LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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@51019.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 74 80 97 rVB 221233 263500 14.95% 1.768%
2 1.906 176 176 198 rVB 214084 285123 16.17% 1.913%
3 2.565 369 381 396 rBV 341863 553135 31.38% 3.711%
4 3.044 518 530 538 rBV5 2215 4086 ©0.23% 0.027%
5 3.353 616 626 638 rBv3 6387 12194 0.69% 0.082%
6 3.433 648 651 655 rBv2 167 152 0.01% ©0.001%
7 3.462 655 660 665 rvVB2 347 356 0.02% 0.002%
8 3.533 678 682 686 rBv2 255 240 0.01% 0.002%
9 3.565 689 692 696 rBvV2 277 250 0.01% 0.002%
10 3.642 713 716 717 rBvV2 283 143 0.01% 0.001%
11  3.742 744 747 750 rBvV2 201 153 ©0.01% 0.001%
12 4.060 842 846 848 rBV 322 191 0.01% 0.001%
13 4.096 853 857 861 rBV 353 342 0.02% 0.002%
14 4.150 869 874 881 rBV2 656 859 0.05% 0.006%
15 4.182 881 884 888 rVB 425 370 0.02% 0.002%
16 4.314 920 925 927 rBV 409 327 0.02% 0.002%
17  4.369 939 942 945 rBV2 257 145 0.01% 0.001%
18 4.562 999 1002 1005 rBvV2 271 176 0.01% 0.001%
19 4.623 1005 1021 1050 rBV 172309 474743 26.93% 3.185%
20 5.060 1142 1157 1181 rBV 320799 702615 39.86% 4.713%
21 5.433 1270 1273 1276 rBV 499 239 0.01% 0.002%
22 5.449 1276 1278 1282 rVB2 251 163 0.01% 0.001%
23 5.539 1302 1306 1307 rBV 220 137 0.01% 0.001%
24 5.594 1320 1323 1326 rBV2 295 197 0.01% 0.001%
25 5.722 1342 1363 1375 rBV2 639345 1762840 100.00% 11.826%
26 6.005 1449 1451 1454 rBvV2 573 379 0.02% 0.003%
27 6.089 1473 1477 1480 rBV4 474 452 0.03% 0.003%
28 6.247 1510 1526 1550 rBV 487479 930579 52.79% 6.243%
29 6.533 1603 1615 1633 rVB8 17320 40236 2.28% 0.270%
30 6.603 1633 1637 1647 rBV4 655 1004 0.06% 0.007%
31 6.690 1649 1664 1682 rBV 415437 814161 46.18% 5.462%
32 6.925 1735 1737 1741 rVB 264 158 0.01% 0.001%
33 6.944 1741 1743 1745 rBV2 258 143 0.01% 0.001%
34 7.047 1771 1775 1777 rBV 302 226 0.01% 0.002%
35 7.105 1789 1793 1798 rVB2 307 260 0.01% 0.002%
36 7.137 1798 1803 1804 rBV 246 167 ©0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92922WMA .M
Title : VOC Analysis
37 7.185 1811 1818 1821 rBV4 1397 1525 0.09% 0.010%
38 7.304 1852 1855 1859 rBV 283 212 0.01% ©0.001%
39 7.565 1923 1936 1956 rBV 183319 330736 18.76% 2.219%
40 7.735 1987 1989 1991 rVB 508 222 0.01% 0.001%
41 7.806 2005 2011 2012 rBvV2 360 298 0.02% 0.002%
42 7.896 2025 2039 2054 rBV 700718 1198301 67.98% 8.039%
43 8.179 2115 2127 2149 rBV 131016 229473 13.02% 1.539%
44  8.327 2171 2173 2175 rBV3 470 261 0.01% 0.002%
45  8.472 2211 2218 2219 rBv4 673 681 0.04% 0.005%
46  8.552 2237 2243 2252 rVB5 3310 4955 0.28% 0.033%
47  8.636 2256 2269 2309 rBV3 431642 946809 53.71% 6.352%
48  8.822 2324 2327 2332 rBvV2 755 450 0.03% 0.003%
49 9.005 2381 2384 2387 rBV2 304 231 0.01% 0.002%
50 9.079 2404 2407 2408 rBV 215 144 0.01% 0.001%
51 9.144 2422 2427 2430 rVB3 365 346  0.02% 0.002%
52 9.172 2430 2436 2439 rBV2 346 356 0.02% 0.002%
53 9.327 2482 2484 2487 rVB2 643 298 0.02% 0.002%
54  9.417 2498 2512 2534 rBV 691324 1154567 65.49% 7.745%
55 9.568 2548 2559 2580 rVB 210830 341296 19.36%  2.290%
56 9.693 2588 2598 2617 rVB 55364 93168 5.29% 0.625%
57 9.870 2644 2653 2662 rVB6 2040 4088 0.23% 0.027%
58 9.983 2685 2688 2691 rBV 351 260 0.01% 0.002%
59 10.053 2704 2710 2713 rVW4 1103 1336 0.08% 0.009%
60 10.098 2714 2724 2743 rVB 66942 112172 6.36% 0.752%
61 10.234 2764 2766 2771 rBV2 321 240  0.01% 0.002%
62 10.333 2792 2797 2801 rBV3 944 943 0.05% 0.006%
63 10.433 2824 2828 2831 rBV 387 241 0.01% ©0.002%
64 10.481 2832 2843 2853 rBV 25150 38824 2.20% 0.260%
65 10.687 2905 2907 2909 rBV 333 168 ©0.01% 0.001%
66 10.754 2915 2928 2953 rBV 590270 950946 53.94% 6.379%
67 10.902 2968 2974 2981 rVB5 2760 3773 0.21% 0.025%
68 10.996 2996 3003 3008 rBV2 3586 4730 0.27% 0.032%
69 11.086 3026 3031 3037 rBV4 1323 1641 0.09% 0.011%
70 11.195 3058 3065 3066 rBV3 524 512 0.03% 0.003%
71 11.237 3075 3078 3082 rBV2 229 161 ©0.01% 0.001%
72 11.291 3086 3095 3108 rvvV3 14235 25383 1.44% 0.170%
73 11.369 3117 3119 3123 rVB 471 241 0.01% 0.002%
74 11.414 3128 3133 3137 rBV4 723 793 0.04% 0.005%
75 11.520 3164 3166 3170 rVB2 396 204 0.01% ©0.001%
76 11.642 3198 3204 3214 rVB7 3756 4720 0.27% 0.032%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

. 45

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92922\

: VU@51019.D
: 30 Sep 2022 07:24

JC/MD

: N4859-06

5.0mL/MSVOA_U/WATER

Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

5

0 % of largest Peak
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12.
12.
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13.
13.
13.
13.
13.

13.
13.
13.
14.
14.

14.
14.
15.
16.
.095

17

809
005
092
192

311
603

806
922

021
323
520
626
696

831
880
970
057
542

680
802
690
182

: VOC Analysis
3244 3256 3273 rBV 574585 913051 51.79%
3311 3317 3325 rVB3 4117 5414 0.31%
3335 3344 3360 rVB 65068 106659 6.05%
3362 3375 3389 rBV 650218 1054473 59.82%
3401 3412 3428 rBV 290335 462160 26.22%
3500 3503 3512 rVB6 1460 1885 0.11%
3516 3527 3540 rBV4 13824 24230 1.37%
3561 3566 3575 rBV5 3410 4554 0.26%
3591 3602 3611 rBV 96333 155255 8.81%
3626 3633 3641 rBV2 33303 52649 2.99%
3720 3727 3739 rVB4 7832 12845 0.73%
3778 3788 3799 rBV3 18138 27718 1.57%
3811 3821 3836 rVVv3 61891 104258 5.91%
3840 3843 3844 rBV2 656 384 0.02%
3877 3885 3892 rBV4 16266 25254 1.43%
3894 3900 3919 rVB2 23937 41179 2.34%
3924 3928 3930 rBV4 824 777 0.04%
3945 3955 3960 rBV 70620 113195 6.42%
4091 4106 4126 rBV 11238 43358 2.46%
4137 4149 4162 rBV9 7594 18214 1.03%
4177 4187 4196 rBV5S 27128 47392 2.69%
4460 4463 4470 rBV5S 1391 1212 0.07%
4610 4616 4624 rVB4 10903 15456 0.88%
4890 4900 4925 rBV 202318 368989 20.93%
Sum of corrected areas: 14906707

(ORI ORI [ORE IR P OOOW NoOoOoon

NOOO®O®

: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92922WMA .M
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.036%
.716%
.074%
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.013%
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.031%
.042%
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.086%
.186%
.699%
.003%

.169%
.276%
.005%
.759%
.291%

.122%
.318%
.008%
.104%
.475%




LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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

Ab :

u %&?O TIC: VU051019.D\data.ms
5.722
600000

500000 6.247

6.69(
400000

2.565 5060

300000

1.597 1.906
200000 4.623

100000

3.044 3.32%mRARI742  4A0BBGERRBEN 548839, 6. 011589

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\W\T\T" TIT T T[T I T I [T rrT \‘\\ T T T \\’T\\T

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: VU051019.D\data.ms
768560 7.896 9.417 121

600000 10.754 11.809

500000
8.636
400000

300000
9.568

200000 7.565

8.179

100000 /L 10.098 12.092
9.693 .
| @‘m‘mms‘m L 8,397 87552\ 8.822. UMW 32J A g.sgmzrﬁmmls%fé%o 6 Lgomlsa91313&&,.%&%@1@;1c642 | ‘z.gﬁ;@

Time--> 7.00 8. 00 8. 50 9. 00 9. 50 10.00 10.50 11.00 11.50 12.00
Abu %&?0 TIC: VU051019.D\data.ms

600000
500000
400000

300000{2-311

17.095
200000

100000 13.626 14.057

WZ@ 5@% MSW WM 15600 16,182

‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14:50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

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

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

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

Peak Number 2 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.092 5.84 ug/L 106659 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Indane 118 CS9H10 000496-11-7 64
3 Indane-5-carboxylic acid 162 C10OH1e02 065898-38-6 59
4 Indane-5-carboxylic acid 162 C10H1002 065898-38-6 53
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 52
Abundance Scan 3344 (12.092 min): VU051019.D\data.ms (-3335) (- | m/z 117.00 100.00%
11y7.0
5000
T \
389 629 91“0 12.00
bbbl e 2068 7 118,00 49.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 A IR A
12.00
m/z 115.00 45.57%
390 630 10
O\1\5\.(‘)\‘\\\“.HH\\““\‘-\H“‘H“H“‘H\ [ B L L B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10178: Indane
117.0
T 1 T
12.00
5000 m/z 116.00 20.21%
58.0 91.0
LN O PR I |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37566: Indane-5-carboxylic acid 4 ‘
117.0 12.00
m/z 91.00 14.43%
5000
162.0
91.0 /\
39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.311  25.31 ug/L 462160 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 91
Abundance Scan 3412 (12.311 min): VU051019.D\data.ms (-3401) (- | m/z 114.95 100.00%
115.0
- M
4 —
63.0 89.0 12.00 12.50
369 199 | \ | 134.0
O rrprrrr et et et et e e m/z 115.95 91.52%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9541: Indene
116.0
5000 — ——
12.00 12.50
m/z 63.00 12.46%
39.0 63.0 89.0
O\\‘\\H‘\\\\“\\Hi‘\\\w‘}\‘\\‘\\\\‘H\‘\“HH‘HH‘H ‘\‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9547: Benzene, 1-propynyl-
115.0
LAl
12.00 12.50
5000 m/z 89.00 12.29%
250 39_0 63.0 89.0
T e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 \ [\
Abundance #9552: Benzene, 1-ethynyl-4-methyl- ‘ A ‘ e
115.0 12.00 12.50
m/z 116.95 8.27%
5000
63.0 89.0
0\\‘\\u‘\\\\‘\\ui'uo\\\‘1‘\‘\\‘\1‘”‘”\‘\“””‘””‘”‘Wm‘mw o — ‘/\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 4 Benzofuran, 7-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.922  8.50 ug/l 155255  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 covso 017059-52-8 94

2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 1H-Indenol 132 C9H80 056631-57-3 91
4 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91
Abundance Scan 3602 (12.922 min): VU051019.D\data.ms (-3591) (- | m/z 130.95 100.00%
130.9
51.0 77.0 103.0 I PNANS
‘ 13.00
bbb il 2069 s 130,00 87.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 T
510 13.00
77.0 103.0 m/z 77.00  25.47%
27.0 H
O' ‘\\‘\\[“\\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16660: Benzofuran, 2-methyl-
131.0
R
13.00
5000 m/z 51.00 22.44%
51.0 77.0 103.0
ol 210 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16652: 1H-Indenol TR S S B £
132.0 13.00
m/z 103.00 20.39%
5000
103.0
51.0 77.0 AJVA
0$ o w
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\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 2-Propenal, 3-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.021 2.88 ug/L 52649 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 90
Abundance Scan 3633 (13.021 min): VU051019.D\data.ms (-3626) (- | m/z 131.00 100.00%
131.0
- M
77.0
51.0 104.0 T T AR
i
O bt el 2069 s 135 00 81.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16667: 2-Propenal, 3-phenyl-
131.0
5000 770 103.0 UL \
51.0 . 13.00
m/z 76.95 26.43%
18.0 ‘
O\\\“\‘\\\“‘\\H\“‘\‘\\“\\‘\\“\‘\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16665: Benzofuran, 2-methyl-
131.0
T
13.00
5000 m/z 50.95 21.04%
510 77.0 1030
220, |
0“‘_Wuuhm‘ﬂhwu‘m‘ﬂh‘w“V‘H“_‘H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16666: Benzofuran, 2-methyl- B b ]
131.0 13.00
m/z 104.00 17.34%
5000
51.0 77.0 103.0
B £ N A VER N SR N—— A8
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\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

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

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

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

Peak Number 6 Benzene, 1-butynyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.626 5.71 ug/L 104258 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 95
2 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 95
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 2-Methylindene 130 C10H10 002177-47-1 93
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
Abundance Scan 3821 (13.626 min): VU051019.D\data.ms (-3811) (- | m/z 115.00 100.00%
115.0
5000 A/\ /\A
Pl A
9, 63" 0 13.50 14.00
0H\‘uu‘ul\“!‘H”l“‘\H‘u“\u“!‘\ e 289 m/z 129,95 98.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl-
115.0
5000 ‘ ‘I\ TR
13.50 14.00
m/z 129.00 80.61%
63.0
89.0
O\]-\E)\‘()\\\3\9‘(\)\“\\“H‘\\HM‘\‘!‘\\[\\\\‘\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15032: 1H-Indene, 3-methyl-
130.0 /\
a UL an A
13.50 14.00
5000 ITI/Z 128.00 46.75%
51.0
‘770 102.0 L“H
0 b et e M e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #15050: Benzene, 1rnethy|12 propadienyl- : A~‘ : 1
115. 13.50 14.00
m/z 126.90  20.41%
5000
51.0
270 77.0 /\
oHWm‘H‘“H‘ww“wwuu_ . o (L et |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 1H-Benzimidazole, 5,6-dimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.057 6.20 ug/L 113195 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 87
2 1H-Indazole, 5,7-dimethyl- 146 CSH10N2 043067-41-0 80
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76
4 2-Amino-4,6-dimethylbenzonitrile 146 C9H1ON2 1010461-05-1 64
5 1,2-Dimethylbenzimidazole 146 CSH1ON2 002876-08-6 64

Abundance Scan 3955 (14.057 min): VU051019.D\data.ms (-3945) (- | m/z 146.00 100.00%
146.0

5000
115.0 AN s
91.0 A i
50.9 | “ 14.00
OVWMMMm‘mHH‘_M‘_‘m_wwz‘qf?:? m/z 130.95  86.92%
m/iz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25699: 1H-Benzimidazole, 5,6-dimethyl-
146.0
5000 A w - L

14.00
m/z 145.00  75.76%

91.0
39.0 65.0 118.0
14.0 ‘ 1L | \‘\‘

o e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25693: 1H-Indazole, 5,7-dimethyl-
146.0
U =
14.00
5000 ITI/Z 115.00 26.25%
39.0 65.0 91.0 119.0
0 H*\”**WH”*NL“WM”N*N**\**1WJLH\**H\**H\*H*
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\ N\/\/\AM
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- e
131.0 14.00
m/z 117.00 19.56%
5000
103.0
39.0 77.0
0 H“‘u : ““\‘ ‘H; ‘\‘\MHHH\‘ : ‘h“ : ‘\}\HM“}‘!‘“‘\H“HH‘HH‘HH ‘ ‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 Naphthalene, 1,2-dihydro-3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.803 2.60 ug/L 47392  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 93
2 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 92
3 Benzene, 1-cyclopenten-1-yl- 144 C11H12 000825-54-7 81
4 (1-Methylenebut-2-enyl)benzene 144 C11H12 070588-46-4 81
5 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 81

Abundance Scan 4187 (14.802 min): VU051019.D\data.ms (-4177) (' | m/z 129.00 100.00%
129.0

5000
AN SANY

148.0 —k ol 4
38.9 s75 770 1019 ‘ ‘ ‘ 14.50 15.00
Y S P .1 T s v i WL~ njz 12860 63.43%
miz--> 20 40 60 80 100 120 140
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl-
129.0
5000 ol MM e ‘”/\\q/\\“’"‘\

14.50 15.00
m/z 144.00 61.96%

390 63.0 J 145.0
15. , .
30 L 950 L1330 J]

0\\\‘\‘\‘1\\““\\\\’ ‘\‘\\\“\\\\’\‘”\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #23571: Naphthalene, 1,2-dihydro-6-methyl-
129.0
14.50 15.00
5000 m/z 133.00 33.49%
39.0 71.0 145.0
15.0 4 :
0l u“ ‘ ﬁ?'?“l‘ ‘ ‘1”1“‘ ?3"‘0‘ “ul‘l‘ P‘? w‘ “ H“‘ L
miz--> 20 40 60 80 100 120 140
Abundance #23560: Benzene, 1-cyclopenten-1-yl- L L Ll il |
144.0 14.50 15.00
m/z 148.00 19.47%
5000 128.0
66.0
39.0 | 910
OH"‘H‘;HH“H‘H,M““‘;“‘H“‘“”‘H!‘,‘MH‘M“H P e
m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.095 20.21 ug/L 368989 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 70
2 Acenaphthene 154 C12H1e 000083-32-9 64
3 Acenaphthene 154 C12H10 000083-32-9 60
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 59
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
Abundance Scan 4900 (17.095 min): VU051019.D\data.ms (-4890) (- | m/z 153.00 100.00%
158.0
5000 /\¥A\
75.8 —h :
289 ‘ 17.00
S 1098, 2070 2669 y/; 154.00  84.55%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
1538.0
5000 —
76.0 17.00
m/z 152.00  65.80%
O T T \39‘\.0}‘ \“‘ \‘H\ H\ “‘]‘_1\3.\()‘\ T m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0
RN T
17.00
5000 m/z 75.85 23.42%
76.0
A W DL I
miz--> 50 100 150 200 250
Abundance #31487: Acenaphthene e ‘
154.0 17.00
m/z 150.95 20.68%
5000
76.0
A LI DUETC S B _
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92922\
Data File : VU@51019.D

Acqg On : 30 Sep 2022 07:24
Operator : JC/MD

Sample : N4859-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 45 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|
Indane 12.092 5.8 ug/L 106659 3 11.809 913051 50.0
Indene 12.311 25.3 ug/L 462160 3 11.809 913051 50.0
Benzofuran, 7-m... 12.922 8.5 wug/L 155255 3 11.809 913051 50.0
2-Propenal, 3-p... 13.021 2.9 ug/L 52649 3 11.809 913051 50.0
Benzene, 1-buty... 13.626 5.7 ug/L 104258 3 11.809 913051 50.0
1H-Benzimidazol... 14.057 6.2 ug/L 113195 3 11.809 913051 50.0
Naphthalene, 1,... 14.803 2.6 ug/L 47392 3 11.809 913051 50.0
Hexa-2,4-diyn-1... 17.095 20.2 ug/L 368989 3 11.809 913051 50.0
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