LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample = J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 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\82X062518W.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

1.075 76 80 89 rBV 1924669 2238497 100.00% 16.507%
1.148 89 92 97 rBvV 73202 94227 4.21% 0.695%
rBv 180846 232752 10.40% 1.716%
1.319 115 120 141 rVB 605377 1755171 78.41% 12.943%
1.581 161 163 172 rVB3 19247 33567 1.50% 0.248%
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2.617 329 333 339 rBvV3 14572 33280 1.49% 0.245%
5.507 795 807 821 rBV 167044 471451 21.06% 3.477%
rvv 250304 690178 30.83% 5.090%
6.074 888 900 915 rBV 175943 458246 20.47% 3.379%
6.867 1020 1030 1047 rBvV 353375 822250 36.73% 6.064%
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11 8.720 1327 1334 1343 rBvV 855603 1304477 58.27% 9.620%
12 10.116 1557 1563 1579 rBV 729663 1016499 45.41% 7.496%
13 11.140 1725 1731 1736 rBV 773848 957327 42.77% 7.060%
14 12.079 1880 1885 1896 rVB 931149 1173863 52.44% 8.656%

15 12.238 1906 1911 1915 rBV 49942 60478 2.70% 0.446%
16 12.652 1974 1979 1985 rVB4 13956 29184 1.30% 0.215%
17 12.725 1985 1991 1996 rBvV4 38054 70341 3.14% 0.519%
18 12.817 2003 2006 2011 rVB 34812 46347 2.07% 0.342%
19 12.878 2011 2016 2022 rVB2 43879 63773 2.85% 0.470%
20 12.957 2022 2029 2032 rBV 56738 95304 4._.26% 0.703%
21 13.304 2082 2086 2091 rBV 32045 44985 2.01% 0.332%
22 13.469 2108 2113 2119 rBV5 26719 55147 2.46% 0.407%
23 13.640 2137 2141 2146 rBV 41503 67792 3.03% 0.500%
24 13.817 2166 2170 2173 rBV5 16188 26474 1.18% 0.195%
25 13.859 2173 2177 2181 rVB 50120 69407 3.10% 0.512%
26 13.908 2181 2185 2190 rBV6 19360 44357 1.98% 0.327%
27 13.963 2190 2194 2196 rBV2 22200 26792 1.20% 0.198%
28 14.036 2203 2206 2211 rVB3 24368 30335 1.36% 0.224%
29 14.127 2218 2221 2224 rVB4 27341 32122 1.43% 0.237%

30 14.292 2241 2248 2256 rBV4 36920 116424 5.20% 0.859%

31 14.377 2256 2262 2267 rVV 147954 218446 9.76% 1.611%

32 14.432 2267 2271 2277 rVV4 50690 88396 3.95% 0.652%
33 14.481 2277 2279 2286 rVB4 15620 24539 1.10% 0.181%
34 14.573 2287 2294 2297 rBVS8 18960 43963 1.96% 0.324%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample = J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 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\82X062518W_M

Title : SW846 8260

35 14.640 2302 2305 2308 rBV2 17919 25200 1.13% 0.186%
36 14.676 2308 2311 2317 rVB5 27629 42147 1.88% 0.311%
37 14.737 2317 2321 2324 rBV3 42114 64395 2.88% 0.475%
38 14.853 2335 2340 2344 rVB 114958 172777 7.72% 1.274%
39 14.914 2346 2350 2354 rVB3 43044 61121 2.73% 0.451%
40 14.981 2354 2361 2366 rBV9 23965 59581 2.66% 0.439%
41 15.255 2400 2406 2410 rBV2 49564 83634 3.74% 0.617%
42 15.396 2425 2429 2435 rBV4 42046 76126 3.40% 0.561%
43 15.670 2471 2474 2479 rVB 18827 25920 1.16% 0.191%
44 15.737 2481 2485 2490 rVB3 21317 38775 1.73% 0.286%
45 15.810 2493 2497 2503 rBV3 27078 59265 2.65% 0.437%
46 15.895 2507 2511 2514 rVV 44698 86518 3.87% 0.638%
47 15.926 2514 2516 2523 rVB 65512 95253 4._.26% 0.702%
48 16.072 2535 2540 2553 rVB2 46082 106777 4.77% 0.787%
49 16.176 2553 2557 2567 rVB2 12119 26756 1.20% 0.197%

Sum of corrected areas: 13560636
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
VX002884.D

26 Jun 2018 02:33

JC/MD

J3705-06

5.0mL/MSVOA X/WATER

30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X062518W.M

Quant Title

TIC Library

- 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\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample : J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 unknownl.15 Concentration Rank 6

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

1.15 6.83 ug/Il 94227 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroaen chloride 36 CIH 007647-01-0 2
2 Methanol-D4 36 CD40 000811-98-3 2
3 Ammonium Chloride 53 CIH4N 012125-02-9 1
4 2-Chloroethvlamine 79 C2H6CIN 000689-98-5 1
5 Hydrogen sulfide 34 H2S 007783-06-4 1

Abundance Scan 92 (1.148 min): VX002884.D (-89) (-) m/z 36.00 100.00%
36
5000 L
rTyrTTTTTTTTr T T T T T T
0.80 1.00 1.20 1.40
e e O e e e || M/Z 38.00  0.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #46: Hydrogen chloride
36
5000 0.80 1.00 1.20 1.40
m/z 63.95 0.40%
"W'”'P'”I”‘W'”'P'”I”'W'”'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
34
080 1.00 120 140
5000 m/z 37.10 0.36%
18
12 28
m/z--> fo 25 35 4b 55 65 fo 85 95 100 1io 150
Abundance #132: Ammonium Chloride
36 0.80 1.00 1.20 1.40
17 m/z 48.00 0.23%
5000 )\/\\\_ﬁﬁ~
.28 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 0.80 1.00 1.20 1.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample : J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 3 Sulfur dioxide Concentration Rank 3

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

1.27 16.86 ug/Il 232752 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 112 (1.270 min): VX002884.D (-108) (-) m/z 63.90 100.00%
64
48
5000
. 100 120 140 160
rrrr—1—r m/z 47.95 58.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #358: Sulfur dioxide
5000
1.00 1.20 1.40 1.60
32 m/z 65.90 5.15%
‘ I |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 49.90 2.54%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- A R o
64 1.00 1.20 1.40 1.60
m/z 65.00 0.88%
5000 48
28
16
¥ . 39 , 77 93 106115 130 143 169
miz--> 20 40 60 8 100 120 140 160 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample : J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 5 Benzene, pentamethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14._.38 9.30 ug/Il 218446 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 94
2 2-tert-Butvltoluene 148 C11H16 001074-92-6 81
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 81
4 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 74
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 74
Abundance Scan 2262 (14.377 min): VX002884.D (-2256) (-) m/z 133.00 100.00%
5000 148
39 53 o 174 191 209 - 14.00 14.20 14.40 14.60
m/z 148.10 38.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22771: Benzene, pentamethyl-
133
5000 U SR S B B
148 14.00 14.20 14.40 14.60
glum m/z 91.00 15.65%
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
14.00 14.20 14.40 14.60
5000 105 m/z 117.00 12.74%
148
91
41
27 63 /7 119
mmwwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22764: 3,4—Dimethy|cumene L L LA BN L B
133 14.00 14.20 14.40 14.60
m/z 115.00 12.15%
5000
148
105
274 63775 yo |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062518\
Data File : VX002884.D

Aca On : 26 Jun 2018 02:33

Operator : JC/MD

Sample : J3705-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 6 1-(2-Methyl-allyl)-1,2,3,4-.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.85 7.36 ug/l 172777 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-Methvl-allvI)-1.2.3.4-tetra... 202 C14H180 1000192-52-9 59
2 (1-Ethvlbuta-1.3-dienvl)benzene 158 C12H14 1000210-05-6 53
3 1.4-Ethanonaphthalene. 1.2.3.4-t... 158 C12H14 004175-52-4 50
4 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 46
5 Fluorene, 1,2,3,4,4a,9a-hexahydr... 172 C13H16 001559-97-3 42
Abundance Scan 2340 (14.853 min): VX002884.D (-2335) (-) m/z 128.95 100.00%

5000

14.60 14.80 15.00 15.20

39 172 190 209 253267 282 7> 115.00 28 380

63 77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62764: 1-(2-Methyl-allyl)-1,2,3,4-tetrahydronaphthalen-2-ol
1‘2
147
5000 LA L L L L LB
14.60 14.80 15.00 15.20
o1 115 m/z 128.00 28.11%
0 w7 L e
m [ m Ll | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129
L A B
14.60 14.80 15.00 15.20
5000 m/z 158.00 27.96%
115
39 63 77 91 143158

mﬁmﬁmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29745: 1,4-Ethanonaphthalene, 1,2,3,4-tetrahydro-

14.60 14.80 15.00 15.20
m/z 130.00 24.08%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062518\
Data File : VX002884.D

Acq On : 26 Jun 2018 02:33

Operator : JC/MD

Sample - J3705-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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]
unknownl.15 1.15 6.8 ug/I 94227 1 5.67 690178 50.0
Sulfur dioxide 1.27 16.9 ug/I 232752 1 5.67 690178 50.0
Benzene, pentamet... 14_.38 9.3 ug/Il 218446 4 12.08 1173860 50.0
1-(2-Methyl-allyl._.. 14.85 7.4 ug/l 172777 4 12.08 1173860 50.0
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