LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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\82X121818W.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

1.489 51 55 64 rBvV 43563 57238 1.33% 0.102%
1.647 67 81 85 rvB6 52555 188842 4_.39% 0.336%
223 rBvY 436920 721372 16.77% 1.284%
2.861 275 280 287 rvV 23916 44385 1.03% 0.079%
5.500 700 713 726 rBV 351138 1000021 23.25% 1.780%
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5.665 728 740 758 rVB 635306 1795353 41.74% 3.196%
6.067 794 806 818 rBV 358943 946093 22.00% 1.684%
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880 rBvV2 26597 72126 1.68% 0.128%

6.860 925 936 953 rBV 938509 2211231 51.41% 3.936%

1 7.549 1044 1049 1054 rBvV 29530 55238 1.28% 0.098%
11 7.732 1074 1079 1083 rVvVv 25090 44239 1.03% 0.079%

12 7.878 1096 1103 1124 rBV 2488691 4301066 100.00% 7.656%
13 8.616 1214 1224 1234 rBV 420264 774409 18.01% 1.379%
14 8.713 1234 1240 1246 rVV 1941732 3048403 70.88% 5.426%
15 8.786 1246 1252 1263 rVB 1301229 2026857 47.12% 3.608%

16 9.018 1286 1290 1298 rBV 47493 78888 1.83% 0.140%
17 9.103 1298 1304 1310 rVB 26671 43539 1.01% 0.078%
18 9.311 1330 1338 1344 rBvV 184071 269514 6.27% 0.480%
19 9.372 1344 1348 1350 rvv2 36307 51309 1.19% 0.091%

20 9.408 1350 1354 1357 rVVv 109835 154609 3.59% 0.275%

21 9.439 1357 1359 1365 rVB 34540 45457 1.06% 0.081%
22 9.542 1371 1376 1381 rBV 1911678 2439663 56.72% 4._.343%
23 9.579 1381 1382 1388 rVVv3 96052 125115 2.91% 0.223%
24 9.640 1388 1392 1401 rVB 149403 209392 4.87% 0.373%
25 9.969 1440 1446 1456 rBV 1065169 1338968 31.13% 2.384%

26 10.109 1464 1469 1476 rBV 1970269 2642457 61.44% 4._.704%
27 10.250 1485 1492 1498 rBV 395726 516104 12.00% 0.919%
28 10.359 1503 1510 1516 rVV 1505454 2126047 49.43% 3.785%
29 10.414 1516 1519 1528 rVB2 40174 57577 1.34% 0.102%
30 10.695 1560 1565 1571 rBV 1199587 1579316 36.72% 2.811%

31 10.829 1580 1587 1592 rBvV4 25680 43897 1.02% 0.078%
32 10.914 1596 1601 1605 rBVZ2 43194 59387 1.38% 0.106%
33 11.018 1612 1618 1622 rBV 92751 118538 2.76% 0.211%
34 11.134 1632 1637 1648 rVB 1692611 2227559 51.79% 3.965%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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_X\METHOD\82X121818W.M
SW846 8260

35 11.359 1667 1674 1681 rBV 207625 261506 6.08% 0.466%

36 11.432 1681 1686 1693 rBV 789775 1354783 31.50% 2.412%
37 11.505 1693 1698 1701 rBV 316560 388719 9.04% 0.692%
38 11.664 1720 1724 1731 rVB 550963 712914 16.58% 1.269%
39 11.804 1743 1747 1757 rVB 1590969 1905217 44.30% 3.391%
40 11.944 1763 1770 1774 rBY 130506 188505 4._.38% 0.336%

41 11.999 1774 1779 1780 rVv4 39266 70060 1.63% 0.125%
42 12.024 1780 1783 1786 rVB 114591 130113 3.03% 0.232%
43 12.079 1786 1792 1797 rBV 2215905 2731721 63.51% 4._.863%
44 12.139 1797 1802 1809 rVB 750873 979611 22.78% 1.744%
45 12.274 1819 1824 1826 rBV 1421979 1896227 44.09% 3.375%

46 12.298 1826 1828 1836 rVV2 1086288 1609931 37.43% 2.866%
47 12.371 1836 1840 1845 rVB3 389054 595575 13.85% 1.060%
48 12.475 1851 1857 1860 rVB2 144635 221042 5.14% 0.393%
49 12.517 1860 1864 1870 rVB 202010 252927 5.88% 0.450%
50 12.585 1870 1875 1877 rBV 254453 323560 7.52% 0.576%

51 12.609 1877 1879 1882 rVVv2 239110 259359 6.03% 0.462%
52 12.664 1885 1888 1892 rVV 310247 398888 9.27% 0.710%
53 12.700 1892 1894 1898 rVB 134136 133655 3.11% 0.238%
54 12.755 1898 1903 1911 rBV2 381409 651007 15.14% 1.159%
55 12.902 1924 1927 1931 rVB 166688 217044 5.05% 0.386%

56 12.975 1931 1939 1942 rBV 187654 246856 5.74% 0.439%
57 13.017 1942 1946 1953 rVB 330685 421859 9.81% 0.751%
58 13.097 1953 1959 1962 rBV5 65036 133616 3.11% 0.238%
59 13.194 1972 1975 1976 rBV 114256 116615 2.71% 0.208%
60 13.225 1976 1980 1984 rVB 460829 563575 13.10% 1.003%

61 13.267 1984 1987 1990 rVB2 52111 58307 1.36% 0.104%
62 13.316 1990 1995 1996 rBV3 100321 139718 3.25% 0.249%
63 13.347 1996 2000 2005 rVB2 999746 1305405 30.35% 2.324%
64 13.481 2017 2022 2026 rBV 674392 867193 20.16% 1.544%
65 13.560 2031 2035 2038 rBV2 54475 62783 1.46% 0.112%

66 13.603 2038 2042 2044 rBV 92109 116138 2.70% 0.207%
67 13.645 2044 2049 2053 rBv4 188354 274529 6.38% 0.489%
68 13.718 2058 2061 2068 rVV2 126445 190025 4.42% 0.338%
69 13.804 2070 2075 2077 rVV 1125502 1370432 31.86% 2.440%
70 13.828 2077 2079 2088 rVv2 953872 1404843 32.66% 2.501%

71 13.907 2088 2092 2097 rVvVv 230914 336498 7.82% 0.599%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 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_X\METHOD\82X121818W.M

: SW846 8260

72 13.981 2098 2104 2109 rVVv2 292549 449479 10.45% 0.800%
73 14.023 2109 2111 2116 rVvV 54992 68792 1.60% 0.122%
74 14.133 2125 2129 2132 rBV 95732 112930 2.63% 0.201%
75 14.285 2147 2154 2161 rVB2 245821 421155 9.79% 0.750%

76 14.432 2174 2178 2182 rVB2 69472 87951 2.04% 0.157%
77 14.535 2191 2195 2205 rVB2 142469 200882 4.67% 0.358%

78 14.694 2214 2221 2225 rBV 256434 380029 8.84% 0.676%
79 14.840 2241 2245 2249 rVB 118061 150267 3.49% 0.267%

Sum of corrected areas: 56176450
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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

Abundance TIC: VX006845.D

2000000
1500000

1000000
5.67

2.45
500000 5.50 6.07

1.491.65
. 491 2.86
g e

Time--> 1.20 1.40 1.60 180 200 220 240 260 2.80 3.00 320 340 360 380 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: VX006845.D
7188

2000000 8.71 9.54 10.11

11.13

1500000 10.36
8.79
10.69

9.97

1000000 6.86
11.43

500000 8.62 10.2% 1.51

P " 0 ) 1 P P

Ot e ——t e e e A A

T T
Time--> 6.50 7.00 7.50 8.00 8.50 9 OO 9. 50 10.00 10.50 11.00
Abundance TIC: VX006845.D

O

2000000
11.80
1500000 12.27
1000000

11.66
500000

14.29 14.69

13 14%\54 | 14.84

T TITT
Time--> 12.00 12.50 13.00 13.50 14.00 14 50 15 OO 15 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 1

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

7.88 97.26 ug/1 4301070 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 lIsopropvl acetate 102 C5H1002 000108-21-4 9
3 Propanal. 2.3-dihvdroxv-. (S)- 90 C3H603 000497-09-6 9
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Isobutylamine 73 C4H11N 000078-81-9 4

Abundance Scan 1103 (7.878 min): VX006845.D (-1096) (-) m/z 42.95 100.00%

43
5000
61

73 IIIIIIIIIIIIIIIIIIII
| 87 101 115 129 177 190 209 222 780 780800 8.2
o L L U m/z 60.95 29.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4249: n-Propyl acetate
43
5000 LN L L L L LB L L
61 7.60 7.80 8.00 8.20
73 m/z 73.00 16.44%
1> 2|7 I 1 87
O+ e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4255: Isopropy! acetate
43
R N RAREEREE m
7.60 7.80 8.00 8.20
5000 m/z 42.10 10.79%
61
87
N 101
T T e e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2271: Propanal, 2,3-dihydroxy-, (S)- T
43 7.60 780 800 820

m/z 41.00 8.99%

5000 61
73
w M 90
0..w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”

m/z--> 20 40 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Propanoic acid, l1-methyleth... Concentration Rank 10

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

8.62 14.65 ug/I 774409 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 50
3 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 25
4 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 23
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 9

Abundance Scan 1225 (8.622 min): VX006845.D (-1214) (-) m/z 56.95 100.00%
g7
43
5000
75
| 87 i 115127 148 163 210 227240 820 80 860 8280 9.0
Obrrr el 87 | 115127 148163 210 227240 | Tns7 43,05 57.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8200: Propanoic acid, 1-methylethyl ester
g7
43
5000
8.20 8.40 8.60 8.80 9.00
& m/z 75.00 29.97%
| || | 89 1
0"w'“'w"|“'w'“'w'“|“'w'“'w'“|“"'“'w'“l“
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #8164: Propanoic acid, propyl ester
g7
SRR BRSNS RARRE AR
8.20 8.40 8.60 8.80 9.00
5000 75 m/z 40.95 19.08%
29 43
‘ 87
0'}ﬁ'w“w'”l”“W'L'P'”I”'W'”'P'”I”"'”'P'”I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13468: Propanoic acid, butyl ester
57 8.20 8.40 8.60 8.80 9.00
m/z 101.00 11.90%
5000
75
29 11
ol 14 H L . 87 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Propanoic acid, propyl ester Concentration Rank 2

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

9.54 46.16 ug/1 2439660 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 28
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
4 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 7
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 1376 (9.542 min): VX006845.D (-1371) (-) m/z 57.00 100.00%
g7
5000 75
4 9.20 9.40 9.60 9.80
Obrrrrrrrell et [ 101116 141 165183 207 229 270 298 m/z 75.00 43.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8163: Propanoic acid, propyl ester
g7
5000 75 RS SSER SE R
29 920 9.40 9.60 9.80

m/z 43.05 19.10%

i

14 |
O+ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13459: Propanoic acid, butyl ester
57
9.20 9.40 9.60 9.80
so00] 29 m/z 41.05 13.17%
75
14 | ‘ A | 101
O e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75231: di-tert-Butyl dicarbonate
57 9.20 9.40 9.60 9.80
m/z 86.95 9.58%
5000
41
ol 26 ‘L L 73 94 119 146
e e e e e e e B R e e S S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Butanoic acid, l-methylethy... Concentration Rank 5

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

9.97 25.34 ug/1 1338970 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 91
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
3 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 64
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 56
5 Ethane-1,1-diol dibutanoate 202 C10H1804 025572-25-2 50

Abundance Scan 1446 (9.969 min): VX006845.D (-1440) (-) 43.05 100.00%
Z -
5000
89
9.60 9.80 10.00 10.20
Ohrrrreodboro e L0130 149 175 204 263278203 o100 81.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13514: Butanoic acid, 1-methylethyl ester
43 7
5000 B AR R B
89 9.60 9.80 10.00 10.20
27 ‘ m/z 89.00 32.54%
\ 115
0'”IJ“|'”W'LPL'ﬁ”h}%%“'W””P'”P”"”"”W”'W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester
43
71 9.60 9.80 10.00 10.20
5000 89 m/z 41.10 31.64%
27
A A AR AL LA LARAN SARAS AAAAS LSS SAMA SARAL SN AR ARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30309: Propanoic acid, 2-methyl-, pentyl ester
43 9.60 9.80 10.00 10.20
71 m/z 42.10 14 .39%
5000 a9
27
0 b ! 115 158
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.43 24 .80 ug/1 1354780 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1686 (11.432 midr)w): VX006845.D (-1681) (-) m/z 105.00 100.00%
105
5000
120
77 91
39 51 65 11.20 11.40 11.60 11.80
Ot bl 138 158 478 200 0 n727120.05 32.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 12.14%
15 27 39 51 65 77 ||
m/z--> 20 Jo eb éo 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.74%
120
15 27 %9 51 65 11 T
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance #9402: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 106.05 8.88%
120
5000
ol 21 3 3L 6 T
s %0 a5 e 8 a0 130 1% 160 10 30 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.14 17.93 ug/Il 979611 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 1802 (12.139 min): VX006845.D (-1797) (-) m/z 105.00 100.00%

195
5000 120

39 g3 791 11.80 12.00 12.20 12.40

Obrrr ekttt b bl 139154 183 204 223 269 | h/7 120.10  43.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9412: Benzene, 1,2,3-trimethyl-
105

A

5000 120 LA L L L B L L L BB L |
11.80 12.00 12.20 12.40
m/z 77.00 11.72%
39 77 91
15, L8
T .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
11.80 12.00 12.20 12.40
5000 120 m/z 91.00 9.92%
28 77 91
51
A O I Y O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9402: Mesitylene
105 11.80 12.00 12.20 12.40
m/z 118.95 9.71%
120
5000
39 77 91
S A T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

82X121818W.M Fri Dec 28 11:51:23 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.27  34.71 ug/l 1896230  1,4-Dichlorobenzene-d4  12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Hexanol. 2-ethvl- 130 cgH180 000104-76-7 78

2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 43
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
Abundance Scan 1823 (12.267 min): VX006845.D (-1819) (-) m/z 57.10 100.00%
57
5000 M
8 2.00 12.20 12.40 12.60
98 112 12.00 12.20 12.40 12.
o 128141155 188 205 228 253 277 m/z 41.10 39.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13667: 1-Hexanol, 2-ethyl-
57
5000
41 12.00 12.20 12.40 12.60
83 m/z 43.05 33.49%
2 98112
o 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
12.00 12.20 12.40 12.60
5000 43 m/z 55.00 27 .72%
29 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13662: 2-Propyl-1-pentanol
57 12.00 12.20 12.40 12.60
m/z 70.05 21.24%
5000
41
3
2l \J | M | P2
O e A LS o a o AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

82X121818W.M Fri Dec 28 11:51:24 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 (Z)-1-Phenylpropene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 29.47 ug/1 1609930 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 76
2 Indane 118 C9H10 000496-11-7 68
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50
Abundance Scan 1828 (12.298 min): VX006845.D (-1826) (-) m/z 117.00 100.00%
117
5000
38 6377 134 154170186 217 246 281 1200 12.20 12.90 12.60
0 m/z 118.00 52.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8954: (2)-1-Phenylpropene
117
5000 AR AR RS BN SRS
91 12,00 12.20 12,40 12.60
m/z 115.00 31.72%
0“"””.|”||”|I” |.||| :'III e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 14 .32%
Jas 3 87 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 119.00 14 .26%
5000 a1
39 65
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 23.89 ug/1 1305410 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 89
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87

Abundance Scan 2001 (13.353 min): VX006845.D (-1996) (-) m/z 117.00 100.00%

147

5000 132 “ {
91

51 77 13.00 13.20 13.40 13.60
ol 3 148 166 215 234 269 m/z 132.05 39.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethy!l-
117
132
5000
91 13.00 13.20 13.40 13.60
51 m/z 115.00 28.31%
65
27
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.05 18.70%
27 51 77 9 ‘
o A IV AP Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 13.00 13.20 13.40 13.60
m/z 119.10 14 _.43%
5000 132
39
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122718\
Data File : VX006845.D

Aca On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 15.87 ug/Il 867193 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 93
2 Benzene. cvclobutvl- 132 C10H12 004392-30-7 53
3 Indan. epoxide 132 C9H80 000768-22-9 53
4 Benzene. 3-cvclohexen-1-vl- 158 C12H14 004994-16-5 47
5 2-Propenoic acid, 2-phenylethyl ... 176 C11H1202 003530-36-7 38
Abundance Scan 2022 ((})3.481 min): VX006845.D (-2017) (-) m/z 104.00 100.00%
104
132
5000
51 78 13.20 13.40 13.60 13.80
o ST/ N ..]J'."ff-!ﬂ.-.,1.‘?7..,1.6.6..15?2].2.09... 228 257 | 'm/z 132.10 52.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14084: (bNaphthaIene, 1,2,3,4-tetrahydro-
104
132
5000
13.20 13.40 13.60 13.80
m/z 90.95 40.29%
AN A w0 I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14049: Benzene, cyclobutyl-
104
13.20 13.40 13.60 13.80
5000 m/z 115.00 18.15%
50 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14522: Indan, epoxide
104 13.20 13.40 13.60 13.80
m/z 117.00 14 _.45%
5000
51 78 132
o 27
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122718\
Data File : VX006845.D

Acq On : 27 Dec 2018 16:29

Operator : JC/MD

Sample : J6571-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 97.3 ug/1 4301070 6.86 2211230 50.0
Propanoic acid, 1... 8.62 14.7 ug/I1 774409 10.11 2642460 50.0
Propanoic acid, p--.. 9.54 46.2 ug/l 2439660 10.11 2642460 50.0
Butanoic acid, 1-... 9.97 25.3 ug/1 1338970 10.11 2642460 50.0
Benzene, l-ethyl-_.. 11.43 24 .8 ug/1 1354780 12.08 2731720 50.0

2731720 50.0
12.08 2731720 50.0
12.08 2731720 50.0
12.08 2731720 50.0
12.08 2731720 50.0

Benzene, 1,2,3-tr... 12.14 17.9 ug/1 979611
1-Hexanol, 2-ethyl- 12.27 34.7 ug/1 1896230
(2)-1-Phenylpropene 12.30 29.5 ug/1 1609930
Benzene, 2-etheny... 13.35 23.9 ug/1 1305410
Naphthalene, 1,2,... 13.48 15.9 ug/I 867193
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