LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 35 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@51145.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 72 80 95 rVB2 242352 284599 0.07% 0.020%
2 1.900 165 174 197 rVB 177771 246387 0.06% 0.017%
3 2.369 312 320 329 rVB3 13136 20697 0.00% 0.001%
4 2.562 365 380 394 rBV3 352972 642551 ©@.15% 0.046%
5 2.761 432 442 460 rVB2 16504 37750 0.01% 0.003%
6 2.948 490 500 520 rVB 55769 105838 0.02% 0.008%
7 3.697 719 733 751 rBvV4 11349 26585 0.01% 0.002%
8 3.867 766 786 808 rBV 547176 1316875 0.31% 0.093%
9 4.526 976 991 1008 rBV2 77826 185378 0.04% 0.013%
10 4.661 1008 1033 1067 rBV2 2196889 5693508 1.33% 0.404%
11  4.983 1124 1133 1143 rBV3 29215 62458 0.01% 0.004%
12 5.060 1144 1157 1172 rVB 312995 686534 0.16% 0.049%
13 5.314 1217 1236 1247 rBV 1402792 3264583 0.76% 0.232%
14  5.385 1247 1258 1273 rVV3 1253321 2996291 0.70% 0.212%
15 5.462 1274 1282 1303 rVB2 95068 248970 ©0.06% 0.018%
16 5.594 1308 1323 1328 rBV2 203518 430135 0.10% ©0.031%
17 5.726 1347 1364 1386 rVB2 689758 1913991 0.45% 0.136%
18 5.851 1387 1403 1415 rVV2 400290 924202 0.22% 0.066%
19 5.925 1415 1426 1436 rVVv2 389880 903357 0.21% 0.064%
20 5.993 1436 1447 1475 rVB 664689 1582801 0.37% 0.112%
21  6.134 1477 1491 1513 rBV2 351906 760362 0.18% 0.054%
22 6.253 1514 1528 1555 rVB 486959 1161830 0.27% 0.082%
23 6.546 1605 1619 1638 rBV3 75845 181291 0.04% 0.013%
24  6.697 1651 1666 1671 rBV 337453 705339 0.17% 0.050%
25 6.767 1673 1688 1715 rVB 6255804 15774908 3.70% 1.119%
26 6.986 1740 1756 1773 rBV2 222672 545054 0.13% 0.039%
27 7.076 1774 1784 1809 rVB2 105354 282467 ©0.07% 0.020%
28 7.240 1811 1835 1864 rVB2 113751 351191 ©0.08% 0.025%
29 7.417 1872 1890 1904 rBV9 22090 75729 0.02% 0.005%
30 7.584 1926 1942 1989 rVB5 131198 619321 0.15% 0.044%
31 8.025 2018 2079 2080 rBV7 118291732 415784264 97.40% 29.486%
32 8.308 2158 2167 2186 rVB4 423229 761772 0.18% 0.054%
33 8.407 2189 2198 2222 rVB2 202786 399279 0.09% 0.028%
34 8.578 2245 2251 2261 rVB2 39095 62201 0.01% 0.004%
35 8.648 2262 2273 2303 rVB3 589269 1206721 0.28% 0.086%

36 8.825 2318 2328 2335 rBV3 113297 198947 0.05% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 35 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 8.880 2335 2345 2356 rVV2 449419 774991 0.18% 0.055%
38 8.957 2357 2369 2393 rVvB2 184835 419219 0.10% 0.030%
39 9.179 2429 2438 2444 rBV7 8873 16171 0.00% 0.001%
40 9.272 2460 2467 2475 rBV5 15096 26515 0.01% 0.002%
41  9.330 2475 2485 2494 rVVW7 23533 44155 0.01% ©0.003%
42 9.427 2504 2515 2534 rVB 895546 1534123 0.36% 0.109%
43  9.520 2534 2544 2550 rBV = 228031 374884 ©0.09% 0.027%
44  9.594 2550 2567 2587 rVV3 80933296 173199338 40.57% 12.283%
45  9.738 2587 2612 2648 rVB5 136564186 426885620 100.00% 30.273%

46  9.989 2679 2690 2701 rBV 402832 609191 0.14% 0.043%
47 10.124 2712 2732 2762 rBV3 96734029 200645465 47.00% 14.229%
48 10.282 2775 2781 2795 rVB3 60047 106237 0.02% ©.008%
49 10.488 2833 2845 2866 rVB 2701761 4140865 0.97%  0.294%
50 10.703 2904 2912 2918 rBV6 16617 27609 0.01% 0.002%

51 10.758 2918 2929 2942 rVV 737135 1185945 0.28% 0.084%
52 10.819 2943 2948 2956 rVBS 10987 16381 0.00% 0.001%
53 10.909 2963 2976 2990 rBV 3856667 5853830 1.37% 0.415%
54 10.999 2991 3004 3022 rVV 10826268 23517191 5.51% 1.668%
55 11.089 3022 3032 3060 rVB 5914551 8992588 2.11% ©0.638%

56 11.234 3064 3077 3086 rBV 2945206 4468290 1.05% 0.317%
57 11.295 3086 3096 3120 rVB 5752627 8935663 2.09% 0.634%
58 11.420 3125 3135 3138 rW 62507 89885 ©.02% 0.006%
59 11.471 3138 3151 3168 rVV 20818685 31732321 7.43% 2.250%
60 11.555 3168 3177 3187 rVV 682568 1096967 ©.26% 0.078%

61 11.613 3187 3195 3198 rVV 221834 337099 0.08% 0.024%
62 11.645 3198 3205 3217 rVB 625057 975111 0.23% 0.069%
63 11.745 3225 3236 3243 rBV 1120676 1739792 0.41% 0.123%
64 11.809 3243 3256 3270 rVB4 1247712 3093315 ©.72% 0.219%
65 11.896 3270 3283 3307 rVB 9288524 14079713 3.30% ©.998%
66 12.008 3308 3318 3328 rVB 202255 303025 0.07% 0.021%
67 12.095 3331 3345 3351 rBV2 2267487 3724977 0.87% 0.264%
68 12.192 3363 3375 3397 rVB6 2786429 5486804 1.29%  0.389%
69 12.301 3398 3409 3421 rBV 327678 501220 0.12% 0.036%
70 12.375 3421 3432 3447 rBV 893567 1354059 0.32% 0.096%
71 12.465 3448 3460 3464 rVV 1141714 1699750 0.40% 0.121%
72 12.494 3465 3469 3480 rVV 1237575 1710360 0.40% 0.121%
73 12.571 3482 3493 3500 rVV 1535080 2344800 ©.55% 0.166%
74 12.610 3500 3505 3516 rVV 462525 697183 ©0.16% 0.049%
75 12.684 3516 3528 3547 rVV3 1087595 2393914 0.56% 0.170%
76 12.758 3548 3551 3558 rVWW3 21504 26816 ©0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 35 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 12.809 3559 3567 3575 rVWW4 73984 127197 ©0.03% 0.009%
78 12.873 3576 3587 3600 rVB2 863923 1411015 0.33% 0.100%
79 12.973 3600 3618 3625 rBV 735858 1163741 0.27% 0.083%
80 13.024 3625 3634 3649 rVB 1373770 2083543 0.49% 0.148%
81 13.108 3651 3660 3674 rBv4 70929 159839 0.04% 0.011%
82 13.198 3682 3688 3696 rVB 28155 34178 0.01% 0.002%
83 13.253 3697 3705 3709 rBV2 58167 79671 0.02% 0.006%
84 13.291 3709 3717 3730 rVB 295845 442928 0.10% 0.031%
85 13.449 3743 3766 3781 rBV3 2174555 3717237 0.87% 0.264%
86 13.516 3783 3787 3796 rVV6 41753 74630 0.02% 0.005%
87 13.558 3796 3800 3807 rVV2 16349 25432 0.01% 0.002%
88 13.623 3808 3820 3838 rVB 1322275 2062587 0.48% 0.146%
89 13.732 3844 3854 3862 rBV5 34329 65112 0.02% 0.005%
90 13.783 3863 3870 3877 rVV2 40909 71822 0.02% 0.005%
91 13.838 3877 3887 3902 rVV5 94010 224258 ©0.05% 0.016%
92 13.909 3903 3909 3913 rvv2 40949 65278 0.02% 0.005%
93 13.941 3914 3919 3936 rVB3 60229 119351 0.03% 0.008%
94 14.082 3950 3963 3988 rBV 1464004 2379753 0.56% 0.169%
95 14.185 3989 3995 4009 rVB4 21454 36436 0.01% 0.003%
96 14.288 4020 4027 4036 rVB5 28064 46098 0.01% ©0.003%
97 14.481 4077 4087 4094 rBV4 9268 16838 0.00% 0.001%
98 14.687 4135 4151 4163 rVB5 16571 37798 0.01% 0.003%
99 15.224 4308 4318 4330 rBV3 28105 50824 0.01% 0.004%
100 15.413 4368 4377 4390 rVB2 11967 19841 0.00% 0.001%

Sum of corrected areas: 1410120955
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: VU051145.D\data.ms
1.2e+08
1le+08
8e+07
6e+07
4e+07

2e+07

1.597 1.900 2.362.5622.7612.948 3.693.867 4526661  4.89360 5.8BRKG5$17BBRAIIR18L53  6.546. Q;
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\W\\‘Y_Y_T\‘"V_Y_\\WWW\\W\\\WW\\‘\\\\TW\‘\\T_Y—rr\\\‘\\\\“r\\\1\\\\‘#\\“‘\\@\\’7\
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: VUO051145.D\data.ms

9.138

o

1.2e+08 8.025
1e+08 10.124
8e+07 9.59

6e+07

4e+07

11.471

10.999 5 11.896
o oo arse | |nmaossmenssmro mamen| | oo 1028&‘8&&@&%%0@%4&1‘3% R AT

Time--> 700 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU051145.D\data.ms

2e+07

1.2e+08

1le+08

8e+07

6e+07

4e+07

2e+07

PRIRHABETICA st AR I R (lenap 4814687 15225413 _— _— —
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic4.526 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
4.526 7.98 ug/L 185378 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 76
2 Cyclohexane 84 C6H12 000110-82-7 64
3 Cyclohexane 84 C6H12 000110-82-7 59
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 58
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
Abundance Scan 991 (4.526 min): VU051145.D\data.ms (-976) (-) m/z 55.95 100.00%
56.0
5000 41.0 69.0 JL
AR R
“ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
Ol et il el msz e9.00  47.31%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL L B R I B B |

4.20 4.40 4.60 4.80
m/z 40.95 45.61%
““ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0

41.0 84.0 H‘m‘,uu“m‘m‘,
4.20 4.40 4.60 4.80

o

5000 ITI z 55.00 25.42%
27.0
69.0
15.0 | ‘
X R S ] O O S
m/z--> 0O 10 20 30 40 50 60 70 80 90 /\A
Abundance #1644: Cyclohexane H_m,mwm_m,
56.0 4.20 4.40 4.60 4.80
410 84.0 m/z 67.00 24.50%
5000
27.0
69.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
5.462 10.71 ug/L 248970  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Heptane 100 C7H16 000142-82-5 43
Abundance Scan 1282 (5.462 min): VU051145.D\data.ms (-1274) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
‘ 850 1000 5.20 5.40 5.60 5.80
Ol e e e e M/ 43,00 83.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000 T T T T T[T T T
290 71.0 5.20 5.40 5.60 5.80
m/z 57.00 74.48%
‘ ‘ ‘\ ‘ Il 85‘.0 100.0
0H\’HH’HH’HH"HH’\‘\ \’\H\‘H\H‘HH‘HHMH\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
RN SR ARE ST
5.20 5.40 5.60 5.80
5000 m/z 41.00 56.96%
29.0 71.0
Lo | Il 4 | = o
R T e E A A L R AN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- R RRam e e
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 43.77%
5000
29.0 71.0
: Lol 0 o
A mam e aaammnaaa e
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.594  18.51 ug/L 430135  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
Abundance Scan 1323 (5.594 min): VU051145.D\data.ms (-1308) (-) m/z 42.95 100.00%
43.0
71.0
5000
Rmaas e RRRRE Y
‘ I 85.0 100.1 5.20 5.40 5.60 5.80 6.00
0 H‘_‘H‘H‘w‘H‘_‘H‘H‘WWH‘_‘H‘H‘W‘H‘_‘wJH‘W m/z 70.95 76.84%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.00 68.69%
15.0 M | 850 100.0
0\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0 /\\
R R
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.00 63.48%
29.0
0 150 \‘ 1l 850 100.0
v e e b e e el ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R as e
43.0 5.20 5.40 5.60 5.80 6.00
m/z 40.95 61.98%
5000 290 57.0 71.0
ol 10 15.0 “ L 85.0 100.0
R Ea s B e e
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic5.851 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.851 39.77 ug/L 924202  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 78
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70
Abundance Scan 1403 (5.851 min): VU051145.D\data.ms (-1387) (-) m/z 70.00 100.00%
70.0
56.0
5000 41.0
83.0
‘ H ‘ 98.0 5.60 5.80 6.00 6.20
N 1 R T ‘mu“:wm!_m m/z 56.80  75.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
27 0 83.0 m/z 54.95  65.29%
‘ ‘ ‘ 98.0
0 \\’\\\\‘\\\\‘\\\\‘\‘\\\“\H ‘\‘\\\w ‘\\\\‘i\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 47 .59%
27.0 83.0
9 | L
0“,H“_‘:u“ulﬂu‘ﬂﬂ ettt e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
m/z 69.00 26.76%
41.0
5000
83.0
2.0 ‘ ‘ 98.0
m/z--> 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@51145.D

Acqg On : 05 Oct 2022 23:06

Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 6 (DEL) Alkane: Cyclic5.925 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5925 38.88 ug/L 903357 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-di imethyl-, cis- 98 C7H14 002532-58-3 91

1,3-di
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
1,3-di

5 Cyclopentane, imethyl-, trans- 98 C7H14 001759-58-6 83

Abundance Scan 1426 (5.925 min): VU051145. D\data ms (-1415) (-) m/z 70.00 100.00%
56.0 70.
41.0
5000
83.0
‘ ‘ 98.0 5.60 5.80 6.00 6.20
Ottt ol L nz se.e0 95.99%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
21.0 83.0 050 m/z 55.00  75.69%
150 ‘\ | %
0 \H‘HH‘HH‘HH‘\\Hl\‘\\\i‘\” \‘H‘\H ‘H\‘\“‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
R R A RRRRR RN
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 54.68%
27.0
83.0 980
20 ]
0 m_m_“H_H!_H:Hm;“‘ ‘Wm‘l IR I -
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- R R A R
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 69.00  38.21%
5000
27.0
98.0
83.0
o | |
0 H‘_‘HMJH‘H‘W‘HW‘H‘_‘“HM‘H‘W‘HW‘H‘_‘H
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic5.993 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.993 68.12 ug/L 1582800 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
Abundance Scan 1447 (5.993 min): VU051145.D\data.ms (-1436) (-) m/z 56.00 100.00%
56.0
70.0
41.
5000 0
83.0 98.0
‘ ‘ | | 5.60 5.80 6.00 6.20 6.40
0l ettt A m/z 70.08  75.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.00 74.40%
‘ ‘ 83.0
0 \\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\” ‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
R
410 0.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 51.73%
27.0 98.0
‘ ‘ ‘ 83.0
ol 20 10 Il Ml b
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- Raamn e SRR
56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00 36.50%
41.0 70.0
5000
27‘-0 ‘ 83.0 98.0
0 H“H‘W‘H“H‘m‘u‘;»‘wwlL‘Huuhu““‘w‘u“u‘
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.134 32.72 ug/L 760362  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 68
4 Heptane 100 C7H16 000142-82-5 64
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1491 (6.134 min): VU051145.D\data.ms (-1477) (-) m/z 43.00 100.00%

43.0
71.0
57.0
5000

100.1 H‘H‘W‘H‘_‘H‘H‘w
850 ‘ 5.80 6.00 6.20 6.40

ettt m/z 71.00  69.74%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
570 71.0

5000 H_m,uu_mwu,
5.80 6.00 6.20 6.40

29.0
m/z 57.00 61.98%

100.0
15.0 ‘ C 85.0 |
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0

5.80 6.00 6.20 6.40

o

o

5000 570 710 m/z 40.95  60.59%
29.0 1000
880
0 e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane ST
43.0 5.80 6.00 6.20 6.40
m/z 56.00 41.72%
5000 29.0 57.0 710
100.0
ol 10 180 | - 85.0 |
"w‘H‘_“w‘H‘_‘H"H‘_‘H,H“_‘H‘H‘w“u,u‘w
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic6.986 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
6.986  23.46 ug/L 545054  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 81
3 Cyclopentane, ethyl- 98 C7H14 001640-89-7 53
4 Acetic acid, trifluoro-, 1,5-pen... 296 C9H10F604 000453-44-1 53
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
Abundance Scan 1756 (6.986 min): VU051145.D\data.ms (-1740) (-) m/z 69.00 100.00%
69.0
41.0
5000 5.0
‘ ‘ 83.0 98.0 6.60 6.80 7.00 7.20 7.40
b prrerprrrrprrrfle el et b Mz 68.00 75.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0
5000 550 [T T Tyt
6.60 6.80 7.00 7.20 7.40
270 m/z 40.95 54.50%
: ‘ 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
55.0 6.60 6.80 7.00 7.20 7.40
| m/z 70.00 53.01%
5000 270
98.0
15.0 83.0
0 m‘u‘wm!wH}“‘H‘u‘l“wH“wum,uu,uu,uu
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 55.00 51.11%
5000 21.0
15.0 | H “ 830 980
L S A S R RERREEE R
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic7.076 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.076  12.16 ug/L 282467 1,4-Difluorobenzene 6.253

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 87
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
4 Cyclopentane, 1,2, 4 trimethyl-, ... 112 C8H1l6 004850-28-6 83
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 64
Abundance Scan 1784 (7.076 min): VU051145.D\data.ms (-1774) (-) m/z 70.00 100.00%
70.0
55.0
5000
41.0 o RRRREN L
‘ M | 95‘ 0 1120 6.80 7.00 7.20 7.40
O el Mm‘uuuw“,w‘lm_ m/z 55.00 67.79%
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 UL L B I B B BN
6.80 7.00 7.20 7.40
410 m/z 40.95  22.45%
i ‘\‘ . 830 970 1120
O\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\ \\\\‘\H\\\‘\\\\’\\\\‘\\\\‘\
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 A e
6.80 7.00 7.20 7.40
5000 m/z 69.00 20.58%
41.0
2r.0 ‘ 112.0
97.0 :
Y N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl- R ARARREEER SRR
70.0 6.80 7.00 7.20 7.40
m/z 41.95 15.10%
55.0
5000
w0 || wo e s
O‘H‘H‘wu‘ﬁ‘uw‘u‘wu‘_‘u“H‘MH‘H‘WH‘W‘HW‘ AR R
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 11 (DEL) Alkane: Cyclic7.240 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.240 15.11 ug/L 351191 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 83
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 50
Abundance Scan 1835 (7.240 min): VU051145.D\data.ms (-1811) (-) m/z 70.00 100.00%
70.0
55.0
5000 41.0
84.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ ‘ | ‘ 9‘7.0 1121 7.00 7.20 7.40 7.60
bt gl bl L myz 55,00 84.34%
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
5000 41.0 T T T T T
7.00 7.20 7.40 7.60
84.0 m/z 55.95 78.32%
270 | ‘ " 70 120
O \H‘HH‘\H‘\"\\H“\‘\H“WH W‘H\H\ ‘\H\‘\‘H\‘\\\‘\‘H\\‘H\\‘\
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
o RAEEmEREEESSAEE
41.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 45.78%
27.0
84.0 112.0
0
ol 30 MWl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7539: 1-Heptene, 3-methyl- o RAREEEEREESSAEE
55.0 7.00 7.20 7.40 7.60
410 m/z 68.95 39.62%
70.0
5000
27.
83.0
P IS O Y . .32 0 N
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 unknown-01 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.417 3.26 ug/L 75729  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 47
2 Norbornane 96 C7H12 000279-23-2 47
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 38
4 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 38
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 38

Abundance Scan 1890 (7.417 min): VU051145.D\data.ms (-1872) (-) m/z 81.00 100.00%
81.0

67.0

5000

43.0 54.0
‘ ‘ 96.0 PP T
0l

| 7.00 7.20 7.40 7.60 7.80
‘H“H“H““‘w“u“u“u“‘“‘luuﬂmﬂ“w‘ m/z 67.00 71.21%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3238: Cyclohexene, 1-methyl-
81.0

5000 68.0 R A aaRR A
o70 390 550 96.0 7.00 7.20 7.40 7.60 7.80

68.00 51.00%
15.0 ‘ H
\\\‘\\‘\\‘\\}H‘\\\\‘\\\\H\\\\‘\‘\u\‘\\\‘\“1\\\“\\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3193: Norbornane
67.0 81.0

7.00 7.20 7.40 7.60 7.80

o

o

5000 39.0 ITI z 70.00 27 .34%
54.0
27.0

‘ ‘ 96.0

obrrr 30l ol it

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

Abundance #3236: Cyclohexene, 1-methyl-

81.0 7.00 7.20 7.40 7.60 7.80

m/z 54.00 27.08%

5000 67.0 96.0
27 0 ‘
15.0 ‘ \H I L ‘ //\ AAMA

m/z--> 10 20 30 40 50 60 70 80 90 100 7.00 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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 14 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.025 13551.20 ug/L 415784000 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Heptadien-3-yne 92 C7H8 003511-27-1 47
2 Toluene 92 C7H8 000108-88-3 47
3 Toluene 92 C7H8 000108-88-3 46
4 Toluene 92 C7H8 000108-88-3 38
5 1,5-Hexadien-3-yne, 2-methyl- 92 C7H8 000820-54-2 37

Abundance Scan 2079 (8.025 min): VU051145.D\data.ms (-2018) (-) m/z 63.00 100.00%
39.0 63]0 92.1

-

5000
RN RARANUARAR RARRR AR
7.80 8.00 8.20 8.40
0 1280 1520 1761 sz 64.95 100.00%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2771: 1,5-Heptadien-3-yne

-

5000
7.80 8.00 8.20 8.40

m/z 91.05 100.00%
0' \\‘M‘\H‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 80 100 120 140 160 180
Abundance #2753: Toluene
91.0
A R R
7.80 8.00 8.20 8.40
5000 ITI/Z 92.10 100.00%
39.0 65.0
o"Wm‘“‘whN"WMWHH_MWH_MW
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2758: Toluene A R REEE
91.0 7.80 8.00 8.20 8.40
m/z 38.95 99.99%
5000
390 650
0‘1‘5"?"‘H“m“;““‘m‘“‘“““HH‘HH‘HH‘HH‘H T e
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

SFAMULM@92922WMA.M Mon Oct 10 18:29:09 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic8.308 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.308 24.83 ug/L 761772  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 90
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
Abundance Scan 2167 (8.308 min): VU051145.D\data.ms (-2158) (-) m/z 97.05 100.00%
55.0 97.0
5000 M
T
H ‘ 8.00 8.20 8.40 8.60
Ol ol L L1300 1780 2070 s ag 6123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
8.00 8.20 8.40 8.60
27.0 m/z 41.00 39.69%
O\\\\‘\M\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
8.00 8.20 8.40 8.60
5000 m/z 56.00 36.54%
27.
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- “‘H“W“‘_“wf$ﬁ4
55.0 97.0 8.00 8.20 8.40 8.60
m/z 112.05 34.91%
5000
27.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 16 (DEL) Alkane: Cyclic8.407 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.407 13.01 ug/L 399279 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
Abundance Scan 2198 (8.407 min): VU051145.D\data.ms (-2189) (-) m/z 97.05 100.00%
97.0
55.0
5000
112.1
41.0 69.0
‘ ‘ ‘ 83.0 8.00 8.20 8.40 8.60 8.80
0 m‘mwHH_H“‘1‘”WM_‘“\‘,‘Hm‘lH_JH,WWHW m/z 55.00  80.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 410 BB B R
112.0 8.00 8.20 8.40 8.60 8.80
27.0 69.0 m/z 112.10 31.08%
T
O\\\‘\\\\‘\\\!“\\\\[!‘f\\“\‘\\‘\‘\\1‘\"\\\1“}‘1\\‘\\!1’\\\\‘1‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.00 27.51%
41.0 112.0
27.0 ‘ 690 &30
N1 | O O
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 8.00 8.20 8.40 8.60 8.80
m/z 56.00 25.47%
5000 41.0
112.0
27.0 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 17 (DEL) Alkane: Cyclic8.825 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
8.825 6.48 ug/L 198947  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 95
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 93
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 76
4 1,2-Cyclohexanedione 112 C6H802 000765-87-7 70
5 4-Octene, (E)- 112 C8H16 014850-23-8 68
Abundance Scan 2328 (8.825 mln) VUO051145.D\data.ms (-2318) (-) m/z 55.00 100.00%
5!:
97.0
5000 41.0 69.0 83.0
112.1
‘ ‘ H 8.60 8.80 9.00 9.20
0 Hwwa‘HWN\H‘wwwp!‘H_wl_wuuw‘l‘?ﬁ?” m/z 96.95 71.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0 k
5000 41.0 ST T T
83.0 112.0 8.60 8.80 9.00 9.20
69,0 ' /z 82.95 47.249
27.0 ‘ ‘ m . . 0
0 H\‘HH‘HH‘H\\‘\‘H\‘\H\‘\‘H\”‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
41.0 97.0 8.60 8.80 9.00 9.20
m/z 41.00 47.12%
5000 83.0 /
27.0 oolo 112.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans) R RS s e
55.0 97.0 8.60 8.80 9.00 9.20
' m/z 70.00 45.00%
5000 41.0
70.0 112.0
i
0 HwH‘HH‘mW‘m‘M‘m‘l_WHH‘M!_m‘wwww VA A B CNNL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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: Cyclic8.880 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.880  25.26 ug/L 774991  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83

Abundance Scan 2345 (8.880 min): VU051145.D\data.ms (-2335) (-) m/z 83.00 100.00%

83.0
55.0
5000
112.1

8.60 8.80 9.00 9.20
el A 1649 20700 /7 s5.00  66.74%

byl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7536: Cyclohexane, ethyl-
83.0
55.0
5000

8.60 8.80 9.00 9.20

o

112.0 m/z 82.00 46.96%
27.0
O“‘\‘U“‘\H“‘Hl\““"\““‘\““\‘“‘\““\““\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0 8.608.809.00 9.20
5000 m/z 40.95 29.50%
112.0
29.0 ‘
0‘*w*‘*‘H‘\Hm”lw‘*“”\l*wm‘w”wmw”w”wm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7537: Cyclohexane, ethyl- R ERREERE e
83.0 8.60 8.80 9.00 9.20

m/z 112.10  20.60%

55.0
5000
112.0
27.0 ‘
0 H ‘ H M‘ H\

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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 3-Pentanol, 3-ethyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.957 13.66 ug/L 419219 Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-ethyl- 116 C7H160 000597-49-9 72
2 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 64
3 3-Pentanol, 3-ethyl- 116 C7H160 000597-49-9 64
4 1-Hepten-4-ol, 4-methyl- 128 C8H160 001186-31-8 64
5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 64

Abundance Scan 2369 (8.957 min): VU051145.D\data.ms (-2357) (-) m/z 44.95 100.00%

45.0 87.0
5000 69.0

8.60 8.80 9.00 9.20

! ‘ 106.9 129.0

Obrrrrrperrr el bt b oo e m/z 87.00 91.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9482: 3-Pentanol, 3-ethyl-
87.0
45.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\

69.0 8.60 8.80 9.00 9.20
' m/z 42.95 63.49%

29.0 ‘ ‘
H‘J-HSHO’\H‘\"‘HH‘\‘\H‘H‘\‘\‘\\H‘HH’H\\‘\HHHH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9374: Hydrazine, 1,1-dipropyl-
87.0
45.0

8.60 8.80 9.00 9.20

o

5000 m/z 69.00 43.29%
116.0
27.0

o S VR €2 O S

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9499: 3-Pentanol, 3-ethyl- ‘WHWHWH,HH_

87.0 8.60 8.80 9.00 9.20
45.0

m/z 41.00 29.71%

69.0
29.0 ‘
150 | M |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 Butanoic acid, 1,1-dimethyl... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.989  19.85 ug/L 609191  Chlorobenzene-d5 9.430

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1,1-dimethylethyl... 144 C8H1602 002308-38-5 64
2 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 50
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 50
4 Propanoic acid, 2-methyl-, 1-met... 158 C9H1802 054340-93-1 47
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 45
Abundance Scan 2690 (9.989 min): VU051145.D\data.ms (-2679) (-) m/z 70.95 100.00%
71.0
43.0
5000
i
115.0 10.00
Ol e L2070 h, s57.00  78.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24228: Butanoic acid, 1,1-dimethylethyl ester
57.0
5000 1
10.00
29.0 m/Z 43.00 58.98%
o H \ | 89.0 129.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93858: Butanoic acid, 2-butoxy-1-methyl-2-oxoethyl este
71.0
—=
10.00
5000 43.0 m/z 41.00 45.21%
115.0
0 15°H o 143.0 1720  217¢
B B R e E ARE RARARRNEEEAY &
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24237: Propanoic acid, 2-methyl-, butyl ester
43.0 71.0 10.00
m/z 55.95 25.90%
5000
R A T e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

SFAMULM@92922WMA.M Mon Oct 10 18:29:22 2022 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 unknown-03 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.282 3.46 ug/L 106237  Chlorobenzene-d5 9.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, trans- 124 C9H1e6 003296-50-2 49
2 3-Cyclopentyl-1-propanol 128 C8H160 000767-05-5 47
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
4 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 43
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
Abundance Scan 2781 (10.282 min): VU051145.D\data.ms (-2775) (- | m/z 81.00 100.00%
67.0 81.0
5000
96.0
40.9 I \/L\A‘A\“\J\\/
H | ‘ ‘ 124.0 10.00 10.50
Orererrrreerprtrrstalerll Wl L hsz e7.60 92.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12208: 1H-Indene, octahydro-, trans-
67.0
g2.0 96.0
5000 Al
1.0 124.0 10.00 10.50
270" ‘ ‘ ‘ m/z 82.00 87.88%
0 H‘\\H‘\H\“\H\‘HHN‘!H‘HH“\H‘\‘i\H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14423: 3-Cyclopentyl-1-propanol
67.0
41.0
Mo 2N g Aﬂ
e Rt ‘
82.0 10.00 10.50
5000 m/z 96.05 38.69%
‘ H 110.0
o W iy, seo00
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3234: Cyclohexene, 4-methyl- ‘ ‘~¥\‘J\ =
81.0 10.00 10.50
m/z 68.00 25.03%
5000 39.0 54.0
96.0
A,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.909 94.62 ug/L 5853830 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 N-Butylbenzylamine 163 C11H17N 002403-22-7 64
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64
Abundance Scan 2976 (10.909 min): VU051145.D\data.ms (-2963) (- | m/z 91.00 100.00%
91.0
5000
11.00
51.0 12%.1 .
ob gk Agtt 1910 2489280 ./ 179, 00  22.15%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 /\ i T
11.00
m/z 92.00 10.81%
%9 | w0
O\\‘\\‘i\‘\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0
5
11.00
5000 m/z 65.00 9.70%
39.0 . 1210
o) RERRESAN TN M i i .
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 11.00
m/z 78.00 6.11%
5000
90 | | 10 )
e L
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@51145.D

Acqg On : 05 Oct 2022 23:06

Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 23 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.999 380.13 ug/L 23517200 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 3004 (10.999 min): VU051145.D\data.ms (-2991) (- | m/z 105.00 100.00%
105.0
5000 J\J\
R
77.0 11.00
51.0 1411
ol 358 2l ) M 1440 s 106,00 30.60%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\j\]\ ‘/\ ™
11.00
m/z 91.00 12.12%
77.0
o180, %90 so0 | | | 1210
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
T \
11.00
5000 m/z 76.95 11.68%
39.0 77.0
0 ‘ Il \‘\\59.(‘)‘ ‘ ‘ 121.0
e
m/iz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 11.00
m/z 105.95 8.78%
5000
77.0
L0 90 g0 0| 2o }\K
B e e s e by
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 24 4-Heptanone, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.234  72.22 ug/L 4468290 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 64
5 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
Abundance Scan 3077 (11.234 min): VU051145.D\data.ms (-3064) (1 m/z 56.95 100.00%
57.0 85.0
5000
41.0
— —
“ ‘ 14‘2-1 11.00 11.50
0 il BOK0 1258 L sz 84.95  93.08%
m/z--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 T —
41.0 11.00 11.50
m/z 40.95  28.28%
142.0
O \]-\5\-0‘\‘\‘\ \‘i“\ T \‘1 ‘ T \‘\ T ‘ \‘\ \]Toil\.o\\\‘\‘f L ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
11.00 11.50
5000 410 m/z 58.00 25.66%
142.0
o150
miz--> 20 40 60 80 100 120 140
Abundance #23066: 4-Heptanone, 2,6-dimethyl-
57.0 11.00 11.50
85.0 m/z 42.95 14.67%
5000
41.0
‘ ‘ 142.0
0\%gq\k\\w\\ww\\M\‘wH\\i\\u‘\H\\‘h\\ —— P —
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.295 144.44 ug/L 8935660 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3096 (11.295 min): VU051145.D\data.ms (-3086) (- | m/z 105.00 100.00%
105.0
5000
120.0 /\
R
510 77.0 91.0 11.00 11.50
37,9 “p ! I ‘ Ll 9
O o e RARAARAas o m/z 120.00 30.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M A -
120.0 11.00 11.50
m/z 77.00 11.67%
77.0 91.0
0 \\‘]\_\5\.(\)‘H\‘\‘\\3\\9‘.\()\\\“\\\\6‘:\)"\.‘(\)\‘H\m‘HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0
120.0 11.00 11.50
5000 m/z 91.00 11.51%
39.0 77.0 91.0
0H"m‘m‘w‘H‘M‘Hi‘;m??"f“"m“1“””“1”‘“‘11“”“““‘””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 11.00 11.50
m/z 79.00 9.08%
5000 120.0
77.0
51.0 91.0
1 Y VARSI (1 ) T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.555 17.73 ug/L 1096970  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 86
3 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 74
4 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 53
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 35
Abundance Scan 3177 (11.555 min): VU051145.D\data.ms (-3168) (- 43.00 100.00%
43.0
5000 85.0
109.0 11.50
O bl b h T 1420 2069 58.00  70.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 11.50
m/z 85.00 43.41%
180} i
O\\\\‘\\\\i}\\‘ ‘\‘\‘\\"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
T T
11.50
5000 m/z 69.00 41.20%
85.0
15.0
0 ‘ | | \‘ ‘ 109 0 142.0
R R ma o e e e AR AR R T
m/z--> 20 40 60 80 100 120 140 160 180 200 ‘J\
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester ‘
43.0 ll 50

m/z 84.00 40.06%

) L\
69.0
0 Lo L1970 i

m/z--> 20 40 60 80 100 120 140 160 180 200 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 Benzene, (2-methylpropyl)- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
11.613 5.45 ug/L 337099 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
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 87
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 80
Abundance Scan 3195 (11.613 min): VU051145.D\data.ms (-3187) (- | m/z 91.00 100.00%
91.0
5000
134.0
65.0 11.50 12.00
80 L 206.9 -
0 et e e m/z 92.00 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17042: Benzene, (2-methylpropyl)-
91.0
5000
134.0 11.50 12.00
430 650 m/z 134.00 26.62%
O\\\‘\‘\\\““\\“\\“\‘\\\H‘\\"\‘\\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17040: Benzene, (2-methylpropyl)-
91.0 A
A —
11.50 12.00
5000 m/z 64.95 11.31%
134.0
43.0 65.0
o"“m“““m‘u‘mwu"‘uu‘Huwwww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17038: Benzene, (2-methylpropyl)-
91.0 11.50 12.00
m/z 38.95 4.82%
5000
134.0
43.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 Benzeneacetaldehyde, .alpha... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.645 15.76 ug/L 975111 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
Abundance Scan 3205 (11.645 min): VU051145.D\data.ms (-3198) (- | m/z 105.00 100.00%
105.0
5000 /\ jk
77.0 1341 1150 12,00
S0 206.9 ;
o+t m/z 134.05 14.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0 jb\
5000 P /j\ : {\
11.50 12.00
77.0 m/z 77.00 11.24%
0\\\‘2\7\\()\‘\5\]_\\0‘\\\\H‘\\\\‘\‘\\\‘\]-\:B\T"()\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
11.50 12.00
5000 m/z 79.00 9.12%
134.0
77.0
200 599 1 | ‘
0Ll e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 11.50 12.00
m/z 106.00 8.85%
5000
134.0
39.0 77.0 o
O bbb e e e 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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 p-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.745  28.12 ug/L 1739790 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3236 (11.745 min): VU051145.D\data.ms (-3225) (- | m/z 119.00 100.00%
119.0

h 910 - ]W\ ‘ AA

410 650 ‘ | 131 11.50 12.00
Ol sl b L SIS /7 134,00 28.09%
m/z--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
910 11.50 12.00
' m/z 91.00 23.47%
39.0
so B0 ®0 | ke
O\\\‘\‘\\\\‘\\‘\\“‘\\\\”‘\\‘1‘\““\\1‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
11.50 12.00
5000 ITI/Z 117.00 14.05%
91.0
41.0 65.0 1450
OHH‘HH\“‘\\‘\\‘H‘\\M\\1‘\“1‘””\”‘\‘””
m/z--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 11.50 12.00

m/z 120.00 9.52%

5000
91.0
150 390 650 4 /k
0 | | [ L ‘ m \\‘ 135.0 A

|
Sa
miz--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.896 227.58 ug/L 14079700  1,4-Dichlorobenzene-d4 11.812
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 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3283 (11.896 min): VU051145.D\data.ms (-3270) (- | m/z 105.00 100.00%
105.0
5000 A
— —
510 /0 11.50 12.00
Ol S L4289 2071 s 199,95 41.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 e A —
11.50 12.00
770 m/z 77.00 12.21%
51.0 ’
O \\\‘2\7\.\0\“\\““\H“\‘\\\‘H‘\\‘\\‘M\\‘\“"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 119.00 9.75%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 j\/\j\
Abundance #10707: Benzene, 1,2,3-trimethyl- -k
105.0 11.50 12.00
m/z 90.95 9.55%
5000
39.0 77.0
0 %1‘5(‘0“1 ; ““H“iu““‘m““ ; “‘“UHM“,“m,uu,uu‘mwuu
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 o-Cymene Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.008 4.90 ug/L 303025 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 o-Cymene 134 CleH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3318 (12.008 min): VU051145.D\data.ms (-3308) (- | m/z 118.95 100.00%
119.0
5000
91.0
390 630 ‘ Il 13‘5.1 12.00
o] RN MM R A TR 11 i m/z 134.05 26.77%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000
12.00
91.0 m/z 91.00  23.85%
0 \\\‘\‘\ T “\“ i “\‘\ T \‘”‘ T ‘W\ \‘\w T \‘\.| T
miz-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
12.00
5000 m/z 117.00 14.73%
91.0
39.0
o300S0 L w0
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.00
m/z 120.00 9.11%
5000
91.0
ol 350 LB Ll e L
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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-propenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.095 60.21 ug/L 3724980 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 92
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
3 Indane 118 C9H1e 000496-11-7 64
4 Indane 118 C9H1e 000496-11-7 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
Abundance Scan 3345 (12.095 min): VU051145.D\data.ms (-3331) (- | m/z 116.95 100.00%
11v.0
5000
91.0
300 630 ‘ 134.1 12.00
0 el ML gz 117,95 52.81%
m/z--> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
11v.0
5000 — :
12.00
910 m/z 115.00  35.25%
51.0 ‘
Ot ‘2\7‘\.0\ \“ f \“1 \“"M \7\4‘19‘ T \M T “‘\ T “‘ LA e e
miz--> 20 40 60 80 100 120 140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
12.00
5000 m/z 119.00 34.34%
91.0
300 580 ‘
R N N VR | —
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0 12.00
m/z 104.95 32.15%
5000 K
91.0
39.0 63.0
o280 . et M L on
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 33 Benzene, 1,2-diethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.301 8.10 ug/L 501220 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
Abundance Scan 3409 (12.301 min): VU051145.D\data.ms (-3398) (- | m/z 105.00 100.00%
105.0
5000 134.0 A
77.0 T /‘\/‘\ - T
510 ‘ M 12.00 12.50
Ot b L2070 o 11900 85.47%
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 46.96%
39.0 ‘
0 \]-\5\‘0\‘\‘\\“‘\\W\““\‘\\\“‘\\‘”\‘\\\‘\‘J\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
12.00 12.50
5000 m/z 91.00 33.01%
91.0
41.0 65.0
o SOt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 12.00 12.50
m/z 117.00  23.69%
5000
91.0
S EEL TRt NN I 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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 34 Benzene, 1-methyl-4-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.375 21.89 ug/L 1354060 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 91
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
Abundance Scan 3432 (12.375 min): VU051145.D\data.ms (-3421) (- | m/z 105.00 100.00%
105.0
5000 AL
134.1 TN
77.0 12.00 12.50
51.0
Ol i el bl 8B e 134 05 22.18%
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 76.95 10.51%
77.0
O \\\‘2\7‘\.9\“ \5\]‘_\‘0\“\‘\ T \M‘ T \‘i T ‘H‘\ \‘\“ T \‘\ ‘ T T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
12.00 12.50
5000 m/z 105.95 9.43%
134.0
39.0 77.0
ok R el
m/z--> 20 40 60 80 100 120 140 160
Abundance #17039: Benzene, (1-methylpropyl)- — ‘ﬁ%*rA
105.0 12.00 12.50
m/z 91.00 8.20%
5000
770 134.0
0 27.0 5]\“0 H ‘ | ‘
e
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 35 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.465  27.47 ug/L 1699750 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3460 (12.465 min): VU051145.D\data.ms (-3448) (- | m/z 119.00 100.00%
119.0
5000
91.0 12.50
39.0 65.0 :
)l S M T ‘ ‘ m‘u AL 1981 myz 134,00 31.51%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
m/z 91.00 16.87%
150 390 450 |
0 \‘\\\‘\ T \‘\ T \““\ \‘M‘\ ‘H‘\ T \‘H‘ T “1‘\ \N T \‘\.‘ T
miz--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
T
12.50
5000 m/z 105.00 13.50%
91.0
39.0 65.0 ‘ ‘
ol 15?‘ SV ;‘”‘ e Ml‘u “M e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 120.00 9.79%
5000
91.0
39.0 65.0 l
o 15?‘ S “”‘ ‘ ‘ ‘ “1“‘ Al L “6"0‘ —
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.494  27.65 ug/L 1710360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 o-Cymene 134 C1eH14 000527-84-4 91
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 91

Abundance Scan 3469 (12.494 min): VU051145.D\data.ms (-3465) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 650 | I 13‘5.1 12:50 .
O e e e m/z 134.05 25.67%
m/z--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50
m/z 91.00 12.41%
91.0
0 15.0 L 39\\0 | 650 L ‘ il \\“ 13'\50
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
.
12.50
5000 m/z 120.00 9.76%
91.0
TR NPT B -
O e e
miz--> 20 40 60 80 100 120 140
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0 12.50
m/z 117.00 7.88%
5000
650 910 135.0
) v VA FEVET] D | S
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 37 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.571 37.90 ug/L 2344800 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3493 (12.571 min): VU051145.D\data.ms (-3482) (- | m/z 119.00 100.00%
119.0
5000
39.0 65.0 91"0 12.50
bbbk M 439 20720 7 134,05 29.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
5000
12.50
91.0 m/z 91.00 15.60%
0 ?‘\5\-(‘)\‘\ \4\:‘1‘1.\?‘\ 65.0\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
T \
12.50
5000 m/z 120.00 9.77%
91.0
39.0 65.0 ‘
o150 o b M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 117.00 8.83%
5000
91.0
ol1s0 40 S0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 38 Benzene, (1-methyl-1-propen... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.610  11.27 ug/L 697183 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 90
3 Indan, 1-methyl- 132 C1OH12 000767-58-8 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
Abundance Scan 3505 (12.610 min): VU051145.D\data.ms (-3500) (- | m/z 117.00 100.00%
117.0
5000
200 650 91‘0 12,50 13.00
Ob o il eyt A 1482069 135 0 46.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1rneﬂwll;xopeny0 (E)-
11v.0
5000 e —
12.50 13.00
91.0 m/z 115.00  34.24%
0,0, L)
O\‘\\\\‘\\‘\‘\’u\\\’\\\\“w\\\‘\‘VH‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
12.50 13.00
5000 910 m/z 131.00 16.43%
51.0
270‘
AN P T H‘ ww‘ Al m‘_u‘“m‘M,HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 /
Abundance #16104: Indan, 1-methyl- NSV o
117.0 12.50 13.00
m/z 91.00 14.90%
5000
39.0 65.0 91"0 ‘
Y S VA VU | Y S W
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 39 1Indan, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.684  38.70 ug/L 2393910 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 94
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 81
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 76
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74

Abundance Scan 3528 (12.684 min): VU051145.D\data.ms (-3516) (- | m/z 117.00 100.00%

117.0
5000
91.0 m

51.0 ‘ ‘ 12.50 13.00
Ottt Ly 1981 2070 p/; 115,00 33.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- P
11v.0
5000

12.50 13.00
m/z 132.00  27.50%

w0 o %1° |
| by 1l | I | i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0

e o
12.50 13.00

o

5000 m/z 119.00 19.86%
91.0
39.0 65.0 ‘ ‘ ‘
0 "\‘H\““\h‘\HH“H"H“\}‘H“‘“M"HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00

m/z 91.00 16.77%

5000
39.0 65.0 91.0
0 | | | | ‘ m H ol

‘ =
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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, 4-ethyl-1,2-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.873  22.81 ug/L 1411020 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 3587 (12.873 min): VU051145.D\data.ms (-3576) (- | m/z 119.00 100.00%
119.0
90 12:50 13.00
38.9 65.0 . :
O bbb e ‘ b M 480 2070 ;134,00 29.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50 13.00
91.0 m/z 91.e0 18.37%
390 65.0 ‘
0 \1\5\.(‘)\\\\“‘\ \“V\“MHi‘H‘\\‘1‘\“”“\\‘1“\\\‘\ [TT T T[T T[T TrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— =
12.50 13.00
5000 m/z 105.00 10.75%
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene = =
119.0 12.50 13.00
m/z 116.95 9.95%
5000
91.0
v )
0\\w\Muw\ﬂHWL\WM\vwwuwwu\uw\\w\\u‘\u\‘u\\ — 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@51145.D

Acqg On : 05 Oct 2022 23:06

Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 41 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.973  18.81 ug/L 1163740  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 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, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3618 (12.973 min): VU051145.D\data.ms (-3600) (- | m/z 119.00 100.00%
119.0
91.0 LT
39.0 650 | | 136.0 157.9 13,00
o NSNS SR PO NSO P NSNS A SER IS £ m/z 134.05  45.81%
m/z--> 20 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.00 16.05%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \M T \l\ \6‘0\ T T
miz--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T
13.00
5000 m/z 120.00 9.83%
0 91.0
olts0 P %0, | asso
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.00 9.77%
5000
39.0 650 91.0 Wﬂ&f&}k\
0 \\f‘\H\\w\\W\‘Ww\JW\\\\‘W\\WW\\\\}\\\\‘\ R
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 42 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.025 33.68 ug/L 2083540 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3634 (13.024 min): VU051145.D\data.ms (-3625) (- | m/z 119.00 100.00%
119.0
5000
91.0 SR
390 650 | | 148.0 206.9 13,00
Ot 29D 20090 sz 134,05 42.96%
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 15.37%
39.0 91.0
150, 7 \65\'0\ | wl |
O \\‘\‘\\\\“\\w‘\“i\\\”‘\\f\‘w\\}“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
T [
13.00
5000 m/z 120.00 9.86%
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 133.05 9.16%
5000
40 T JWU«
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 44 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
13.291 7.16 ug/L 442928 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76

Abundance Scan 3717 (13.291 min): VU051145.D\data.ms (-3709) (- m/z 117.00 100.00%
117.0
SOV S L
479 509 640 91.0 ‘ 13.00 13.50
O S8 Tl el L sz 132,00 37.59%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
11v.0 ﬂ
5000 30d Jﬂ‘30
132.0 13 135
910 m/z 115.00  30.28%
39.0 65.0 ' ‘
O \‘\H‘\‘H\\“\\\\i‘\‘\\‘\‘\w‘\\‘\\\‘\‘HH“HH‘HH‘HH‘\HH‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e —
13.00 13.50
m/z 131.00 16.90%
5000 1320 /
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 /\/
Abundance #16119: Benzene, 2-butenyl- = R
117.0 13.00 13.50
m/z 91.00 11.76%
132.0
5000 91.0
39.0
650
0 R 7
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 45 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.449 60.09 ug/L 3717246  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70
2 o-Cymene 134 C10H14 000527-84-4 70
3 o-Cymene 134 C1eH14 000527-84-4 70
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 70
5 p-Cymene 134 C1oH14 000099-87-6 70

Abundance Scan 3766 (13.449 min): VU051145.D\data.ms (-3743) (- | m/z 119.00 100.00%
119.0
5000 ij
91.0
Obrr ot s W I1480 2069 o 117,00 46.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 AA‘
1350
91.0 134.05 41.00%
ey |
O\\\‘\‘\\\‘\\w‘\“\\\\‘\\\\‘m\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
=
13.50
91.00  21.21%
5000 91.0
39.0 65.0 ‘
N T N O |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0 1350
115.00 18.12%
5000
91.0
A P
m/z--> 20 40 60 80 100 120 140 160 180 200 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06

Operator JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 46 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.623  33.34 ug/L 2062590 1,4-Dichlorobenzene-d4 11.812
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 95
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93

Abundance Scan 3820 (13.623 min): VU051145.D\data.ms (-3808) (- | m/z 104.00 100.00%
104.0
5000 131.9 J\
L |
51.0 780 ‘ 13.50 14.00
0l wwH‘, el ,‘“‘ : !‘, Al e m/z 131.95 47.61%
miz--> 20 40 60 80 100 120 140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 JK
132.0
5000 L =T
13.50 14.00
m/z 91.00 44.27%
270 | 510 0 L
O\\\\‘\‘\\\\\\‘1‘\"”\\\’\\‘}\"\\1’\‘\‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
; ‘ e
13.50 14.00
5000 132.0 m/z 114.95 17.92%
270 910 780
PRI R o T
miz-> 20 40 60 80 100 120 140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 117.00 14.99%
5000 132.0
78.0
270 LAyl
Y e N OO N O O N 1 S A
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@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 47 Benzene, (1-methyl-1-butenyl)- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
13.838 3.62 ug/L 224258 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55

Abundance Scan 3887 (13.838 min): VU051145. D\data ms (-3877) (- < m/z 131.05 100.00%

131,
5000
91.0 A
AV s

‘ | ‘ 179.9 13.50 14.00
o““_“‘wwm“ﬁwﬁu‘n:w:¥9ﬁ“ 1602 [, n/7 13300 82.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1- butenyD
131.
91.0
5000
13.50 14.00

m/z 145.95 39.34%

27.0 ‘ H
O\\\\‘\\\\“‘\\H‘\“‘z\\‘é“\\‘}\“‘\‘\\\“\‘\!\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 A/&
POPLI L UwiT
910 13.50 14.00 ;
5000 ITI/Z 115.00 29.57%
39.0
‘ 65.0
o““‘ﬂw JMJM ww‘w“m“W%ﬂP jJ‘MM““H““
m/z--> 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- b e
131.0 13.50 14.00
m/z 91.00 26.96%
5000
390 91.0
0 630 ‘
B O oo W N1 | SN B 00 1 O | S
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 35 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 48 Azulene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.082  38.47 ug/L 2379750  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3963 (14.082 min): VU051145.D\data.ms (-3950) (- | m/z 127.95 100.00%
128.0
5000
14.00 |
51.0 750 102.0 .
o_m_nhw“!ww_H‘M‘m_‘HH_WW_M?F’?-Q m/z 127.00  13.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 I~ e :
14.00
m/z 129.00 11.01%
5.0 750 1020 |
0‘\\\\‘\\“\\‘w\\H‘\h‘\\\\“‘\\\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0
LN \
14.00
5000 m/z 102.00 8.71%
102.0
0280 %10, 70 T L
m/z--> 20 40 60 80 100 120 140 160 180 200 /k
Abundance #13683: Naphthalene ‘ e
128.0 14.00
m/z 126.00 7.16%
5000
2 B e -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51145.D

Acqg On : 05 Oct 2022 23:06
Operator : JC/MD

Sample : N4889-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 35 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: C.. 4.526 8.0 ug/L 185378 1 6.253 1161830 50.0
(DEL) Alkane: S.. 5.462 10.7 wug/L 248970 1 6.253 1161830 50.0
(DEL) Alkane: S.. 5.594 18.5 ug/L 430135 1 6.253 1161830 50.0
(DEL) Alkane: C.. 5.851 39.8 wug/L 924202 1 6.253 1161830 50.0
(DEL) Alkane: C.. 5.925 38.9 wug/L 903357 1 6.253 1161830 50.0
(DEL) Alkane: C.. 5.993 68.1 ug/L 1582800 1 6.253 1161830 50.0
(DEL) Alkane: S.. 6.134 32.7 ug/L 760362 1 6.253 1161830 50.0
(DEL) Alkane: C.. 6.986 23.5 wug/L 545054 1 6.253 1161830 50.0
(DEL) Alkane: C.. 7.076 12.2 ug/L 282467 1 6.253 1161830 50.0
(DEL) Alkane: C.. 7.240 15.1 wug/L 351191 1 6.253 1161830 50.0
unknown-01 7.417 3.3 ug/L 75729 1 6.253 1161830 50.0
unknown-02 8.025 13551.2 wug/L 4157840600 2  9.430 1534120 50.0
(DEL) Alkane: C.. 8.308 24.8 wug/L 761772 2 9.430 1534120 50.0
(DEL) Alkane: C.. 8.407 13.0 wug/L 399279 2 9.430 1534120 50.0
(DEL) Alkane: C.. 8.825 6.5 ug/L 198947 2 9.430 1534120 50.0
(DEL) Alkane: C... 8.880 25.3 wug/L 774991 2  9.430 1534120 50.0
3-Pentanol, 3-e... 8.957 13.7 wug/L 419219 2  9.430 1534120 50.0
Butanoic acid, 9.989 19.9 ug/L 609191 2  9.430 1534120 50.0
unknown-03 10.282 3.5 ug/L 106237 2 9.430 1534120 50.0
Benzene, propyl- 10.909 94.6 wug/L 5853830 3 11.812 3093320 50.0
Benzene, 1-ethy... 10.999 380.1 wug/L 23517200 3 11.812 3093320 50.0
4-Heptanone, 2,... 11.234 72.2 ug/L 4468290 3 11.812 3093320 50.0
Benzene, 1l-ethy... 11.295 144.4 ug/L 8935660 3 11.812 3093320 50.0
2-Heptanone, 4,... 11.555 17.7 wug/L 1096970 3 11.812 3093320 50.0
Benzene, (2-met... 11.613 5.5 ug/L 337099 3 11.812 3093320 50.0
Benzeneacetalde... 11.645 15.8 wug/L 975111 3 11.812 3093320 50.0
p-Cymene 11.745 28.1 wug/L 1739790 3 11.812 3093320 50.0
Benzene, 1,2,3-... 11.896 227.6 ug/L 14079700 3 11.812 3093320 50.0
o-Cymene 12.008 4.9 wug/L 303025 3 11.812 3093320 50.0
Benzene, 1-prop... 12.095 60.2 ug/L 3724980 3 11.812 3093320 50.0
Benzene, 1,2-di... 12.301 8.1 wug/L 501220 3 11.812 3093320 50.0
Benzene, 1-meth... 12.375 21.9 wug/L 1354060 3 11.812 3093320 50.0
Benzene, 2-ethy... 12.465 27.5 wug/L 1699750 3 11.812 3093320 50.0
Benzene, 1l-ethy... 12.494 27.6 ug/L 1710360 3 11.812 3093320 50.0
Benzene, 1l-ethy... 12.571 37.9 ug/L 2344800 3 11.812 3093320 50.0
Benzene, (1-met... 12.610 11.3 wug/L 697183 3 11.812 3093320 50.0
Indan, 1-methyl- 12.684 38.7 wug/L 2393910 3 11.812 3093320 50.0
Benzene, 4-ethy... 12.873 22.8 ug/L 1411020 3 11.812 3093320 50.0
Benzene, 1,2,4,... 12.973 18.8 wug/L 1163740 3 11.812 3093320 50.0
Benzene, 1,2,3,... 13.025 33.7 wug/L 2083540 3 11.812 3093320 50.0
1H-Indene, 2,3-... 13.291 7.2 ug/L 442928 3 11.812 3093320 50.0
Benzene, 1,2,3,... 13.449 60.1 ug/L 3717240 3 11.812 3093320 50.0
Naphthalene, 1,... 13.623 33.3 ug/L 2062590 3 11.812 3093320 50.0
Benzene, (1-met... 13.838 3.6 ug/L 224258 3 11.812 3093320 50.0
Azulene 14.082 38.5 wug/L 2379750 3 11.812 3093320 50.0
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