LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VN054221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 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\82N031219W_.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 2.815 312 324 341 rVB 458588 922750 1.45% 0.203%
2 6.625 1490 1509 1526 rBv2 393733 1197778 1.88% 0.263%
3 7.593 1791 1810 1820 rBV 949227 2414306 3.80% 0.531%
4 7.664 1821 1832 1847 rVB 1512291 3557259 5.59% 0.782%
5 8.030 1929 1946 1972 rBV 893259 2158730 3.39% 0.475%
6 8.204 1973 2000 2020 rBv4 345816 1471839 2.31% 0.324%
7 8.587 2103 2119 2157 rVB 2439793 5593557 8.80% 1.230%
8 9.079 2247 2272 2284 rBv4 317262 929623 1.46% 0.204%
9 9.616 2426 2439 2445 rBV 338954 677358 1.07% 0.149%
10 10.091 2573 2587 2598 rBVY 3729423 7168829 11.27% 1.576%

11 10.156 2599 2607 2633 rVB 1249785 2503474 3.94% 0.550%
12 11.406 2982 2996 3015 rBV 3703185 6931993 10.90% 1.524%
13 11.509 3015 3028 3050 rvv2 21168781 37811077 59.45% 8.313%
14 11.625 3051 3064 3114 rVB2 31843533 56867828 89.42% 12.502%
15 11.947 3144 3164 3199 rBV 22626137 39620537 62.30% 8.711%

16 12.249 3246 3258 3281 rVB 2778246 4764767 7.49% 1.048%
17 12.400 3293 3305 3323 rBV 3417132 5997867 9.43% 1.319%
18 12.590 3347 3364 3375 rBV 3002037 4990771 7.85% 1.097%
19 12.657 3375 3385 3386 rVvV 1774353 2138446 3.36% 0.470%
20 12.686 3387 3394 3401 rVV 8319923 13421615 21.10% 2.951%

21 12.731 3401 3408 3431 rVB 13947794 22290718 35.05% 4.901%
22 12.892 3443 3458 3473 rBV 6656107 11053493 17.38% 2.430%
23 13.040 3491 3504 3529 rVB2 39599406 63597321 100.00% 13.982%
24 13.172 3530 3545 3554 rBV2 490845 1044479 1.64% 0.230%
25 13.233 3554 3564 3573 rVV 1103818 1723077 2.71% 0.379%

26 13.287 3573 3581 3588 rvv 453311 674447 1.06% 0.148%
27 13.374 3588 3608 3621 rVB2 12685845 27487156 43.22% 6.043%
28 13.541 3640 3660 3667 rBV2 8512731 16023444 25.20% 3.523%
29 13.583 3667 3673 3690 rVB2 4610798 8179017 12.86% 1.798%
30 13.670 3690 3700 3709 rBV2 706193 1158004 1.82% 0.255%

31 13.738 3709 3721 3731 rVB 1702231 2816155 4.43% 0.619%
32 13.802 3731 3741 3745 rBV 2718544 4070410 6.40% 0.895%
33 13.831 3746 3750 3759 rVV 2635671 3685076 5.79% 0.810%
34 13.889 3759 3768 3778 rVB 4116105 6186027 9.73% 1.360%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VN054221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
SW846 8260

35 13.947 3778 3786 3791 rBV 539278 798918 1.26% 0.176%

36 13.995 3791 3801 3811 rVB2 3342916 5482187 8.62% 1.205%
37 14.127 3832 3842 3852 rBV2 1889724 2968997 4.67% 0.653%
38 14.210 3852 3868 3873 rVV 3131239 5262008 8.27% 1.157%
39 14.246 3873 3879 3889 rvvV 5001150 7539204 11.85% 1.657%
40 14.429 3925 3936 3942 rBV3 446979 792798 1.25% 0.174%

41 14.474 3942 3950 3959 rvv2 1662573 2722054 4.28% 0.598%
42 14.522 3960 3965 3973 rVB2 612387 838442 1.32% 0.184%
43 14.583 3973 3984 3998 rBV4 7081021 14738493 23.17% 3.240%
44 14.651 3999 4005 4016 rVvB4 431717 741767 1.17% 0.163%
45 14.741 4023 4033 4049 rVB 3327243 5317968 8.36% 1.169%

46 14.853 4059 4068 4073 rBV3 961284 1651405 2.60% 0.363%
47 14.956 4090 4100 4117 rVB2 1324240 2862630 4_50% 0.629%
48 15.130 4144 4154 4165 rVB 6742122 11569336 18.19% 2.544%
49 15.188 4166 4172 4180 rVB 495036 668903 1.05% 0.147%
50 15.255 4180 4193 4211 rVB4 544726 1832936 2.88% 0.403%

51 15.416 4232 4243 4254 rBV2 379864 756833 1.19% 0.166%
52 15.577 4278 4293 4296 rBV3 488135 926197 1.46% 0.204%
53 15.612 4298 4304 4320 rVB 1078970 1858057 2.92% 0.408%
54 15.696 4321 4330 4341 rBV 357219 647985 1.02% 0.142%
55 15.911 4384 4397 4410 rBV2 1057245 2108701 3.32% 0.464%

56 16.159 4462 4474 4510 rVB 2880731 6296374 9.90% 1.384%
57 16.352 4519 4534 4548 rBV 2467437 5343066 8.40% 1.175%

Sum of corrected areas: 454854487

82N031219W.M Mon Mar 25 17:32:07 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: VN054221.D

282 6.63

04
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

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: VN054221.D

11.63

11.51

266 8.50 10.8916 11.4
7. 8%8m N\ 9.08 9& N

0
Time-->

T T [ I I 1 1 I
7.00 7.50 8 OO 8.50 9.00 9 50 10.00 10.50 11.00 11.50

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: VN054221.D

11.95

1 16.1616.35

04
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\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Butane, 2-methyl- Concentration Rank 7

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

2.82 12.97 ug/Il 922750 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 32
3 3-Buten-1-ol 72 C4H80 000627-27-0 25
4 1-Butanesulfonvl chloride 156 C4H9CI02S 002386-60-9 12
5 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 10

Abundance Scan 325 (2.818 min): VN054221.D (-312) (-) m/z 43.05 100.00%
a3
57
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rv—v—
2.40 2.60 2.80 3.00 3.20
”..,”.u;.:J“...“...“.??i.............”,?V?%Q. m/z 42.10 86.51%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl-
43
57
5000
2.40 2.60 2.80 3.00 3.20
29 m/z 41.10 84 .96%
72
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
2.40 2.60 2.80 3.00 3.20
5000 m/z 57.10 77.98%
27 57 72
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #654: 3-Buten-1-0l EESERENENY I VNS i W
a4 2.40 2.60 2.80 3.00 3.20
m/z 56.05 25.82%
5000
a ‘ 57 72
"}i'J“W'“”l“l'w"w"“l'“'l“""""“l'“'l“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclopentane, methyl- Concentration Rank 4

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

6.63 16.84 ug/I 1197780 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 80
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclohexane 84 C6H12 000110-82-7 50
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 50

Abundance Scan 1510 (6.629 min): VN054221.D (-1490) (-) m/z 56.10 100.00%
56
5000 41 eo
84 207 6.20 6.40 6.60 6.80 7.00
m/z 41.05 51.30%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
6.20 6.40 6.60 6.80 7.00
o8 o m/z 69.05 45 _.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 6.20 6.40 6.60 6.80 7.00
5000 m/z 55.05 26.11%
27
69
1 15 84
m/z--> ' 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 6.20 6.40 6.60 6.80 7.00
27 m/z 39.00 25.47%
5000
42
‘ ‘ 84
il
m/z--> ' 20 40 éo 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6

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

8.20 13.16 ug/Il 1471840 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
4 Methane. isocvanato- 57 C2H3NO 000624-83-9 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 50

Abundance Scan 1999 (8.201 min): VN054221.D (-1973) (-) m/z 57.05 100.00%
57
5000
41
67 82 99 7.80 8.00 8.20 8.40 8.60
..w.“.“”.“.”,”.AJ”?SMJ,HJW7ﬂw.”.“.”n“.&?%.“ m/z 56.05 32.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57
5000
7.80 8.00 8.20 8.40 8.60
m/z 41.05 28.91%
15 2 \\ 69 83 9
miz--> i h % 3 40 sb "o o 80 90 100 110 130
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.10 17.70%
41
s 2 50 71 83 99
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2—dimethy|— [Tr T[T T[T T[T
57 7.80 8.00 8.20 8.40 8.60
m/z 39.05 10.73%
5000
2156977 g4 14
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 780 8.00 8.0 840 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.89 20.11 ug/1 11053500 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
4 Mesitvlene 120 C9H12 000108-67-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 3457 (12.889 midr)1):VN054221.D(—3443) ) m/z 105.00 100.00%
105
5000
120
77 o1 'ﬁ@ﬁ@ﬁ&ﬁﬁ”
39 51 65
Obrr e b M 198 208 1 T77920.05 31.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 T ---- S ----
120 12.60 12.80 13.00 13.20
m/z 91.00 11.47%
15 27 351 65 77 9

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.60 12.80 13.00 13.20
5000 120 m/z 77.00 11.10%
28 39 7 91

14 L 65

LI o o o B LA s e o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-

105 12.60 12.80 13.00 13.20
m/z 79.00 8.75%

5000
120

1
| L

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

77 9
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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, l-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.54 29.15 ug/1 16023400 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 76
5 Indane 118 C9H10 000496-11-7 70

Abundance Scan 3660 (13.541 min): VN054221.D (-3640) (-) m/z 117.00 100.00%

117

5000

-

13.20 13.40 13.60 13.80

01 m/z 118.00 54 _.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 \ LA LI L L L L L B LR L |
13.20 13.40 13.60 13.80
o1 m/z 105.00 43.12%
39 58 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.20 13.40 13.60 13.80
5000 o1 m/z 115.00 33.41%

39 65

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

%

Abundance #8967: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 91.00 18.68%
5000 o1
27 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 11.25 ug/Il 6186030 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3768 (13.889 min): VN054221.D (-3759) (-) m/z 119.10 100.00%
119
5000
134
91
39 77 7 105 13.60 13.80 14.00 14.20
ol SR L Tl Lass 191200 267 Lz ima 10 30.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.00 15.15%
15 3 e 7700105
s b Bh 100 13 1k 1% T 6 2 240 o
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.05 9.99Y%
134
91
27 41 63 77 | 105
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14812: o-Cymene
119 13.60 13.80 14.00 14.20
m/z 105.00 8.92%
5000
134
91
2741 63 77 | 104
miz--> "éb"'hb"'éb"'éb”'iéé"iéb"iié"ieb"isb"éob"ézb"éib"ééb"' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Benzene, l-methyl-2-(2-prop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.99 9.97 ug/l 5482190 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 64
5 Indan, l-methyl- 132 C10H12 000767-58-8 60

Abundance Scan 3800 (13.992 min): VN054221.D (-3791) (-) m/z 117.00 100.00%

117

5000
91 132
39 51 65 77 148 13.60 13.80 14.00 14.20 14.40
ol el 158101 207 77799910 66.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117
132

5000
13.60 13.80 14.00 14.20 14.40

m/z 115.00 34 .33%

o 105
39 51 65 77 ‘ ‘
27 | il m‘ H H‘\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
117
132 13.60 13.80 14.00 14.20 14.40
5000 m/z 132.05 26.10%
91
o7 39 51 65 77 103
R o 0 0 L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117 13.60 13.80 14.00 14.20 14.40
m/z 91.00 23.93%
5000
91 132
27 39 5} 65 77 ‘ 05
| iy 1l i ! Ll b
L L A o o B N LA B e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 13.71 ug/Il 7539200 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
Abundance Scan 3880 (14.249 min): VN054221.D (-3873) (-) m/z 119.10 100.00%
119
5000 134
91
39 6377 | 105 14.00 14.20 14.40 14.60
O et b o 4 153168 103207 249 281 m/z 134.10 45.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-

5000
14.00 14.20 14.40 14.60

m/z 91.00 13.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
134 14.00 14.20 14.40 14.60
5000 m/z 120.10 9.47%
91

3953 77 7105

wwwrmwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
9

14.00 14.20 14.40 14.60
m/z 117.05 7.54%

5000

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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\
Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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, 1,2,3,4-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.58 26.81 ug/1 14738500 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 70
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70

Abundance Scan 3983 (14.580 min): VN054221.D (-3973) (-) m/z 119.10 100.00%
119
5000 134
Wm 14.20 14.40 14.60 14.80
51 105 . . . .
Obrrrer 3 198162 101207 281 | “n/7 134.10  40.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
14.20 14.40 14.60 14.80
9 m/z 117.00 32.34%
1
27 ‘\1\1 n 63 7\7 105\\‘ ‘\
mz-> 30 b b 80 100 130 130 160 150 360 230 240 30 2%
Abundance
119
14.20 14.40 14.60 14.80
5000 134 m/z 91.00 17.86%
91
15 32 6377 105
mﬂrﬁmmﬁmmwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14812: o-Cymene
119 14.20 14.40 14.60 14.80
m/z 115.00 14 .36%
5000
134
91
27 41 6377 | 105 |
m/z--> ﬁo 46 eb éo 160 150 140 160 180 200 220 240 2éo 2§o 14.20 14.40 14.60 14.80

82N031219W.M Mon Mar 25 17:32:15 2019
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEMI\MSVOA N\Data\VN031319\

Data File : VNO54221.D

Aca On - 13 Mar 2019 19:11

Operator : JC/SP

sample - K1842-08 :
Misc - 5.00mL/MSVOA N/WATER S
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .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 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.16 11.45 ug/Il 6296370 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 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 4474 (16.159 min): VN054221.D (-4462) (-) m/z 142.00 100.00%
142
5000
115
63 89 15,80 16.00 16.20 16.40
Ol gt oo 160177192 200 281 | 777941 00 86.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LA R UL SRR B
115 15,80 16.00 16.20 16.40
m/z 115.00 30.15%
a7 51 1 89

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

%

Abundance
142
15.80 16.00 16.20 16.40
5000 m/z 143.00 11.46%
115
39 63 89
Twmwwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 15.80 16.00 16.20 16.40
m/z 139.00 10.17%
5000 115
39 63 gg
m/z--> 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\VN0O31319\

Data File : VN054221.D

Acg On - 13 Mar 2019 19:11

Operator : JC/SP

Sample - K1842-08 :
Misg - 5.00mL/MSVOA_N/WATER ERMW0L 030815
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W_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- 2.82 13.0 ug/I1 922750 1 7.67 3557260 50.0
Cyclopentane, met... 6.63 16.8 ug/1 1197780 1 7.67 3557260 50.0
Butane, 2,2,3,3-t... 8.20 13.2 ug/1 1471840 2 8.59 5593560 50.0
Benzene, l-ethyl-_.. 12.89 20.1 ug/1 11053500 4 13.34 27487200 50.0
Benzene, l-etheny... 13.54 29.1 ug/1 16023400 4 13.34 27487200 50.0
Benzene, l-ethyl-_.. 13.89 11.3 ug/1 6186030 4 13.34 27487200 50.0
Benzene, l-methyl... 13.99 10.0 ug/1 5482190 4 13.34 27487200 50.0
Benzene, 1,2,3,5-... 14.25 13.7 ug/1 7539200 4 13.34 27487200 50.0
Benzene, 1,2,3,4-... 14.58 26.8 ug/1 14738500 4 13.34 27487200 50.0

4

1,4-Methanonaphth... 16.16 11.4 ug/1 6296370 13.34 27487200 50.0
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