LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 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\82X071619W.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 1.794 99 105 117 rVB 1021731 1480377 1.82% 0.702%
2 2.001 134 139 153 rVvB 1724108 2419770 2.98% 1.148%
3 2.934 288 292 313 rVB 945913 1903012 2.35% 0.903%
4 3.172 320 331 345 rBV 388832 902999 1.11% 0.428%
5 3.525 380 389 402 rBV 471134 1068158 1.32% 0.507%
6 4.409 522 534 548 rVB 1902802 5611109 6.91% 2.662%
7 5.586 716 727 736 rBVY 2741466 8230503 10.14% 3.905%
8 6.860 926 936 945 rBV 341731 813512 1.00% 0.386%
9 7.464 1019 1035 1048 rBV 2400947 5381583 6.63% 2.554%
10 8.713 1235 1240 1246 rVB 752079 1168978 1.44% 0.555%

11 8.787 1246 1252 1257 rBV 2586390 3993726 4.92% 1.895%
12 10.110 1464 1469 1475 rBV 727216 994240 1.23% 0.472%
13 10.256 1486 1493 1499 rBV 18424808 25566504 31.51% 12.131%
14 10.378 1502 1513 1518 rBV2 45440401 81150198 100.00% 38.506%
15 10.701 1560 1566 1577 rVB 10222025 13193414 16.26% 6.260%

16 11.018 1613 1618 1627 rVB 2016892 2503593 3.09% 1.188%
17 11.134 1630 1637 1642 rBV 720216 930091 1.15% 0.441%
18 11.359 1669 1674 1679 rBV 1857413 2275906 2.80% 1.080%
19 11.433 1679 1686 1694 rVV 6727818 11742140 14.47% 5.572%
20 11.506 1694 1698 1704 rVB 3908960 4681332 5.77% 2.221%

21 11.664 1716 1724 1734 rBV 3938429 5041681 6.21% 2.392%
22 11.810 1742 1748 1753 rVB 10554392 13324005 16.42% 6.322%
23 12.073 1786 1791 1797 rVB2 952752 1387577 1.71% 0.658%
24 12.140 1797 1802 1807 rBV 5024722 6036020 7.44% 2.864%
25 12.298 1821 1828 1835 rBV2 1357279 2136441 2.63% 1.014%

26 12.371 1835 1840 1849 rVB2 565243 854271 1.05% 0.405%
27 13.341 1995 1999 2005 rVB2 804700 1094179 1.35% 0.519%

28 13.835 2072 2080 2087 rVB 2971516 3841866 4.73% 1.823%
29 14.694 2216 2221 2231 rVB 815175 1018715 1.26% 0.483%

Sum of corrected areas: 210745900
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On : 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc - 5.0mL/MSVOA X/WATER

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X071619W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX010917.D
4e+07
3e+07
2e+07
1e+07
5.59
1,79 2,00 293 317 353 441
O‘ I I L T T I T
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX010917.D
10,38
4e+07
3e+07
2e+07 10.26
1e+07 10.70
11.43
746 ng79 10.11 1197 1311 i
6.86 . . .
b AN SN G o Sl PR
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX010917.D
4e+07
3e+07
2e+07
1e+07
13.83
12,3037 13.34 A 14.69
O T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 1 Butane, 2-methyl- Concentration Rank 10

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

1.79 8.99 ug/Il 1480380 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 28
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 10
5 1-Butene 56 C4HS8 000106-98-9 10

Abundance Scan 104 (1.788 min): VX010917.D (-99) (-) m/z 43.00 100.00%
43.0
5000
72.1 1.40 1.60 1.80 2.00 2.20
0 oL 1092 A 203 Tm/z 41.00 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00 2.20
27.0 m/z 42.00 86.08%
| 72.0
Ot st e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #654: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.05 70.84%
26"\ ‘\ ‘\ l 72\'0
G L L U U S S B SR WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane e e e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 38.95 34.24%
5000
27.0 220
0"”I'U”hl'Ah"”l"”l"”l"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 Pentane Concentration Rank 8

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

2.00 14.70 ug/Il 2419770 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 53
3 Oxirane. ethvl- 72 C4H80 000106-88-7 50
4 Diaziridine.3.3-dimethyvl- 72 C3H8N2 004901-76-2 35
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9

Abundance Scan 139 (2.001 min): VX010917.D (-134) (-) m/z 43.00 100.00%
43.0
5000
72.0 160 1.80 2.00 2.20 2.40
Obrrrrrtbd b 900 1149 2878 w5700 57.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #706: Pentane
43.0
5000 INEDESRESE NARRE SEREE

160 1.80 2.00 2.20 2.40
m/z 41.00 54 _.70%

72.0
soll I,
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #714: Butane, 2-methyl-
43.0
T
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.00 20.67%
150 ‘ “ N
e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #672: Oxirane, ethyl- e e
41.0 1.60 1.80 2.00 2.20 2.40
m/z 57.05 16.27%
5000
71.0
150‘ ‘
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 Cyclopentane Concentration Rank 9

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

2.93 11.56 ug/Il 1903010 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 78
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 64
3 1-Pentene 70 C5H10 000109-67-1 56
4 Cvclobutanone 70 C4H60 001191-95-3 7
5 Ethoxyacetylene 70 C4H60 000927-80-0 4

Abundance Scan 291 (2.928 min): VX010917.D (-288) (-) m/z 42.00 100.00%
43.0
5000 550 70.1 J\
AR mam
260 280 3.00 3.20
36. ‘ 49.0 62.0 85.4
OI“”P”W“W””P”W”W“kL'W”W”hP“W”WJ“P”W”“W“P“W”“I m/z 55.05 49.33%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #555: Cyclopentane
43.0
5000 AR RN RN LR
55.0 70.0 260 280 3.00 3.20
m/z 70.10 41 _.85%
0 15.0 279 || , 49.0 63.0
LARREE REARN RARSA RN AARSA RRLAA RAREA RLARS NARRA RRARE NAARA RRARA RARAL RAREE RARRA RUARN RARMA SARRE
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
42.0
260 280 300 320
5000 m/z 41.00 29.41%
55.0
27.0 70.0
0 15'0 [ \“ l 49.0 : 62.0 ‘
LARRE KSR AARSA RN RARSA RRLAN RARRA RLLRS RARRE RRARE RAARA RRARA RARAL RAREE RARRA RUARN RARMA SARRE
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene
42.0 2.60 2.80 3.00 3.20
0
550 m/z 39.00 26 .08%
5000 70.0
29.0
OI“'W”}EP'W”'W“'W'”W'”""'?99”'P'“?EPP'“P'“I”“I”“I”'W”'W USSR RS ""I"'W
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 4 Cyclopentane, methyl- Concentration Rank 7

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

4.41 34.09 ug/1 5611110 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Cvclohexane 84 C6H12 000110-82-7 56
5 Cyclobutane 56 C4HS8 000287-23-0 53

Abundance Scan 534 (4.409 min): VX010917.D (-522) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1 /\
1l | 84.0 n 400 420 440 4.60 4.80
e v e S SN2 SR S Y 2K I o[ B =T I £
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0 L A UL R R
4.00 4.20 4.40 4.60 4.80
28.0 m/z 69.10 45.67%
M
0 15.0 |||| U i A
AR R I I SO IR UL SO IR UL SN S B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0
21.0 ISR SRR SRR
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.94%
42.0
84.0
O e b e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1471: Cyclobutane, ethyl- A A AREEEE
56.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 23.17%
41.0
5000
27.0
69.0
0 1.0 15\'0 \‘H ‘\ | i 840
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 | | 400 420 440 460 4.80
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Library Search Compound Report

Data Path :

Data File : VX010917.D

Aca On : 16 Jul 2019 19:25
Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER
ALS Vial : 20 Sample Multiplier:

Quant Method

Quant Title : SW846 8260

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\

1

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_M

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,

1-ethyl-2-methyl-

Relative to ISTD

Concentration Rank 1

R.T. EstConc Area
11.43 423.12 ug/Il 11742100
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

12.08

1 Benzene.
2 Benzene.
3 Benzene.
4 Benzene.

1-ethvl-2-methvl-
1-ethvl-3-methvl-
1-ethvl-4-methvl-
1.2.4-trimethvl-

5 Mesitylene

000611-14-3 95
000620-14-4 95
000622-96-8 91
000095-63-6 91
000108-67-8 91

Abundance

5000

0

Scan 1686 (11.433 min): VX010917.D (-1679) (-)
10b.1

.0 910
39.0 51.0 65.0 7.0

120.1

144.2

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9422: Benzene, 1-ethyl-2-methyl-
105.0

15.0 27.0 39.0 51.0 %on 91.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9423: Benzene, 1-ethyl-3-me

105.0

390 77.0 910
15.0 270 ‘ 51.0 650 |

thyl-

120.0

m/z-->

10 20 30 40 S50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9429: Benzene, 1-ethyl-4-me

105.0

39.0 51.0 65.0 1.0 910
15.0 270 1l A ‘\

thyl-

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 105.05 100.00%

11.20 11.40 11.60 11.80

m/z 120.05 31.95%

11.20 11.40 11.60 11.80

m/z 91.00 12.82%

11.20 11.40 11.60 11.80

m/z 76.95 11.93%

11.20 11.40 11.60 11.80

m/z 106.10 9.16%

11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path :

Data File : VX010917.D

Aca On : 16 Jul 2019 19:25
Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER
ALS Vial : 20 Sample Multiplier

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\

S

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11
TIC Integration Parameters: LSCINT.P

-L

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

R.T.

7 Benzene, 1,2,3-tri

EstConc

methyl-

Relative to ISTD

Concentration Rank 2

12.14

Hit# of 5

217.50 ug/1 6036020

Tentative ID

1,4-Dichlorobenzene-d4

12.08

1 Benzene. 1.2.3-trimethvl-
2 Mesitvlene

3 Benzene. 1.2.4-trimethvl-
4 Benzene. l-ethvl-3-methvl-
5 Benzene, l-ethyl-4-methyl-

000526-73-8 95
000108-67-8 91
000095-63-6 91
000620-14-4 91
000622-96-8 90

Abundance

5000

0

Scan 1802 (12.140 min): VX010917.D (-1797) (-)
105.1

39.0 51.0 650 /(-0 910

120.1

151.7

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9418: Benzene, 1,2,3-trimethyl-

10

39.0 51.0 77.0 91.0
15,0 27.0 39 65.0

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9399: Mesitylene
10

39.0 77.0 91.0
15.0 27.0 = 51\'0 650 ) \

5.0
120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

Abundance

5000

#9419: Benzene, 1,2,4-trim
10

150 270 %0510 o 770 910

ethyl-
5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 105.10 100.00%

11.80 12.00 12.20 12.40

m/z 120.10 42 _.29%

T
11.80 12.00 12.20 12.40

m/z 76.95 12.20%
NN SR SRR AR

11.80 12.00 12.20 12.40

m/z 91.00 10.46%

11.80 12.00 12.20 12.40

m/z 119.05 9.72%

11.80 12.00 12.20 12.40

82X071619W.M Wed Jul 17 16:50:24 2019

Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 8 Benzene, l-ethenyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 76.98 ug/1 2136440 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 87
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Indane 118 C9H10 000496-11-7 76
5 Deltacyclene 118 C9H10 007785-10-6 58
Abundance Scan 1828 (12.298 min): VX010917.D (-1821) (-) m/z 117.10 100.00%
1171
5000
91.0
39.0 51.0 630 770 10‘?'0 1341 12.00 12.20 12.40 12.60
Olrrprrrrprrrr et et ptee e e e e m/z 118.10 54_.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
5000 A USRI R AR

12.00 12.20 12.40 12.60

91.0
m/z 115.00 33.58%
970 390 510 650 770 ‘ 103.0
0”P.”P”ﬁpnm.nwhuhih,”MP.JN”.ﬁ”q.”w”.q””,””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117.0
12.00 12.20 12.40 12.60
5000 010 m/z 90.95 18.47%
39.0 51.0 650 78.0 103.0
0 | ‘\‘ Ll LI \ lif
B N o R N N R S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.20 12.40 12.60
m/z 119.10 17.18%
5000 91.0
51.0
70 39.0 ‘ 63“.0 77.0 103.0
..ﬂﬁqp.dp.”“.”h.JﬁJ”,AN,”.ﬁu.w:”w.”n“”.“.”“.”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 9 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.34 39.43 ug/1 1094180 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 70
2 o-Cvmene 134 C10H14 000527-84-4 70
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 62
Abundance Scan 1999 (13.341 min): VX010917.D (-1995) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 51.0 65.0 770 103.0 | 1581 13.00 13.20 13.40 13.60
Obreprrreprere et et et il el e 2281 Tm/z 134.10  42.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
118.0
5000 A'|""|""|""|""|'
13.00 13.20 13.40 13.60
910 134.0 m/z 117.00 42.02%
150 27.0 410 539 650 77.0 | 1030 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14806: o-Cymene
119.0
13.00 13.20 13.40 13.60
5000 910 m/z 91.00 20.56%
134.0
65.0 77.0
150 270 300 510 717 T | 1080 ) |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00 13.20 13.40 13.60
m/z 115.00 18.08%
134.0
5000
27‘.0 39‘-0 51.0 5.0 77.0 91‘0 1050 | ‘
(o) M — \””‘\;\I” .‘ﬁ‘.. ...‘ﬁ‘ S - .‘.‘... MU | N | —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071619\
Data File : VX010917.D

Aca On 16 Jul 2019 19:25

Operator : JC/SP

Sample : K3791-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W .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 10 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.69 36.71 ug/1 1018720 1,4-Dichlorobenzene-d4 12.08
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 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2220 (14.688 min): VX010917.D (-2216) (-) m/z 142.10 100.00%
14%.1
5000
115.0
390 630 89.0 14.40 14.60 14.80 15.00
] e prrerrreone || m/z 141.05  83.87%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
14p.0
5000 R AR AL S B
115.0 14.40 14.60 14.80 15.00

m/z 114.95 35.17%
39.0 630 890

] MY R TSR RSO M S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
P e
14.40 14.60 14.80 15.00
m/z 143.05 11.29%
5000 115.0
39.0 630 89.0 ‘
Ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e
141.0 14.40 14.60 14.80 15.00
m/z 139.10 10.88%
5000 115.0
39.0 630 g9p
0 L — SURMMESISSEY & S X SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071619\
Data File : VX010917.D

Acq On 16 Jul 2019 19:25

Operator : JC/SP

Sample - K3791-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X071619W_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]
Butane, 2-methyl- 1.79 9.0 ug/l 1480380 1 5.67 8230500 50.0
Pentane 2.00 14.7 ug/1l 2419770 1 5.67 8230500 50.0
Cyclopentane 2.93 11.6 ug/1 1903010 1 5.67 8230500 50.0
Cyclopentane, met... 4.41 34.1 ug/1 5611110 1 5.67 8230500 50.0
Benzene, l-ethyl-_.. 11.43 423.1 ug/l1 11742100 4 12.08 1387580 50.0
Benzene, 1,2,3-tr... 12.14 217.5 ug/l 6036020 4 12.08 1387580 50.0
Benzene, l-etheny... 12.30 77.0 ug/l 2136440 4 12.08 1387580 50.0
Benzene, l-methyl... 13.34 39.4 ug/1 1094180 4 12.08 1387580 50.0
Naphthalene, 1-me... 14.69 36.7 ug/1 1018720 4 12.08 1387580 50.0
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