LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On > 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 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 N\METHODS\82N060419W_.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 7.590 1791 1809 1820 rBV 185482 455539 12.59% 2.461%
2 7.664 1820 1832 1854 rVB 341986 809990 22.38% 4_.376%
3 8.030 1928 1946 1981 rBV3 267306 685875 18.95% 3.705%
4 8.584 2102 2118 2158 rVB 498513 1064083 29.40% 5.748%
5 10.092 2571 2587 2598 rBV 794546 1495434 41.32% 8.079%
6 10.153 2598 2606 2633 rVB 190589 374258 10.34% 2.022%
7 11.407 2982 2996 3017 rBV 781872 1354573 37.43% 7.318%
8 11.509 3018 3028 3044 rVvVv 110980 191031 5.28% 1.032%
9 11.616 3044 3061 3085 rVvB 184878 357484 9.88% 1.931%
10 11.947 3153 3164 3184 rVB 126797 228125 6.30% 1.232%
11 12.400 3292 3305 3330 rBvV 622683 1063667 29.39% 5.746%
12 12.654 3373 3384 3391 rBvV 58039 99514 2.75% 0.538%
13 12.731 3401 3408 3423 rvVB2 34465 61701 1.70% 0.333%
14 12.889 3444 3457 3474 rVB 24065 45343 1.25% 0.245%

15 13.040 3486 3504 3514 rBV 118687 194178 5.36% 1.049%

16 13.165 3530 3543 3555 rBV3 55365 88393 2.44% 0.478%
17 13.259 3555 3572 3587 rvv2 225047 439705 12.15% 2.375%
18 13.342 3587 3598 3612 rVvVv 712132 1305184 36.06% 7.051%
19 13.406 3613 3618 3639 rVB3 84023 140686 3.89% 0.760%
20 13.542 3643 3660 3688 rBV 550722 920017 25.42% 4_.970%

21 13.722 3702 3716 3732 rBV 579457 964102 26.64% 5.208%
22 13.995 3791 3801 3814 rVB 38606 63612 1.76% 0.344%
23 14.178 3848 3858 3864 rBV 77982 129171 3.57% 0.698%
24 14.223 3864 3872 3880 rVvVv 146576 256922 7.10% 1.388%
25 14.275 3880 3888 3903 rVB 144963 304857 8.42% 1.647%

26 14.474 3938 3950 3963 rBV2 39493 67067 1.85% 0.362%
27 14.593 3968 3987 3994 rVv2 71632 156399 4._.32% 0.845%
28 14.644 3994 4003 4021 rVB2 269139 454846 12.57% 2.457%
29 14.741 4021 4033 4041 rBV2 56620 93739 2.59% 0.506%
30 14.795 4041 4050 4058 rvv 102186 170120 4._.70% 0.919%

31 14.847 4058 4066 4087 rVB2 106962 200892 5.55% 1.085%
32 15.130 4141 4154 4172 rVB 2075070 3619370 100.00% 19.552%
33 15.223 4172 4183 4197 rBV 120733 226073 6.25% 1.221%
34 16.159 4461 4474 4491 rVB 118319 232403 6.42% 1.255%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On > 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 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_N\METHODS\82N060419W .M
SW846 8260

35 16.348 4520 4533 4551 rVB 93302 196764 5.44% 1.063%

Sum of corrected areas: 18511117
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN056136.D
2000000

1500000

1000000

500000

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN056136.D
2000000

1500000

1000000
10.09 11.41

500000 8.58

8.03
7/.\5/%‘ 0.15 11.62
i
o) S :

T T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN056136.D
2000000 1513

1500000

1000000

12.40 1334
' 13.5413.72

13.2 ) 14.64
11.95 ﬁ‘?\\ﬂ Mﬁg 5 ’J 522 16.16
18.41 14. : 16.35
A 1265732, 89 %1 13,99 14 4,994 i G018

A P A e AN e e
Time--> 12.00 12:50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50

500000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 1 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.54 35.24 ug/1 920017 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 87
3 Deltacvclene 118 C9H10 007785-10-6 80
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 80
Abundance Scan 3660 (13.542 min): VN056136.D (-3643) (-) m/z 117.00 100.00%
117.0
5000
390 510 630 770 %me 1340 13.20 13.40 13.60 13.80
Y UM S NS P NSt B S m/z 118.00 55.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117.0
5000 USRI SRR IR

13.20 13.40 13.60 13.80
m/z 115.00 33.47%

9L.0
150 27.0 390 510 630 770 "7 1030

O e et e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
B L e R
13.20 13.40 13.60 13.80
5000 010 m/z 91.00 14.32%
39.0
270 ‘ 510 630 ;4 103.0
o.w?ﬁqp.m,”.u.”.m.m,ﬂhw.”H“.”hh.wﬂn.“.”‘”.w.”.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8953: Deltacyclene
117.0 13.20 13.40 13.60 13.80
m/z 116.00 8.71%
5000
390 91.0
51.0 65.0 770 ‘ 103.0
e/ S S S . RO MR | S — MDY\ G & S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13. 20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.72 36.93 ug/1 964102 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 91
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 91

Abundance Scan 3716 (13.722 min): VN056136.D (-3702) (-) m/z 115.00 100.00%

11450

5000 /\

63.0 89.0 13.40 13.60 13.80 14.00
39.0 50.0 74.0 . . . .
) P MY PR PV PR 1 RS m/z 116.00 95.89%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8406: Indene
116.0
5000 ||||||/\|||||||||||||||||
13.40 13.60 13.80 14.00
89.0 m/z 89.00 11.13%
63.0 .
ol 270 330 500 I 740 .
L L I o e o B N I i e
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8412: Benzene, 1-propynyl-
115.0
13.40 13.60 13.80 14.00
5000 m/z 63.00 10.42%
o 270 390 510 630 749 890 g0 1,
L I i o e o B N BEE N E s
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8417: Benzene, 1-ethynyl-4-methyl-
1150 13.40 13.60 13.80 14.00
m/z 117.00 8.87%
5000
. sL0 60 740 0450 |
L I e B o B L o LA e
m/z--> 20 30 40 50 60 70 8 90 100 110 120 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.22 9.84 ug/l 256922 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 94
3 D-Fenchone 152 C10H160 004695-62-9 94
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 45
5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 38
Abundance Scan 3871 (14.220 min): VN056136.D (-3864) (-) m/z 81.00 100.00%
81.0
5000 69.0
41.0
152.0
53.0 109.0 14.00 14.20 14.40 14.60
o..,....,....,....'i|=~...,.'.-..,...':;....'!!...,??:9,....',....1,2]:?-.".,.1.3.3',9...,!...,. m/z 69.00 49.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25263: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81.0
5000 69.0 R S S B S
14.00 14.20 14.40 14.60
4o 152.0 m/z 41.00 21.16%
o 27.0 L. 530 |l 950 1090 1530 137.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25073: L-Fenchone
81.0
69.0 14.00 14.20 14.40 14.60
5000 m/z 152.00 14.61%
a0 152.0
150270 | 530 | || 950 1990 5301370 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25071: D-Fenchone B R
81.0 14.00 14.20 14.40 14.60
m/z 80.00 13.22%
69.0
5000
41.0
152.0
o 210 L 830 | || 9501090 1530 1370 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 Benzofuran, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.27 11.68 ug/Il 304857 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
2 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
3 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 90
4 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 90
5 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
Abundance Scan 3887 (14.271 min): VN056136.D (-3880) (-) m/z 131.00 100.00%
131.0
5000
51.0 77.0 104.0 R RN RN Eaa s
380 | 63.0 | 88.9 ” 14.00 14.20 14.40 14.60
Ol prrrrprrrrrrsiperr el et o ae e e el || M/Z 132.00  83.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14527: Benzofuran, 2-methyl-
131.0
5000

14.00 14.20 14.40 14.60
m/z 77.00 18.31%

51.0 77.0 103.0
ol 150 27.0 30.0 " 630 1" 89.0 | 114.0
B AR R B oo o e R A LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14536: 3-Phenyl-2-propyn-1-ol
131.0
103.0 14.00 14.20 14.40 14.60
5000 m/z 103.95 17.86%
77.0
51.0 115.0
27.0 39\'0 \‘\ 6?\9 Hlls 89\0 1 A "
Ot rrrrr 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
Abundance #14499: 1H-Indazole, 3-methyl- R REaEEE T LR T A
132.0 14.00 14.20 14.40 14.60

m/z 103.00 16.12%

5000

400 510 630 770 104.0

H‘Mw 90\.0 ““

1 O TN OO N | NN |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 14.00 14.20 14.40 14.60

82N060419W .M Mon Jun 10 14:51:56 2019 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 Bicyclo[4.1.0]heptane, 3,7,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

1464  17.42 ug/l 454846  1,4-Dichlorobenzene-d4  13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 018968-23-5 93
2 Cyclohexene. 4-methvyl-1-(l-methy... 138 C10H18 000500-00-5 64
3 Cvclohexane. 1-methyvl-4-(l-methy... 138 C10H18 001124-27-2 64
4 Bicvclol4.1.0Theptane. 3.7.7-tri... 138 C10H18 000554-59-6 58
5 BH-Inden-5-one, octahydro-, trans- 138 C9H140 004668-81-9 55

Abundance Scan 4002 (14.641 min): VN056136.D (-3994) (-) m/z 59.00 100.00%
54.0
81.0 950
5000
41.0 123.1 138.1
Ll | | | 109.0 14.40 14.60 14.80 15.00
o L P e ....,...'.,.'...,'.'!.'.,....i.-.'. P FESTRN FO m/z 95.00 78.88%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha....
94.0
81.0
55.0 1230 - 14.40 14.60 14.80 15.00
27.0 ‘ ' m/z 81.00 78 .55%
109.0
o..,%?:9,...'.',....|;:|...,':|!:'. ..':";...'.ll.'. .,'.'!I-.,...-.',....,-.:..,..:.',....,
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16986: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95.0
81.0
14.40 14.60 14.80 15.00
5000 m/z 67.00 46.92%
41.0 550 67.0 123.0 138.0
27.0 ‘ ‘ 109.0
0 [ L1l I | ‘ Ll | . !
..,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81.0 95.0 14.40 14.60 14.80 15.00
m/z 55.00 40.49%
67.0
5000 55.0
410 1230 1380
‘ 109.0
0..,....,....,....,l...,‘..“ Al .w...,w.w..,....‘,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 (+)-2-Bornanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.85 7.70 ug/l 200892 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 96
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 96
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 43
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 35
Abundance Scan 4067 (14.850 min): VN056136.D (-4058) (-) m/z 95.00 100.00%
94.0
5000 410 69.0
14.60 14.80 15.00 15.20
0’ m/z 81.00 64 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25105: (+)-2-Bornanone
95.0
5000 410
69.0 152.0 14.60 14.80 15.00 15.20
‘ ‘ m/z 108.00 42.71%
0 15.0 L ||I |.|. |||. 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25059: Camphor
41.0 95.0
1460 14.80 15.00 15.20
5000 69.0 m/z 41.00 39.46%
152.0
0 RRNRR SR EER SRR 1210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0 14.60 14.80 15.00 15.20
m/z 69.00 38.36%
5000 41.0 69.0
152.0
0150 123.0
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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 8 Benzo[c]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.22 8.66 ug/Il 226073 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 94
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
4 Benzolblcvclobutaldlthiophene-1.... 264 C13H1204S 034244-75-2 83
5 5-Benzylidene-3-(2,5-dimethylani... 338 C19H18N202S 302955-01-7 78
Abundance Scan 4182 (15.220 min): VN056136.D (-4172) (-) m/z 134.00 100.00%
134.0
5000
w00 630 B0 s oo | 1500 150 1640 1500
Ob e e b RO b e e 2 e eee | m/z 89.00 11.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15269: Benzo[c]thiophene
134.0
5000 At e

15.00 15.20 15.40 15.60
m/z 134.90 9.93%

63.0 89.0
01 T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15268: Benzo[b]thiophene
134.0
IIIIIIIIIIIIAIIIIIIIIIII
15.00 15.20 15.40 15.60
5000 m/z 90.00 7 .65%

67.0 890
S i - Y D ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15272: Cyclopenta[c]thiapyran T AN A R
134.0 15.00 15.20 15.40 15.60

m/z 63.00 5.86%

5000

63.0 89hO ‘
il |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO60819\
Data File : VNO056136.D

Aca On : 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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 9 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.16 8.90 ug/Il 232403 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 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 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 64
Abundance Scan 4474 (16.159 min): VN056136.D (-4461) (-) m/z 142.00 100.00%
142.0
5000
115.0
62.9 890 15,80 16.00 16.20 16.40
b bl 208928090 Ths57141 00 85.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142.0 /\
5000 LA R UL B B
115.0 15,80 16.00 16.20 16.40
m/z 115.00 28.15%
ok 50.0 /1.0 910
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
15.80 16.00 1620 1640
0,
5000 115.0 m/z 143.00 11.32%
L e I
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- R R o
141.0 15.80 16.00 16.20 16.40
m/z 139.00 10.46%
5000 115.0
30.0 630 gg0
o} e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO60819\
Data File : VNO056136.D

Acq On > 8 Jun 2019 7:52

Operator : JC/SP

Sample : K3214-01 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N060419W .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]
Indane 13.54 35.2 ug/I1 920017 4 13.34 1305180 50.0
Indene 13.72 36.9 ug/I 964102 4 13.34 1305180 50.0
Bicyclo[2.2.1]hep... 14.22 9.8 ug/Il 256922 4 13.34 1305180 50.0
Benzofuran, 2-met... 14.27 11.7 ug/I1 304857 4 13.34 1305180 50.0
Bicyclo[4.1.0]hep... 14.64 17.4 ug/I1 454846 4 13.34 1305180 50.0
(+)-2-Bornanone 14.85 7.7 ug/l 200892 4 13.34 1305180 50.0
Benzo[c]thiophene 15.22 8.7 ug/l 226073 4 13.34 1305180 50.0
Naphthalene, 1-me... 16.16 8.9 ug/Il 232403 4 13.34 1305180 50.0
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