LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 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\82X032018W.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 94 rBvV 526994 600319 90.15% 10.831%
2 1.252 106 109 110 rBvV 9847 9088 1.36% 0.164%
3 1.276 110 113 120 rvVvB 14837 20526 3.08% 0.370%
4 1.410 129 135 138 rBvV 27649 32052 4.81% 0.578%
5 1.447 138 141 146 rVvVv 12312 14999 2.25% 0.271%
6 1.697 176 182 186 rBvV 32582 45458 6.83% 0.820%
7 1.965 222 226 231 rVB3 10927 14600 2.19% 0.263%
8 2.197 257 264 271 rVB 40455 68964 10.36% 1.244%
9 2.379 287 294 303 rBV 362264 573198 86.07% 10.341%
10 2.623 327 334 340 rBV 18926 34483 5.18% 0.622%

11 3.708 502 512 524 rVB2 64042 159084 23.89% 2.870%
12 4.611 649 660 674 rVvB2 31570 86672 13.01% 1.564%
13 5.513 795 808 821 rBV 77166 213924 32.12% 3.859%
14 5.672 824 834 847 rBv2 109059 303123 45.52% 5.469%
15 6.080 891 901 911 rBV2 81909 218732 32.85% 3.946%

16 6.208 917 922 930 rVB5 4138 10670 1.60% 0.193%
17 6.403 944 954 965 rBv4 18462 50350 7.56% 0.908%
18 6.873 1021 1031 1042 rBvV 191744 447523 67.20% 8.074%
19 7.220 1081 1088 1091 rBv4 4042 8491 1.28% 0.153%
20 7.269 1091 1096 1105 rvB2 12507 24947 3.75% 0.450%
21 7.769 1169 1178 1190 rVB2 16866 33893 5.09% 0.611%
22 8.049 1218 1224 1232 rBV2 35977 65079 9.77% 1.174%
23 8.726 1328 1335 1345 rBvV 401739 646495 97.08% 11.664%
24 9.799 1505 1511 1520 rBV 44192 59574 8.95% 1.075%
25 10.043 1546 1551 1558 rBV 6182 7581 1.14% 0.137%

26 10.122 1558 1564 1574 rBV 448244 600268 90.14% 10.830%
27 11.146 1726 1732 1746 rBV 389558 499428 75.00% 9.010%
28 12.085 1881 1886 1894 rBV 539011 665948 100.00% 12.015%

29 12.311 1920 1923 1928 rVB3 7693 9857 1.48% 0.178%
30 13.359 2090 2095 2101 rVvB2 14447 17485 2.63% 0.315%
Sum of corrected areas: 5542811
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

= W:\HPCHEM1\MSVOA_X\METHOD\82X032018W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX000548.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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.70 Concentration Rank 3

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

1.70 7.50 ug/l 45458 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurvl chloride fluoride 118 CIF02S 013637-84-8 27
2 1.4-Pentadiene. 3-methvl- 82 C6H10 001115-08-8 9
3 Oxalic acid. cvclohexvl decvl ester 312 C18H3204 1000309-31-2 9
4 Fluorodichloromethane 102 CHCI2F 000075-43-4 9
5 Ethane, 2-chloro-1,1,1,2-tetrafl... 136 C2HCIF4 002837-89-0 9

Abundance Scan 183 (1.703 min): VX000548.D (-176) (-) m/z 67.00 100.00%
67
83
5000 51
118 .
99 RS U R U
a7 | | ‘ | 1.40 1.60 1.80 2.00
et B Tm/z 83.00 63.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8995: Sulfuryl chloride fluoride
83
118 N /
5000 USSR R R U
1.40 1.60 1.80 2.00
3 48 67 m/z 51.00 36.48%
16 | o®
miz--> 20 40 60 80 100 120 140 160 180
Abundance
67
1.40 1.60 1.80 2.00
5000 m/z 69.00 32.71%
41
27 53 81
mz-> 20 40 60 80 100 120 140 160 180
Abundance #154561: Oxalic acid, cyclohexyl decyl ester R R R Rmmma
83 1.40 1.60 1.80 2.00

m/z 118.00 25.16%

5000 55

il
m/z--> 20 60 80 100 120 140 160 180 140 1.60 1.80 2.00

41
29 WJ 6 L, 97 111 129 185
40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 2

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

2.20 11.38 ug/Il 68964 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 91
2 1.3-Pentadiene. 2-methvl-. (E)- 82 C6H10 000926-54-5 10
3 1.4-Hexadiene 82 C6H10 000592-45-0 10
4 4-Methyl-1.3-pentadiene 82 C6H10 000926-56-7 10
5 Methyl 2-butynoate 98 C5H602 023326-27-4 9

Abundance Scan 265 (2.203 min): VX000548.D (-257) (-) m/z 67.00 100.00%
67 117
5000 85
51 o o ol SR
08 154 1.80 2.00 220 2.40 2.60
el 2 bl | Tm/z 117.00  92.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000 IRESE NS SRR R
21 85 180 2.00 2.20 2.40 2.60
m/z 85.00 46 .16%
19 3‘\ 59 || 76 | 98 133 152
m/z--> 15 ﬁo §o Jo 50 éo 70 80 do 160 110 150 150 150 1%0 1éo
Abundance
67
o 180 2.00 220 2.40 2.60
5000 a0 m/z 69.00 40.60%
27 54

mmmﬂwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #1194: 1,4-Hexadiene A REEEE TR L
67 1.80 2.00 2.20 2.40 2.60
m/z 119.00 24.14%
39
5000 82
27
54
O | T N S S A —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 180 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 Isopropyl Alcohol Concentration Rank 5

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

2.62 5.69 ug/Il 34483 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 72
2 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 9
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 333 (2.617 min): VX000548.D (-327) (-) m/z 45.10 100.00%
45
5000
a1 59 220 240 260 2.80 3.00
38 ,[,1,48 64 69 79
P“W“W““W“P“WMW“ﬁv“'“wMW“JPNP“WMW““W“P“W“W“' m/z  42.95 21.90%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #297: Isopropy! Alcohol
45
5000
220 2.40 2.60 2.80 3.00
m/z 41.05 9.34%
1519 7731 ggfl | gy 50
LARRRN SERRN AN ARRRA KRN ALARA RARE) SRRAN AALES SRS KRRAA RRRAA RELANALEEE KAAS SRASN RARRA RRAAN LA
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
220 2.40 2.60 2.80 3.00
5000 sg m/z 38.95 7.40%
29
15 32 39 53 88
LAY LA RARRN AR LARSS RANRN ALY RN RALLS RN LAY RAALS RAAAN ALY LAAANRRALA ALL) RARM LAAN
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #275: Hydrazine, ethyl- I RREEE TS S
45 220 2.40 260 2.80 3.00
m/z 59.10 6.12%
5000 60
31
27
PmP”WmW“WJHH“'?%”'WW“”WJPWP“WMW”W””W“PMP“ AR SR SRR L
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 5 Amylene hydrate Concentration Rank 6

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

6.40 5.63 ug/Il 50350 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 78
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 42
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 42
4 3-Hexanol 102 C6H140 000623-37-0 38
5 Propanedioic acid, oxo-, dimethy... 146 C5H605 003298-40-6 28

Abundance Scan 953 (6.397 min): VX000548.D (-944) (-) m/z 59.10 100.00%
59
73
5000 43
||| 53 | o 6.00 620 6.40 6.60 6.80
”.,”.w..”,”..“.u;.”.“huq.”.,”.w..”,”..“.”, m/z 73.10 70.81%
m/z--> 0 10 20 30 50 60 70 80 90 100
Abundance #2100. Amylene hydrate
59
5000 73 RIS MRS SR A
31 43 600 6.20 640 6.60 6.80
m/z 55.10 64 .58%
25‘ 37\‘ 53 67,
miz--> A T A A
Abundance
59
6.00 620 6.40 6.60 6.80
5000 3 m/z 43.10 48.56%
y 4
15 53 67 79 85 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #799: Silane, trimethyl-
59 6.00 6.20 6.40 6.60 6.80
m/z 39.00 26.66%
5000 73
43
29
15
"'I%"'I""I""I"§?I""Ié?"l'§§'I""I""I""I""I NSRBI A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX032918\
Data File : VX000548.D

Aca On : 30 Mar 2018 07:17

Operator : JC/MD

Sample : J2127-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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 6 1,3-Dichloro-2-methyl-propene Concentration Rank 4

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

8.05 7.27 ug/l 65079 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dichloro-2-methvl-propene 124 C4H6CI2 1000194-02-2 90
2 1.3-Dichloro-2-butene 124 C4H6CI2 000926-57-8 72
3 1.3-Butadiene. 2-chloro- 88 C4H5CI 000126-99-8 64
4 1-Chloro-2-methvlenecvclopropane 88 C4H5CI 070302-78-2 53
5 2-Bromo-1-(chloromethyl)cyclopro... 168 C4H6BrCI 1000222-15-8 50

Abundance Scan 1224 (8.049 min): VX000548.D (-1218) (-) m/z 53.10 100.00%
53
89
5000
124
N "7k Gho 820 640
e el U Tm/z 89.00  71.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10287: 1,3-Dichloro-2-methyl-propene
53
89
5000 RN RS LR U
124 7.80 8.00 8.20 8.40
39 m/z 124.00 32.01%
2‘7 al “‘\\ ?3 7\3\ 81 il 199 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
53 89
780 8.00 8.20 8.40
5000 m/z 51.10 29.43%
27
124
15 % 61 73 109
wmwmrwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2002: 1,3-Butadiene, 2-chloro- LA L L L L L L BB
53 7.80 8.00 8.20 8.40
m/z 126.00 24 _A7%
5000 27 88
37
"'|}ﬂ'|'”"w'””lﬁﬁ*h'l"ﬁ%"|??"w"“l'“'l"'w""l“"l"“ RN LRSS LR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX032918\
Data File : VX000548.D

Acq On : 30 Mar 2018 07:17

Operator : JC/MD

Sample - J2127-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_X\METHOD\82X032018W_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]
unknownl1.70 1.70 7.5 ug/l 45458 1 5.67 303123 50.0
Ethane, 1,2-dichl... 2.20 11.4 ug/I1 68964 1 5.67 303123 50.0
Isopropyl Alcohol 2.62 5.7 ug/Il 34483 1 5.67 303123 50.0
Amylene hydrate 6.40 5.6 ug/Il 50350 2 6.87 447523 50.0
1,3-Dichloro-2-me... 8.05 7.3 ug/l 65079 2 6.87 447523 50.0
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