LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis

Signal : TIC: VU@54821.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 990 95 111 rVB 83585 107252 24.10% 2.524%
2 2.557 384 394 407 rBV 134900 217334 48.84% 5.114%
3 2.997 528 531 532 rBV2 634 360 0.08% 0.008%
4 3.036 538 543 544 rBV4 1451 1104 0.25% 0.026%
5 3.181 575 588 609 rBV3 34294 85437 19.20% 2.010%
6 3.747 761 764 767 rVB2 436 265 0.06% 0.006%
7 3.917 808 817 819 rBV3 412 413 0.09% 0.010%
8 4.123 877 881 883 rVB2 356 246 0.06% ©0.006%
9 4.139 883 886 888 rBvV 496 271 0.06% 0.006%
10 4.206 904 907 912 rBv2 322 299 0.07% 0.007%
11 4.618 1025 1035 1060 rVV 41107 100328 22.55% 2.361%
12 5.004 1149 1155 1157 rBv2 346 387 0.09% 0.009%
13 5.055 1157 1171 1191 rWV 85987 188401 42.34% 4.433%
14 5.197 1213 1215 1218 rBV 344 279 0.06% 0.007%
15 5.258 1231 1234 1236 rBV2 352 257 0.06% 0.006%
16 5.316 1249 1252 1258 rVB2 676 574 0.13% 0.014%
17 5.412 1279 1282 1286 rVB3 411 289 0.06% 0.007%
18 5.573 1326 1332 1334 rBV 548 463 0.10% 0.011%
19 5.628 1344 1349 1352 rVB 401 302 0.07% 0.007%
20 5.721 1358 1378 1397 rBV2 160308 435230 97.81% 10.241%
21 5.939 1442 1446 1450 rVB3 368 285 0.06% 0.007%
22 5.968 1453 1455 1461 rVB 414 299 0.07% 0.007%
23  6.004 1461 1466 1468 rBV3 428 422 0.09% 0.010%
24  6.245 1526 1541 1563 rBV 170723 324674 72.97%  7.640%
25 6.685 1665 1678 1695 rBV2 106647 207805 46.70% 4.890%
26 6.853 1726 1730 1732 rBV 620 429 0.10% 0.010%
27 6.894 1738 1743 1745 rVWVW 382 305 0.07% 0.007%
28 6.930 1751 1754 1757 rVv2 389 268 0.06% 0.006%
29 7.161 1813 1826 1843 rBV3 26613 57245 12.86% 1.347%
30 7.255 1853 1855 1859 rBvV2 365 245 0.06% ©.006%
31 7.406 1899 1902 1908 rBvV2 331 337 0.08% 0.008%
32 7.441 1908 1913 1917 rBV2 403 409 0.09% 0.010%
33 7.467 1917 1921 1925 rBV 311 262 0.06% 0.006%
34 7.563 1939 1951 1971 rBV 60466 108041 24.28%  2.542%
35 7.650 1975 1978 1983 rVvB3 674 519 0.12% 0.012%
36 7.692 1986 1991 1992 rBv4 757 635 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis
37 7.894 2041 2054 2072 rBV 204817 354859 79.75%  8.350%
38 8.042 2098 2100 2103 rBvV2 550 336 ©0.08% 0.008%
39 8.116 2118 2123 2127 rVB3 640 467 0.10% 0.011%
40 8.177 2131 2142 2161 rVV2 41580 73574 16.53% 1.731%
41  8.248 2162 2164 2169 rVB3 553 286 0.06% 0.007%
42 8.271 2169 2171 2174 rVB 738 341 0.08% 0.008%
43 8.354 2194 2197 2201 rVB 488 329 0.07% 0.008%
44  8.631 2272 2283 2315 rBV2 124021 240919 54.14% 5.669%
45  8.795 2331 2334 2339 rVB3 914 710 0.16% 0.017%
46  8.843 2345 2349 2352 rVB3 496 297 0.07% 0.007%
47  8.875 2356 2359 2361 rBV 383 292 0.07% 0.007%
48  8.975 2387 2390 2394 rVB2 473 327 0.07% 0.008%
49 9.113 2429 2433 2439 rBV 546 535 0.12% 0.013%
50 9.219 2460 2466 2468 rBv2 371 259 0.06% 0.006%
51 9.415 2514 2527 2549 rBV 245813 407528 91.59%  9.590%
52 9.528 2559 2562 2566 rVB2 427 393 0.09% 0.009%
53 9.611 2586 2588 2594 rvB2 483 345 0.08% 0.008%
54 9.672 2603 2607 2608 rBV 304 250 0.06% 0.006%
55 9.692 2610 2613 2614 rBvV2 559 308 0.07% 0.007%
56 9.881 2668 2672 2674 rBvV2 355 318 0.07% 0.007%
57 10.058 2722 2727 2729 rBV2 321 332 0.07% 0.008%
58 10.142 2748 2753 2758 rBV5 745 763 0.17% 0.018%
59 10.258 2786 2789 2793 rBvV3 293 295 0.07% 0.007%
60 10.312 2802 2806 2807 rBV3 1245 771 0.17% 0.018%
61 10.425 2839 2841 2844 rVB2 485 254 0.06% ©0.006%
62 10.486 2853 2860 2870 rVVeé 7847 11564 2.60% 0.272%
63 10.647 2907 2910 2914 rBV2 373 315 0.07% 0.007%
64 10.753 2927 2943 2957 rBV 176950 284303 63.89% 6.690%
65 11.004 3016 3021 3023 rBV2 495 499 0.11% 0.012%
66 11.026 3026 3028 3033 rVVv3 854 651 0.15% 0.015%
67 11.081 3040 3045 3047 rBV3 312 283 0.06% 0.007%
68 11.296 3105 3112 3114 rBV4 1272 1441 0.32% 0.034%
69 11.434 3151 3155 3156 rBV2 427 270 0.06% 0.006%
70 11.547 3187 3190 3192 rBV2 467 286 0.06% 0.007%
71 11.608 3198 3209 3217 rBV5S 4976 7867 1.77% ©0.185%
72 11.743 3237 3251 3259 rVwVv7 11451 19919 4.48% 0.469%
73 11.811 3259 3272 3290 rW 278860 444971 100.00% 10.471%
74 11.984 3321 3326 3328 rBV2 397 345 0.08% ©0.008%
75 12.065 3343 3351 3352 rBV3 3457 3403 0.76% ©.080%
76 12.132 3369 3372 3375 rBV2 695 438 0.10% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/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_ U\Method\SFAMULMO71723WMA.M
Title : VOC Analysis
77 12.190 3379 3390 3406 rVB 228898 366590 82.39%  8.626%
78 12.454 3465 3472 3479 rBV8 4155 6502 1.46% 0.153%
79 12.528 3485 3495 3511 rBV2 46986 73828 16.59% 1.737%
80 12.714 3549 3553 3560 rVV3 734 937 0.21% 0.022%
81 12.769 3567 3570 3574 rBV3 656 611 0.14% 0.014%
82 12.839 3583 3592 3605 rBV6 10914 17828 4.01% 0.420%
83 13.007 3641 3644 3646 rBV 533 348 0.08% ©0.008%
84 13.106 3673 3675 3678 rBV 433 340 0.08% 0.008%
85 13.164 3689 3693 3695 rBV2 301 261 ©0.06% 0.006%
86 13.373 3756 3758 3760 rBV 616 278 0.06% 0.007%
87 13.868 3910 3912 3915 rVB3 500 265 0.06% 0.006%
88 14.032 3958 3963 3976 rVBS8 4504 6923 1.56% 0.163%
89 14.145 3992 3998 4003 rBV3 721 672 0.15% 0.016%
990 14.177 4004 4008 4012 rBV3 424 404 0.09% 0.010%
91 14.254 4028 4032 4035 rBV2 299 289 0.06% 0.007%
92 14.341 4054 4059 4063 rBV3 630 592 0.13% 0.014%
93 14.479 4095 4102 4116 rVB2 44028 66046 14.84% 1.554%
94 14.859 4216 4220 4223 rBV2 670 586 ©0.13% 0.014%
95 14.936 4241 4244 4248 rBV 520 446 0.10% 0.010%
96 14.991 4257 4261 4263 rBV2 571 403 0.09% 0.009%
97 15.000 4263 4264 4267 rVV2 529 293 0.07% 0.007%
98 15.135 4304 4306 4309 rBV2 543 367 ©0.08% 0.009%
99 15.685 4475 4477 4480 rBV2 1052 616 0.14% 0.014%
100 16.450 4711 4715 4717 rBV3 1101 950 0.21% 0.022%
Sum of corrected areas: 4249689
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71923\

: VUe54821.D

: 19 Jul 2023 15:45

: MD/SY

: 03656-16

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 2-Propanol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.181 13.16 ug/L 85437 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 53
2 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 42
3 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 39
4 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 38
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 36
Abundance Scan 588 (3.181 min): VU054821.D\data.ms (-575) (-) m/z 58.85 100.00%

58.9
5000
88.8

42.9 2.80 3.00 3.20 3.40 3.60
obrll 729 L, es.es 29.54%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #990: 2-Propanol, 2-methyl- /\
59.0

5000 SNBSS A S
2.80 3.00 3.20 3.40 3.60
31.0

m/z 42.85 14.21%

3.0
so | 0|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #992: 2-Propanol, 2-methyl-
59.0

2.80 3.00 3.20 3.40 3.60

o

5000 ITI z 40.95 12.89%
31.0 43.0
0H\:*L*S*(*)\m“‘\‘**H‘\‘*‘me‘w”w”w”w”w”w*
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5382: 1-Butanol, 3-methoxy-
59.0 2.80 3.00 3.20 3.40 3.60

m/z 56.90 9.16%

5000
31.0
43.0
150 | T 710 890 445,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 2-Butanone, 3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.161 8.82 ug/L 57245 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 78
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 64
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 58
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 58
5 Diazene, bis(1,1-dimethylethyl)- 142 C8H18N2 000927-83-3 50
Abundance Scan 1826 (7.161 min): VU054821.D\data.ms (-1813) ()| m/z 56.90 100.00%
56.9
40.9
5000
99.9
R mm e e R
84.8 6.80 7.00 7.20 7.40
OFrrprrrrrrrrr bt e e prerbee  M/Z 40.90 56.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4398: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000
290 6.80 7.00 7.20 7.40
100.0 o
150 m/z 42.90  45.59%
L ‘ L |l 90 850
O \\\‘\\\\‘\\i\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\“\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4394: 2-Butanone, 3,3-dimethyl-
57.0
41.0 6.80 7.00 7.20 7.40
5000 m/z 99.90 27 .40%
29.0
100.0
15.0 85.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4359: 3-Pentanone, 2-methyl- R mm A L
430 57.0 6.80 7.00 7.20 7.40
m/z 38.80 18.08%
29.
5000 9.0
71.0 100.0
0 el 220
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40

SFAMULMO71723WMA.M Thu Jul 20 18:18:35 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.528 8.30 ug/L 73828 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 90
2 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 83
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 78
4 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 78
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 64
Abundance Scan 3495 (12.528 min): VU054821.D\data.ms (-3485) (- | m/z 58.90 100.00%
58.9
5000 j\
42.9 s
H ‘ 82.9 123.0 12,50
o‘H_H“_HMM‘MMw“‘”“‘_m“‘m_m 54.90  23.56%
miz--> 20 60 80 100 120 140
Abundance #32937. 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000
12.50
42.90  19.77%
43.0
270 ‘ ‘ 83.0 123.0
O\\\‘\‘\H\\“‘\\f\i\mh\\“H\\\9\‘9\1\“\\\1\4"\0\\\
m/z--> 60 80 100 120 140
Abundance #32936. 7-Octen-2-ol, 2,6-dimethyl-
59.0
12.50
5000 m/z 40.90 16.59%
430 ‘ 83.0 123.0
N
miz--> 60 80 100 120 140
Abundance #32930: 7-Octen-2-ol, 2,6-dimethyl-
59.0 12.50
m/z 66.90 14.31%
5000
41.0
82.0 123.0
0 H w0 WBOume Ll
m/z--> 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71723WMA.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.479 7.42 ug/L 66046 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, dicyclopropyl- 110 C7H1e0 001121-37-5 46
2 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 43
3 Geranyl formate 182 C11H1802 000105-86-2 43
4 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 42
5 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 37
Abundance Scan 4102 (14.479 min): VU054821.D\data.ms (-4095) (- | m/z 68.90 100.00%
68.9
40.9
5000
939 1359 e
| 4k 1]
Ol bl bl 2993 sz 0.9 59.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6587: Methanone, dicyclopropyl-
69.0
41.0 .
5000 T
14.50
m/z 93.90 24.11%
110.0
O\1\5\.(‘)\“11\“}‘H”\“\‘\‘!‘\\”“‘H\‘\‘\\HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6589: Methanone, dicyclopropyl-
69.0
]
: ——
410 14.50
5000 m/z 107.85 23.20%
110.0
) O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56589: Geranyl formate il
69.0 14.50
m/z 54.90  21.22%
5000 410
93.0 136.0
0H“‘Uu‘im“u‘““m;m;‘wHHpml‘mwm‘mwm i R TE T N R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71923\
Data File : VU@54821.D

Acqg On : 19 Jul 2023 15:45
Operator : MD/SY

Sample : 03656-16

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@71723WMA.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|
2-Propanol, 2-m... 3.181 13.2 ug/L 85437 1 6.245 324674 50.0
2-Butanone, 3,3... 7.161 8.8 ug/L 57245 1 6.245 324674 50.0
7-Octen-2-01, 2... 12.528 8.3 ug/L 73828 3 11.811 444971 50.0
unknown-01 14.479 7.4 ug/L 66046 3 11.811 444971 50.0
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