuhp‘upuww‘u‘ m/z 70.08  82.65%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 f&m

5000 “‘H“H“‘H“H“_‘
21.0 5.60 5.80 6.00 6.20 6.40

‘ 98.0 m/z 55.60  81.04%
‘ 1l

‘ 83.0

"‘\""\‘H*\HHW“NWM ‘\‘Hw”‘w“”w””w”

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- m\
56.0

o

41.0 0.0 5&5%&&&%&%
5000 ITI/Z 40.95 53.51%
27.0 98.0
“ 83.0

0 ‘H%Q“%4@\H*MM‘H}L“wHL\H”H“‘H\m‘w‘w“w“

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- \ T R R AR
56.0 5.60 5.80 6.00 6.20 6.40

m/z 69.00  38.58%

41.0 70.0
5000
27.0 83.0 98.0 /\/\/\

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.131 3.59 ug/L 68522 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 87
2 Heptane 100 C7H16 000142-82-5 86
3 Heptane 100 C7H16 000142-82-5 64
4 Heptane 100 C7H16 000142-82-5 59
5 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 47
Abundance Scan 1490 (6.131 min): VU051142.D\data.ms (-1478) (-) m/z 43.00 100.00%
' 71.0
5000 j\/\\/\
100.1 e
‘ 50 5.80 6.00 6.20 6.40
0 el M“m‘,‘m“H\Mmu, m/z 71.080  77.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 ‘H‘HMHH‘HH‘HH,
20.0 5.80 6.00 6.20 6.40
m/z 41.00 74.71%
100.0
0 | \ 85.0
O\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
R e
5.80 6.00 6.20 6.40
5000 57.0 710 m/z 57.00  66.41%
290 100.0
U
Ol e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane 4\“H‘,H/\‘H“_“w
43.0 5.80 6.00 6.20 6.40
m/z 56.00 54.44%
5000 29.0 57.0 710
100.0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘HM‘H,H‘W‘H‘_‘H, R  ARRmnaassEE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Cyclic6.980 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.980 4.04 ug/L 76997 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 81
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 81
3 Cyclopentane, ethyl- 98 C7H14 001640-89-7 47
4 Cyclopentane, 2-propenyl- 110 C8H14 003524-75-2 40
5 3-Hexyn-1-ol 98 C6H100 001002-28-4 38
Abundance Scan 1754 (6.980 min): VU051142.D\data.ms (-1743) (-) m/z 68.95 100.00%
69.0
41.0 55.0
5000
‘WHWHWH,HHW
‘ ‘ 83.0 980 6.60 6.80 7.00 7.20 7.40
oHwmwW_W\JMM‘M‘ ‘mMih‘m,”!‘l,w m/z 68.00  76.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 550 \‘\\\\‘\\\\‘\\\\’\\\\‘\\
6.60 6.80 7.00 7.20 7.40
270 m/z 70.00 58.31%
: ‘ 830 980
O\\\‘]\-\5\.(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
‘WHWHWH,HHW
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 40.95 57.95%
5000 270
98.0
150 Wl L B0
R R N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3749: Cyclopentane, ethyl-
41.0 69.0 6.60 6.80 7.00 7.20 7.40
55.0 m/z 54.95 52.99%
5000 21.0
15.0 ‘ ‘ “ 83.0 98.0
0 H“HM“H“_‘lw‘ﬁ‘w“H“N“H“,H“W“u“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Cyclic7.070 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.070 8.70 ug/L 165913  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 80
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 72
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72
Abundance Scan 1782 (7.070 min): VU051142.D\data.ms (-1766) (-) m/z 70.00 100.00%
70.0
55.0
5000
41.0 ALY
95.0 B RAREEEEREE S B
‘ “ ‘\ | ‘ | ‘ 112.0 6.80 7.00 7.20 7.40
Ot e m/z 55.00  66.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 L L B L N R
6.80 7.00 7.20 7.40
410 m/z 40.95  28.44%
27.0 M | ‘ 83.0 97.0 112.0
O\\\‘\\\\’\\\‘\“\\\\“\‘\\\‘\H\‘\‘\\\M\ ‘\\\\‘\H\\\‘\\\‘\’\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
6.80 7.00 7.20 7.40
5000 m/z 68.95 26.59%
41.0
27.0
N
0""mo‘,"‘1“HHNHWHMHM e N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.80 7.00 7.20 7.40
m/z 41.90 17.18%
55.0
5000
41.0
270 97.0 112.0
obaao Il s $TO w20 1 [\ A a )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Cyclic7.234 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
7.234 10.39 ug/L 198075 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 87
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 74
5 Octane, 2-chloro- 148 C8H17C1 000628-61-5 64

Abundance Scan 1833 (7.234 min): VU051142.D\data.ms (-1822) (-) m/z 69.95 100.00%

550 7d.0
41.0
5000
84.0 A s

‘ ‘ ‘ 97.1 1121 7.00 7.20 7.40 7.60
m_m_m,w‘!‘mm‘lwu‘HH‘MMMku;luw m/z 55.00  94.08%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0

5000 A e e
7.00 7.20 7.40 7.60

84.0 112.0 m/z 56.00 83.16%

| | | e
\H‘HH‘\H\’\\H‘\‘\H‘\H W‘H\H\ ‘\H\‘\‘H\‘\\1‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- /\
56.0 70.0
AN /J\/\

7.00 7.20 7.40 7.60

o

o

5000 m/z 41.00 52.10%
41.0
84.0 112.0
27.0 ‘ ‘ 970 |
0 ‘H‘HH‘m“‘,uu““m‘“; e ‘m‘““H_H“WHWH_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0 7.00 7.20 7.40 7.60

m/z 68.95 40.01%

5000 41.0
84.0
T
L SN R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.424 3.07 ug/L 58600 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 80
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
3 Pyrrolidine 71 C4HON 000123-75-1 59
4 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 56
5 Heptane, 3-ethyl-5-methylene- 140 C10H20 1010160-41-7 50

Abundance Scan 1892 (7.424 min): VU051142.D\data.ms (-1866) (-) m/z 43.00 100.00%

43.0 70.0
5000
56.9 N

94.9 7.20 7.40 7.60 7.80
errrrrprrerpre e bl e m/z 70,00 88.67%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
5000

7.20 7.40 7.60 7.80
27.0 ‘ 57.0 m/z 71.00 68.21%

‘\‘ ‘ | | \‘ 85\'0 114.0
\\‘\\\\’\\\\‘\H\‘\\\\"\\\\‘\H‘\}\\\’\\\\‘\H\‘\\\\’\}\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4998: 1-Butanol, 2-ethyl-
43.0 //[\
i\

7.20 7.40 7.60 7.80

o

o

5000 70.0 m/z 40.90 51.74%
29.0
H ‘ 5%0 84.0
0H\:*L*S"(*)ww‘w*‘\!“w*‘*!“\HH‘HW!*!H\HH\mw”w M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #692: Pyrrolidine RN A ERRAR A
43.0 7.20 7.40 7.60 7.80

m/z 54.90 42.69%

70.0
5000
28.0
150 | | s
S| WP N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.764 3.31 ug/L 63052 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methylene- 112 C8H16 001632-16-2 49
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 47
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 47
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 47
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 47

Abundance Scan 1998 (7.764 min): VU051142.D\data.ms (-1986) (-) m/z 70.00 100.00%

70.0
55.0
5000
40.9 95.1

M | H L] o 7.40 7.60 7.80 8.00
e el A L T m/z 55,00 69.90%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7571: Heptane, 3-methylene-
55.0 70.0
5000 41.0

7.40 7.60 7.80 8.00
m/z 69.00 25.64%

o

27.0
i
0"‘\H‘W"w””\“mi“”!w”“‘ “‘““\‘M‘“\““!““\““\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 AR AR AR AR
7.40 7.60 7.80 8.00
5000 ITI z 40.90 23.67%
41.0
2r.0 112.0
PN N . i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., R AR
70.0 7.40 7.60 7.80 8.00

m/z 67.00 20.74%

55.0
5000
41.0
21.0 97.0 112.0
ol 120 ||| | 830 070 112

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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 13 (DEL) Alkane: Cyclic8.034 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8.034 10.65 ug/L 267835 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94

4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72

5 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 53
Abundance Scan 2082 (8.034 min): VU051142.D\data.ms (-2069) (-) m/z 97.00 100.00%
97.0
55.0
5000
‘ ‘ 7.80 8.00 8.20 8.40
Ol o 2988z ss.ee 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7613: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000
7.80 8.00 8.20 8.40
m/z 69.00 47.83%
27.0
0\\\\‘\U\\‘i“\\\‘\“\‘1‘\\"1\\H‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Cyclohexane, 1,1-dimethyl-
L
55.0 \\\\‘\\\\’\\\\‘\\\\‘\\\
7.80 8.00 8.20 8.40
5000 m/z 56.00  39.64%
27.0
oum‘l‘”‘N‘Jl‘m,wlH1“Hmw_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0 7.80 8.00 8.20 8.40
55.0 m/z 41.80  36.47%
5000
27.0
o‘Hu"MHNH‘u“wl‘”,wH1“H1“w_m‘w_ww e s AUESIN 2%¥
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAMULM@92922WMA.M Mon Oct 10 18:24:08 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 14 (DEL) Alkane: Cyclic8.240 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.240  24.99 ug/L 628381 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90
Abundance Scan 2146 (8.240 min): VU051142. D\data ms (-2136) (-) m/z 97.00 100.00%
55.0 1.0
5000 41.0 %
69.0 1121
83.0
H ‘ 8.00 8.20 8.40 8.60
Obrrerrrrrrrrrretlerpl el ol bl 1260 s e 92, 66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
70 69.0 112.0 8008208408600
‘ 83.0 m/z 41.00  43.02%
OH\‘\H\‘HH“HH’\‘\H’\H\‘\‘\H‘!‘\H\‘\M\\‘\Hl‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
PR O
41.0 8.00 8.20 8.40 8.60
5000 m/z 69.00 37.56%
69.0 112.0
s
oHWH“HMHH,“‘H,u““‘_H‘!_H‘_‘1"w!_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) “‘W“‘W“‘W“H“‘
55.0 97.0 8.00 8.20 8.40 8.60
m/z 55.95 36.87%
41.0
5000
27.0 69.0 112.0
‘ ‘ 83.0
o) SSS— — - ““Ax
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60

SFAMULM@92922WMA.M Mon Oct

10 18:24:10 2022

Page:

17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Cyclic8.366 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.366 10.64 ug/L 267545  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 93
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 93
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 90
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 90
Abundance Scan 2185 (8.366 min): VU051142.D\data.ms (-2168) (-) m/z 97.10 100.00%
55.0 97.1
5000
41.0 112.1
69.0
M ‘M 83.0 | 8.00 8.20 8.40 8.60
0ot lll bl ol hyz sa.95 97.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
8.00 8.20 8.40 8.60
270 69.0 112.0 m/z 40.95 35.16%
T
O\\\‘\\\\‘\\\1’\\\\‘\‘\\\“\‘\\‘\‘\\\“\l\\\\‘wu\\‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
P S
8.00 8.20 8.40 8.60
5000 41.0 m/z 112.10 34.49%
112.0
270 69.0
830
01,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 \
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- s RAmEmRa RS
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 29.59%
5000 41.0
112.0
27.0 69.0
O LA
om‘HH_H“,"H‘!“HNHM‘H‘Ml‘HW‘Hw\lwww AR WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 16 (DEL) Alkane: Cyclic8.809 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
8.809 7.01 ug/L 176295 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane,
2 Cyclohexane,
3 Cyclohexane,

imethyl- (cis/... 112 C8H16
imethyl-, cis- 112 C8H16
imethyl-, cis- 112 C8H16

000583-57-3 81
002207-01-4 81
002207-01-4 81

4 Cyclohexane, 1, imethyl-, cis- 112 C8H16 002207-01-4 70
5 Cyclohexane, imethyl- (cis/... 112 C8H16 000583-57-3 62
Abundance Scan 2323 (8.809 min): VU051142.D\data.ms (-2312) (-) m/z 55.00 100.00%
55.0
97.0
40.9
5000 69.0 83.0
1121
CE
‘ ‘ H ‘ ‘ 128.7 8.40 8.60 8.80 9.00 9.20
0brrerrrrreerellsllhe el bl il 2287 sz 97.00  8e.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans)
558.0
97.0
5000 41.0 P T T
70.0 112.0 8.40 8.60 8.80 9.00 9.20
. ‘ ‘ m/z 40.90  52.13%
OH‘HH‘HH‘H\\‘\‘\H‘\H\‘\’H\‘1‘\H\‘1!H‘\Hl‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0 PO T
41.0 8.40 8.60 8.80 9.00 9.20
5000 83.0 ITI/Z 69.00 46.26%
69.0 112.0
27.0
S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0 8.40 8.60 8.80 9.00 9.20
970 m/z 83.00  44.88%
5000 41.0 83.0
69.0 112.0
27.0 ‘ ‘
oH‘HH‘w‘mW‘m_‘:“‘,m‘!‘m“1lu_lewwmww A e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20

SFAMULM@92922WMA.M Mon Oct

10 18:24:12 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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 17 (DEL) Alkane: Cyclic8.864 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.864 12.61 ug/L 317134  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 93
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
Abundance Scan 2340 (8.864 min): VU051142.D\data.ms (-2332) (-) m/z 83.00 100.00%
83.0
55.0
5000 1.0
112.1 NI L' S
| ‘ ‘ | ‘ 8.60 8.80 9.00 9.20
Obr el plll Al 989 L sz ss.ee 73.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 L L B B R B
410 oo 8.60 8.80 9.00 9.20
' m/z 82.00 49.19%
27.0 ‘ 69.0
0\\‘\\\\‘\\\‘\“\\\\‘!‘\\\“\‘!!\‘\\\\“\\\\‘\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
T e
55.0 8.60 8.80 9.00 9.20
5000 m/z 40.95 38.18%
41.0
112.0
27.0 69.0
X S N O O P . LA N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- T T
83.0 8.60 8.80 9.00 9.20
m/z 112.05 23.43%
55.0
5000
41.0
112.0
27.0
bt 2 N ero LML .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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: Cyclic8.922 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.922 16.18 ug/L 406855 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72

Abundance Scan 2358 (8.922 min): VU051142.D\data.ms (-2351) (-) m/z 111.10 100.00%

111.1
69.0
5000
41.0

‘ H ‘ 8.60 8.80 9.00 9.20
| R I

el el 2069 o 6o ap  79.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
41.0

5000 R S L
8.60 8.80 9.00 9.20

m/z 55.00 45.04%

150!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

o

o

AR e
8.60 8.80 9.00 9.20
m/z 40.95 29.68%
5000 41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- R ARARAERNNS S
111.0 8.60 8.80 9.00 9.20
69.0 m/z 83.00  25.01%
5000 41.0 A/\/\
0 H‘HHWHWHWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Cyclic9.163 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
9.163 2.81 ug/L 70651  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
2 Cyclohexane, 1,2,4-trimethyl- 126 CSH18 002234-75-5 83
3 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 81
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 81
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 74

Abundance Scan 2433 (9.163 min): VU051142.D\data. ms(2423)() m/z 68.95 100.00%

69.0 111.
55.0
5000 410
126.1 I

‘ H T 97.0 8.80 9.00 9.20 9.40
‘wHH,‘HwHH,‘HM“wH“_HM“““H“‘“J:_m‘\“ww‘m m/z 111.00  92.56%

0 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 41.0 TTT T[T rrrrprrrrys
8.80 9.00 9.20 9.40
126.0

m/z 54.95 69.49%

0 |
\\‘HH’\H\‘HH’“H\“\‘\H‘H\‘\‘\H‘\‘NHH‘\H‘\‘H\\‘l\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0

o

AN
55.0 LT
8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 38.75%
126.0
97.0
27.0 ‘ 83.0 ‘
0HWH,WHWH‘,“ku“Mm‘w‘mw“:“uwlWm‘lm_m_u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-  ERRARAELE SRR
55.0 69.0 8.80 9.00 9.20 9.40
111.0 %
21.0 m/z 67.00 26.98
5000
126.0
84.0
o,, J/\/\\A,
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\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Pentalene, octahydro- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
9.510 5.46 ug/L 137240  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 87
2 Pentalene, octahydro- 110 C8H14 000694-72-4 74
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72
4 1,5-Cyclooctadiene, 3,8-dimethyl- 136 C1OH16 1000155-84-1 72
5 C2H5CH=CHCH=CH2 82 Ce6H1e 000592-48-3 53

Abundance Scan 2541 (9.510 min): VU051142.D\data.ms (-2532) (-) m/z 66.95 100.00%

67.0
82.0
5000

40.9
| 54.0 I ‘ 95.0 1100 950
H‘H‘W‘H‘_‘H\m‘qwm‘_wu‘uﬂﬂhu‘mwu‘u‘uh‘u“ 82.00  53.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6704: Pentalene, octahydro-
67.0
5000 82.0

o

9.50
m/z 78.95 21.52%
27.0 “ 54.0 | w0 110.0
O\\‘\\\\‘\\\H“\\\\‘\\\\“\‘!‘\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6709: Pentalene, octahydro-
67.0
—=
9.50
5000 82.0 m/z 46.98  16.47%
41.0
540
. 21.0 w | | 950 1100
\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6754: Pentalene, octahydro-, cis-
67.0 9 50

m/z 38.95 15.93%

82.0
5000
41.0
110.0
Zo || L e
0 I 1l |

m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 4-Ethylcyclohexene Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.893 2.69 ug/L 67739  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethylcyclohexene 110 C8H14 003742-42-5 53
2 4-Ethylcyclohexene 110 C8H14 003742-42-5 53
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 53
4 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 53
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 53
Abundance Scan 2660 (9.893 min): VU051142.D\data.ms (-2655) (-) m/z 81.00 100.00%
81.0
5000
67.0 9.0 AU
479 | M H ‘ 108.9 124.0 950 10.00
0l e Ll m/z 95.08 32.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6686: 4-Ethylcyclohexene
81.0
5000 54.0 /\”‘]\M* — M\/\
9.50 10.00
m/z 67.00 27.04%
‘ 95.0 llT.O
OH‘HH‘\H‘\“HH‘\H\‘HH‘\\w“‘\\\‘\M!\H‘H‘H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6688: 4-Ethylcyclohexene
81.0
Ldlon
54.0 9.50 10.00
5000 m/z 96.00 25.20%
39 110.0
| N
PSS [ Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/\/\ /\
Abundance #3284: Cyclopropane, trimethylmethylene- AN A
81.0 9.50 10.00
m/z 81.95 22.33%
5000 41.0
96.0
27.0 67.0
0 A —
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 22 Benzene, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.903 57.90 ug/L 1860470 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 78
Abundance Scan 2974 (10.902 min): VU051142.D\data.ms (-2962) (- | m/z 91.00 100.00%
91.0
5000
51.0 12L0 11.00
ob b L D 2069 249.1281.C ./, 179, 00 21.28%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
11.00
m/z 92.00 10.63%
39.0 L
O\\H‘\‘i‘\“\“\‘\“‘%z\"g\,\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
UM
11.00
5000 m/z 65.00 9.99%
¥ | | sz
(o R S L 1 e i e e
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 11.00
m/z 78.00 6.63%
5000
90 | | 1m0
N M
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.996 147.48 ug/L 4738950 1,4-Dichlorobenzene-d4 11.809
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-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3003 (10.996 min): VU051142.D\data.ms (-2991) (- | m/z 104.95 100.00%
105.0
5000
120.0 /\
\* T T ‘ T T T T
77.0 11.00
390 578, Ll ]
O e e e e e m/z 120.00 30.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00
m/z 91.00 12.35%
39.0 77.0
O\\‘H\\‘\\\‘\‘\H\“H\\“\5\9‘9‘\\‘Hf‘}"H\\“\\H‘\‘\l\‘H‘H“‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00
5000 m/z 76.95 11.88%
120.0
o ds0 80 seo T L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10720: Benzene, 1-ethyl-3-methyl- - r
105.0 11.00
m/z 106.00 8.83%
5000
120.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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 24 Benzene, 1l-ethyl-4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.288 70.06 ug/L 2251240 1,4-Dichlorobenzene-d4 11.809
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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3094 (11.288 min): VU051142.D\data.ms (-3082) (- | m/z 105.00 100.00%
105.0

5000
120.0 f\
I A e

51.0 77.0 11.00 11.50

>

O rerrerrrrr oot el et i 3341 m/z 119,95 29.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 90.95 12.32%
77.0
O\\‘]T\s\.\o‘\\\‘\‘\ﬁ%‘.\()\\\“\?’\\9‘.\(‘)\‘\\‘\\\m‘H\\“{\\\‘\M1\‘\\‘\‘\"‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 ITI/Z 77 .00 12.04%
120.0
39.0 77.0
0‘wHH‘Hﬁ_‘qu‘Mﬁ%ghwuhﬁuum‘uwﬁ‘_mquuwu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 9.21%
5000
120.0
79.0
390 630 ||
o S N A1 NP S 1| S S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Benzene, (2-methylpropyl)- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.610 5.42 ug/L 174017 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 90
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
5 Benzene, n-butyl- 134 C1eH14 000104-51-8 80
Abundance Scan 3194 (11.610 min): VU051142.D\data.ms (-3184) (1 m/z 90.95 100.00%
91.0
5000
134.1
430 650 117.0 11.50 12.00
O rrprrrrprrrr st e m/z 92.00  53.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0 JL
5000 /\ T T T /\/\j\ T /\
11.50 12.00
134.0 m/z 134.05  24.54%
43.0 65.0
0 270 H‘ 115.0
H‘HH‘H\\‘\H\‘\H\‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0
1150 1200
5000 ITI/Z 64.95 12.18%
43.0 650 134.0
o 20 ] 150
H‘HH‘H\\‘\H\‘\H\‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0 11.50 12.00
m/z 42.95 7.43%
5000
65.0 134.0
39.0 \
ob 280 bl R0 L Sedagd W W LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Benzeneacetaldehyde, .alpha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.642 15.84 ug/L 508946 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 86
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 86
Abundance Scan 3204 (11.642 min): VU051142.D\data.ms (-3198) (- | m/z 105.00 100.00%
105.0
5000 /\ A
o TI0 | 10 T 170
i | I B 207.0 g
o+ttt m/z 134.00  15.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000 =T ‘ 4\
11.50 12.00
77.0 m/z 77.00 11.82%
o *1° | e
O \\\‘\‘\‘\\“\\H\“\‘\\\“\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
11.50 12.00
5000 m/z 79.00 9.18%
770 134.0
o 2050 )y ]
R e R A ARARE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 11.50 12.00
m/z 103.00 8.63%
5000
134.0
2080 0 )]
e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 p-Cymene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.742 18.74 ug/L 602041 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3235 (11.742 min): VU051142.D\data.ms (-3224) (- | m/z 118.95 100.00%
1

19.0
5000
91.0

B w‘u‘uM‘uu“um‘;“,“““1,4‘5"9_”””2‘9‘7:1‘ m/z 134.00  27.57%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene
110.0
5000 — //\ (vl

91.0

39.0 65.0 ‘ ‘ .
\]-\5‘\-‘0\ T “‘ T \“\ \“ ‘\‘ TT \‘H‘ T \‘ w T ‘ W TT ‘i‘ " TTT ‘\ ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

o

11.50 12.00
5000 ITI/Z 116.95 16.00%
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
119.0 11.50 12.00
m/z 120.00 9.74%
5000
91.0
390 65.0 ‘ f\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.893 116.11 ug/L 3731060 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3282 (11.893 min): VU051142.D\data.ms (-3270) (-~ | m/z 105.00 100.00%
105.0

>

5000 120.0 j\
51.0 77.0 1150 12,00
Obreprrenger 338 i e ool m/z 11995 40.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene JA
105.0
5000 120.0 L j\ ‘
11.50 12.00
m/z 76.95 12.43%
51.0 .o
0‘w‘Hw%?RHw‘Hw“”WN‘MJMHH»‘HNNWHW“HHMHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 120.0 ITI/Z 119.00 9.85%
39.0 77.0
0 ”%%9”JH””M””wh§%ﬁw”JM””»‘”M”‘MMm“”W”‘W”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 90.95 9.59%
120.0
5000
77.0
0‘W”;W”mMfiﬁ”WE%RMM”M””w”WMM\”“N”W””V
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 o-Cymene Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.005 4.73 ug/L 152030 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C1oH14 000527-84-4 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 3317 (12.005 min): VU051142.D\data.ms (-3308) (- | m/z 119.00 100.00%
119.0
5000
91.0
38.9 64.9 ‘ ‘ 1450 12.00
0 “‘“‘“W“H‘WHV“M“W“Mw‘ﬂwl“w“““ m/z 134.00 27.67%
miz-> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
5000 /\ L :
91.0 12.00
m/z 91.00 27.03%
39.0 65.0
190 bl Al 145-0
O\\‘\‘\‘r‘\\‘\\‘i\“‘i\\\H‘\\w‘\““\\{’\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
12.00
5000 m/z 117.00 15.87%
91.0
41.0 65.0 135.0
0 \H‘\HH“‘H‘H‘H‘HMH;H“i‘u‘\“lum‘uu
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 12.00
m/z 114.95 10.78%
5000
91.0
a0 mo T e
O+ e e e e e e
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Benzene, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.095 30.96 ug/L 994946  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 55
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 50
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 50
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 50
Abundance Scan 3345 (12.095 min): VU051142.D\data.ms (-3332) (- | m/z 104.95 100.00%
105.0
5000 134.1
AL Ay
51.0 ‘ ‘ | 12.00
Obrrrrrrrprrre 338 b bl LML w2 110,00 92.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00
77.0 m/z 117.00  92.47%
0 \\‘J-HSHO‘\\\‘\“HH"‘HH“EZ\RH\‘\H‘H‘H\\"U\H‘\‘\1\’H‘}‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
12.00
5000 134.0 m/z 134.05 42 .64%
77.0
27.0 ‘
0 "‘H‘Wm‘w‘,“m}‘w”,:““ _uH‘H‘J,:m‘M!‘,H‘:“}W_JW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17034: Benzene, 1,3-diethyl- ‘ ‘ /‘\ ‘ ‘
119.0 12.00
m/z 118.00 42.44%
5000 134.0
39.0 90
65.0
0 "‘H‘WMH‘“,‘w“:m‘,W‘H‘lhw,"H‘“H‘,‘M‘lmww /\AA‘ : Wil
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 31 Benzene, 1,3-diethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.301 7.64 ug/L 245552  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 3409 (12.301 min): VU051142.D\data.ms (-3399) (- | m/z 105.00 100.00%

105.0
5000 134.0
7o L h
51.0 ‘ “ 12. 00 12. 50
Ot el e 2970 /7 118195 85.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.00 45.64%
39.0 ‘
O \]-\5\‘0\‘\‘\ \“‘\ \W\““\‘\\\H‘ T \‘”\‘\\\‘\"‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 ]\
UEDVARVIVIVRIL;
12.00 12.50
5000 ITI/Z 90.95 34.16%
91.0
65.0
SELL TNl T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17030: Benzene, 1,3-diethyl-
105.0 12.00 12.50
m/z 117.00 26.71%
134.0
5000
27.0 510 |
N v T I O S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Benzene, 1-methyl-4-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.375 15.61 ug/L 501560 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 90
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
Abundance Scan 3432 (12.375 min): VU051142.D\data.ms (-3421) (- | m/z 104.95 100.00%
105.0
5000 A
134.0 ‘ /\KA/\ —
77.0 12.00 12.50
38\'9 \57'4\ ‘\\ ‘ M Ll 9
ol e m/z 134.00 20.73%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 77.00 10.71%
77.0
0\\\\‘2\7‘\'0\\“ \5\]7\.()\“\‘\ T \M‘ T !‘f T ‘H‘\ \‘\“ L \‘\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
12.00 12.50
5000 m/z 105.95 9.22%
134.0
210 519 770
o b
miz--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 12.00 12.50
m/z 91.00 8.58%
5000
134.0
77.0
ob-280 . 220 870, Ui\ e LU LA U
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 33 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.462  21.32 ug/L 685064 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C1oH14 000527-84-4 97
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3459 (12.462 min): VU051142.D\data.ms (-3448) (- m/z 119.00 100.00%
119.0
5000
134.0
91.0
s, 80 | | |l 00
Ol e b m/z 134.00  31.94%
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
134.0 12.50 .
91.0 m/z 90.95 18.66%
41.0 65.0
O\\1\5\.0‘\‘\ T \“‘\ =l \”“\‘\ T \‘”‘ T ’W\ \‘\H - T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
e
12.50
5000 m/z 105.00 14.37%
134.0
91.0
41.0 65.0
0Lt JH““‘W‘J“JW‘ \w\,W\\‘Wl\\\H,
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 12.50
m/z 116.95 10.99%
5000
134.0
39.0 91.0
15.0 ' 65.0
) B Y P PR N
m/z--> 20 40 60 80 100 120 140 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
: VUe51142.D
: 05 Oct 2022 21:55

JC/MD

: N4889-01
: 5.0mL/MSVOA_U/WATER
: 32 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 34 Benzene, 1-methyl-3-(1-meth...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.568 27.16 ug/L 872657 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3492 (12.568 min): VU051142.D\data.ms (-3482) (- | m/z 119.00 100.00%
119.0
5000
134.0
91.0
O rrprrrrprrrr et e m/z 134.00  29.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
5000
134.0 12.50 :
91.0 m/z 91.00 15.80%
41.0 65.0
O\\‘H\.\‘H\‘\‘\H\“‘\H\“\H‘i‘\‘\‘H‘\\\‘i“HH‘i‘\H‘\WH‘H‘\‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T \
12.50
5000 m/z 116.95 10.34%
134.0
91.0
0“%5(3“ww"ﬁ%;?‘ﬁuwiﬁﬁfﬁ"MWH“HH‘WHHH‘HMML“W‘HH“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50
m/z 120.00 9.54%
5000
91.0 134.0
39.0 65.0 ‘
P -2 i N YRS L A O (VI WS AT AWV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 (E)-1-Phenyl-1-butene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.610 9.48 ug/L 304597 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 93
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 93
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 3505 (12.610 min): VU051142.D\data.ms (-3500) (- | m/z 117.00 100.00%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ]ﬁg_o 12.50 13.00
bt et ML T m/z 132,08 45.18%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000 1 j
91.0 12.50 13.00
10 m/z 115.00 39.13%
28.0 '
Ot T \‘1 f \“ T \“1“\““1‘ \??dp‘ T \‘1 T ‘N T !“ \]‘.“ \‘3\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
12.50 13.00
5000 m/z 131.00 15.39%
91.0
39.0 65.0
SIEL TR O T T -
m/iz--> 20 40 60 80 100 120 140 /
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- s =
117.0 12.50 13.00
m/z 91.00 15.03%
5000
91.0
51.0 ‘ 1#3_0
0 ‘H‘2‘7‘"0‘“‘““1““‘1“7‘5‘+RH‘1““1‘”‘“"W“HH T L
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMULM@92922WMA.M Mon Oct 10 18:24:35 2022 Page: 38



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.681 31.58 ug/L 1014760  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 81
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80

Abundance Scan 3527 (12.681 min): VU051142.D\data.ms (-3517) (- m/z 117.00 100.00%
117.0

=

5000
38.9 65.0 91.0 12.50 13.00
Ol ekl b M 2479 2068 /7 115,00 35.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00

m/z 132.00  27.19%

B0 650 1" |
L dy 1y | L | min
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0

=
12.50 13.00

o

5000 m/z 91.00 15.64%
91.0
270 10
0 "“JLu“m“w‘p‘l“uw‘”‘HM‘p‘:“H“‘ul“h_m_m_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl- T T
117.0 12.50 13.00

m/z 119.00  14.33%

5000
39.0 650 91.0 ‘
0 TR RN MUY A \‘ m H wll
O R

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Benzaldehyde, 2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.812 9.93 ug/L 318998 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 97
2 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
4 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 96
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 96
Abundance Scan 3568 (12.812 min): VU051142. D\datams(3559)( m/z 91.00 100.00%
91.0 19.0
5000
65.0
— %
‘ 148.0 12.50 13.00
oH‘,mwHM‘Mmwml‘wmhm“!” m/z 118.95  93.63%
m/z--> 20 40 100 120 140
Abundance #10674.BenzaMehyde,anemyL
91.0
120.0
5000 P AR
65.0 12.50 13.00
39.0 ‘ m/z 120.00  74.59%
15.0
O\\\’\\\\‘\\\\““\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 100 120 140
Abundance #10665.Benzamehyde,24nemyL
91.0 119.0 f\
Pt
12.50 13.00
5000 m/z 65.00 27.62%
65.0
018,0 M
miz--> 20 40 100 120 140
Abundance #10672.BenzaMehyde,B%nemyL — ¥
91.0 119.0 12.50 13.00
m/z 133.00 21.16%
5000
65.0
o, S UL
m/z--> 20 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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-ethyl-2,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.874 16.41 ug/L 527420 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 3587 (12.873 min): VU051142.D\data.ms (-3578) (- | m/z 119.00 100.00%
119.0
91.0
39.0 65.0 ‘ ‘ ‘ H ‘ ps 0 12. 50 13 00 .
oyttt e e m/z 134.00 29.14%
mfz--> 20 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.00 16.28%
39.0 65.0 ‘ ‘
0 \1\5\.? T \"‘\ \“”\ “1‘\ T i‘H‘ T “H“\ \Ml T \1\3§?\ T
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— =
12.50 13.00
5000 m/z 131.00 10.69%
91.0
o350 20 L 0L L 130
m/iz--> 20 40 60 80 100 120 140 M\N\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- o e
119.0 12.50 13.00
m/z 105.00 10.58%
5000
91.0
65.0
oktse 0, L b Ao AN
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMULM@92922WMA.M Mon Oct 10 18:24:39 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 39 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.970 11.70 ug/L 375940 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3617 (12.970 min): VU051142.D\data.ms (-3601) (- | m/z 119.00 100.00%
119.0
5000
91.0 LT
389 649 | | 1579 206.9 13.00
Ot prre et Wb ST 2088 s 134,00 46.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.00 16.27%
39.0 50 91.0
0 \]-\5‘\"0\‘\\\“‘\\“w\‘m.\\\‘H‘\\‘\\‘w\\m‘l\\f“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
=
13.00
5000 ITI/Z 133.00 9.94%
410 650 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- e
119.0 13.00
m/z 120.00 9.37%
5000
390 91.0 /U\
: 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 40 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.025 22.15 ug/L 711799 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
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 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3634 (13.025 min): VU051142.D\data.ms (-3625) (- | m/z 119.00 100.00%
119.0 m
5000
91.0
390 650 | J| 1350 13.00
O e e m/z 134.05 42.02%
miz-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
300 910 m/z 91.00 16.77%
" 65.0 ‘ 1%5.0
0 \\\‘\‘\ \\“\\““\“1“\ T \‘H‘\\\\“i‘\\wl \\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T [
13.00
5000 ITI/Z 133.00 10.35%
390 91.0
: 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ VR “1 et ‘M e
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- T I
119.0 13.00
m/z 120.00 9.67%
5000
91.0
39.0 650 135.0
0 \1\5‘\'0‘\‘\ \ \“‘\ el \““ ; \‘\ e \M ; \ﬁ‘\ — /‘\‘ P
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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, (1-methyl-1-butenyl)- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
13.108 2.59 ug/L 83308 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 84
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 84
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 60
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 53
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 49

Abundance Scan 3660 (13.108 min): VU051142.D\data.ms (-3651) (- | m/z 130.95 100.00%
130.9
5000 91.0 M\
e
50.9 13.00 13.50
0 2070 n/z 119.00  97.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
Fo ey

5000
13.00 13.50

m/z 133.00  87.35%

27.0 ‘ H
‘H“HH“\HH\“\WHHMH\}“\“\H““\!H‘“‘\H“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)- \/ﬂ\jh\
131.0
L —

o

13.00 13.50
91.0 g
5000 ITI/Z 90.95 50.63%
39.0
65.0
15.0
0! N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26379: Benzene, 1,3-diethyl-5-methyl- = ‘ ‘
119.0 13.00 13.50
m/z 148.05  44.40%
5000
91.0 148.0
ok Mg,
0‘%ﬁ?W1w‘W‘w‘H‘wwwwuuwlﬁ‘m‘W‘u‘_‘u‘u“ ‘,A‘ SAVL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.291 2.55 ug/L 82082 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 83
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 78
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 72
Abundance Scan 3717 (13.291 min): VU051142.D\data.ms (-3711) (- | m/z 117.00 100.00%
11y7.0
5000
39.0 64.0 91.0 13.00 13.50
a0 AR | 207.1 P
Ottt A e m/z 132.00 39.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 J\\
5000 e A —
13.00 13.50
m/z 115.00 32.59%
390 g5 91.0 ‘ ‘
0 HH‘\“\H““\ \“”\“‘U\\H\“‘\\“\\‘H\‘\\U‘ \‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
= —
13.00 13.50
5000 m/z 131.00 19.71%
39.0 50 910 ‘
Y S I O )
m/z--> 20 40 60 80 100 120 140 160 180 200 /\Aﬂw\
Abundance #16103: Indan, 1-methyl- L T e B ‘A/
117.0 13.00 13.50
m/z 116.00 11.86%
5000
39.0 91.0
15.0 63.0 ‘
o‘HM"Mm‘_w‘m“‘:‘w‘m‘”‘mH1‘m“‘_m_ww_m AL M/K =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 43 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.449  37.35 ug/L 1200190 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 64
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 64
3 o-Cymene 134 C1leH14 000527-84-4 64
4 o-Cymene 134 CleH14 000527-84-4 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64

Abundance Scan 3766 (13.449 min): VU051142.D\data.ms (-3755) (- | m/z 119.00 100.00%
119.0
5000 J\
91.0
39.0 65.0 13 50
O b o 2069 1s 197,00 51.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000 /\/\ ‘
13 50
91.0 134.00 41.33%
41.0 65.0
O\\\\‘\\\\“‘\\‘\\H“\‘\\\"\\\\‘W\\‘\w‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
=
13.50
5000 91.00 22.59%
39.0 o0
65.0
i S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 13 50
115.00  21.49%
5000
91.0
150 390 650 | ‘
0‘“M_\‘NL‘ﬁwﬁh‘ﬂ,u“‘qul‘u“‘u““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\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55

Operator JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .M
: VOC Analysis

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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 44 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.623  24.09 ug/L 774090 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90

Abundance Scan 3820 (13.623 min): VU051142.D\data.ms (-3809) (- | m/z 103.95 100.00%
104.0
5000 132.0
51.0 780 “ ‘H 1350 14.00
bl Ll 1480 17 132,00 46.37%
miz--> 20 40 60 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000
132.0 13.50 14.00
78.0 m/z 90.95 44.67%
280 510 ‘ ‘
O\ LI ‘ \‘1 } \“ T \“H\"‘ \\H}“‘ T \‘} T “M\ T 1" \‘1“\‘\ ‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
13.50 14.00
5000 132.0 m/z 114.95  20.83%
51.0 78.0
b L ol Ll
miz--> 20 40 80 100 120 140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 128.00 16.80%
5000 132.0
51.0 78.0
o 20 b bl DN
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 Azulene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.086  14.95 ug/L 480440  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.086 min): VU051142.D\data.ms (-3952) (- | m/z 127.95 100.00%
128.0
5000 K
e
102.0 .
379 %99 039 770 | Il g
Ottt e et e m/z 126.95 13.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13686: Naphthalene
128.0
5000 j\ — :
14.00
m/z 128.95 9.95%
106070 190
O \‘H\\’\H\‘\H\i\\H‘\\H‘\“M‘HH‘HH“HH‘HH‘H\ ‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13683: Naphthalene
128.0
T \
14.00
5000 m/z 102.00 8.81%
o 38000 0T 10
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #13678: Azulene ‘ e ‘
128.0 14.00
m/z 126.00 7.82%
5000
102.0
PR Rl NN S S B
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51142.D

Acqg On : 05 Oct 2022 21:55
Operator : JC/MD

Sample : N4889-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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: ug/L 51730 .247 953445 50.
(DEL) Alkane: ug/L 74751 .247 953445 50.
(DEL) Alkane: ug/L 126376 .247 953445 50.
(DEL) Alkane: ug/L 105490 .247 953445 50.
(DEL) Alkane: ug/L 146473 247 953445 50.
(DEL) Alkane: ug/L 68522 .247 953445 50.
(DEL) Alkane: ug/L 76997 .247 953445 50.
(DEL) Alkane: ug/L 165913 .247 953445 50.
(DEL) Alkane: ug/L 198075 247 953445 50.
(DEL) Alkane: ug/L 58600 953445 50.
(DEL) Alkane: ug/L 63052 .247 953445 50.
(DEL) Alkane: ug/L 267835 .417 1257090 50.
(DEL) Alkane: ug/L 628381 .417 1257090 50.
(DEL) Alkane: ug/L 267545 .417 1257090 50.
(DEL) Alkane: ug/L 176295 .417 1257090 50.
(DEL) Alkane: ug/L 317134 .417 1257090 50.
(DEL) Alkane: ug/L 406855 .417 1257090 50.
(DEL) Alkane: ug/L 70651 .417 1257090 50.
Pentalene, octa... ug/L 137240 .417 1257090 50.
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4-Ethylcyclohexen 9.893 2 ug/L 67739 9.417 1257090 50.
Benzene, propyl- 10.903 57 ug/L 1860470 11.809 1606680 50.
Benzene, 1-ethy... 10.996 147. 4738950 1606680 50.
Benzene, 1l-ethy... 11.288 70. ug/L 2251240 11.809 1606680 50.
Benzene, (2-met... 11.610 5. ug/L 174017 11.809 1606680 50.
Benzeneacetalde... 11.642 15. ug/L 508946 11.809 1606680 50.
p-Cymene 11.742 18. ug/L 602041 11.809 1606680 50.
Benzene, 1,2,3-... 11.893 116. ug/L 3731060 11.809 1606680 50.
o-Cymene 12.005 4. ug/L 152030 11.809 1606680 50.
Benzene, 1,2-di... 12.095 31. ug/L 994946 11.809 1606680 50.
Benzene, 1,3-di... 12.301 7. ug/L 245552 11.809 1606680 50.
Benzene, 1-meth... 12.375 15. ug/L 501560 11.809 1606680 50.
Benzene, 2-ethy... 12.462 21. ug/L 685064 11.809 1606680 50.
Benzene, 1-meth... 12.568 27. ug/L 872657 11.809 1606680 50.
(E)-1-Phenyl-1-... 12.610 9. ug/L 304597 11.809 1606680 50.
Indan, 1-methyl- 12.681 31. ug/L 1014760 11.809 1606680 50.
Benzaldehyde, 2... 12.812 9. ug/L 318998 11.809 1606680 50.
Benzene, 1l-ethy... 12.874 16. ug/L 527420 11.809 1606680 50.
Benzene, 1,2,3,... 12.970 11. ug/L 375940 11.809 1606680 50.
Benzene, 1,2,3,... 13.025 22. ug/L 711799 11.809 1606680 50.
Benzene, (1-met... 13.108 2. ug/L 83308 11.809 1606680 50.
1H-Indene, 2,3-... 13.291 2. ug/L 82082 11.809 1606680 50.
Benzene, 1,2,4,... 13.449 37. ug/L 1200190 11.809 1606680 50.
Naphthalene, 1,... 13.623 24. ug/L 774090 11.809 1606680 50.
Azulene 14.086 14. ug/L 480440 11.809 1606680 50.
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