LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006082.D

Acqg On : 17 Sep 2021 19:52
Operator : SY/MD

Sample : M3797-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y091421S.M

Title : SW846 8260

Signal : TIC: VY@06082.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.259 228 236 244 rVB3 3451 7845 1.04% 0.146%
2 3.973 342 353 360 rBv2 11343 37271 4.94% 0.694%
3 4.033 360 363 372 rVB2 6078 15073 2.00% 0.281%
4 A4.728 465 477 493 rBV 19133 62381 8.26% 1.161%
5 5.753 635 645 655 rVB5 3964 12763 1.69% 0.238%

6 6.996 837 849 861 rBv2 13076 49015 6.49% ©
7 7.722 958 968 974 rBV 90000 216829 28.71% 4
8 7.795 974 980 994 rVB 156803 349817 46.33% 6.512%
9 8.142 1024 1037 1050 rBV2 111947 295621 39.15% 5
8.551 1095 1104 1111 rBV4 3833 8562 1.13% ©

11 8.691 1118 1127 1138 rBV 266187 517806 68.57% 9.639%
12 10.185 1364 1372 1379 rBV 434675 755111 100.00% 14.057%

13 10.581 1429 1437 1444 rBV 39672 70543  9.34% 1.313%
14 10.953 1492 1498 1505 rBv2 13239 24031 3.18% ©.447%
15 11.319 1552 1558 1565 rVB 28235 46194 6.12% ©.860%

16 11.489 1578 1586 1594 rBV 435331 705944 93.49% 13.142%
17 12.483 1740 1749 1759 rVB2 446644 748275 99.09% 13.930%

18 12.812 1798 1803 1808 rVB7 8708 16614 2.20% ©0.309%
19 13.117 1849 1853 1858 rVB 7492 11199 1.48% 0.208%
20 13.184 1858 1864 1869 rVB4 8574 14355 1.90% 0.267%
21 13.318 1878 1886 1890 rVVe 9813 18325 2.43% 0.341%
22 13.428 1897 1904 1913 rBV 435578 682860 90.43% 12.712%
23 13.623 1931 1936 1940 rBV 6621 9950 1.32% 0.185%
24 13.666 1940 1943 1951 rVB5 5715 11867 1.57% 0.221%
25 13.751 1952 1957 1961 rBv4 10946 17487 2.32% ©.326%
26 13.965 1987 1992 1998 rVB3 21152 36684 4.86% 0.683%
27 14.080 2006 2011 2016 rBV 27958 46895 6.21% ©0.873%
28 14.166 2016 2025 2029 rVV2 9076 19257 2.55% ©.358%
29 14.257 2036 2040 2045 rBV8 7083 13050 1.73% 0.243%
30 14.379 2056 2060 2063 rBV6 5888 8539 1.13% ©.159%
31 14.422 2063 2067 2071 rBV4 7902 10403 1.38% ©.194%
32 14.611 2094 2098 2103 rVB2 17111 24595 3.26% 0.458%
33 14.678 2103 2109 2114 rBV6 19990 52534 6.96% 0.978%
34 14.739 2114 2119 2124 rVWW4 15745 38484 5.10% 0.716%
35 14.836 2129 2135 2139 rVW4 16773 31543 4.18% 0.587%
36 14.940 2149 2152 2156 rVB4 16009 22168 2.94% 0.413%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006082.D

Acqg On : 17 Sep 2021 19:52
Operator : SY/MD

Sample : M3797-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y091421S.M
Title : SW846 8260
37 15.038 2165 2168 2169 rBV3 10366 10600 1.40% ©.197%
38 15.214 2193 2197 2203 rBV6 17182 31931 4.23% ©.594%
39 15.294 2206 2210 2214 rBVS 21236 33341 4.42% 0.621%
40 15.440 2230 2234 2243 rBV7 27641 70637 9.35% 1.315%
41 15.605 2256 2261 2267 rBV5 26168 51186 6.78% ©.953%
42 15.733 2279 2282 2288 rVB5 28742 45647 6.05% 0.850%
43 16.153 2348 2351 2357 rVB3 41348 70274 9.31% 1.308%
44 16.226 2360 2363 2368 rBv2 24084 48331 6.40% ©.900%
Sum of corrected areas: 5371837
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\

: VY006082.D

: 17 Sep 2021 19:52

: SY/MD

: M3797-01

: 5.05G/5ML/MSVOA_Y/SOIL
: 24

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000
350000
300000
250000
200000
150000
100000
50000
0

Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VY006082.D\data.ms

4.728
3.259 38033 5.753

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
TIC: VY006082.D\data.ms
10.185

11.489

8.691

7.795

8.142

10.581
11.319
6.996 8.551 /\ 10.953

0
Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

— — —T— —— —— —T \ I
7.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

TIC: VY006082.D\data.ms

13.428

Time-->

82Y091421S.M Mon Sep 20 18:27:05 2021

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 15.50 16.00 16.50

Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006082.D

Acqg On : 17 Sep 2021 19:52
Operator : SY/MD

Sample : M3797-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl5.440 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.440 5.17 ug/1 70637 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 27
2 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 25
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 22
4 Tridecane 184 C13H28 000629-50-5 20
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 18

Abundance Scan 2234 (15.440 min): VY006082.D\data.ms (-2230) (-  m/z 41.10 100.00%

41.1
5000 119.1
2 1550
0+ N“u“uh‘f“‘ uw‘ﬂulﬁwn ‘283‘0““ m/z 57.15 97.91%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #343109: Heptacosyl pentafluoropropionate
57.0
5000 T
111.0 15.50
m/z 43.10 91.64%
ol |‘| ”‘ \167022202780 3780 524.(
\\1‘\1\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #231744: Oxalic acid, allyl tetradecyl ester
41.0
—r
15.50
5000 ITI/Z 69.10 65.07%
7.0
H H 241.0
I N St eSS ———
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125950: Carbonic acid, undecyl vinyl ester P
57.0 15.50
m/z 55.10 56.36%
5000 \//\/\/*/W
gtze s
om‘HmMH“HH‘HH_m_m_m_m_m_m e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006082.D

Acqg On : 17 Sep 2021 19:52
Operator : SY/MD

Sample : M3797-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Dodecane, 2,6,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.153 5.15 ug/1 70274  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Pentacosane 352 C25H52 000629-99-2 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
Abundance Scan 2351 (16.153 min): VY006082.D\data.ms (-2348) (-  m/z 57.10 100.00%
57.1
5000 J/\J\JMM
9r1 1472 16.00 16.50
bbb Lo L Y92 01022 281.C ' s
O brrprrrfbe bl A Al bt e e s M/ 71,100 73.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 — ——
16.00 16.50
1270 m/z 43.10 61.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
e e
16.00 16.50
5000 m/z 41.10 41.51%
27,0
2Ol 90 o w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — ——
57.0 16.00 16.50
m/z 85.10 31.22%
- MMJMWAMWWWAtWMwaMMMM
113.0
o 270 “ | | ||| 15401830 253.0282.(
HMH‘_H‘H‘WHHM‘HMHW‘HWHH,HHMH‘_HWH‘WHHM“ e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006082.D

Acqg On : 17 Sep 2021 19:52
Operator : SY/MD

Sample : M3797-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown15.440 15.440 5.2 ug/l 70637 4 13.428 682860 50.0
Dodecane, 2,6,1... 16.153 5.2 ug/l 70274 4 13.428 682860 50.0
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