LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69171.D

Acqg On : 25 Oct 2021 23:36

Operator : JC/MD

Sample : M4334-02

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-REF-5

ALS Vvial : 20 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_N\methods\82N101221W.M

Title : SW846 8260

Signal : TIC: VN@69171.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 80 91 109 rBV5 21335 42328 1.71% ©.299%
2 4.151 783 806 834 rBV 77644 226366 9.17% 1.599%
3 4.578 950 965 988 rVB2 9418 28710 1.16% ©0.203%
4 6.584 1695 1713 1738 rBV6 8915 29688 1.20% 0.210%
5 8.027 2228 2251 2261 rBV2 298155 703150 28.48% 4.967%

.088 2262 2274 2304 rVB 579016 1316392 53.32% 9.299%
. rBv 328130 754017 30.54% 5.326%

.971 2581 2603 2651 rVB 841688 1763761 71.44% 12.459%
10.443 3131 3152 3193 rBV 1317917 2468851 100.00% 17.439%
10 11.746 3611 3638 3669 rBV 1284916 2410431 97.63% 17.027%
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11 12.733 3989 4006 4030 rBV 1017442 1784654 72.29% 12.606%

12 13.527 4291 4302 4316 rBv4 18105 32449 1.31% 0.229%
13 13.678 4341 4358 4380 rBV 1123520 1897104 76.84% 13.401%
14 14.139 4517 4530 4546 rVB5 16558 30567 1.24% 0.216%
15 14.426 4624 4637 4658 rVvVv8 21307 49029 1.99% 0.346%
16 14.686 4706 4734 4757 rBvV8 72711 278639 11.29% 1.968%
17 14.785 4762 4771 4788 rVB4 39015 72351 2.93% 0.511%
18 14.994 4838 4849 4871 rBV5 30592 60573 2.45% 0.428%
19 15.348 4965 4981 5010 rVB3 71346 143979 5.83% 1.017%
20 15.517 5035 5044 5069 rVB5 28712 63653 2.58% 0.450%
Sum of corrected areas: 14156692
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M4334-02
: 5.00mL/MSVOA_N/WATER STORAGE-BLANK-REF-5
: 20 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\

: VN@69171.D
: 25 Oct 2021 23:36

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69171.D

Acqg On : 25 Oct 2021 23:36

Operator : JC/MD

Sample : M4334-02

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-REF-5

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.151 8.60 ug/l 226366  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 Borane, compd. with dimethylamin... 59 C2H1@BN 000074-94-2 9

4 2-(Aminomethyl)-4-methylpentanoi... 187 C10H21NO2 1891211-54-3 9
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 806 (4.151 min): VN069171.D\data.ms (-783) (-) m/z 58.00 100.00%

58.0
5000 /\\
R O R
39.0 3.80 4.00 4.20 4.40
Ol e 2 b e M/Z 57.00 28.55%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #247: Propanal
29.0 58.0

5000 L L B B L R L B
3.80 4.00 4.20 4.40
m/z 39.00 7.95%
15.0 390
OH\\‘HH‘HH‘HH‘HH‘H ‘\\\\’HH‘HH‘HH‘HH‘H \‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #256: Trimethylene oxide
28.0
‘_m_uwmw_m ‘
3.80 4.00 4.20 4.40
5000 58.0 m/z 42.00 5.98%
15.0 | 390 |
O e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #271: Borane, compd. with dimethylamine (1:1) Wm_m_m_m ‘

58.0 3.80 4.00 4.20 4.40
m/z 38.00 5.09%

5000 44.0
28.0

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69171.D

Acqg On : 25 Oct 2021 23:36

Operator : JC/MD

Sample : M4334-02

Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-REF-5

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclopentane, ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.686 7.34 ug/l 278639 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 52
2 3-Undecene, 2-methyl-, (E)- 168 C12H24 074630-51-6 50
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 49
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 46
5 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 38

Abundance Scan 4734 (14.686 min): VN069171.D\data.ms (-4706) (-  m/z 69.05 100.00%

69.0
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98.1 = s
H H ‘ 126.0 14.50 15.00
Obrrr i M L1260 2069 [, 4100 81.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
5000 — —
14.50 15.00
08.0 m/z 56.00 76.50%
90, L1
O\\\‘\‘\‘\\\ ‘\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43548: 3-Undecene, 2-methyl-, (E)-
56.0
+ T ‘ T T ‘ T
14.50 15.00
5000 ITI/Z 43.05 66.58%
29.0 83.0
L 20 g 0
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Abundance #3773: 1-Pentene, 2,3-dimethyl- —T T
41.0 69.0 14.50 15.00
m/z 55.00 56.30%
5000
‘ 98.0
0‘m"mu{“‘m‘!‘“1‘11“,‘””‘_m‘HH‘HH‘HHWHWH — s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69171.D

Acqg On : 25 Oct 2021 23:36

Operator : JC/MD

Sample : M4334-02 :
Misc : 5.00mL/MSVOA_N/WATER STORAGE-BLANK-REF-5

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.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|
Propanal 4.151 8.6 ug/l 226366 1 8.088 1316390 50.0
Cyclopentane, e... 14.686 7.3 ug/l 278639 4 13.678 1897100 50.0
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