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 >

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
: VUe46141.D

: 07 Dec 2021 15:25

: SY/MD

: M4960-01 10X

: 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

. 15

Parameters:

RTE
OFF

01

0.2

. 0

Sample Multiplier: 1

Peak separation: 5

Method
Title
Signal
peak R.T. f

# min
1 1.601
2 1.919
3  2.086
4 2.314
5 2.568
6 2.793
7 2.954
8 3.047
9 3.189
10 3.469
11 3.684
12 3.719
13 3.854
14  4.343
15 4.398
16 4.639
17 5.067
18 5.488
19 5.726
20 5.973
21 6.102
22 6.250
23 6.404
24  6.533
25 6.694
26 6.803
27 6.816
28 7.038
29 7.189
30 7.362
31 7.565
32 7.681
33 7.700
34 7.787
35 7.899
36 7.970

LSCINT

P

: TIC: VU@46141.D\data.ms

irst
scan
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2056

303
382
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531
575
662

729
740
782
934
951

1026
1159
1290
1364
1441

1481
1527
1575
1615
1665

1699
1703
1772
1819
1873

1936
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2005
2040

2062
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PK
TY
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424
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rVB
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rBv

454
509
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593
665

rBv2
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732
745
788
936
954

rBB
rBv
rBv
rBv2
rBv

1063
1182
1293
1390
1447

rBv2
rBv
rBB
rBv2
rvVB4

1486
1549
1578
1626
1681

rBv2
rvv
rBv2
rBv2
rBv

1701
1709
1777
1822
1877

rBv2
rvB
rBv2
rvB2
rBv

1956
1977
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2014
2055

rBv
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rBv

2078 rVB
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peak
height
117224
82277
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193962
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70893
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13027

:28:51 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
129604
107308
762
188
328083

243
265
979
22908
212
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258
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190
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225850
338316
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893025
1064
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552163
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: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
: VOC Analysis



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46141.D

Acqg On : 07 Dec 2021 15:25

Operator : SY/MD

Sample : M4960-01 10X

Misc : 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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 8.179 2115 2127 2148 rBV 81626 136954 15.34%  1.822%
38 8.472 2212 2218 2220 rBV 588 446 0.05% 0.006%
39 8.555 2235 2244 2251 rBV6 2302 3672 0.41% 0.049%
40 8.636 2257 2269 2302 rBV 257512 479066 53.65% 6.374%
41  8.755 2304 2306 2316 rVB2 467 426 0.05% 0.006%
42 8.912 2348 2355 2363 rBV2 1172 1910 0.21% 0.025%
43  9.417 2500 2512 2538 rBV 413683 701389 78.54%  9.332%
44  9.571 2551 2560 2575 rBB 3916 6255 0.70% 0.083%
45 9.693 2589 2598 2612 rVV2 10275 16300 1.83% 0.217%
46 10.105 2715 2726 2737 rVB5 4103 6732 0.75% 0.090%
47 10.488 2837 2845 2850 rBvV2 657 940 0.11% 0.013%
48 10.568 2862 2870 2881 rVB4 5368 8231 0.92% 0.110%
49 10.674 2894 2903 2911 rBV3 2608 3926 0.44% 0.052%
50 10.758 2915 2929 2947 rBV 303979 478413 53.57% 6.365%
51 10.877 2957 2966 2967 rBvV2 536 683 0.08% 0.009%
52 10.893 2967 2971 2980 rVB3 1099 1612 0.18% 0.021%
53 10.996 2995 3003 3020 rvVvB3 1130 2290 0.26% 0.030%
54 11.095 3026 3034 3038 rBV3 1010 1423 0.16% 0.019%
55 11.205 3064 3068 3074 rVB 259 239 0.03% 0.003%
56 11.291 3090 3095 3103 rvVB2 572 782 0.09% 0.010%
57 11.465 3140 3149 3160 rVB5 5633 9464 1.06% 0.126%
58 11.581 3179 3185 3190 rvVvB3 845 970 0.11% 0.013%
59 11.697 3213 3221 3228 rVB3 1107 1644 0.18% 0.022%

60 11.812 3244 3257 3277 rBV 486822 771337 86.37% 10.262%

61 11.941 3293 3297 3301 rBV3 964 1133  0.13% 0.015%
62 11.970 3302 3306 3316 rVB3 2532 3316 ©0.37% 0.044%
63 12.060 3324 3334 3340 rBV6 1736 2755 0.31% 0.037%
64 12.121 3350 3353 3357 rBV3 213 195 0.02% 0.003%
65 12.192 3361 3375 3391 rVV 458249 735167 82.32% 9.781%
66 12.275 3397 3401 3407 rBV3 230 247 0.03% 0.003%
67 12.330 3412 3418 3424 rVB5 897 1232 0.14% 0.016%
68 12.398 3435 3439 3446 rVB3 779 757 0.08% 0.010%
69 12.465 3456 3460 3462 rBV 313 221 0.02% ©0.003%
70 12.558 3486 3489 3493 rVV3 582 482 0.05% 0.006%
71 12.581 3493 3496 3499 rVB 280 215 0.02% 0.003%
72 12.635 3509 3513 3521 rBV2 492 563 0.06% 0.007%
73 12.774 3548 3556 3564 rBV3 840 1330 0.15% 0.018%
74 12.889 3588 3592 3597 rVB2 287 291 0.03% 0.004%
75 12.947 3605 3610 3617 rBV2 1005 1392 0.16% ©0.019%
76 12.980 3617 3620 3621 rBV 441 213  0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46141.D

Acqg On : 07 Dec 2021 15:25

Operator : SY/MD

Sample : M4960-01 10X

Misc : 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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 13.144 3666 3671 3674 rBV3 359 258 0.03% 0.003%
78 13.266 3701 3709 3727 rVB2 6999 12540 1.40% 0.167%
79 13.513 3779 3786 3794 rBV5 2170 3007 0.34% 0.040%
80 13.658 3823 3831 3839 rBV3 1080 1602 0.18% 0.021%
81 13.742 3849 3857 3863 rVB6 2330 3164 0.35% 0.042%
82 13.777 3863 3868 3872 rBV2 248 337 0.04% 0.004%
83 13.838 3884 3887 3888 rBV 772 369 0.04% 0.005%
84 13.867 3893 3896 3900 rVVv3 716 636 0.07% ©0.008%
85 13.931 3911 3916 3917 rBV2 665 529 0.06% 0.007%
86 14.034 3944 3948 3950 rVB2 331 190 0.02% 0.003%
87 14.086 3950 3964 3982 rBV 47658 76857 8.61% 1.023%
88 14.172 3986 3991 3993 rBV3 275 276 0.03% 0.004%
89 14.208 3999 4002 4009 rVB2 565 553 0.06% 0.007%
90 14.423 4059 4069 4075 rVB2 911 1136 0.13% 0.015%
91 14.507 4092 4095 4098 rVB2 388 234 0.03% 0.003%
92 14.578 4109 4117 4126 rBV2 1244 1689 0.19% 0.022%
93 15.221 4307 4317 4332 rVB 14843 22682 2.54% 0.302%
94 15.410 4366 4376 4386 rBV 5754 9171 1.03% 0.122%
95 15.497 4401 4403 4411 rBV2 331 363 0.04% 0.005%
96 15.857 4511 4515 4516 rBV3 1035 671 ©0.08% 0.009%
97 15.954 4538 4545 4550 rBV3 3006 4240 0.47% 0.056%
98 16.140 4598 4603 4604 rBV4 820 580 0.06% 0.008%
99 16.259 4633 4640 4649 rBV6 2715 4274 0.48% 0.057%
100 16.404 4682 4685 4692 rBv4 1346 1473 0.16% ©0.020%
Sum of corrected areas: 7516226
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

400000

300000

200000

100000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

: VUe46141.D

: 07 Dec 2021 15:25

: SY/MD

: M4960-01 10X

: 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 15

Sample Multiplier: 1

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

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

TIC: VU046141.D\data.ms

5.726
6.250

2.568

5.067
1.601

1.919 4.639

2.086 2.314 2.793. 950437189 34693358854 5.98310

6.69¢
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o

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46141.D

Acqg On : 07 Dec 2021 15:25

Operator : SY/MD

Sample : M4960-01 10X

Misc : 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 4.98 ug/L 76857 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 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3964 (14.086 min): VU046141.D\data.ms (-3950) (-  m/z 128.05 100.00%
128.1
5000
T \
51.0 75.0 102.0 ‘ 14.00
O brrrrrrrerperprderr b it bl m/z 127.10 0 13.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 A L :
14.00
m/z 129.05 10.96%
5%.0 75.0 102.0 |
OH\‘HH‘HH‘HH‘HHiHH‘\w\\‘\“M‘HH‘HH“HH‘HH‘\H ‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13681: Azulene
128.0
ﬂ\ T ‘ T ‘
14.00
5000 m/z 102.00 8.68%
51.0 102.0
75.0
H“1‘4"9“‘2%"9”«“HHHMH“}H""W‘l‘meu‘uwuwm e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13684: Naphthalene e ‘
128.0 14.00
m/z 126.10 6.70%
5000
51.0 74.0 102.0 ‘
b 280 880 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\VU120721\
Data File : VU@46141.D

Acqg On : 07 Dec 2021 15:25

Operator : SY/MD

Sample : M4960-01 10X

Misc : 6.06g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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|

Azulene 14.086 5.0 ug/L 76857 3 11.812 771337 50.0
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