LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46045.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 98 rVB 106515 160146 14.43% 1.820%
2 1.883 159 169 172 rBV 10791 14756 1.33% 0.168%
3 1.916 173 179 203 rVB 61613 124744 11.24% 1.418%
4 2.543 363 374 389 rBV 175955 284879 25.67% 3.237%
5 3.035 520 527 542 rVB5 2548 5654 0.51% 0.064%
6 3.179 557 572 593 rBV2 8312 23076  2.08% 0.262%
7 3.504 664 673 678 rBB 239 390 0.04% 0.004%
8 3.961 808 815 819 rBV2 297 468 0.04% 0.005%
9 4.488 976 979 987 rVB 169 270 0.02% 0.003%
10 4.661 1014 1033 1069 rBV 55491 266095 23.98%  3.024%
11  4.819 1072 1082 1125 rVB 52144 167398 15.08%  1.902%
12 5.067 1142 1159 1184 rBV 170783 431723 38.90% 4.906%
13 5.295 1229 1230 1236 rBV 343 306 ©0.03% ©0.003%
14 5.723 1342 1363 1392 rBV2 437004 1109804 100.00% 12.612%
15 5.989 1433 1446 1459 rBV7 3561 9361 0.84% 0.106%
16 6.253 1512 1528 1554 rBV 218809 464283 41.83% 5.276%
17 6.533 1605 1615 1635 rBV3 7088 20127 1.81% 0.229%
18 6.694 1650 1665 1688 rBV 231108 499372 45.00% 5.675%
19 6.813 1699 1702 1708 rVB 555 546 0.05% 0.006%
20 7.189 1810 1819 1832 rVB5 1824 3520 0.32% 0.040%
21 7.378 1872 1878 1883 rVV3 380 567 0.05% 0.006%
22 7.571 1923 1938 1967 rBV 127237 251777 22.69% 2.861%
23 7.690 1967 1975 1979 rBV3 981 1260 0.11% 0.014%
24  7.796 2001 2008 2017 rBV5 1165 2077 0.19% 0.024%
25 7.903 2025 2041 2058 rBV 475250 912244 82.20% 10.367%
26 8.185 2117 2129 2158 rBV 75583 166951 15.04% 1.897%
27  8.475 2211 2219 2221 rBV2 501 638 0.06% 0.007%
28 8.584 2246 2253 2260 rBV 192 391 0.04% 0.004%
29 8.690 2260 2286 2319 rBV 158934 570222 51.38% 6.480%
30 8.838 2326 2332 2334 rBV3 765 799 0.07% ©0.009%
31 8.964 2362 2371 2379 rBvV2 653 1287 0.12% 0.015%
32 9.179 2429 2438 2443 rBV 168 386 0.03% 0.004%
33 9.333 2483 2486 2493 rVB 284 286 0.03% 0.003%
34  9.427 2501 2515 2540 rBV 242408 577936 52.08% 6.568%
35 9.578 2551 2562 2579 rVB 25787 50060 4.51% 0.569%

36 9.703 2587 2601 2625 rVB 73568 160477 14.46%  1.824%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 10.111 2716 2728 2743 rBV3 21660 44093 3.97% 0.501%
38 10.256 2769 2773 2776 rVB2 511 371 0.03% 0.004%
39 10.369 2799 2808 2816 rBVv7 1513 2539 0.23% 0.029%
40 10.497 2836 2848 2857 rBV3 2299 3814 0.34% 0.043%
41 10.674 2894 2903 2912 rVB4 3633 5815 ©.52% 0.066%
42 10.777 2919 2935 2952 rBV 316153 541302 48.77% 6.151%
43 10.861 2957 2961 2962 rBV 433 255 0.02% 0.003%
44 10.912 2971 2977 2987 rVB3 2691 4636 0.42% 0.053%
45 11.009 2997 3007 3025 rBvV2 8764 19541 1.76% 0.222%
46 11.102 3025 3036 3051 rBV2 7562 16048 1.45% 0.182%
47 11.208 3066 3069 3072 rVB 292 238 0.02% 0.003%
48 11.304 3088 3099 3108 rBV 3559 5485 0.49% 0.062%
49 11.375 3118 3121 3127 rWv2 580 604 0.05% 0.007%
50 11.420 3130 3135 3140 rvv2 832 1101 0.10% 0.013%
51 11.475 3140 3152 3164 rVB 27316 45519 4.10% ©.517%
52 11.581 3179 3185 3192 rBvV3 868 1126 0.10% 0.013%
53 11.623 3192 3198 3201 rBV3 462 556 ©0.05% 0.006%
54 11.700 3213 3222 3231 rBV6 3346 5722 ©.52% 0.065%
55 11.748 3231 3237 3247 rVB6 2115 3213  0.29% 0.037%
56 11.822 3247 3260 3274 rBV 352279 571520 51.50% 6.495%
57 11.906 3278 3286 3294 rVB 5658 8005 0.72% 0.091%
58 11.944 3295 3298 3302 rBvV3 749 606 0.05% 0.007%
59 11.976 3303 3308 3325 rVB4 2824 4686 0.42% 0.053%
60 12.105 3337 3348 3352 rBV3 4270 6550 0.59% 0.074%
61 12.205 3363 3379 3394 rVB 506031 825439 74.38%  9.380%
62 12.275 3399 3401 3407 rBV2 261 250 0.02% 0.003%
63 12.327 3407 3417 3426 rBv4 4497 7355 0.66% 0.084%
64 12.385 3426 3435 3441 rBV2 1518 1921 0.17% 0.022%
65 12.471 3453 3462 3467 rBV 2029 2810 ©.25% 0.032%
66 12.578 3486 3495 3505 rVB 3528 4482 0.40% 0.051%
67 12.645 3511 3516 3520 rBV2 287 271 0.02% 0.003%
68 12.716 3534 3538 3549 rVB5 1173 1725 0.16% 0.020%
69 12.893 3586 3593 3598 rVB3 961 1325 0.12% 0.015%
70 12.979 3612 3620 3628 rVv3 2483 3525 0.32% 0.040%
71 13.034 3628 3637 3644 rVB2 3715 5183 0.47% 0.059%
72 13.105 3655 3659 3667 rBV 234 305 0.03% 0.003%
73 13.147 3667 3672 3677 rBV3 443 629 0.06% ©0.007%
74 13.172 3677 3680 3686 rVB 555 592 0.05% 0.007%
75 13.227 3692 3697 3703 rVB 1032 1029 0.09% 0.012%
76 13.291 3713 3717 3725 rVB3 900 1102 0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.414 3749 3755 3759 rVB3 441 582 0.05% 0.007%
78 13.459 3759 3769 3781 rBV5S 2930 5009 0.45% 0.957%
79 13.568 3794 3803 3811 rVB2 558 859 0.08% 0.010%
80 13.626 3818 3821 3827 rBV2 478 510 ©0.05% 0.006%
81 13.844 3880 3889 3899 rBV5 6162 9814 0.88% 0.112%
82 14.092 3954 3966 3981 rBV 107708 171409 15.44% 1.948%
83 14.211 3994 4003 4013 rVB3 970 1633 0.15% 0.019%
84 14.336 4034 4042 4052 rVB4 3421 4729 0.43% 0.054%
85 14.487 4084 4089 4096 rBV3 500 709 0.06% ©0.008%
86 14.581 4114 4118 4119 rBV2 755 525 0.05% 0.006%
87 14.674 4140 4147 4148 rBV2 1040 890 0.08% 0.010%
88 14.815 4185 4191 4198 rBV2 675 800 0.07% 0.009%
89 15.002 4242 4249 4253 rBV4 592 698 0.06% 0.008%
90 15.227 4308 4319 4331 rBV 54521 85285 7.68% 0.969%
91 15.413 4367 4377 4389 rVB 27021 39625 3.57% 0.450%
92 15.471 4389 4395 4397 rBV2 344 386 0.03% 0.004%
93 15.581 4425 4429 4432 rBV 332 265 0.02% 0.003%
94 15.761 4482 4485 4488 rBV 338 255 0.02% 0.003%
95 15.954 4539 4545 4559 rVB4 3488 5504 0.50% 0.063%
96 16.150 4599 4606 4613 rBV2 2376 3636 ©0.33% 0.041%
97 16.262 4633 4641 4652 rVB 8582 13600 1.23% 0.155%
98 16.413 4679 4688 4693 rBV4 6008 8598 0.77% 0.098%
99 16.449 4694 4699 4709 rVB5 4157 5933 0.53% 0.067%
100 16.635 4753 4757 4769 rVB6 1763 2808 0.25% 0.032%
Sum of corrected areas: 8799626
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046045.D\data.ms
500000

5.723

400000

300000

6.253 6.69

200000 2.543 5.067

1.601
100000

1.916 4.664.819
1.983 3.0%179 3504 3.961 4.488 5.295 5.989 6.533

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: VU046045.D\data.ms
500000 7.903 12.

o

400000

11.822
10.777
300000

9.427

200000
8.690

7.571

100000 8.185 9.703
9.57 10.111 11.475
0813 7.1897.378 | 7.6B09 8.48584 8.8889649.179.333 )\ 710.26662490.6 @100 b0 A G AD156 250 5
o R A A e R A R ==
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU046045.D\data.ms
500000

400000
300000

200000

14.092
100000
15.227
15.413
m@m@@mg‘%@é%'sé4 ‘ T 4.\2ﬂ}3§6@m8]\5‘00\2 /\\ 1$'”F§8§'7¢§.9?$1$ T \. ‘ \.63\)5 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_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Ethyl Acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.819 18.03 ug/L 167398 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 90
4 Ethyl Acetate 88 C4H802 000141-78-6 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1082 (4.819 min): VU046045.D\data.ms (-1072) (-) m/z 43.00 100.00%

43.0
5000
61.0
‘ 30 880 4.40 4.60 4.80 5.00 5.20
Om,mwm_H“M‘H_m‘mw‘m_ul_m m/z 61.00 16.90%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2271: Ethyl Acetate
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.40 4.60 4.80 5.00 5.20
m/z 70.00 13.55%
29.0 61.0
oL 1so ST ]| 730 880
\\\’\\\\‘\\\i‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2268: Ethyl Acetate
43.0
‘HHWHWHWHW
4.40 4.60 4.80 5.00 5.20
5000 m/z 45.00 13.18%
29.0 61.0
15.0 | ‘ ‘ 730 8?-0
-+ttt
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2272: Ethyl Acetate R R
43.0 4.40 4.60 4.80 5.00 5.20
m/z 72.95 6.01%
5000
29.0 61.0
15.0 ‘ ‘ 73.0 88.0
0 | | |

m/z--> 10 20 30 40 50 60 70 80 90 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.092 15.00 ug/L 171409 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10HS8 000275-51-4 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3966 (14.092 min): VU046045.D\data.ms (-3954) (-  m/z 128.05 100.00%
1

28.1
5000
14.00 |
51.0 74.0 102.1 .
oHWHwwﬁ?r‘?‘m;hwmwmuw_3?-‘9”W‘MWHJHWw m/z 127.10  13.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.05 11.01%
511.0 75.0 102.0 |
0H\‘HH‘HH‘HH‘\\Hi\\\\‘\w‘\‘\“M‘HH‘HH“HH‘HH‘H\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13683: Naphthalene
128.0
T \
14.00
5000 ITI/Z 102.10 9.13%
51.0 770 1020
) S 7 S i S | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene —
128.0 14.00
m/z 126.10 7.14%
5000
51.0 102.0
75.0
0‘H%ﬁpwgﬁﬁuﬂ‘Hﬂh‘WNH‘NMM‘kuiﬂu‘_HW‘NMH‘w —L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46045.D

Acqg On : 02 Dec 2021 12:28

Operator : SY/MD

Sample : M4868-02

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Ethyl Acetate 4.819 18.0 ug/L 167398 1 6.250 464283 50.0
Azulene 14.092 15.0 ug/L 171409 3 11.825 571520 50.0
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