LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample : J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X101218W.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 2.446 205 212 220 rBV 26005 41596 4_.19% 0.440%
2 2.861 274 280 286 rVvV 8457 15665 1.58% 0.166%
3 4.696 575 581 588 rBV2 5911 17000 1.71% 0.180%
4 5.507 700 714 725 rBV3 135081 384236 38.73% 4.062%
5 5.665 727 740 755 rBV2 221429 620145 62.51% 6.556%
6 6.068 795 806 829 rVB 138732 379187 38.22% 4.008%
7 6.464 860 871 887 rBV 83325 214361 21.61% 2.266%
8 6.860 925 936 950 rBV 360050 816594 82.32% 8.632%
9 7.884 1097 1104 1114 rBV 69619 123066 12.41% 1.301%
10 8.622 1219 1225 1234 rBV 5175 10363 1.04% 0.110%
11 8.720 1234 1241 1264 rVV 588153 991995 100.00% 10.486%
12 9.408 1350 1354 1363 rVB2 11906 19845 2.00% 0.210%
13 9.549 1372 1377 1382 rBV 46186 62920 6.34% 0.665%
14 9.975 1440 1447 1458 rBV 60246 82976 8.36% 0.877%

15 10.116 1463 1470 1487 rVvV 607444 854027 86.09% 9.028%

16 11.140 1632 1638 1651 rBV 496876 642145 64.73% 6.788%
17 12.079 1786 1792 1800 rBV 651381 800102 80.66% 8.458%

18 12.304 1821 1829 1836 rBV2 16244 24264 2.45% 0.256%
19 12.390 1836 1843 1850 rVB6 4489 10286 1.04% 0.109%
20 12.463 1850 1855 1862 rBV2 7039 11033 1.11% 0.117%
21 12.670 1884 1889 1892 rBV 35800 42948 4_.33% 0.454%
22 12.701 1892 1894 1899 rVB 9914 13071 1.32% 0.138%
23 12.755 1899 1903 1911 rBvV4 29031 47693 4.81% 0.504%
24 12.896 1923 1926 1931 rVB 8212 11478 1.16% 0.121%
25 12.981 1931 1940 1944 rBV 39504 57781 5.82% 0.611%
26 13.085 1952 1957 1961 rBV2 11283 16994 1.71% 0.180%
27 13.152 1964 1968 1971 rBV 9952 11638 1.17% 0.123%
28 13.194 1971 1975 1978 rBV2 16276 22021 2.22% 0.233%
29 13.225 1978 1980 1984 rVB 19650 20771 2.09% 0.220%
30 13.316 1991 1995 1996 rBV3 9685 12378 1.25% 0.131%
31 13.347 1996 2000 2007 rVv2 95159 145976 14.72% 1.543%
32 13.426 2007 2013 2019 rVv2 16187 28449 2.87% 0.301%
33 13.481 2019 2022 2029 rVB2 9029 13694 1.38% 0.145%
34 13.566 2029 2036 2038 rBV 15331 22136 2.23% 0.234%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample : J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X101218W.M
Title : SW846 8260
35 13.603 2038 2042 2045 rVVv 35430 49094 4._95% 0.519%
36 13.639 2045 2048 2052 rVv2 49121 71074 7.16% 0.751%
37 13.700 2052 2058 2059 rVVv3 27558 46570 4.69% 0.492%
38 13.719 2059 2061 2070 rVB2 56875 90975 9.17% 0.962%
39 13.810 2070 2076 2078 rBV2 12838 18098 1.82% 0.191%
40 13.853 2078 2083 2088 rVB4 14622 27675 2.79% 0.293%
41 13.914 2088 2093 2097 rVB 47737 59825 6.03% 0.632%
42 13.987 2097 2105 2109 rBV2 70841 101027 10.18% 1.068%
43 14.030 2109 2112 2116 rVV 25284 30065 3.03% 0.318%
44 14.133 2124 2129 2133 rBY 52470 71085 7.17% 0.751%
45 14.280 2146 2153 2161 rBV3 80689 181857 18.33% 1.922%
46 14.383 2166 2170 2174 rVV 38649 53409 5.38% 0.565%
47 14.432 2174 2178 2182 rVV 69941 88113 8.88% 0.931%
48 14.475 2182 2185 2190 rVB 15546 21225 2.14% 0.224%
49 14.542 2190 2196 2200 rBV2 111740 148849 15.01% 1.573%
50 14.676 2208 2218 2221 rBV3 54583 90625 9.14% 0.958%
51 14.731 2224 2227 2231 rVB 46253 58751 5.92% 0.621%
52 14.786 2232 2236 2241 rBV3 19041 23869 2.41% 0.252%
53 14.840 2241 2245 2248 rBV2 31704 50368 5.08% 0.532%
54 14.877 2248 2251 2254 rVV2 28208 42850 4._.32% 0.453%
55 14.907 2254 2256 2260 rVB3 20904 23927 2.41% 0.253%
56 14.968 2260 2266 2272 rBV3 20199 42690 4 _30% 0.451%
57 15.115 2282 2290 2294 rBV2 13075 21023 2.12% 0.222%
58 15.249 2307 2312 2320 rVV 60334 105365 10.62% 1.114%
59 15.328 2320 2325 2331 rVB2 16584 30208 3.05% 0.319%
60 15.444 2338 2344 2347 rBV3 21464 35283 3.56% 0.373%
61 15.481 2347 2350 2354 rVV 35089 45071 4._.54% 0.476%
62 15.554 2354 2362 2366 rVvV 113626 183248 18.47% 1.937%
63 15.596 2366 2369 2374 rVV5 21394 40508 4.08% 0.428%

64 15.688 2378 2384 2388 rVV 278732 441424 44 _.50% 4_.666%
65 15.724 2388 2390 2398 rVB 67259 101453 10.23% 1.072%

66 15.810 2398 2404 2410 rBV5 11541 26326 2.65% 0.278%
67 15.919 2411 2422 2438 rVB 72850 206719 20.84% 2.185%
68 16.072 2441 2447 2458 rVB 43654 84071 8.47% 0.889%
69 16.176 2458 2464 2468 rBV7 8138 14980 1.51% 0.158%
70 16.285 2479 2482 2487 rVB5 7722 12411 1.25% 0.131%
71 16.352 2488 2493 2496 rBV3 6393 11552 1.16% 0.122%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample : J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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 = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W.M

Title : SW846 8260

72 16.419 2501 2504 2505 rBV 10145 11231 1.13% 0.119%
73 16.572 2525 2529 2534 rBV3 8001 13440 1.35% 0.142%
74 16.657 2534 2543 2545 rBVS 10279 24066 2.43% 0.254%
75 16.694 2545 2549 2554 rVB2 21159 38106 3.84% 0.403%
76 16.755 2554 2559 2564 rBV 18114 32525 3.28% 0.344%

Sum of corrected areas: 9459865
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_M
SW846 8260

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

Abundance TIC: VX005522.D

600000

500000

400000

300000

5.67

200000

100000

2.45 286 470
0 IIIIIIIIIIIII TTrTT IIIIIIII TTrTT IIIIIIII TTrTT IIIIIIII Trrr IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII|||

Time--> 1.20 1.40 1.60 1.80 200 220 2.40 2.60 280 300 320 340 360 380 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: VX005522.D

10.12
600000 8.72

500000 1114

400000 6.86

300000
200000

6.46
100000 788 e 0.8
N 862 9.41 L .
0

| I | I
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX005522.D
12,08

600000

500000

400000

300000 15.69

200000

14.54 .
13.35
100000 1 72138, §4 9 146 15.25 i 1L.02
| e T e s 1 S T, S aciit
) Doy MR e e

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\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 n-Propyl acetate Concentration Rank 7

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

7.88 7.54 ug/l 123066 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isopropvl acetate 102 C5H1002 000108-21-4 33
3 Cvclobutvlamine 71 C4HSN 002516-34-9 9
4 Acetic acid. pentvl ester 130 C7H1402 000628-63-7 9
5 1-Butanamine 73 C4H11N 000109-73-9 7

Abundance Scan 1103 (7.878 min): VX005522.D (-1097) (-) m/z 42.95 100.00%
43
5000
61
73 7.60 7.80 8.00 8.20
37,1l 49 55 | 87 : : : :
I o L e R ot T o m/z 61.00 25.65%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4250: n-Propyl acetate
43
5000 R LR L L
7.60 7.80 8.00 8.20
27 61 m/z 73.00 13.97%
73
I S I S I IS SIS IS RS IR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4255: Isopropy! acetate
43
760 7.80 8.00 8.20
5000 m/z 42.05 12.30%
61
87
T '|'%E' |"?Z| "??HM""l""‘l""l' T J'I""lp}"'l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #609: Cyclobutylamine
43 7.60 7.80 8.00 8.20
m/z 41.05 10.18%
5000
15 28 37| 53 72
m/z--> 10 20 30 40 5 6 70 8 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 3-Phenylbut-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.35 9.12 ug/l 145976 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 55
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 55
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 55
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 50
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 50
Abundance Scan 2001 (13.353 min): VX005522.D (-1996) (-) m/z 116.95 100.00%
147
5000 132
39 51 65 77 o 103 | 147 162 207 13.00 13.20 13.40 13.60
] e S m/z 132.05 38.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117
5000
13.00 13.20 13.40 13.60
o1 132 m/z 115.00 35.61%
27 39 51 g5 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
13.00 13.20 13.40 13.60
5000 132 m/z 119.00 34.64%

27 39 51 g5 47 91 ‘
| ‘ \‘ Il | ‘ 103 ‘H Ll

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-

117 13.00 13.20 13.40 13.60

m/z 131.10 19.03%

5000 132

39 51 91
27 65 77 ‘
P T T

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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, (3-methyl-2-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.28 11.36 ug/Il 181857 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 81
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 76
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 76
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 76
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 74

Abundance Scan 2153 (14.280 min): VX005522.D (-2146) (-) m/z 131.05 100.00%
131
5000 146
91 115
51 77 160 14.00 14.20 14.40 14.60
3 CURT 281 m/z 146.10 37.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131

5000
14.00 14.20 14.40 14.60

m/z 115.00 22 .19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
P
14.00 14.20 14.40 14.60
5000 m/z 129.05 21.96%
146
91 117
B g7 ‘ | m i ‘
1 |
s Ha o e B R RARRNEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- R LB i s
131 14.00 14.20 14.40 14.60
146 m/z 128.00 19.45%
5000 o1
115
3955 77
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\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.54 9.30 ug/Il 148849 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 87
2 2-Propenal. 3-(4-methviphenvl)- 146 C10H100 001504-75-2 64
3 2-Propvn-1-ol. 3-(4-methvilphenvl)- 146 C10H100 016017-24-6 64
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 62
Abundance Scan 2196 (14.542 min): VX005522.D (-2190) (-) m/z 131.05 100.00%
118 | 146
5000
105
. 91
39 51 65 160 14.20 14.40 14.60 14.80
et 207 m/z 118.10 60.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000
14.20 14.40 14.60 14.80
m/z 146.05 56 .35%
NSRS AR RS RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
31
14.20 14.40 14.60 14.80
5000 o1 m/z 117.05 35.91%
115 146
39 65 103
A
|||||||||H||“=‘|‘|‘i||‘|“‘|||“l||‘ﬁ‘||l“k||l|||‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)-
131 146 14.20 14.40 14.60 14.80
m/z 145_.05 34 .28%
5000
a5 115
wSall ]
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.25 6.58 ug/Il 105365 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 89
2 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 81
3 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 76
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001076-61-5 68
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 58
Abundance Scan 2312 (15.249 mm) VX005522.D (-2307) (-) m/z 145.10 100.00%
145
5000 160
128
39 3 77 905 15.00 15.20 15.40 15.60
207 282 | "m/z 160.10  39.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
145
5000
160 15.00 15.20 15.40 15.60
128 m/z 128.00 25.53%
15 39 4377 91105
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)-
145160
15.00 15.20 15.40 15.60
5000 m/z 130.05 25.20%
130
me 7T |
m/z--> 25 40 eb éo 160 120 150 160 180 200 220 240 260 280
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145 15.00 15.20 15.40 15.60
m/z 129.10 23.17%
5000 160
91105 130
..}ﬁ...ﬁ?”??,v.jﬁ...wuh.ﬂhﬂw. N AR <
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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, 1,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.55 11.45 ug/Il 183248 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 2361 (15.548 min): VX005522.D (-2354) (-) m/z 156.10 100.00%
1%6
141
5000
115
63 77 15.20 15.40 15.60 15.80
173188 207 m/z 141.10  67.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28493: Naphthalene, 1,7-dimethyl-
1%6
141
5000

15.20 15.40 15.60 15.80
m/z 155.05  36.18%

63 77
39 101 | b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28500: Naphthalene, 1,6-dimethyl-
156
141

15.20 15.40 15.60 15.80
m/z 115.10 15.71%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28490: Naphthalene, 2,6-dimethyl-
156 15.20 15.40 15.60 15.80
m/z 128.05 15.55%
5000 141
115

15 39 63 7\\7 91 |l H‘

L R N B S o o o o e s S e e R o EARRA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Naphthalene, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.69 27.59 ug/1 441424 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 2384 (15.688 min): VX005522.D (-2378) (-) m/z 156.05 100.00%
141 1%6
5000
7 e 15.40 15.60 15.80 16.00
39 63 . . . .
% Lra1e8 208 28l "m/z 141.05 84.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28485: Naphthalene, 2,3-dimethyl-
186
141
5000
15.40 15.60 15.80 16.00
115 m/z 155.05 30.96%
51 76
LA L I W I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28489: Naphthalene, 2,6-dimethyl-
186
141
15.40 15.60 15.80 16.00
5000 m/z 115.00 19.03%
77 115
39 63 101
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28475: Naphthalene, 1,3-dimethyl-
156 15.40 15.60 15.80 16.00
. m/z 128.00 16.18%
5000
115
27 51  6gg
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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, 2,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 6.34 ug/Il 101453 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 76
2 Benzene. (1l.4-cvclohexadien-1-vI)- 156 C12H12 013703-52-1 70
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 68
4 Benzene. 2.5-cvclohexadien-1-vI- 156 C12H12 004794-05-2 58
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 52
Abundance Scan 2389 (15.718 min): VX005522.D (-2388) (-) m/z 141.00 100.00%
141
155
77
5000
39 57
98|116|| 173 ZT7 253267 0. 15.40 15.60 15.80 16.00
ST S0E PR ENN R - m/z 155.10 71.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28480: Naphthalene, 2,7-dimethyl-
1%6
5000 141
15.40 15.60 15.80 16.00
77 m/z 76.90 61.85%
39 63 115
2 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28514: Benzene, (1,4-cyclohexadien-1-yl)-
1!:
15.40 15.60 15.80 16.00
5000 m/z 139.00 48.27%
o1 141
115
51 77
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28472: Naphthalene, 2,6-dimethyl-
156 15.40 15.60 15.80 16.00
141 m/z 143.10 46.39%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102318\
Data File : VX005522.D

Aca On : 23 Oct 2018 15:47

Operator : JC/MD

Sample = J5622-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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 Naphthalene, 1,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.92 12.92 ug/Il 206719 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 2422 (15.919 min): VX005522.D (-2411) (-) m/z 156.10 100.00%

6

5000

15.60 15.80 16.00 16.20
m/z 141.00 85.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28477: Naphthalene, 1,6-dimethyl-
156
141
5000
15.60 15.80 16.00 16.20
. 115 m/z 155.10 27 .68%
15 39 8 o1 b
B B R o o L e R o R R RRAmE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
15.60 15.80 16.00 16.20
5000 m/z 115.00 19.11%
115
76
27 ! 5 ‘\ \M‘ 101 ‘ |
.”,”.w”.w.”.“.up.”,”..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl-
156 15.60 15.80 16.00 16.20
141 m/z 153.10 15.82%
5000
115
z B To
I | |
..w.”.“.np.”,”.w.”w.”......”,”..”...”...”“.”,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102318\
Data File : VX005522.D

Acq On : 23 Oct 2018 15:47

Operator : JC/MD

Sample - J5622-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X101218W_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]
n-Propyl acetate 7.88 7.5 ug/l 123066 2 6.86 816594 50.0
3-Phenylbut-1-ene 13.35 9.1 ug/Il 145976 4 12.08 800102 50.0
Benzene, (3-methy... 14.28 11.4 ug/I1 181857 4 12.08 800102 50.0
Naphthalene, 1,2,... 14.54 9.3 ug/Il 148849 4 12.08 800102 50.0
Naphthalene, 1,2,... 15.25 6.6 ug/Il 105365 4 12.08 800102 50.0
Naphthalene, 1,7-... 15.55 11.4 ug/I1 183248 4 12.08 800102 50.0
Naphthalene, 2,3-... 15.69 27.6 ug/l 441424 4 12.08 800102 50.0
Naphthalene, 2,7-... 15.72 6.3 ug/Il 101453 4 12.08 800102 50.0
Naphthalene, 1,6-... 15.92 12.9 ug/I1 206719 4 12.08 800102 50.0
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