LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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@46180.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 101 rVB 66912 88297 3.15% ©.927%
2 1.916 172 179 197 rVB 40969 68112 2.43% 0.715%
3 1.996 197 204 213 rVB3 4815 6913 0.25% 0.073%
4 2.096 230 235 237 rVW4 708 652 0.02% 0.007%
5 2.147 245 251 255 rBV5S 783 812 0.03% 0.009%
6 2.195 261 266 267 rBV3 817 590 0.02% 0.006%
7 2.549 362 376 389 rBV 91882 150032 5.35% 1.575%
8 2.961 495 504 518 rBV3 2482 5913 0.21% 0.062%
9 3.182 559 573 590 rBvV 8431 20418 0.73% 0.214%
10 3.678 724 727 733 rVB3 692 692 0.02% 0.007%
11  4.517 977 988 1002 rVB4 3503 7700 0.27% 0.081%
12 4.658 1016 1032 1074 rBv2 33694 158271 5.65% 1.661%
13 5.063 1142 1158 1182 rVB2 102187 260215 9.28% 2.731%
14 5.378 1247 1256 1271 rVB6 4525 10466 ©0.37% 0.110%
15 5.459 1271 1281 1289 rBV7 1406 2953 0.11% 0.031%
16 5.722 1339 1363 1388 rBV2 258346 665915 23.76%  6.990%
17 5.841 1397 1400 1410 rVB6 2172 2916 ©0.10% 0.031%
18 5.915 1413 1423 1432 rBV4 2360 3933 0.14% 0.041%
19 5.980 1433 1443 1465 rVV6 7388 18192 0.65% 0.191%
20 6.250 1512 1527 1550 rVB 267219 530128 18.91% 5.564%
21 6.539 1601 1617 1650 rBV 1472588 2802966 100.00% 29.421%
22 6.690 1651 1664 1677 rBV 144831 294316 10.50% 3.089%
23 6.980 1747 1754 1759 rBv4 1291 1832 0.07% 0.019%
24  7.234 1826 1833 1840 rVB5 2201 3293  0.12% 0.035%
25 7.568 1925 1937 1956 rBV 79265 155472 5.55% 1.632%
26 7.790 1997 2006 2017 rBv4 4022 7421 0.26% 0.078%
27 7.854 2017 2026 2027 rBV2 3503 3577 ©.13% 0.038%
28 7.899 2028 2040 2056 rVV 293699 553369 19.74% 5.808%
29 7.970 2057 2062 2072 rVB 11987 19635 0.70% 0.206%
30 8.131 2107 2112 2116 rVB4 2044 2208 0.08% 0.023%
31 8.182 2117 2128 2153 rBV 46941 108749 3.88% 1.141%
32 8.407 2188 2198 2217 rBVS5 10362 24607 0.88% 0.258%
33 8.555 2232 2244 2259 rVB2 58586 102774 3.67% 1.079%
34 8.681 2259 2283 2314 rBV2 108552 356271 12.71%  3.740%
35 8.809 2317 2323 2327 rBV4 885 1237 0.04% 0.013%
36 8.867 2331 2341 2350 rVB3 4450 7731 0.28% 0.081%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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 8.925 2350 2359 2370 rBV4 5162 10726 0.38% 0.113%
38 9.118 2411 2419 2428 rBV4 2742 4380 0.16% 0.046%
39 9.211 2445 2448 2454 rVB3 1231 975 0.03% 0.010%
40 9.269 2459 2466 2471 rBV 414 686 0.02% 0.007%
41  9.423 2497 2514 2532 rBV 312034 678030 24.19% 7.117%
42 9.578 2553 2562 2572 rBV 2912 4761 0.17% 0.050%
43 9.697 2586 2599 2610 rBv2 13049 26523 0.95% 0.278%
44  9.967 2679 2683 2689 rBV 610 651 0.02% 0.007%
45 10.021 2694 2700 2704 rBV3 859 968 0.03% 0.010%
46 10.108 2715 2727 2739 rVB2 12649 24450 0.87% 0.257%
47 10.243 2761 2769 2774 rBV6 3599 6266 0.22% 0.066%
48 10.324 2787 2794 2797 rVB4 645 710 0.03% 0.007%
49 10.359 2797 2805 2809 rBv7 2946 4399 0.16% 0.046%
50 10.478 2831 2842 2856 rBV4 5938 14188 ©0.51% 0.149%
51 10.552 2857 2865 2868 rBV5 1091 1286 ©0.05% 0.013%
52 10.700 2908 2911 2917 rVB4 1458 1559 0.06% 0.016%
53 10.771 2919 2933 2955 rVWV 215870 369797 13.19% 3.882%
54 10.912 2970 2977 2985 rVvB3 4121 6050 0.22% 0.064%
55 11.008 2999 3007 3019 rvB4 8084 14686 ©0.52% 0.154%
56 11.115 3028 3040 3054 rvB8 7724 18345 0.65% 0.193%
57 11.298 3089 3097 3106 rBvV3 4376 7145 0.25% 0.075%
58 11.417 3126 3134 3141 rBV3 4848 6836 0.24% 0.072%
59 11.471 3141 3151 3164 rVB2 12017 22379 0.80% 0.235%
60 11.584 3180 3186 3188 rBV2 935 966 ©.03% 0.010%
61 11.645 3200 3205 3214 rVB4 3401 5000 0.18% 0.052%
62 11.703 3214 3223 3226 rBV4 2431 3625 0.13% 0.038%
63 11.748 3232 3237 3245 rVB5 2395 3418 0.12% 0.036%
64 11.819 3245 3259 3271 rBV 460384 724975 25.86% 7.610%
65 11.899 3278 3284 3296 rVB2 7057 10855 ©0.39% 0.114%
66 11.976 3302 3308 3313 rBV5 1438 1967 0.07% 0.021%
67 12.131 3343 3356 3361 rBV5S 2432 4587 0.16% 0.048%
68 12.198 3365 3377 3389 rBV 334925 546760 19.51% 5.739%
69 12.327 3408 3417 3428 rVB 25692 36854 1.31% 0.387%
70 12.381 3428 3434 3442 rBV6 2642 4299 0.15% 0.045%
71 12.446 3450 3454 3455 rBV2 871 613 0.02% 0.006%
72 12.468 3455 3461 3465 rvVv4 1982 2488 0.09% 0.026%
73 12.629 3504 3511 3517 rBV2 869 1509 0.05% 0.016%
74 12.709 3528 3536 3549 rBV7 2304 5093 0.18% 0.053%
75 12.774 3551 3556 3560 rBV5 1356 1701 0.06% 0.018%
76 12.812 3560 3568 3582 rVB2 15861 22986 0.82% 0.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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 12.880 3584 3589 3595 rBV4 1018 1514 0.05% 0.016%
78 13.037 3631 3638 3649 rVBS8 3113 5847 0.21% 0.061%
79 13.137 3666 3669 3673 rVvVv4 1192 902 0.03% 0.009%
80 13.163 3673 3677 3686 rVBS 2901 3922 0.14% 0.041%
81 13.291 3710 3717 3721 rVB6 951 1313 0.05% 0.014%
82 13.433 3753 3761 3775 rBV6 6354 12948 0.46% 0.136%
83 13.513 3775 3786 3798 rVB2 170647 258586 9.23% 2.714%
84 13.587 3804 3809 3818 rVB5 2421 2786 0.10% 0.029%
85 13.703 3836 3845 3852 rBV4 8993 12487 0.45% 0.131%
86 13.741 3852 3857 3869 rVB7 4196 6515 0.23% 0.068%
87 13.838 3880 3887 3897 rBV1e 2871 4617 ©.16% 0.048%
88 14.089 3956 3965 3982 rVB2 25838 41580 1.48% 0.436%
89 14.188 3992 3996 4004 rVB5 3315 4431 0.16% 0.047%
90 14.449 4071 4077 4085 rVB2 5156 6188 0.22% 0.065%
91 14.574 4110 4116 4117 rBV5S 1799 1588 0.06% 0.017%
92 14.944 4226 4231 4233 rBV4 656 662 0.02% 0.007%
93 15.224 4307 4318 4327 rBV 22770 36855 1.31% 0.387%
94 15.407 4367 4375 4386 rVB3 19676 30737 1.10% 0.323%
95 15.500 4398 4404 4413 rVBS8 3712 4994 0.18% 0.052%
96 16.143 4598 4604 4605 rBVS5 2094 1951 0.07% ©0.020%
97 16.262 4634 4641 4650 rBV5S 5754 8953 0.32% 0.094%
98 16.410 4679 4687 4693 rBV 9821 14369 ©0.51% 0.151%
99 16.449 4694 4699 4707 rVB5 6762 9632 0.34% 0.101%
100 16.722 4780 4784 4785 rBV3 2001 1552 0.06% 0.016%
Sum of corrected areas: 9526999
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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: VU046180.D\data.ms
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Abundance TIC: VU046180.D\data.ms

1400000

o

1200000

1000000

800000

600000
11.819

400000 2 899 0.423 12.1

10.771
200000

7.568 58:581
6.980 7234 )\ 7798078%738%8.4072°) \e sB®2D. niepso) | 9.59697 ook 108PATRAR7EER 7000 DLE0A 1. 2944 ST ETTBAIIYE, 15
6980 7234 J\ 773p@/BIL SAV/\/ SBBPLD HRAPE9) \9.5¢@°7 90WRITIRARAN AP /000 MDA TH 2941 4B 13

0+
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: VU046180.D\data.ms
1400000

1200000
1000000
800000
600000
400000
200000 13.513

1 nam a0 o s e s5909 9140457414004 152069500 1o gm0

‘ ‘ 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

SFAMULM112921WMA.M Fri Dec 10 18:31:42 2021 Page: 4



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
: VUe46180.D

: 08 Dec 2021 16:56
: SY/MD

: M4887-15ME

: 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 19 Sample Multiplier: 1

Library Search Compound Report

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

: VOC Analysis

: 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

12.327

Hit# of 5

1 Undecane
2 Undecane
3 Undecane
4 Undecane
5 Undecane

EstConc Area Relative to ISTD R.T.
2.54 ug/L 36854 1,4-Dichlorobenzene-d4 11.819
Tentative ID MW MolForm CASH# Qual
156 C11H24 001120-21-4 91
156 C11H24 001120-21-4 81
156 C1l1H24 001120-21-4 80
156 C1l1H24 001120-21-4 74
156 C11H24 001120-21-4 68

2 (DEL) Alkane: Straight-Chai...

Abundance Scan 3417 (12.327 min): VU046180.D\data.ms (-3408) (-
57.1

Concentration Rank 5

m/z 57.10 100.00%

5000
85.1
bl Lo e,
38 ‘ ‘ 113.0 156.2 12.00 12.50
oWWHU:HM‘M‘:WMJHMHMNH_HJ_ m/z 43.00  84.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 anlbry wna A,
85.0 12.00 12.50
29.0 m/z 71.10 62.11%
‘ I | 113.0 156.0
O\\\‘\‘\\\‘}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
\/'\M —L ) /“WA‘A/\A‘/\‘ a
12.00 12.50
m/z 40.95 43.19%
5000 85.0
29.0
Ll e
SN N O ARt
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane \Mﬁﬁ‘”ﬂﬂﬁ RO it S
57.0 12.00 12.50
m/z 85.10 32.89%
5000
85.0
29.0 ‘ ‘
SR N W PO 0 ) OO L O
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMULM112921WMA.M Fri Dec 10 18:31:43 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 1,3-Butadiene, 1,1,2,4,4-pe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.513 17.83 ug/L 258586 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 99
2 1,3-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 94
3 Dichlone 226 C1eH4C1202 000117-80-6 38
4 4-Bromo-2-furamide 189 C5H4BrNO2 957345-95-8 35
5 1,8-Bis(chloromethyl)naphthalene 224 C12H1ecCl2 050585-29-0 35
Abundance Scan 3786 (13.513 min): VU046180.D\data.ms (-3775) (- m/z 191.00 100.00%
191.0
5000
84.0 226.0
119.0 154.0
T \
49.0 1350
o el m/z 189.00  76.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
226.0
5000 e
84.0 156.0 13.50
119.0 ' m/z 193.00 45.97%
60.0
OM“ ‘\‘HH‘\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104656: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
T \
13.50
5000 m/z 226.00 43.17%
49.0 84.0
1100 1540 226.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106130: Dichlone I ‘
163.0 191.0 13.50
m/z 84.00 36.25%
226.0
5000
0! B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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 4 1H-Indene, 1-methylene- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.089 2.87 ug/L 41580 1,4-Dichlorobenzene-d4 11.819
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 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3965 (14.089 min): VU046180.D\data.ms (-3956) (-  m/z 128.05 100.00%
128.1
5000
T
510 740 1020 I 14.00
O e e b e ey m/z 127.100 12.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 —r :
14.00
m/z 129.05 11.22%
5]1.0 75.0 102.0 |
0H\‘HH‘HH‘HH‘H\\i\\\\‘\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
T T
14.00
5000 m/z 102.00 8.56%
51.0 102.0
75.0
‘H%ﬂpwgﬁﬁum‘HAM‘WNH‘WMM‘kuiﬁH‘_HW‘H‘H‘w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13688: 1H-Indene, 1-methylene- —
128.0 14.00
m/z 126.00 7.84%
5000
5L.0 102.0
0‘HM‘H_H‘_HM‘Hﬂtuwm‘WJW‘Hmw‘HNH‘_HW‘NMH‘w b
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\VU120821\
Data File : VU@46180.D

Acqg On : 08 Dec 2021 16:56

Operator : SY/MD

Sample : M4887-15ME

Misc : 4.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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|
(DEL) Alkane: S... 12.327 2.5 ug/L 36854 3 11.819 724975 50.0
1,3-Butadiene, ... 13.513 17.8 ug/L 258586 3 11.819 724975 50.0
1H-Indene, 1-me... 14.089 2.9 ug/L 41580 3 11.819 724975 50.0
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