LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample : K4888-03

Misc : 6.51a0/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 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\82X091719W.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

1.064 25 29 41 rBvV 357222 420059 47.13% 6.584%

1.259 59 61 68 rvB2 15558 19730 2.21% 0.309%
rBv8 30200 125163 14.04% 1.962%
3.009 339 348 356 rBV 13542 36007 4._.04% 0.564%
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5.490 743 755 767 rBV2 95309 268823 30.16% 4.213%

5.642 770 780 793 rVB 195044 549884 61.70% 8.619%
6.051 835 847 860 rBvV 119455 316069 35.47% 4.954%
6.850 968 978 989 rBV 285063 673417 75.56% 10.555%
7.209 1029 1037 1044 rBVS8 4222 10520 1.18% 0.165%
8.709 1274 1283 1291 rBV 565606 891189 100.00% 13.968%

=
QO ~NO®

11 9.331 1375 1385 1395 rBvV 517592 747377 83.86% 11.714%
12 10.111 1507 1513 1523 rBV 528837 737767 82.78% 11.563%
13 11.135 1675 1681 1689 rBV 440747 565775 63.49% 8.868%
14 12.074 1828 1835 1844 rBV 523010 668793 75.05% 10.482%

15 13.318 2035 2039 2048 rBV10 6602 16528 1.85% 0.259%
16 13.483 2055 2066 2082 rBvV7 17372 81579 9.15% 1.279%
17 13.672 2087 2097 2100 rBvV7 8853 28064 3.15% 0.440%
18 14.092 2162 2166 2170 rBvV2 10211 11630 1.30% 0.182%
19 14.805 2280 2283 2287 rVB3 21792 22954 2.58% 0.360%
20 15.275 2356 2360 2363 rVB2 10263 12432 1.39% 0.195%
21 15.555 2401 2406 2412 rVB 46620 67995 7.63% 1.066%
22 15.970 2468 2474 2477 rBVS8 4986 10241 1.15% 0.161%
23 16.104 2493 2496 2502 rVB7 6782 9491 1.06% 0.149%
24 16.458 2548 2554 2560 rVB 52322 88687 9.95% 1.390%
Sum of corrected areas: 6380174
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample . K4888-03

Misc : 6.510/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X091719W.M
Quant Title : SW846 8260

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

Abundance TIC: VX012525.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample - K4888-03

Misc : 6.51a0/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W._M
Quant Title : 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 Benzene, 1-[(2-chloroethyl)... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.66 11.38 ug/Il 125163 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-T(2-chloroethvl)sulfo... 249 C8H8CINO4S 006461-63-8 74
2 2-Chloroethvl chlorobromoethvl s... 252 C4H7BrCIl20S 1000226-90-1 37
3 Propionic acid. 2-chloro-. isopr... 150 C6H11CI02 040058-87-5 28
4 (4-Carbamovl-2-nitrophenvDaceti... 224 C9H8N205 1000304-35-6 22
5 Divinyldithiophosphinic acid 150 C4H7PS2 085417-00-1 16
Abundance Scan 127 (1.661 min): VX012525.D (-105) (-) m/z 60.10 100.00%

5000
115 140 1.60 1.80 2.00
129142155 176 194 212 236 253 280 - - - -
0 m/z 35.10 95.37%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101636: Benzene, 1-[(2-chloroethyl)sulfonyl]-4-nitro-
63
5000
1.40 1.60 1.80 2.00
76 122 186 249 m/z 43.95 84 .15%
2 w0 | o ®
o.n,n.wlnjp.h,”.wt”w.”...” | PR S [
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
63
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112 140 1.60 1.80 2.00
5000 76 m/z 63.00 78.52%
45 143
0 95 129 | 157173 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24140: Propionic acid, 2-chloro-, isopropy! ester
43 1.40 1.60 1.80 2.00
m/z 45.00 75.11%
5000
63 91
0 ‘\ h‘\ 76 M 107120 \ 150 o
B o L B e B B B e o pa R na s e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample - K4888-03

Misc : 6.51a0/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.10 ug/Il 81579 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2066 (13.483 min): VX012525.D (-2055) (-) m/z 57.05 100.00%
57
5000 85
3 113 141 169 207 240 I I:|.£32I0I I:|.£34I-0I I:|.I3(:‘:OI I:|.£38I0I -
0ol e S S S O A B m/z 71.15 68 .45%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 UL NS BN BN S
13.20 13.40 13.60 13.80
29 m/z 43.05 65.36%
ok, .w.u‘,h. $Iw|\ulj%dllﬁll‘}§9| }97| 40 S—
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.20 13.40 13.60 13.80
5000 85 m/z 41.10 53.27%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B A REREEEE s S
57 13.20 13.40 13.60 13.80
m/z 85.00 50.84%
5000 85
oL 3 } | 18141 160 197 239 67 po4 323 352
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample - K4888-03

Misc : 6.51a0/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.56 5.08 ug/Il 67995 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2407 (15.561 min): VX012525.D (-2401) (-) m/z 57.05 100.00%
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Abundance #71394: Pentadecane
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Abundance #105884: Octadecane N BEREEE RS
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012525.D

Aca On : 19 Sep 2019 14:01

Operator : JC/SP

Sample - K4888-03

Misc : 6.51a0/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.46 6.63 ug/l 88687 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 98
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 87

Abundance Scan 2554 (16.458 min): VX012525.D (-2548) (-) m/z 56.95 100.00%
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Abundance #83027: Hexadecane
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T T e T T
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5000 41 85
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Abundance #141425: Heneicosane B L A e ma e
57 16.20 16.40 16.60
m/z 85.15 41 .84%
5000 4 35
ol 15 ‘ I i 113 L 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091919\
Data File : VX012525.D

Acq On : 19 Sep 2019 14:01

Operator : JC/SP

Sample - K4888-03

Misc : 6.51g/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W._M
Quant Title : 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]
Benzene, 1-[(2-ch... 1.66 11.4 ug/I1 125163 1 5.65 549884 50.0
Heptadecane 13.48 6.1 ug/Il 81579 4 12.07 668793 50.0
Pentadecane 15.56 5.1 ug/Il 67995 4 12.07 668793 50.0
Hexadecane 16.46 6.6 ug/Il 88687 4 12.07 668793 50.0
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