LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWPE-2/8-GW
ALS Vial : 15 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 1.075 76 80 90 rBv 600523 826503 37.97% 5.282%
2 1.319 108 120 142 rBvV 436223 2176982 100.00% 13.913%
3 5.507 795 807 820 rBV2 169964 486992 22.37% 3.112%
4 5.666 822 833 848 rVB 257130 722628 33.19% 4.618%
5 6.074 887 900 905 rBV 181083 465815 21.40% 2.977%
6 6.147 905 912 932 rVB 809794 2097213 96.34% 13.403%
7 6.489 956 968 976 rVB2 9106 24220 1.11% 0.155%
8 6.867 1019 1030 1047 rBV 362998 864667 39.72% 5.526%
9 8.720 1327 1334 1341 rBV 878165 1353766 62.19% 8.652%
10 8.787 1341 1345 1355 rVB 26184 44718 2.05% 0.286%

11 10.116 1556 1563 1576 rBV 766184 1018786 46.80% 6.511%
12 10.256 1580 1586 1593 rVV 256634 334517 15.37% 2.138%

13 10.360 1595 1603 1611 rVB2 25078 44416 2.04% 0.284%
14 10.701 1655 1659 1666 rVB 34069 45519 2.09% 0.291%
15 11.018 1705 1711 1722 rBV 49137 68001 3.12% 0.435%
16 11.140 1725 1731 1739 rBV 798133 982480 45.13% 6.279%
17 11.671 1814 1818 1826 rBV 19177 26345 1.21% 0.168%
18 11.811 1836 1841 1848 rVB 41780 52092 2.39% 0.333%

19 12.079 1879 1885 1892 rVVv 913919 1161547 53.36% 7.423%
20 12.305 1914 1922 1929 rBV 570524 743014 34.13% 4.748%

21 12.756 1992 1996 2004 rVB 31100 42089 1.93% 0.269%
22 12.945 2022 2027 2031 rBV 158773 193494 8.89% 1.237%
23 13.024 2035 2040 2050 rVB 208215 378267 17.38% 2.417%
24 13.353 2084 2094 2098 rBV2 18038 30684 1.41% 0.196%
25 13.841 2165 2174 2180 rBV 733866 969707 44 .54% 6.197%

26 13.932 2180 2189 2195 rVV 111025 168328 7.73% 1.076%

27 14.664 2300 2309 2313 rBV 15105 23591 1.08% 0.151%

28 14.841 2333 2338 2347 rVB 165498 228086 10.48% 1.458%

29 15.694 2466 2478 2482 rBV2 13865 26435 1.21% 0.169%

30 16.426 2591 2598 2607 rBV 22939 46553 2.14% 0.298%
Sum of corrected areas: 15647455
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On : 28 Jun 2018 17:54

Operator : JC/MD

Sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNS 275 CWY
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWEE 278 G
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Sulfur dioxide Concentration Rank 1

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

1.32 150.63 ug/1 2176980 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 120 (1.319 min): VX002991.D (-108) (-) m/z 63.85 100.00%
64
48
5000
s o 100 120 140 1.60
L S — m/z 47.95 56.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #358: Sulfur dioxide
5000 IBENARBE SR AR SRR
1.00 1.20 1.40 1.60
2 m/z 65.90 4 .92%
‘ I |
miz--> 20 40 60 8 100 120 140 160
Abundance
64
ISR NARSE SR R SRR
1.00 1.20 1.40 1.60
5000 48 m/z 50.00 2.80%
17
32 76 96
miz--> 20 40 60 8 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- R RN RAREE T
64 1.00 1.20 1.40 1.60
m/z 65.00 1.07%
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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062818\
VX002991.D

28 Jun 2018 17:54

JC/MD

J3711-02 10X

5.0mL/MSVOA X/WATER

15 Sample Multiplier: 1

QONWP8-27S-GW

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
SW846 8260

= 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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.30 31.98 ug/1 743014 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 83
3 Deltacvclene 118 C9H10 007785-10-6 72
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 1921 (12.299 min): VX002991.D (-1914) (-) m/z 117.00 100.00%

117
5000
39 g5 63 ol 12,00 12.20 12.40 12.60
77 103 : : :

el T eal 198l s s 7987007 54 64%

m/z--> 10 20

30 40 50 60 70 80 90 100 110 120 130 140

m/z--> 10 20

Abundance #8951: Indane
117
5000 LA L L L LB L L LB B
12.00 12.20 12.40 12.60
o1 m/z 115.00 37.61%
15 27 3 51 8 77 ] 103339
B LA RN R o o e e S RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
S B
12.00 12.20 12.40 12.60
5000 a m/z 91.00 15.42%
27 39 51 g 65 78 103110

30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8953: Deltacyclene AN BREEE RS
117 12.00 12.20 12.40 12.60
m/z 116.00 11.61%
5000
39 91
5‘1 58 6‘5 77 103
Al e |l 1 L L
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWEE 278 G
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 3-Phenyl-2-propyn-1-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.94 8.33 ug/Il 193494 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
2 Benzofuran., 2-methvl- 132 C9H80 004265-25-2 91
3 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 91
4 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 91
5 1H-1Indenol 132 C9H80 056631-57-3 91

Abundance Scan 2026 (12.939 min): VX002991.D (-2022) (-) m/z 131.00 100.00%

131
5000

51 77 103

12.60 12.80 13.00 13.20

3
e R et | m/z 132.00 0 86.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14535: 3-Phenyl-2-propyn-1-ol
131
i 103
5000 B R e e R
51 12.60 12.80 13.00 13.20

m/z 50.95 26 .88%

29 116
LVW‘PW‘PWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131

12.60 12.80 13.00 13.20

5000 m/z 77.00 23.22%
51
7
27 103

memﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14526: Cinnamaldehyde, (E)-

131 12.60 12.80 13.00 13.20

m/z 103.00 22 .40%

103
5000
77
51
27 116

1 T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWEE 278 G
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Benzofuran, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.02 16.28 ug/Il 378267 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 94
2 Benzofuran., 7-methvl- 132 C9H80 017059-52-8 94
3 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 91
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 87

Abundance Scan 2039 (13.018 min): VX002991.D (-2035) (-) m/z 131.00 100.00%

104 LU L L L
12. 80 13. OO 13. 20 13 40

131
5000
51 7
I||.

J nJI 89 97 J| 119

.w.“w.“w.nﬂpn.“.”,.“..“..”,“”,“.WH.W.HWJ”.“ m/z 132.00 87.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14527: Benzofuran, 2-methyl-
131

5000 e o LA e
12. 80 13. OO 13. 20 13 40

m/z 51.00 23.95%

51 77 103
B LA B B o o o e R Raaaan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

12.80 13.00 13.20 13.40

5000 m/z 76.95 23.66%
51 77
27 39 63 103
89 117

mmmmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14528: 2-Propenal, 3-phenyl-

131 12.80 13.00 13.20 13.40

m/z 103.95 19.77%

103
5000 77
51
39 ‘ 63 ‘
18 27 L If i 1] 91 |, 115 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.80 13. OO 13. 20 13 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\
Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWEE 278 G
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 Benzo[b]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.25 ug/l 168328 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 94
2 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
3 Benzolclthiophene 134 C8H6S 000270-82-6 91
4 I11Benzothienol2".3":3.41cvclobu... 246 C13H1003S 034002-19-2 64
5 2H-Benzimidazol-2-one, 1,3-dihydro- 134 C7H6N20 000615-16-7 38
Abundance Scan 2189 (13.932 min): VX002991.D (-2180) (-) m/z 133.95 100.00%
134
5000
45 63 89 108 13.60 13.80 14.00 14.20
SR TS P S ' . EE—1 . R —: 1 m/z 88.95 10.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15268: Benzo[b]thiophene
134
5000
13.60 13.80 14.00 14.20
m/z 135.00 9.17%
27 45 67 7 108
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
134
13.60 13.80 14.00 14.20
5000 m/z 90.10 7.46%
45 63 89 108
Wﬁmﬁwﬁmﬁm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15269: Benzo[c]thiophene P parrre e
134 13.60 13.80 14.00 14.20

m/z 62.95 6.27%

5000

89
45 63 H 108

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062818\

Data File : VX002991.D

Aca On - 28 Jun 2018 17:54

Operator : JC/MD

sample - J3711-02 10X

Misc - 5.0mL/MSVOA X/WATER QNWEE 278 G
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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 7 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.84 9.82 ug/l 228086 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 59
Abundance Scan 2338 (14.841 min): VX002991.D (-2333) (-) m/z 142.00 100.00%
142
5000
115
9 63 g9 14.60 14.80 15.00 15.20
e bt e RO AL 207 267283 1 Tz 141.00  88.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LR SUMURE SRS UL AR
115 14.60 14.80 15.00 15.20

m/z 114.95 33.74%

37 51 71 89
SR 1A U i WU | N —

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

Abundance
142
e e
14.60 14.80 15.00 15.20
5000 m/z 139.00 11.03%
115
39 63 89
Twmmrmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- A B R R
141 14.60 14.80 15.00 15.20
m/z 143.00 11.01%
5000 115
39 63 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. OO 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX062818\

Data File : VX002991.D

Acg On - 28 Jun 2018 17:54

Operator : JC/MD

Sample - J3711-02 10X

Misc - 5.0mL/MSVOA_X/WATER QEWES 278 Cl/
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_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]
Sulfur dioxide 1.32 150.6 ug/l1 2176980 1 5.67 722628 50.0
Indane 12.30 32.0 ug/I1 743014 4 12.09 1161550 50.0
3-Phenyl-2-propyn... 12.94 8.3 ug/Il 193494 4 12.09 1161550 50.0
Benzofuran, 2-met... 13.02 16.3 ug/Il 378267 4 12.09 1161550 50.0
Benzo[b]thiophene 13.93 7.3 ug/l 168328 4 12.09 1161550 50.0
Naphthalene, 1-me... 14.84 9.8 ug/Il 228086 4 12.09 1161550 50.0
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