LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050218\
Data File : VX001319.D

Aca On - 02 May 2018 16:13

Operator : JC/MD

sample - J2507-04 50X -
Misc - 5.0mL/MSVOA X/WATER SO e
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling ; 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA X\METHOD\82X050118W.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.075 76 80 93 rBv 405970 502695 22.42% 5.348%
2 1.404 130 134 144 rBV 352752 354798 15.83% 3.775%
3 2.452 300 306 309 rBV 32764 55179 2.46% 0.587%
4 2.483 309 311 321 rVB 23525 36160 1.61% 0.385%
5 2.629 329 335 344 rVB 12165 23822 1.06% 0.253%
6 3.702 501 511 521 rBV 110338 262066 11.69% 2.788%
7 4.604 647 659 668 rBV2 18180 52104 2.32% 0.554%
8 4.720 668 678 692 rBV 224833 626780 27 .96% 6.668%
9 5.220 741 760 778 rBV 64848 211328 9.43% 2.248%
10 5.513 796 808 822 rBV2 117910 333611 14.88% 3.549%
11 5.671 822 834 850 rBV 143651 408997 18.24% 4_.351%
12 6.080 888 901 923 rBV 123164 327475 14.61% 3.484%
13 6.866 1021 1030 1043 rBV 198290 472467 21.07% 5.026%
14 7.567 1139 1145 1155 rBV 13168 27273 1.22% 0.290%
15 7.768 1171 1178 1192 rVB 21530 43345 1.93% 0.461%
16 8.659 1317 1324 1329 rBV 216549 340401 15.18% 3.621%
17 8.720 1329 1334 1340 rVVv 560736 922510 41.15% 9.814%
18 8.793 1340 1346 1373 rVB 1373487 2241862 100.00% 23.851%
19 9.116 1393 1399 1407 rBV 25628 42535 1.90% 0.453%
20 9.226 1412 1417 1422 rVB 15524 24248 1.08% 0.258%
21 10.122 1555 1564 1582 rBV 386994 584393 26.07% 6.217%
22 10.366 1597 1604 1612 rVVv2 18503 31075 1.39% 0.331%
23 11.146 1726 1732 1747 rVB 483522 639438 28.52% 6.803%
24 11.951 1858 1864 1872 rVB2 19629 34983 1.56% 0.372%
25 12.085 1880 1886 1894 rBV 510525 625684 27.91% 6.656%
26 12.396 1932 1937 1945 rVB 81268 105374 4_.70% 1.121%
27 12.969 2026 2031 2038 rBV 24559 36311 1.62% 0.386%
28 13.578 2126 2131 2137 rVB 23666 32686 1.46% 0.348%

Sum of corrected areas: 9399600
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050218\

Data File : VX001319.D

Aca On : 02 May 2018 16:13

Operator : JC/MD

Sample - J2507-04 50X ;
Misc - 5.0mL/MSVOA X/WATER A0 M 1)
ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_ X\METHOD\82X050118W .M
SW846 8260

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX001319.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050218\

Data File : VX001319.D

Aca On - 02 May 2018 16:13

Operator : JC/MD

sample - J2507-04 50X -
Misc - 5.0mL/MSVOA X/WATER SO e
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050118W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Butanol, (R)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.22 25.83 ug/1 211328 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. (R)- 74 C4H100 014898-79-4 83
2 2-Butanol 74 C4H100 000078-92-2 83
3 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 59
4 Isopropvl Alcohol 60 C3H80 000067-63-0 53
5 2-Hexanol, (8)- 102 C6H140 052019-78-0 38

Abundance Scan 760 (5.220 min): VX001319.D (-741) (-) m/z 44.95 100.00%
45
5000
59
41 IS S SRR LN
3 | 50 55 72 83 4.80 5.00 520 5.40 5.60
Obrerrrrrrprrrprrprrreprrrread ko e o e | M7z 42.95 24 66%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #846: 2-Butanol, (R)-
45
5000 I SN UL N
4.80 5.00 520 5.40 5.60
o7 31 a1 59 m/z 59.10 24 _.05%
N \ 56 | 72
G ) AR AR AR LARAA AR MAALS SARE) LRSS REAL) LARRA AAAS) RAAL) RARRA LARS) REALI RARRA KRR
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
480 500 520 540 560
5000 m/z 41.10 16.42%
27 31 41 59
15 19 55 73
AR RN RERRN AL RARAA RAAKA LALAN LRI LARRNRRALS LAREA RAARA LANES RRRRN LARSNRRAL) ALEA ALAAN L
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4453: 2-Pentanol, 3-methyl-
45 4.80 5.00 520 5.40 5.60
m/z 44.05 8.95%
5000
29 41 56
o 1519 26| |||, 505359 %973  gas7
mz-> 5 10 15 20 25 30 3% 4b s R R e s |2k ik okt ok
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX050218\
Data File : VX001319.D

Acg On - 02 May 2018 16:13

Operator : JC/MD

Sample - J2507-04 50X :
Misc - 5.0mL/MSVOA_X/WATER R BI0.00 AT
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X050118W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

2-Butanol, (R)- 5.22 25.8 ug/1 211328 1 5.67 408997 50.0
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