LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX120319\
Data File : VX013723.D

Aca On : 03 Dec 2019 14:38

Operator : JC/SP

Sample : K5675-09

Misc : 4.28a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 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 > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X112619W.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 1.064 26 29 39 rBv 526470 639222 21.26% 3.153%
2 1.643 106 124 125 rBvV7 92582 373212 12.41% 1.841%
3 5.490 743 755 768 rBV2 313713 955138 31.76% 4.711%
4 5.642 770 780 792 rVvV 602226 1693002 56.30% 8.350%
5 6.051 838 847 858 rBV 372098 970688 32.28% 4.787%
6 6.849 967 978 991 rBV 910692 2180613 72.52% 10.755%
7 7.295 1044 1051 1060 rBv4 15901 49532 1.65% 0.244%
8 8.709 1276 1283 1292 rBV 1946262 3006938 100.00% 14.830%
9 8.813 1297 1300 1309 rVvB2 27657 50736 1.69% 0.250%
10 8.959 1319 1324 1332 rVB 21349 41894 1.39% 0.207%

11 10.111 1507 1513 1525 rVB 1821845 2534242 84.28% 12.499%
12 11.135 1676 1681 1688 rVB 1565770 1990564 66.20% 9.817%

13 11.525 1739 1745 1748 rVB6 19064 31012 1.03% 0.153%
14 11.806 1788 1791 1798 rVB 23213 33684 1.12% 0.166%
15 12.074 1830 1835 1841 rBV 2082686 2551208 84.84% 12.582%
16 12.373 1879 1884 1890 rVvvs8 17619 36378 1.21% 0.179%
17 12.470 1896 1900 1905 rVB 47250 59347 1.97% 0.293%
18 12.922 1970 1974 1978 rBV 40159 59473 1.98% 0.293%
19 13.342 2040 2043 2049 rVB3 37474 58453 1.94% 0.288%
20 13.482 2060 2066 2073 rVB3 27539 60169 2.00% 0.297%
21 13.830 2118 2123 2131 rVB 767560 942907 31.36% 4 _.650%
22 13.921 2131 2138 2142 rBV3 18759 34000 1.13% 0.168%
23 14.281 2191 2197 2202 rBV6 24105 49882 1.66% 0.246%
24 14.482 2225 2230 2234 rBV 106598 137988 4_.59% 0.681%
25 14.531 2235 2238 2247 rVB9 16652 41511 1.38% 0.205%

26 14.690 2256 2264 2269 rBV 406686 541804 18.02% 2.672%
27 14.836 2283 2288 2292 rVB 298955 361201 12.01% 1.781%
28 15.269 2356 2359 2363 rVB 38245 48102 1.60% 0.237%
29 15.439 2380 2387 2391 rBV2 35992 63465 2.11% 0.313%
30 15.543 2400 2404 2409 rBvV 82119 125509 4_.17% 0.619%

31 15.683 2422 2427 2430 rBV2 109416 164968 5.49% 0.814%
32 15.720 2430 2433 2441 rVB 64885 100866 3.35% 0.497%
33 15.909 2456 2464 2469 rBV5 25463 61685 2.05% 0.304%
34 16.031 2480 2484 2488 rBV 46417 85788 2.85% 0.423%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX120319\
Data File : VX013723.D

Aca On : 03 Dec 2019 14:38

Operator : JC/SP

Sample : K5675-09

Misc : 4.28a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.M
SW846 8260

35 16.409 2539 2546 2556 rVB2 69090 140703 4.68% 0.694%

Sum of corrected areas: 20275884
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX120319\
VX013723.D

03 Dec 2019 14:38

JC/SP

K5675-09
4.28a/5mL/100uL/5.00mL/MSVOA_X/MECH

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX120319\
Data File : VX013723.D

Aca On : 03 Dec 2019 14:38

Operator : JC/SP

Sample : K5675-09

Misc : 4.28a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.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 unknownl.64 Concentration Rank 2

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

1.64 11.02 ug/Il 373212 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonochloridic acid. 4-nitroph... 201 C7H4CINO4 007693-46-1 37
2 Phosaene 98 CCI120 000075-44-5 35
3 Bis(.beta.-chloroethvl) sulfoxide 174 C4H8CI20S 005819-08-9 17
4 Acetaldehvde. bis(2-chloroethvl)... 186 C6H12Cl1202 014689-97-5 17
5 Propane, 1,1,2-trichloro- 146 C3H5CI3 000598-77-6 17

Abundance Scan 123 (1.637 min): VX013723.D (-106) (-) m/z 63.10 100.00%
63
35
5000
120 139156170 193 219 265 286 1.40 1.60 1.80 2.00
o 2R m/z 35.10  72.66%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62074: Carbonochloridic acid, 4-nitropheny! ester
63
5000
201 1.40 1.60 1.80 2.00
44 122 m/z 45.05 72.30%
o 9107 | 139 166
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
63
140 160 180 200
5000 m/z 47.00 57.50%
35
. g %8
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41215: Bis(.beta.-chloroethyl) sulfoxide
27 63 1.40 1.60 1.80 2.00
m/z 49.10 53.41%
5000
49 | |83 112 174
0I”'W“'W“”W'”'PJ'P'“I}?ﬁ“'W'”'P”'P'”P'”I””I”'W“
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX120319\
Data File : VX013723.D

Aca On : 03 Dec 2019 14:38

Operator : JC/SP

Sample : K5675-09

Misc : 4.28a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_.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 3 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 10.62 ug/Il 541804 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2264 (14.690 min): VX013723.D (-2256) (-) m/z 142.05 100.00%
142
5000
115
39 63 g9 14.40 14.60 14.80 15.00
Ob ikt FORO0 207 234250 274 297 m/z 141.10 87.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LA B UL SR JUML
115 14.40 14.60 14.80 15.00
m/z 115.05 32.09%
39 63 89
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
142
14.40 14.60 14.80 15.00
5000 m/z 143.10 10.83%
115
0 3751 71 89
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19230: Benzocycloheptatriene
141 14.40 14.60 14.80 15.00
m/z 139.05 10.33%
5000 115
39 63 89
0<
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX120319\
Data File : VX013723.D

Acq On : 03 Dec 2019 14:38

Operator : JC/SP

Sample : K5675-09

Misc : 4.289/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112619W_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]
unknownl .64 1.64 11.0 ug/I1 373212 1 5.65 1693000 50.0
Naphthalene, 1-me... 14.69 10.6 ug/I1 541804 4 12.07 2551210 50.0
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