Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\

Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06

Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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

LSC Area Percent Report

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

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM100722WMA .M
Title : VOC Analysis

Signal : TIC: VVv@28518.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 75 82 101 rBV 160479 168839 4.71% 1.148%
2 1.565 157 163 182 rVB 125607 145533 4.06% 0.989%
3 2.165 322 331 348 rVB 262375 380760 10.63%  2.589%
4 2.947 588 593 598 rBV6 612 819 0.02% 0.006%
5 3.021 612 616 617 rBV 618 445 0.01% 0.003%
6 3.069 629 631 636 rVB2 659 437 0.01% 0.003%
7 3.095 636 639 640 rBvV3 350 203 0.01% ©0.001%
8 3.185 653 667 685 rBV 46831 100012 2.79% ©0.680%
9 3.285 685 698 716 rvv2 18156 41828 1.17% 0.284%
10 3.539 774 777 779 rBvV2 343 257 0.01% 0.002%
11 3.738 834 839 840 rBv2 497 409 0.01% 0.003%
12 3.806 857 860 864 rBV 484 316 0.01% 0.002%
13  3.899 879 889 925 rBV 53908 225578 6.30%  1.534%
14  4.343 1013 1027 1052 rBV 194168 487401 13.60%  3.314%
15 4.593 1098 1105 1106 rBV4 1848 1976 0.05% 0.013%
16 4.674 1124 1130 1134 rBVS 1029 1208 0.03% 0.008%
17 4.896 1197 1199 1203 rBV 325 273 0.01% 0.002%
18 4.953 1213 1217 1220 rVB3 415 372  0.01% 0.003%
19 5.040 1227 1244 1276 rBV2 495405 1308914 36.53% 8.899%
20 5.378 1346 1349 1351 rBV3 786 449 0.01% 0.003%
21 5.516 1388 1392 1394 rBV2 322 257 0.01% 0.002%
22 5.613 1410 1422 1450 rBV 319147 652227 18.20% 4.434%
23 5.912 1507 1515 1521 rBV10 3040 5438 ©0.15% 0.037%
24  6.066 1549 1563 1593 rBV 275918 583418 16.28%  3.966%
25 6.310 1627 1639 1657 rBV 113893 237913 6.64% 1.617%
26 6.638 1738 1741 1743 rBV2 388 213 0.01% ©0.001%
27 6.677 1750 1753 1755 rBV2 390 242 0.01% 0.002%
28 6.751 1764 1776 1789 rBV3 13708 27745 0.77% 0.189%
29 6.854 1806 1808 1812 rVB 331 207 0.01% 0.001%
30 6.931 1820 1832 1839 rBV2 49941 86804 2.42% 0.590%
31 6.982 1840 1848 1871 rVB 171518 316608 8.84% 2.153%
32 7.133 1883 1895 1916 rVB2 79483 157589 4.40% 1.071%
33 7.310 1938 1950 1978 rBV 595971 1051692 29.35% 7.150%
34 7.616 2035 2045 2073 rBV 116601 218694 6.10% 1.487%
35 7.793 2098 2100 2103 rBvV2 624 290 0.01% 0.002%
36 7.863 2117 2122 2125 rBV3 762 682 0.02% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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_ V\Method\SFAMVLM100722WMA .M
Title : VOC Analysis
37 7.915 2133 2138 2139 rBvV2 1255 854 0.02% 0.006%
38 7.995 2161 2163 2167 rVB2 413 205 0.01% 0.001%
39 8.024 2169 2172 2178 rVB3 538 486 0.01% 0.003%
40 8.085 2178 2191 2227 rBV 297639 631345 17.62% 4.292%
41  8.522 2324 2327 2329 rBV3 326 258 0.01% 0.002%
42 8.574 2340 2343 2347 rVB3 697 408 0.01% 0.003%
43  8.703 2379 2383 2385 rVB3 526 277 0.01% 0.002%
44  8.725 2385 2390 2391 rBvV2 303 208 0.01% ©0.001%
45  8.754 2391 2399 2409 rBV7 3936 6435 0.18% 0.044%
46 8.847 2416 2428 2455 rBV 460705 798020 22.27% 5.425%
47  9.120 2511 2513 2514 rBV 531 232  0.01% ©0.002%
48 9.146 2514 2521 2523 rBV5 918 1020 0.03% 0.007%
49 9.291 2564 2566 2570 rBV2 493 256 0.01% 0.002%
50 9.352 2580 2585 2588 rBV2 500 388 0.01% ©0.003%
51 9.423 2605 2607 2612 rvB2 540 344 0.01% 0.002%
52 9.452 2612 2616 2621 rVB2 319 355 0.01% 0.002%
53  9.497 2627 2630 2634 rBvV3 528 491 0.01% 0.003%
54  9.542 2640 2644 2645 rBvV2 547 297 0.01% 0.002%
55 9.587 2655 2658 2662 rvv4 573 389 0.01% 0.003%
56 9.612 2662 2666 2669 rvVB2 698 565 0.02% 0.004%
57 9.632 2669 2672 2677 rVB2 726 449 0.01% 0.003%
58 9.661 2677 2681 2682 rBV 303 209 0.01% 0.001%
59 9.725 2689 2701 2727 rBV 636259 1095321 30.57% 7.447%
60 10.018 2780 2792 2811 rBVv4 13107 35082 0.98% 0.239%
61 10.207 2841 2851 2878 rVB 366241 591689 16.51% 4.023%

62 10.474 2920 2934 2958 rBV 2167114 3583045 100.00% 24.360%

63 10.696 2997 3003 3005 rBV3 1279 1332 0.04% 0.009%
64 10.728 3011 3013 3015 rBV2 468 215 0.01% 0.001%
65 10.767 3020 3025 3026 rBV 621 453 0.01% 0.003%
66 10.847 3047 3050 3051 rBV 716 390 0.01% 0.003%
67 10.915 3069 3071 3075 rBV3 700 680 0.02% 0.005%
68 10.960 3083 3085 3087 rBV2 503 315 0.01% 0.002%
69 10.998 3095 3097 3101 rBV2 311 224 0.01% ©0.002%
70 11.091 3113 3126 3136 rBVS8 7410 15956 ©.45% ©0.108%
71 11.172 3145 3151 3156 rBV7 2365 2910 0.08% 0.020%
72 11.239 3161 3172 3196 rBV 484381 773276 21.58% 5.257%
73 11.458 3236 3240 3241 rBV2 410 241 0.01% 0.002%
74 11.516 3254 3258 3260 rBV3 1736 1216 ©0.03% 0.008%
75 11.616 3277 3289 3308 rBV 566323 901964 25.17% 6.132%
76 11.828 3353 3355 3358 rVWV2 453 210 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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_ V\Method\SFAMVLM100722WMA .M
Title : VOC Analysis
77 11.863 3363 3366 3371 rVv3 616 424 0.01% 0.003%
78 11.956 3393 3395 3399 rVWv2 641 373 0.01% 0.003%
79 12.079 3430 3433 3435 rBV3 668 376 0.01% 0.003%
80 12.143 3446 3453 3461 rVBS 5179 7746  0.22% 0.053%
81 12.313 3491 3506 3517 rBV 22544 37298 1.04% 0.254%
82 12.593 3588 3593 3598 rBV6 1306 1529 0.04% 0.010%
83 12.673 3614 3618 3622 rVB3 414 411 0.01% 0.003%
84 12.699 3622 3626 3627 rBV3 605 482 0.01% 0.003%
85 12.882 3680 3683 3685 rVB2 530 280 0.01% 0.002%
86 12.898 3685 3688 3690 rBV2 386 211  0.01% 0.001%
87 13.017 3722 3725 3729 rVB3 573 455 0.01% 0.003%
88 13.082 3743 3745 3748 rBV2 518 345 0.01% 0.002%
89 13.204 3780 3783 3785 rBV 336 223 0.01% 0.002%
90 13.278 3804 3806 3808 rBV 384 216 ©0.01% 0.001%
91 13.294 3808 3811 3815 rVB3 576 444 0.01% 0.003%
92 13.355 3827 3830 3833 rBV2 633 489 0.01% 0.003%
93 13.419 3847 3850 3852 rBV 530 284 0.01% 0.002%
94 13.435 3852 3855 3857 rBV2 615 345 0.01% 0.002%
95 13.641 3915 3919 3923 rVWV3 576 616 ©0.02% 0.004%
96 13.680 3929 3931 3933 rBV2 532 283 0.01% 0.002%
97 13.796 3965 3967 3970 rVB3 417 226 0.01% 0.002%
98 14.374 4142 4147 4150 rBV4 730 720 0.02% 0.005%
99 14.397 4151 4154 4155 rBV2 466 280 0.01% 0.002%
100 14.911 4310 4314 4316 rBV 1096 731 0.02% 0.005%
Sum of corrected areas: 14708839
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV028518.D\data.ms
2000000
1500000
1000000
500000 5.040
2.105 5.613 6.066
1.304 1 565 5 PR 4'/?’CS 6.310
85 3.53%.3 4.898744 8953 5.3851 5.912
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\M\\\‘\\\\‘\\\T‘T\\\‘\\\\‘\\\\‘\\\\ﬁ\\\‘\\TT‘\\\ TY_FV_F‘\\ TYT\\\ T
Time--> .20 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
Abundance TIC: VV028518.D\data.ms
10.474
2000000
1500000
1000000
7.310 9.725 11.616
500000 8.847 11.239
8.085
esemégivg%z 133 7'6/\1(; 7 8&3 114 111836836
0 T T — T I T I T T T T T T T T T "r—r*j"w‘—? T —[ T ST
Time--> 7. OO 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV028518.D\data.ms
2000000
1500000
1000000
500000
142. 313 1mmnmmmma96 %oy 14.911
0 -f_'i\i 1 \"' T 1 T T "—Y’ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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 Diisopropyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.285 3.21 ug/L 41828 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 91
2 Diisopropyl ether 102 C6H140 000108-20-3 90
3 Diisopropyl ether 102 C6H140 000108-20-3 86

4 Diisopropyl ether 102 C6H140 000108-20-3 83
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 83

Abundance Scan 698 (3.285 min): VV028518.D\data.ms (-685) (-) m/z 44.95 100.00%

45.0
5000
87.0
et PR T
| 59‘-0 1020 3.00 3.20 3.40 3.60
0H‘HHWH“m}\\u‘m\_m‘_m_m‘mw\(u“ m/z 43.00 52.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000

3.00 3.20 3.40 3.60

87.0 m/z 87.00 33.19%
59.0
ol 150 210 | . 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
\\\‘\\\\‘\\\\‘\\A\\‘\\\\
3.00 3.20 3.40 3.60
5000 ITI z 40.90 15.63%
87.0
59.0
0l 150 2719 |1 1" 70 ‘ 1020
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether
45.0 3.00 3.20 3.40 3.60
m/z 59.00 14.28%
5000
27.0 810
59.0
X ™~ T s Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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 Cytosine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.310 18.24 ug/L 237913  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cytosine 111 C4H5N30 000071-30-7 64
2 Cytosine 111 C4H5N30 000071-30-7 64
3 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 59
4 Cyclopentene-1-carboxamide 111 C6HIONO 1000423-09-9 45
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 42

Abundance Scan 1639 (6.310 min): VV028518.D\data.ms (-1627) (-) m/z 111.00 100.00%

111.0
5000 42.9
 AAEEEEEN RS
| 67‘0 93.0 6.00 6.20 6.40 6.60
Oy gl b b m/z 42.90 37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6819: Cytosine
111.0
5000 L R R R B RN
6.00 6.20 6.40 6.60
41.0 69.0 m/z 55.00 14.18%
28.0 ‘ H
O \\\’]_\4\\0\‘\\\\‘\\\}‘1!H\\’1‘\‘1\‘\\\!‘\\\\‘\\\\’\9\6\\0‘\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6817: Cytosine
111.0
PR T
6.00 6.20 6.40 6.60
5000 m/z 67.00 13.64%
69.0
280 41.0
HW‘H‘_H‘_‘H_‘H,HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6827: 2-Aminopyrimidine-1-oxide AREERER R R
111.0 6.00 6.20 6.40 6.60
m/z 40.95 11.23%
5000
68.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.931 6.65 ug/L 86804  1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 91
2 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 91
3 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 91
4 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 91
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 86

Abundance Scan 1832 (6.931 min): VV028518.D\data.ms (-1820) (-) m/z 69.00 100.00%

69.0
41.0
5000
112.0

55.0 e
“ A \ 96.9 ‘ 6.60 6.80 7.00 7.20

H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘wuu‘_‘u‘u‘w‘u‘_ m/z 41.00 56.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7603: 2-Hexene, 2,5-dimethyl-
69.0
41.0

o

5000 \\‘\\\\’\\\\‘\\\\‘\\\\’
6.60 6.80 7. 00 7.20
56.0 112.0 m/z 112.0 26.38%
27.0 “ ‘
0 \\‘\H\‘\H‘i“\u\‘H‘H\‘\‘H‘\‘\H‘!‘\H\8‘\3\.\0\‘\9\Z\.?HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7585: 2-Hexene, 2,5-dimethyl-
69.0
H“m,mwm‘m‘,
41.0 6.60 6.80 7.00 7.20
5000 ITI z 39.00 18.72%
55.0 112.0
27.0 ‘ “ ‘
ob-2ae LW b Ml s0 970 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7601: 2-Hexene, 2,5-dimethyl-
69.0 6.60 6.80 7.00 7.20

m/z 70.00  18.50%

41.0
5000 A\
27.0 55.0 112.0
o ‘\ I rTr”: A j\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06

Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

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

Peak Number 5 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.133  12.08 ug/L 157589 1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 83
2 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 72
3 Furan, tetrahydro-2,2,4,4-tetram... 128 C8H160 003358-28-9 53

4 4-Piperidinone, 1-methyl- 113 C6H11NO 001445-73-4 50
5 1,3,5-Triazine-2,4(1H,3H)-dione 113 C3H3N302 000071-33-0 47
Abundance Scan 1895 (7.133 min): VV028518.D\data.ms (-1883) (-) m/z 42.90 100.00%
42.9
113.0
70.0
5000
9.0 e
‘ H ‘ 6.80 7.00 7.20 7.40
0 bbbttt b M/ 113,08 67.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14493: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
5000 L L R R B B
70.0 113.0 6.80 7.00 7.20 7.40
m/z 69.95 56.13%
27.0 95.0
OH‘H‘H‘\H‘\“\H\“M\H\‘\H\“HH‘HH’HH‘H‘H‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14496: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
e e
6.80 7.00 7.20 7.40
5000 m/z 54.95 47 .87%
113.0
700
27.0 95.0
owHw‘\“um‘“luWH‘Www,uHuu‘wu_wm_”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14497: Furan, tetrahydro-2,2,4,4-tetramethyl- A“ R e
43.0 6.80 7.00 7.20 7.40
m/z 95.00 27 .64%
5000
113.0
2.0 70.0
S vt OO O . A X T OO £ O N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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 2-Heptanol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.725 68.63 ug/L 1095320  Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol, 2-methyl- 130 C8H180 000625-25-2 72
2 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 72
3 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 64

4 2-Decanol, methyl ether 172 C11H240 1000333-83-9 64
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50

Abundance Scan 2701 (9.725 min): VV028518.D\data.ms (-2689) (-) m/z 59.00 100.00%

59.0
5000 /\
43.0
‘ 97.0 1150 9 50 10 00
oHH‘HH\H";‘““7‘9"9”“_HMHH_H m/z 43.00 16.68%
miz--> 20 60 80 100 120 140
Abundance #15706. 2-Heptanol, 2-methyl-
59.0
5000 T
9 50 10.00
43.0 m/z 55.00 14.75%
27.0 ‘ 15.0
O\\\‘\‘\M‘\\“‘\‘\ Mui\\“?\?‘o\\\g??\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #24453: 6-Methyl-2-heptanol, methyl ether
59.0
=
9 50 10.00
5000 m/z 41.00 14.68%
41.0
0 15.0 i \H\ ‘mw \770 97\0 11\301290
e L L e B L
miz--> 20 40 60 80 100 120 140
Abundance #15788: 2-Hexanol, 2,5-dimethyl-, (S)- =~
59.0 9 50 10.00
m/z 97.00 11.19%
5000
43.0
240 115.0
USSR NS A BPY R -
m/z--> 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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 wunknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.474 231.68 ug/L 3583050 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoro-5-methoxypyridine 127 C6H6FNO 136888-79-4 35
2 1H-Pyrazole-4-carboxylic acid, 3... 127 C4H5N302 041680-34-6 35
3 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 30
4 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16 006976-27-8 27
5 Pentane, 2-chloro-4-methyl- 120 C6H13C1 025346-32-1 27
Abundance Scan 2934 (10.474 min): VV028518.D\data.ms (-2920) (- | m/z 42.95 100.00%
43.0 69.0 127.0
109.0
84.0
5000
e
142.0 o
0 “i‘\‘m‘u“, e b L3920 7 107 00 93.22%
m/z--> 20 40 60 80 100 120 140
Abundance #13466: 2-Fluoro-5-methoxypyridine
84.0 127.0
5000 1
10.50
57.0 m/z 69.00 88.40%
31.0 112.0
O\1\5\.0‘\\‘\\“\\“\1"\!‘\!‘“!‘\\U‘[\\l\‘\l\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #13377: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109.0
127.0
e
10.50
5000 ITI/Z 109.00 65.76%
52.0
o3t B0 L
miz--> 20 40 60 80 100 120 140
Abundance #1695: 1-Butene, 3,3-dimethyl- N
41.0 69.0 10.50
m/z 84.00 57.27%
5000
84.0
ol 220l il L
m/z--> 20 40 60 80 100 120 140 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101122\
Data File : VV028518.D

Acqg On : 11 Oct 2022 13:06
Operator : SY/MD

Sample : N5079-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100722WMA.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|
Diisopropyl ether 3.285 3.2 ug/L 41828 1 5.613 652227 50.0
Cytosine 6.310 18.2 ug/L 237913 1 5.613 652227 50.0
(DEL) Alkane: S... 6.931 6.7 ug/L 86804 1 5.613 652227 50.0
Furan, tetrahyd... 7.133 12.1 ug/L 157589 1 5.613 652227 50.0
2-Heptanol, 2-m... 9.725 68.6 ug/L 1095320 2 8.847 798020 50.0
unknown-01 10.474 231.7 ug/L 3583050 3 11.239 773276 50.0
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