LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002750.D

Aca On : 20 Jun 2018 19:00

Operator : JC/MD

Sample : J3597-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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\82X061518W.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 1678755 2023408 100.00% 18.081%
1.148 89 92 103 rVvv 96631 165829 8.20% 1.482%
rvv 187914 211697 10.46% 1.892%
1.313 114 119 142 rVB 418139 1264144 62.48% 11.296%
2.630 330 335 341 rBV2 11399 27891 1.38% 0.249%
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5.507 796 807 823 rBV 141728 409149 20.22% 3.656%
5.666 823 833 850 rvB 208309 589385 29.13% 5.267%
rBv 148392 393286 19.44% 3.514%
6.867 1018 1030 1046 rBvV 305844 709579 35.07% 6.341%
8.720 1327 1334 1350 rBvV 736667 1129493 55.82% 10.093%
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11 10.116 1556 1563 1565 rBV 627064 873495 43.17% 7.805%
12 10.140 1565 1567 1580 rVB 559388 692367 34.22% 6.187%
13 11.140 1725 1731 1736 rBV 645491 813039 40.18% 7.265%

14 11.774 1830 1835 1839 rBvV 26909 33513 1.66% 0.299%
15 11.927 1853 1860 1863 rBV 33394 52223 2.58% 0.467%
16 12.079 1880 1885 1897 rVB 751289 1034135 51.11% 9.241%
17 12.719 1986 1990 1995 rBvV2 20056 32132 1.59% 0.287%
18 12.817 2003 2006 2011 rVB 35066 45653 2.26% 0.408%
19 12.878 2011 2016 2021 rvB2 22877 33218 1.64% 0.297%
20 12.957 2024 2029 2033 rBV 39643 59794 2.96% 0.534%
21 13.311 2082 2087 2092 rBV 18799 27655 1.37% 0.247%
22 13.640 2137 2141 2146 rBV 23828 35779 1.77% 0.320%
23 14.036 2202 2206 2211 rVB2 14274 22761 1.12% 0.203%
24 14.384 2256 2263 2267 rBV 103269 139627 6.90% 1.248%
25 14.432 2267 2271 2278 rVB5 25110 48421 2.39% 0.433%
26 14.737 2316 2321 2324 rBvV4 23314 36273 1.79% 0.324%
27 14.853 2335 2340 2344 rVB2 54307 84019 4.15% 0.751%
28 15.243 2400 2404 2410 rVB6 15013 29073 1.44% 0.260%
29 15.676 2469 2475 2481 rVB 49179 76940 3.80% 0.688%
30 15.816 2492 2498 2504 rBV2 12829 28366 1.40% 0.253%
31 15.932 2513 2517 2523 rVB 42404 68493 3.39% 0.612%
Sum of corrected areas: 11190837
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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\VX062018\
VX002750.D

20 Jun 2018 19:00

JC/MD

J3597-03

5.0mL/MSVOA X/WATER

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W .M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX002750.D
1|07
1500000
1000000
500000 1.31
1. 5.67
5.51 6.07
.15
2.63 N
O B B e e e e L B e e e e e e LI A m s s e —— — T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VX002750.D
1500000
1000000
8.72
10.12 11.14
10.14
500000
6.87
O———— ..JL>,. ——— T — T — T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX002750.D
1500000
1000000
12.08
500000
14.38 85 15
L 1L 12120896 1331 1364 1404 Ja43 143K 15.24 55 45,93
Lt P L B e e e L B e e e e e e e e L B B B e e e B S e S Sy S e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
82X061518W.M Thu Jun 21 19:17:17 2018 Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002750.D

Aca On : 20 Jun 2018 19:00

Operator : JC/MD

Sample : J3597-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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.15 Concentration Rank 4

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

1.15 14.07 ug/I1 165829 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): VX002750.D (-89) (-) m/z 36.00 100.00%
36
5000 A\,~_-_____“
TTTTrTTTT T T T T T T T T T
0.80 1.00 1.20 1.40
S R BN BN | N} — m/z 38.00  0.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #46: Hydrogen chloride
36
5000 0.80 1.00 1.20 1.40
m/z 63.90 0.45%
LN PN UL UL SR SURLELELNN FURLELEL SRR AL FURLL W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
34
080 100 120 1.40
5000 m/z 47.90 0.30%
18
12 28
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #132: Ammonium Chloride e e
36 0.80 1.00 1.20 1.40
17 m/z 37.05 0.18%
5000
‘ 28 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 0.80 1.00 1.20 1.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002750.D

Aca On : 20 Jun 2018 19:00

Operator : JC/MD

Sample : J3597-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Sulfur dioxide Concentration Rank 3

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

1.27 17.96 ug/Il 211697 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): VX002750.D (-108) (-) m/z 63.90 100.00%
64
48
5000
100 120 140 160
Tt m/z 48.00 56.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #358: Sulfur dioxide
5000 HRRS U A IR R
1.00 1.20 1.40 1.60
32 m/z 65.90 4 .84%
‘ I |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 49.90 2.63%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- T
64 1.00 1.20 1.40 1.60
m/z 65.00 0.90%
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\VX062018\
Data File : VX002750.D

Aca On : 20 Jun 2018 19:00

Operator : JC/MD

Sample : J3597-03

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Benzene, pentamethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14._.38 6.75 ug/l 139627 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 95
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 87
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 83
4 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 80
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 80
Abundance Scan 2262 (14.377 min): VX002750.D (-2256) (-) m/z 133.00 100.00%
133
5000 148
3953 77 3 s 207 - 14.00 14.20 14.40 14.60
1ra m/z 148.10 45.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22772: Benzene, pentamethyl-
133
148
5000 LI SN BRI

14.00 14.20 14.40 14.60
m/z 90.95 17.66%

27 4l 55 77 %1 urz |
AN |l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
e e
14.00 14.20 14.40 14.60
5000 m/z 115.05 13.39%
148
91105
21 41 63 77 119
mﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene B RL R a S Ee L
133 14.00 14.20 14.40 14.60
m/z 134.10 12 .46%
5000
° 105 148
41 ! |
S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062018\
Data File : VX002750.D

Acq On : 20 Jun 2018 19:00

Operator : JC/MD

Sample - J3597-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.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 14.1 ug/I1 165829 1 5.67 589385 50.0
Sulfur dioxide 1.27 18.0 ug/Il 211697 1 5.67 589385 50.0
Benzene, pentamet... 14_.38 6.8 ug/Il 139627 4 12.09 1034140 50.0
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