LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample : K4888-02

Misc : 6.11a/10mL/100uL/10mL/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\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 42 rBvV 343546 405840 44.89%% 6.450%

1.259 58 61 69 rBv2 16393 21920 2.42% 0.348%
rBv5 33128 140455 15.54% 2.232%
3.009 339 348 357 rBV 11761 29469 3.26% 0.468%
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5.490 742 755 769 rBV 95844 274844 30.40% 4 _.368%

5.642 769 780 794 rvVv 198381 559733 61.92% 8.896%
6.051 837 847 858 rBV 120915 315444 34 .89%% 5.013%
rBv 284631 678057 75.01% 10.776%
8.709 1275 1283 1293 rBV 578518 903996 100.00% 14.367%
9.331 1379 1385 1390 rBV 29184 43611 4.82% 0.693%
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11 10.111 1507 1513 1523 rBV 551991 760308 84.11% 12.083%
12 11.135 1675 1681 1689 rBV 450380 579883 64.15% 9.216%
13 12.074 1830 1835 1842 rVB 566052 703403 77.81% 11.179%

14 12.476 1897 1901 1905 rVB5 8186 10851 1.20% 0.172%
15 13.318 2036 2039 2041 rBV2 19123 21472 2.38% 0.341%
16 13.440 2056 2059 2060 rBV3 8043 10073 1.11% 0.160%
17 14.086 2162 2165 2169 rBV 29049 33785 3.74% 0.537%
18 14.519 2234 2236 2239 rBvV4 6721 9231 1.02% 0.147%
19 14.616 2249 2252 2256 rVB4 9333 11530 1.28% 0.183%
20 14.665 2257 2260 2266 rVB6 17422 21837 2.42% 0.347%
21 14.805 2279 2283 2287 rVB 75705 82413 9.12% 1.310%
22 14.897 2293 2298 2301 rBV7 10200 17820 1.97% 0.283%
23 15.238 2351 2354 2356 rBv4 9838 11843 1.31% 0.188%
24 15.269 2356 2359 2363 rVVv2 39195 52334 5.79% 0.832%
25 15.336 2367 2370 2374 rVB3 20060 25255 2.79% 0.401%
26 15.433 2384 2386 2391 rBV6 6638 11545 1.28% 0.183%
27 15.555 2401 2406 2412 rVB 148177 210043 23.23% 3.338%
28 15.964 2468 2473 2478 rBV6 12456 27937 3.09% 0.444%
29 16.104 2493 2496 2500 rVB3 20404 31035 3.43% 0.493%
30 16.189 2501 2510 2514 rBVS 18586 53885 5.96% 0.856%
31 16.372 2537 2540 2546 rBVS8 6405 13689 1.51% 0.218%

32 16.457 2548 2554 2562 rVB 127152 218626 24.18% 3.475%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample : K4888-02

Misc : 6.11a/10mL/100uL/10mL/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\82X091719W_M
SW846 8260

Sum of corrected areas: 6292167
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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\VX091919\
VX012524.D

19 Sep 2019 13:37

JC/SP

K4888-02
6.11a/10mL/100uL/10mL/MSVOA_X/MEOH

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W .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\VX091919\
Data File : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample = K4888-02

Misc : 6.11a/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W_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 Phosgene Concentration Rank 4

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

1.67 12.55 ug/Il 140455 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosaene 98 CCI20 000075-44-5 50
2 Carbonic chloride fluoride 82 CCIFO 000353-49-1 33
3 Oxalvl chloride 126 C2Cl1202 000079-37-8 27
4 Trivinviphosphine oxide 128 C6H9OOP 013699-67-7 25
5 Divinyldithiophosphinic acid 150 C4H7PS2 085417-00-1 25

Abundance Scan 128 (1.667 min): VX012524.D (-104) (-) m/z 35.10 100.00%
63
5000
78
105 124 143 170 189 207 224238 256 274 292 1.40 1.60 1.80 2.00
o m/z 63.10 89.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3420: Phosgene
63
5000 35
1.40 1.60 1.80 2.00
m/z 45.10 81.02%
98
OH'WH“M”“V”“V“JV“w'HWH'WH“l““v'“P“'V“w'HWH'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
47
140 160 1.80 200
5000 - m/z 44.00 72.92%
63
ol12 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10929: Oxalyl chloride R e L
63 1.40 1.60 1.80 2.00
m/z 47.00 72.41%
5000
28
o VA 98 126
m/z--> 20 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 : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample = K4888-02

Misc : 6.11a/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W_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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.81 5.86 ug/Il 82413 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2284 (14.811 min): VX012524.D (-2279) (-) m/z 57.05 100.00%

57
43
71
5000

99113 198 14.40 14.60 14.80 15.00 15.20
127141155
0 Lk 24 2028 m/z 43.10 78.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57
43
71

5000 85 L B
14. 40 14. 60 14. 80 15. OO 15. 20
29 m/z 71.10 69.36%
015 ‘\ bl ﬂ9113127141155169 198
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e R
71 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 45 _58%
85
29
oL15 99113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane s B
57 14.40 14.60 14.80 15.00 15.20
43 m/z 41.05 44 _73%
71 85
5000
29
RECHI “ \ 113127141155169183197 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample = K4888-02

Misc : 6.11a/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W_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 4 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.56 14.93 ug/Il 210043 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2407 (15.561 min): VX012524.D (-2401) (-) m/z 57.05 100.00%

g7

43
71

5000

:

15.20 15.40 15.60 15.80

113127141155169183197 212

o m/z 43.10 73.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43
71
5000 85 R DA U U B
15.20 15.40 15.60 15.80
29 m/z 71.10 65.30%
L L S
m/z--> 2|O 4|0 6|O 8|0 1C|)0 120 14|10 160 180 200 220 240 2610 2£|30
Abundance
57
43
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 45 .54%
29
99

l%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57 15.20 15.40 15.60 15.80
71 m/z 41.05 43.00%
5000 43 85
99113127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX091919\
Data File : VX012524.D

Aca On : 19 Sep 2019 13:37

Operator : JC/SP

Sample = K4888-02

Misc : 6.11a/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W_M
SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Hexadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.46 15.54 ug/I1 218626 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2554 (16.457 min): VX012524.D (-2548) (-) m/z 57.10 100.00%
g7
43 n
5000

99 e e e
113127141 155169183 207 226 16.20 16.40 16.60

0 m/z 43.10 75.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57
71
5000 43 85 IIIIIIIIIIIIIIIIII
16.20 16.40 16.60
99 m/z 71.10 69.58%
113127141 226
0 29 \‘\ \‘\ il | | 1 | 155169183197 |
T T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 T T T T
85 16.20 16.40 16.60
5000 m/z 85.10 46.96%
140
29 % 13 168
154 183197211224 239253267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #59882: Tetradecane L i B s
357 16.20 16.40 16.60
31 m/z 41.00 43.62%
5000 85
29
9 198
‘ ‘ 113127141155169
0 |l | S I L
et e e e e e e

16.20 16. 40 16. 60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091919\
Data File : VX012524.D

Acq On : 19 Sep 2019 13:37

Operator : JC/SP

Sample - K4888-02

Misc : 6.11g/10mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091719W_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]
Phosgene 1.67 12.6 ug/I1 140455 1 5.65 559733 50.0
Tetradecane 14.81 5.9 ug/Il 82413 4 12.07 703403 50.0
Pentadecane 15.56 14.9 ug/I1 210043 4 12.07 703403 50.0
Hexadecane 16.46 15.5 ug/I1 218626 4 12.07 703403 50.0

82X091719W._.M Fri Sep 20 15:40:43 2019 Page: 8



