LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X061518W.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 1.075 76 80 94 rBY 1437626 1765092 100.00% 11.771%
2 1.270 108 112 123 rBvV 55173 79873 4_.53% 0.533%
3 2.355 285 290 295 rBV 11170 17950 1.02% 0.120%
4 2.447 300 305 312 rVB 32790 54364 3.08% 0.363%
5 5.507 797 807 822 rBV 150791 428145 24.26% 2.855%
6 5.666 822 833 848 rVvVv 228967 639009 36.20% 4.261%
7 6.074 888 900 911 rBV 166245 436737 24.74% 2.912%
8 6.867 1020 1030 1049 rBV 329818 766100 43.40% 5.109%
9 8.659 1318 1324 1327 rBvV2 16012 25822 1.46% 0.172%
10 8.720 1327 1334 1343 rVV 806648 1225041 69.40% 8.169%
11 9.604 1472 1479 1484 rBV 17912 30632 1.74% 0.204%
12 10.116 1553 1563 1575 rBvV 695570 943623 53.46% 6.293%
13 10.957 1695 1701 1705 rVvB3 10425 21644 1.23% 0.144%
14 11.140 1726 1731 1737 rBvV 718702 908031 51.44% 6.055%
15 11.366 1761 1768 1771 rBV7 9351 17987 1.02% 0.120%
16 11.634 1807 1812 1815 rVB5 16037 29864 1.69% 0.199%
17 11.677 1815 1819 1821 rBvV2 17751 24547 1.39% 0.164%
18 11.744 1827 1830 1834 rVB4 17976 24222 1.37% 0.162%
19 11.805 1834 1840 1843 rBV4 31012 57368 3.25% 0.383%
20 11.945 1859 1863 1866 rBV2 29725 42142 2.39% 0.281%
21 11.975 1866 1868 1872 rVB3 21666 24537 1.39% 0.164%
22 12.042 1874 1879 1880 rBV5 12454 18720 1.06% 0.125%
23 12.079 1880 1885 1891 rVvV 820306 1080632 61.22% 7.206%
24 12.134 1891 1894 1900 rVV7 21527 49786 2.82% 0.332%
25 12.207 1903 1906 1911 rVB5 27516 41897 2.37% 0.279%
26 12.262 1911 1915 1917 rBV3 12809 18122 1.03% 0.121%
27 12.347 1926 1929 1934 rVB2 25330 33198 1.88% 0.221%
28 12.396 1934 1937 1940 rBvV4 25428 29521 1.67% 0.197%
29 12.555 1957 1963 1965 rBV6 19907 37142 2.10% 0.248%
30 12.609 1965 1972 1975 rVvV 69771 109701 6.22% 0.732%
31 12.670 1980 1982 1987 rVB3 23497 31111 1.76% 0.207%
32 12.725 1987 1991 1996 rBV5 54199 102204 5.79% 0.682%
33 12.786 1996 2001 2005 rBV6 27785 49858 2.82% 0.332%

34 12.981 2028 2033 2036 rBvV2 173333 243901 13.82% 1.627%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X061518W_M
SW846 8260

35 13.012 2036 2038 2046 rVB2 137468 197851 11.21% 1.319%

36 13.085 2046 2050 2056 rBv4 40723 80525 4_.56% 0.537%
37 13.146 2056 2060 2064 rBv4 43478 68489 3.88% 0.457%
38 13.256 2074 2078 2079 rBV 53975 59792 3.39% 0.399%
39 13.353 2087 2094 2100 rVB6 88482 215978 12.24% 1.440%
40 13.542 2122 2125 2126 rBV3 19617 19668 1.11% 0.131%
41 13.567 2126 2129 2132 rBV3 39342 59400 3.37% 0.396%
42 13.658 2138 2144 2148 rBV5 70713 143047 8.10% 0.954%
43 13.707 2149 2152 2155 rBV4 41068 64737 3.67% 0.432%
44 13.810 2165 2169 2173 rBV2 161092 227621 12.90% 1.518%
45 13.865 2174 2178 2181 rVB4 37633 53519 3.03% 0.357%
46 13.908 2181 2185 2188 rBV4 70462 112888 6.40% 0.753%
47 13.945 2188 2191 2193 rVB3 43091 45279 2.57% 0.302%
48 13.987 2194 2198 2200 rBV3 48239 83271 4.72% 0.555%
49 14.079 2211 2213 2214 rBVY 33864 27615 1.56% 0.184%
50 14.170 2225 2228 2231 rVB4 78874 97232 5.51% 0.648%

51 14.304 2246 2250 2253 rBV4 92862 151406 8.58% 1.010%
52 14.377 2258 2262 2267 rVV5 137790 288944 16.37% 1.927%
53 14.432 2268 2271 2278 rVB2 238654 344717 19.53% 2.299%
54 14.548 2287 2290 2293 rVB2 110460 141058 7.99% 0.941%
55 14.585 2293 2296 2302 rVB7 62193 115470 6.54% 0.770%

56 14.646 2303 2306 2309 rBV3 53928 77783 4.41% 0.519%
57 14.774 2323 2327 2329 rBV2 108416 155928 8.83% 1.040%
58 14.835 2334 2337 2343 rVB2 226664 326525 18.50% 2.178%
59 14.969 2351 2359 2367 rVB5 239120 638251 36.16% 4._.256%
60 15.121 2379 2384 2388 rBV3 224411 402176 22.78% 2.682%

61 15.243 2400 2404 2412 rBV6 68667 133077 7.54% 0.887%
62 15.402 2425 2430 2443 rVB 557204 917437 51.98% 6.118%

63 15.591 2458 2461 2472 rVB3 123297 269363 15.26% 1.796%
64 16.182 2555 2558 2568 rVB4 36044 67822 3.84% 0.452%

Sum of corrected areas: 14995392
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
VX002744.D

20 Jun 2018 16:20

JC/MD

J3596-05

5.0mL/MSVOA X/WATER

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Trans-1,4-diethylcyclohexane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.98 11.29 ug/Il 243901 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trans-1.4-diethvlcvclohexane 140 C10H20 013990-93-7 64
2 Dichloroacetic acid. 6-ethvl-3-0... 268 C12H22CI1202 1000282-56-6 53
3 6-Methvl-hept-2-vn-4-ol 126 C8H140 060018-69-1 50
4 Cvclohexane. 1.2-diethvl-. cis- 140 C10H20 000824-43-1 50
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 50

Abundance Scan 2033 (12.981 min): VX002744.D (-2028) (-) m/z 69.10 100.00%
69
55
5000 43 111
85 96 AR SC A SR
140 154 12.60 12.80 13.00 13.20
oy 2t U i1e4 207 0 h/z 55.00  53.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18015: Trans-1,4-diethylcyclohexane
69
111
5000 %5 AU R R
41 nmnmnmnm
140 m/z 111.05 39.86%
| g |
'|”"N"J“'M"W'"|'W'|"”|"'w""w"'|'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
84 12.60 12.80 13.00 13.20
5000 43 55 m/z 43.00 39.53%
111
29
97 129140 155 169 197
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11357: 6-Methyl-hept-2-yn-4-ol B e
69 12.60 12.80 13.00 13.20
m/z 41.00 38.59Y%
5000
111
29 84
m/z--> 20 80 100 120 140 160 180 200 nmnmnmnm

82X061518W.M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 1-Azabicyclo[2.2.2]octane, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.81 10.53 ug/I 227621 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Azabicvclol2.2.2loctane. 2.6-d... 139 C9H17N 013218-10-5 53
2 1-Ethvl-2_.2_6-trimethvlcvclohexane 154 C11H22 071186-27-1 52
3 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 49
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 46
5 Cyclohexane, 1,l1-dimethyl-2-propyl- 154 C11H22 081983-71-3 45
Abundance Scan 2169 (13.810 min): VX002744.D (-2165) (-) m/z 56.05 100.00%
56
41 83
5000

13.40 13.60 13.80 14.00 14.20
m/z 83.00 61.37%

170 190 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17927: 1-Azabicyclo[2.2.2]octane, 2,6-dimethyl-, (1.alpha...
56
5000 70 96 IIIIIIIIIIIIIIIIII
M 124139 13. 40 13. 60 13. 80 14. OO 14 20
m/z 41.00 59.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
41 55 RN
13.40 13.60 13.80 14.00 14.20
5000 34 m/z 69.00 57.70%
27 111 13914
125
wmnwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3380: 2-Hexene, 5-methyl-, (E)- R EAERE RS
5 13.40 13.60 13.80 14.00 14.20
41 m/z 55.00 55.31%
5000
27
70 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 3-Decene, 2,2-dimethyl-, (E)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14._.38 13.37 ug/Il 288944 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Decene. 2.2-dimethvl-. (E)- 168 C12H24 055499-02-0 50
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 49
3 Bicvclol2.2.1Theptan-2-one. 4-hv... 168 C10H1602 055784-66-2 46
4 2-sec-Butvl-3-methvl-1-pentene 140 C10H20 075144-24-0 46
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 46

Abundance Scan 2262 (14.377 min): VX002744.D (-2258) (-) m/z 55.00 100.00%
69
41 83
5000

14.00 14.20 14.40 14.60
m/z 69.00 89.55%

168 192007

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36840: 3-Decene, 2,2-dimethyl-, (E)-
69 83
55
5000 41 L L o e
14.00 14.20 14.40 14.60
2 97 m/z 83.00 78.13%
N L | 111515013168
N RE R L e i RS AR RAARNRRRRs EanEs L s RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 69
R B RRREE
83 14.00 14.20 14.40 14.60
5000 m/z 41.00 76.57%
27
97
mﬁmﬁwﬁmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36516: Bicyclo[2.2.1]heptan-2-one, 4-hydroxy-1,7,7-trimethyl R ma e AR
83 14.00 14.20 14.40 14.60
55 m/z 95.00 63.36%
5000 41 107122 168
27 69
140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Camphor Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.43 15.95 ug/I 344717 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 87
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 86
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 83
4 Puleaone 152 C10H160 000089-82-7 45
5 1,3,3-Trimethylcyclohex-1-ene-4-_._.. 152 C10H160 127128-60-3 45
Abundance Scan 2271 (14.432 min): VX002744.D (-2268) (-) m/z 95.05 100.00%

5000

14.20 14.40 14.60 14.80
m/z 108.05  75.66%

193208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25060: Camphor
95
81
5000 41 LINLENLILI LI L L L LI LI
55 109 152 14.20 14.40 14.60 14.80
m/z 81.00 73.21%
123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
55
41 81 e
152 14.20 14.40 14.60 14.80
5000 m/z 67.05 54.71%
110
137

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

Abundance #25433: cis-Decalin, 2-syn-methyl-  AmE BE o
81 95 14.20 14.40 14.60 14.80
67 m/z 152.10 54 _48%
41
5000
152
27 110
137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 trans,trans-1,6-Dimethylspi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 15.11 ug/Il 326525 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-1.6-Dimethvilspirol4.... 166 C12H22 1000111-72-1 64
2 cis.trans-1.6-Dimethvlspirol4.51... 166 C12H22 1000111-72-3 64
3 cis.cis-1.6-Dimethvilspirol4.51de... 166 C12H22 1000111-72-4 58
4 cis-p-mentha-1(7).8-dien-2-ol 152 C10H160 1000374-16-8 49
5 4-Methyl-1,4-heptadiene 110 C8H14 013857-55-1 46
Abundance Scan 2336 (14.829 min): VX002744.D (-2334) (-) m/z 95.00 100.00%
109
5000
14.60 14.80 15.00 15.20
181 196209 m/z 109.10  95.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
8195
166
c000 1 00 S
14.60 14.80 15.00 15.20
m/z 41.00 79 .30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 95
. 166 1460 14.80 15.00 15.20
5000 m/z 81.00 79.10%
109 .,
"'I""I""I""I""I":'L?I7'1'5']'- B S B D N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35199: cis,cis-1,6-Dimethylspiro[4.5]decane N A EREEEEE S
95 14.60 14.80 15.00 15.20
_— m/z 67.05 78.97%
109 166
5000
3
1%3137151
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

82X061518W.M Thu Jun 21 19:16:40 2018 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2(1H)-Naphthalenone, octahy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .97 29.53 ug/1 638251 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 002530-17-8 70
2 2-Methvlbicvclol3.2.11loctane 124 C9H16 1000215-28-0 55
3 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 55
4 Hexen-1-vlcvclohexane 166 C12H22 067975-92-2 53
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 53

Abundance Scan 2359 (14.969 min): VX002744.D (-2351) (-) m/z 55.05 100.00%

41 81 95108

5000

14.60 14.80 15.00 15.20
m/z 108.05  87.75%

189 209 253267 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35083: 2(1H)-Naphthalenone, octahydro-8a-methyl-, cis-
41
55 95

14,60 14.80 15.00 15.20
m/z 95.00 86.68%

5000

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

67 95
e e N Emas

81 14.60 14.80 15.00 15.20
5000 41 109 m/z 41.00 85.08%

124

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

Abundance #6010: 1-Methyl-2-methylenecyclohexane L B o
67 81 95 14.60 14.80 15.00 15.20
m/z 67.00 82.61%
5000, 41
110
R B R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 Cycloheptanone, 2-(2-methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.12 18.61 ug/Il 402176 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanone. 2-(2-methvlpropy... 166 C11H180 120694-89-5 55
2 2-Cvclopenten-1-one. 2-(2-butenv... 166 C10H1402 017190-74-8 55
3 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 001197-95-1 52
4 Cvcloundecene. 1-methvl- 166 C12H22 088828-82-4 49
5 3-Tridecene 180 C13H24 060186-78-9 43

Abundance Scan 2384 (15.121 min): VX002744.D (-2379) (-) m/z 109.10 100.00%

5000

14.80 15.00 15.20 15.40
m/z 41.00 88.54%

253267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35066: Cycloheptanone, 2-(2-methylpropylidene)-

5000

14.80 15.00 15.20 15.40
m/z 95.00 84.94%

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

166

14.80 15.00 15.20 15.40
5000 43 m/z 67.00 81.98%

28 79 95 109123137151
65

Tmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35098: 2(1H)-Naphthalenone, octahydro-8a-methyl-, trans- e A RERREEESE L
14.80 15.00 15.20 15.40

m/z 166.10 79 .73%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062018\
Data File : VX002744.D

Aca On : 20 Jun 2018 16:20

Operator : JC/MD

Sample = J3596-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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 (5-Amino-3H-imidazol-4-yl)a... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.40 42 .45 ug/1 917437 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Amino-3H-imidazol-4-vD)aceton... 122 C5H6N4 1000191-16-3 55
2 cis.cis-1.6-Dimethvilspirol4.51de... 166 C12H22 1000111-72-4 50
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 42
4 2.4-Hexadiene. 3.4-dimethvl-., (E... 110 C8H14 002417-88-1 42
5 1H-Indene, l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 41
Abundance Scan 2430 (15.402 min): VX002744.D (-2425) (-) m/z 122.05 100.00%
142
- 95
41 81 166
5000
LRI B BN N B
15.00 15.20 15.40 15.60 15.80
180 203 221 249 283 mn/z  95.00 77 11%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9772: (5-Amino-3H-imidazol-4-yl)acetonitrile
122
28 95
5000 67 LRI B ISR SN B
15.00 15.20 15.40 15.60 15.80
3 m/z 55.00 68.56%
1

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

-

Abundance
95
81
55 R AR REATE LR
109 166 15.00 15.20 15.40 15.60 15.80
0
5000 m/z 81.00 63.93%
123137151
Twwmwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16976: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- A B o
5 95 15.00 15.20 15.40 15.60 15.80

m/z 166.05 61.07%

5000

8

I I T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062018\
Data File : VX002744.D

Acq On : 20 Jun 2018 16:20

Operator : JC/MD

Sample - J3596-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W_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]
Trans-1,4-diethyl._... 12.98 11.3 ug/I1 243901 4 12.09 1080630 50.0
1-Azabicyclo[2.2.... 13.81 10.5 ug/I1 227621 4 12.09 1080630 50.0
3-Decene, 2,2-dim... 14.38 13.4 ug/I1 288944 4 12.09 1080630 50.0
Camphor 14.43 15.9 ug/I1 344717 4 12.09 1080630 50.0
trans,trans-1,6-D... 14.83 15.1 ug/I1 326525 4 12.09 1080630 50.0
2(1H)-Naphthaleno... 14.97 29.5 ug/I1 638251 4 12.09 1080630 50.0
Cycloheptanone, 2... 15.12 18.6 ug/I1 402176 4 12.09 1080630 50.0

4

(5-Amino-3H-imida... 15.40 42.5 ug/l 917437 12.09 1080630 50.0
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