LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.223 401 406 413 rBV 143376 222872 2.23% 0.410%
2 5.699 480 487 499 rBV 1151413 1869568 18.73% 3.436%
3 7.309 753 761 774 rBV 854503 1534619 15.38% 2.820%
4 7.685 817 825 837 rVB 2015708 3564613 35.72% 6.551%
5 8.149 893 904 912 rBV 426889 798710 8.00% 1.468%
6 8.478 950 960 971 rBV 1612449 2850212 28.56% 5.238%
7 9.324 1097 1104 1112 rBV 1621887 2927790 29.34% 5.380%
8 10.681 1325 1335 1342 rBVS 79008 240585 2.41% 0.442%
9 10.981 1377 1386 1395 rBV 666881 1257419 12.60% 2.311%
10 11.087 1399 1404 1412 rVB9 50234 115471 1.16% 0.212%

11 11.686 1500 1506 1513 rVB5 53402 116830 1.17% 0.215%
12 11.821 1524 1529 1535 rVBS8 76748 137048 1.37% 0.252%
13 12.021 1555 1563 1572 rBV7 75157 182907 1.83% 0.336%
14 12.514 1642 1647 1649 rBV5 72479 112423 1.13% 0.207%
15 12.585 1655 1659 1662 rBV5 62224 111519 1.12% 0.205%

16 12.714 1673 1681 1690 rBV5 85798 262845 2.63% 0.483%
17 12.896 1706 1712 1714 rBV6 112449 234128 2.35% 0.430%
18 13.073 1735 1742 1745 rBV7 84738 185625 1.86% 0.341%
19 13.190 1757 1762 1768 rBV6 84236 149720 1.50% 0.275%
20 13.308 1776 1782 1791 rVB10 85647 247194 2.48% 0.454%

21 13.419 1791 1801 1807 rBV 4384994 7053024 70.67% 12.962%
22 13.736 1851 1855 1858 rBvV4 75721 140316 1.41% 0.258%
23 13.807 1863 1867 1872 rVB5 115923 174925 1.75% 0.321%
24 13.901 1879 1883 1887 rvVv4 118088 168647 1.69% 0.310%
25 13.948 1888 1891 1895 rVB3 97041 108162 1.08% 0.199%

26 14.030 1901 1905 1908 rVB4 116187 166412 1.67% 0.306%
27 14.118 1916 1920 1926 rBV8 104278 228467 2.29% 0.420%
28 14.207 1932 1935 1942 rVB9 85011 143946 1.44% 0.265%
29 14.794 2030 2035 2042 rVB2 1115996 1889413 18.93% 3.472%
30 15.053 2073 2079 2085 rBV2 94999 199967 2.00% 0.367%

31 15.176 2096 2100 2103 rBV5 71031 103424 1.04% 0.190%
32 15.264 2111 2115 2120 rBV6 149620 271638 2.72% 0.499%
33 15.341 2125 2128 2136 rVV9 114645 250016 2.51% 0.459%
34 15.423 2136 2142 2151 rVV10 192658 514415 5.15% 0.945%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.552 2162 2164 2172 rVB8 116262 227044 2.28% 0.417%

36 15.828 2208 2211 2217 rVB6 130241 196158 1.97% 0.360%
37 16.175 2263 2270 2274 rBV8 106873 223048 2.24% 0.410%
38 16.292 2283 2290 2299 rBV 4269884 6788055 68.02% 12.475%
39 17.556 2499 2505 2511 rBV 1437894 2220238 22.25% 4._.080%
40 18.137 2602 2604 2609 rVB 97443 126322 1.27% 0.232%

41 18.425 2649 2653 2658 rBV3 197053 275240 2.76% 0.506%
42 19.688 2864 2868 2873 rBV3 238557 352931 3.54% 0.649%
43 20.153 2942 2947 2954 rVB 7101446 9979754 100.00% 18.340%
44 21.034 3094 3097 3102 rVB 359967 460122 4.61% 0.846%
45 21.845 3230 3235 3243 rVB 1502873 2548872 25.54% 4.684%

46 25.200 3799 3806 3816 rVvB2 825927 2482246 24.87% 4.562%

Sum of corrected areas: 54414900
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters:

LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG022940.D

7.68

8.48 9.32

5.70

7.31 10.98

8.15
10.68 ;ﬂg‘og 1116932 02 12%38

522

0
Time-->

3.00 350 400 450 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

2082

TIC: BG022940.D
20115

13.42 16.29

21.84
17.56
14.79
21.03
8.43
18. 1k

19.69

153R8BE21 B2555.86.

Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG022940.D

25.20

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 5.58 ng 222872 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
3 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 33
4 4-Ethvl-3-octanol 158 C10H220 019781-26-1 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 406 (5.223 min): BG022940.D (-401) (-) m/z 43.10 100.00%
a3
5000
101

4.80 5.00 520 5.40 5.60

71 134160 201 248 319 357386 453 515

Ol 20 A eSS A3 92 'm/z 59.05  74.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L B i
4.80 5.00 520 5.40 5.60
m/z 101.00 26.77%
15 ‘ 101
0 ‘ NI . \‘
P e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R s e e
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 17.56%
126
O T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116455: Acetic acid, 10,11-dihydroxy-3,7,11-trimethyl-dod...
48 g1 4.80 5.00 520 5.40 5.60

m/z 41.05 12 _.86%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.68 Concentration Rank 1

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

7.68 89.26 ng 3564610 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 824 (7.679 min): BG022940.D (-817) (-) m/z 132.00 100.00%
132
68
5000
a0 | % 740 7.60 7.80 8.00
o! A .l,'-. A A73,208 254 294321 885 453 S5 'm/z 68.05 58.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL UL R
7.40 7.60 7.80 8.00
31 m/z 66.05 38.93%
O'MMWVM'ﬁ'"|”"l'”'l"”l"'w""w"'|”"|'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 33.17%
31 0
e S L L L L B UL S WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13679: 5-Fluoro-2-chloropyrimidine AT e
132 7.40 7.60 7.80 8.00
m/z 69.05 27 .22%
5000
33 105
‘ ‘L \7ﬁ ‘ L
e S L L UL L B UL S B B R UL UL R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Furan, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.68 3.83 ng 240585 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl- 96 C6H80 003208-16-0 50
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 50
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 50
4 4-Methvlcvclohexanol acetate 156 C9H1602 022597-23-5 50
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 50
Abundance Scan 1335 (10.681 min): BG022940.D (-1325) (-) m/z 81.05 100.00%
g1
5000
39
114 167198 231 10.40 10.60 10.80 11.00
ol e O 28 30 A0 S8 /7 97.05 63.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2738: Furan, 2-ethyl-
81
5000
53 10.40 10.60 10.80 11.00
‘ m/z 55.05 44 _38%
0.??¢MW A B R R S I R MRS RS
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
81
10,40 10.60 10.80 11.00
5000 m/z 96.05 43.35%
54
27
O S L L B B B I L S WA
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2819: Cyclohexene, 4-methyl-
g1 10.40 10.60 10.80 11.00
m/z 39.05 28.63%
54
5000
7 ’
0 "h"l T ryrrrryrTTrTyTTT T T T T T T T T T T T T T T T T T T e T T T T rTTTprTTTT T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Cyclohexyl-2-cyclohexylid... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.18 ng 137048 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-cvclohexvlidenethane 192 Cl14H24 059986-23-1 56
2 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 42
3 1.17-Bicvclohexvl. 4.4"-dimethvl- 194 C14H26 054823-99-3 39
4 1H-Fluorene. dodecahvdro- 178 C13H22 005744-03-6 38
5 Trichloroacetic acid, 1-cyclopen... 258 C9H13CI1302 1000282-57-1 38
Abundance Scan 1529 (11.821 min): BG022940.D (-1524) (-) m/z 96.05 100.00%
96
5000 55
3| 195 83 223 267 328 360 392 428 493 525 ” 1160 1180 1200 1220 |
o} m/z 97.10 91.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50581: 1-Cyclohexyl-2-cyclohexylidenethane
81
5000 LR LR BN BN IR
11.60 11.80 12.00 12.20
192 m/z 81.05 72.31%
109
J S
U UL S I LI S SN S BRI I B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
96
. 1160 11.80 12.00 12.20
5000 123 m/z 55.10 37.28%
39 152
O S L I L L WL L B WL I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52094: 1,1'-Bicyclohexyl, 4,4-dimethyl- R N BB s R
5 11.60 11.80 12.00 12.20
m/z 67.00 36.24%
5000
28
194
o 123
mz-> 0 50 100 150 200 250 300 350 400 450 500 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl12.02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.91 ng 182907 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 35
2 Cvclopentanecarboxvlic acid. 3-t... 296 C19H3602 1000280-58-5 35
3 Cvclopentanecarboxvlic acid. 3-t... 310 C20H3802 1000280-58-8 35
4 Cvclohexane. (1.2-dimethvlpropvl)- 154 C11H22 051284-29-8 30
5 Cyclohexanol, 2,3-dimethyl- 128 C8H160 001502-24-5 25
Abundance Scan 1563 (12.021 min): BG022940.D (-1555) (-) m/z 95.05 100.00%

5

5000
155 192 232 081 324349 3g7 456 485 11.80 12.00 12.20 12.40
0 m/z 55.10 92.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136441: Cyclopentanecarboxylic acid, 4-hexadecy! ester
97
69
5000 LA L B L L L L LB
41 11.80 12.00 12.20 12.40

m/z 97.05 85.81%

, 125 169 200224

0 L L A e o o N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 97
41 IIIIIIIIIIIIIIIIIIIIIII
11.80 12.00 12.20 12.40
5000 m/z 69.10 85.50%
0 I o A ML e e o IS LB i o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123049: Cyclopentanecarboxylic acid, 3-tetradecyl ester M s )
69 97 11.80 12.00 12.20 12.40
41 m/z 41.10 83.36%
5000
.1125155 196
0 T L o B B o e N EREmm s e
m/z--> 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 wunknownl2.71 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 4.18 ng 262845 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Bicvclol2.2.11Theptane. 2.3-d... 124 C9H16 1000262-02-5 46
2 1.1°-Bicvclopropvl. 2.2.27.2"-te... 138 C10H18 068998-20-9 43
3 Pentalenoll.2-bloxirene. octahvd... 124 C8H120 055449-70-2 43
4 2-Methvlbicvclol3.2.1loctane 124 C9H16 1000215-28-0 38
5 Santolina epoxide 152 C10H160 060485-45-2 35
Abundance Scan 1680 (12.708 min): BG022940.D (-1673) (-) m/z 82.10 100.00%
5000
12.40 12:60 12.80 13.00
0 m/z 95.10 92 .88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10387: cis-Bicyclo[2.2.1]heptane, 2,3-dimethyl-
95
68
41
5000 SRR SRR SRR IARRR
1240 12.60 12.80 13.00
124 m/z 73.05 67 .89%
0 S AR LA UARLALISA AL BARLALEL SR SRR SR O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
41 67 95
12.40 12.60 12.80 13.00
5000 m/z 67.10 67.76%
123
e S I B L UL B UL UL LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10259: Pentaleno[1,2-b]Joxirene, octahydro-, (1a.alpha.,1b...  EEEmEEE R
95 12.40 12.60 12.80 13.00
67 m/z 93.05 56.40%
5000
ﬂ' l 124
L L U L UL B S WL S O SRR NS IR SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopropane, 1,1-dimethyl-_._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.48 ng 234128 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl-2-(2-... 124 C9H16 069147-03-1 50
2 1.3-Bis(bromomethvl)cvclohexane 268 C8H14Br2 1000216-89-9 35
3 Bicvclol2.2.1Theptan-2-one. 5-br... 230 C10H15BrO 010293-00-2 27
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 27
5 4-Nonene, 2,3,3-trimethyl-, (E)- 168 C12H24 063830-67-1 22

Abundance Scan 1713 (12.902 min): BG022940.D (-1706) (-) m/z 109.10 100.00%

41 gg 109

5000

169 S B S o
310 355383 416 455 499 12.60 12.80 13.00 13.20

0 m/z 41.10 85.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10395: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-propenyl)-
41
69
5000 LA L L L L L LB L |
109 12.60 12.80 13.00 13.20
‘ m/z 69.10 83.38%
O.M‘NNWMH L T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
109
)
a1 12.60 12.80 13.00 13.20
5000 67 m/z 81.10 65.35%
191
135
O o = o S o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75906: Bicyclo[2.2.1]heptan-2-one, 5-bromo-1,7,7-trimethy... I R B R ma
9 12.60 12.80 13.00 13.20

m/z 95.10 40.51%

5000

I I T I
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Furan, 2-ethyl-5-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.31 2.62 ng 247194 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 64
2 (2-Penta-2.4-dienvl-cvclohexv)-._.. 180 C12H200 1000186-20-6 53
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 53
4 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 53
5 Furan-2-carboxylic acid (cyano-d... 178 C9H10N202 1000297-46-7 52
Abundance Scan 1782 (13.308 min): BG022940.D (-1776) (-) m/z 95.10 100.00%
5000
24 13.00 13.20 13.40 13.60
181 281 : : : :
o 54 225 310341369 418 469 501 535 n/z 69.10 53700
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5673: Furan, 2-ethyl-5-methyl-
95
50001 43 USRS IR
13.00 13.20 13.40 13.60
m/z 81.05 44 _85%
0 '”””'“IU'”I"'W'"W""P"'P"'I”"I”"I”"I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95
&7 13.00 13.20 13.40 13.60
5000{ 41 m/z 41.10 44 .18%
137 180
e S L L L WL B LN WL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5891: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- A  RERRmEEEE
95 13.00 13.20 13.40 13.60
m/z 67.10 34 .03%
s000| 41 67
0'"J”l'ly"I”"P"'P"'P"W"'W"'W"”I"”I USRI BN
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.12 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.42 ng 228467 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 020348-74-7 47
2 4-Cvclohexvlidene-n-butanol 154 C10H180 004441-58-1 46
3 1-Methvilbicvclol3.2.1Toctane 124 C9H16 119972-41-7 35
4 Undec-10-vnoic acid 182 C11H1802 002777-65-3 27
5 2,3-Dimethyl-8-0xo0-non-2-enal 182 C11H1802 1000186-82-6 22
Abundance Scan 1920 (14.118 min): BG022940.D (-1916) (-) m/z 109.10 100.00%
5000
28 31433036 1980 1400 1450 1440
o} m/z 81.10 88.43%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #10393: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67
109
5000 AR B B B
41 13.80 14.00 14.20 14.40
m/z 67.10 70.51%
0:.LS‘“..“i‘““‘.“l“‘l‘.‘“,l ‘..,....,....|....,....,....,....,....,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
81
55 RN UL BN B
13.80 14.00 14.20 14.40
5000 109 m/z 41.10 54 _.58%
137
O L o L U B WL B B S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #10339: 1-Methylbicyclo[3.2.1]octane B R o
67 13.80 14.00 14.20 14.40
m/z 77.05 51.19%
109
so00] 41
0"""l'"”l""'l""l''"|""|""|""|'"'|""| R AR BRI I
miz--> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40

8270-BG070816.-M Mon Jul 11 17:03:34 2016 Page: 12



Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 11 unknownl15.05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.05 2.12 ng 199967 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol7.3.0.0(2.6)1-8-dodecen... 178 C12H180 1000099-25-3 30
2 Biphenvlene. 1.2.3.6.7.8.8a.8b-o0... 160 C12H16 028229-15-4 18
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 15
4 Benzeneacetonitrile., 2-(Chvdroxym... 147 C9H9NO 067519-22-6 15
5 (7S,8R,S)-7-Hydroxymethyl-8-etho... 196 C12H2002 073741-90-9 15
Abundance Scan 2079 (15.053 min): BG022940.D (-2073) (-) m/z 91.10 100.00%
5000
22 24 20 W s ;g 1480 1500 1520 1540
o} m/z 93.00 61.58%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41294: Tricyclo[7.3.0.0(2,6)]-8-dodecen-3-al, (3R,S)-tran...
1
131
5000 41 LI SR I SULRLE B
160 14.80 15.00 15.20 15.40
m/z 117.00 61.07%
0 IMi""“"I"''I""I""I""I""I'"'III
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91117 160
" 14.80 15.00 15.20 15.40
soo0l 2P m/z 79.10 59.84%
65
L S L UL UL I L L I WL S W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13573: Benzene, 2-butenyl- e AR EREEE EE S
117 14.80 15.00 15.20 15.40
m/z 129.10 59.33%
5000 01
39 65
Ol“hLymlLfﬁ"|“"|”"|”"|“"|”"|“"|”"|“ LU AL SRR SURIURE B
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12 unknownl5.26 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.26 2.88 ng 271638 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. l-acetvl-5-(3.4-dihvdr... 192 C11H16N20 054966-57-3 27
2 2.4.7.14-Tetramethvl-4-vinvl-tri... 290 C20H340 1000193-31-2 27
3 Benzeneacetaldehvyde. 2-methoxv-.... 178 C11H1402 053155-90-1 22
4 1H-Indole-3-carboxvlic acid. 4-h... 177 C9H7NO3 024370-76-1 14
5 3-Ethyl-7-hydroxyphthalide 178 C10H1003 000485-26-7 14

Abundance Scan 2114 (15.258 min): BG022940.D (-2111) (-) m/z 149.05 100.00%

9

5000

177 N e A

39
221 255282 312 343370399 495 538 15.00 15.20 15.40 15.60

0 m/z 93.10 80.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #50276: Pyridine, 1-acetyl-5-(3,4-dihydro-2H-pyrrol-5-yl)-...
149
192
5000 LIS L L L L L L B BB
15.00 15.20 15.40 15.60
43 122 m/z 81.10 44 _93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149
R e AR REmEE L
15.00 15.20 15.40 15.60
5000 m/z 79.10 43.04%
97
41 67
0 191220246 290
I B B e R e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41129: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl- R e AR REmEE L
149 15.00 15.20 15.40 15.60
m/z 133.05 42 .66%
5000
91
119 178
% il
I e — B
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 13 Ketone, methyl 6-methyl-2-p... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.65 ng 250016 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ketone. methvl 6-methvl-2-pvridvl 135 C8HONO 006940-57-4 50
2 Prop-2-en-1-thiocarbamide. 2-cva... 218 C10H10N4S 336180-91-7 30
3 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 232 C6H5BrN203 1000110-71-6 27
4 3-Hexvne. 1.6-dibromo- 238 C6H8Br2 061233-70-3 27
5 Benzene, l-ethenyl-3-methoxy- 134 C9H100 000626-20-0 25
Abundance Scan 2128 (15.341 min): BG022940.D (-2125) (-) m/z 79.10 100.00%
135
5000
365 456 537 15.00 15.20 15.40 15.60
0 et id m/z 135.05 88.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15006: Ketone, methyl 6-methyl-2-pyridy!
93
135
5000{ 43 AR AR SRR RARRE
15.00 15.20 15.40 15.60
‘ m/z 134.10 85.05%
0-””““"ﬂ"“|'“'|"“ [rTrrrfrrrr T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
93
65 uwmﬁWﬂw"“l'“'l“'w
15.00 15.20 15.40 15.60
5000/ 39 185 m/z 93.10 63.75%
158
218
119
e S L L WL B L B SN L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77655: 5-Bromo-4-0xo0-4,5,6, 7-tetrahydrobenzofuroxane R RE e R R REEE
95 15.00 15.20 15.40 15.60
65 m/z 55.10 57.72%
5000 202
146
176 “ ziz
0""ll""l""'l""'l"" DS R S SR S S L NI BRI SUMIL UL
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60

8270-BG070816.-M Mon Jul 11 17:03:37 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 unknownl5.42 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.42 5.45 ng 514415 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Aminocinnamic acid 163 C9HONO2 1000128-93-5 38
2 4.7-Dimethoxvindan-1-one 192 C11H1203 052428-09-8 30
3 Furan-2-carboxvlic acid. 5-(1-he... 192 C11H1203 1000269-18-0 30
4 2.4-Dimethvlphenvl isothiocvanate 163 C9HONS 039842-01-8 30
5 Propofol 178 C12H180 002078-54-8 22
Abundance Scan 2142 (15.423 min): BG022940.D (-2136) (-) m/z 163.00 100.00%
91 163
192
5000
291 375 15.20 15.40 15.60 15.80
0 22 34 503 %46 17z 91.00 85.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31433: 2-Aminocinnamic acid
118 163
5000 LRI UL UL SUREULE B
%0 15.20 15.40 15.60 15.80
m/z 192.10 71.87%
e | |l
0""‘#“"“"'"I""I""I"" [rrrryrrrTyTT T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
163192
" 15.20 1540 15.60 15.80
5000 m/z 115.10 69.63%
91 121
R L L L LS UL I L WL I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50174: Furan-2-carboxylic acid, 5-(1-hexynyl)- R B A e e
147 192 15.20 15.40 15.60 15.80
m/z 105.10 69.49%
105
5000
a .
0 A Ema e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1550 1540 1560 1§80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 1-Cyclohepten-3,6-dione, 2,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.55 2.40 ng 227044 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohepten-3.6-dione. 2.5.5-t... 196 C10H16N202 058870-13-6 78
2 Cvclopentanol. 1-(1-methvlene-2-... 138 C9H140 078158-11-9 52
3 1-Methvlbicvclol3.2.11octane 124 C9H16 119972-41-7 50
4 3-Cvclopenten-1-one., 2.2.5.5-tet... 138 C9H140 081396-36-3 43
5 4-Decyne 138 C10H18 002384-86-3 43
Abundance Scan 2164 (15 552 min): BG022940.D (-2162) (-) m/z 81.10 100.00%
1109 163
5000
229 281 311 401 1520 15.40 15.60 15.80
0 m/z 163.00 95.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53164: 1-Cyclohepten-3,6-dione, 2,5,5-trimethyl-, dioxime
53 |9 196
500028 120149 LA L L L L L L I
15.20 15.40 15.60 15.80
m/z 109.10 94 .85%
0 ”hﬂ""P"'I”"I'”'I"”I"'W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67
41 95 SN B B SR I
15.20 15.40 15.60 15.80
5000 m/z 95.10 87.32%
120
e S L L L B UL L S I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10339: 1-Methylbicyclo[3.2.1]octane R RE T
6 15.20 15.40 15.60 15.80
m/z 67.10 84 .49%
109
5000, 4t
0 L DL S UL S SR SR SR LI L SN SRR B SR I
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16 unknownl5.83 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.08 ng 196158 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(dimethvlamino)- 137 C8H11NO 000099-07-0 38
2 2.alpha.. 4a.beta.. 8a.beta.-Dec... 154 C10H180 001424-37-9 38
3 2H-OQuinolizine. 1.3.4.6.7.9a-hex... 137 C9H15N 001004-90-6 30
4 5-Methvlene-1.3a.4.5.6.6a-hexahv... 136 C9H120 1000193-00-3 30
5 Bicyclo[3.2.2]non-6-en-3-o0ne 136 C9H120 1000072-31-7 30
Abundance Scan 2211 (15.828 min): BG022940.D (-2208) (-) m/z 136.05 100.00%
136
5000
166 196224 759 1560 15,80 16.00 16.20
0 m/z 81.10 92.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16151: Phenol, 3-(dimethylamino)-
136
5000 U SURR SR BN BUR
15.60 15.80 16.00 16.20
m/z 137.10 65.02%
39 65 94
0 ”'WWW“th“l'”'l“"w"w"“l'”'l“"w"w"”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
136
15,60 15.80 16.00 16.20
5000 o5 m/z 67.10 62.54%
55
29
L S L B W B WL S L I S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16215: 2H-Quinolizine, 1,3,4,6,7,9a-hexahydro-  EEEE R e
136 15.60 15.80 16.00 16.20
m/z 95.10 55.54%
5000 108
81
41 1
0"'ﬁlh'JﬁJ"P"W"'W"'W"”I"”I'”'I'”'I'”' U SUNR SR BRI BUR
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 unknownl6.17 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.01 ng 223048 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 32
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 25
3 Benzene. 1.3-bis(1l-buten-3-vI-)- 186 C14H18 158117-62-5 17
4 l1soauinoline 1.2.3.4-tetrahvdro-... 178 C9H10N202 010308-72-2 14
5 Imidazol-4-o0l, 2-pentafluorophen... 372 C17H13F5N202 1000295-54-7 12
Abundance Scan 2269 (16.169 min): BG022940.D (-2263) (-) m/z 131.10 100.00%
131
5000 176
53 77 107 R S
214 15.80 16.00 16.20 16.40
0 G o A m/z 176.00  49.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131
5000 o1 176 AR UG BN SRR B
15.80 16. oo 16.20 16.40
m/z 115.05 31.36%
fo) MMMH ‘\ \H “M“.|‘..‘..|....|....|....|....|....|....|.
m/z--> 50 10 150 200 250 300 350 400 450 500
Abundance
131
15.80 16.00 16,20 16.40
5000 m/z 107.10 30.75%
91
39 o
e L L A L UL WL L LI B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #46932: Benzene, 1,3-bis(1-buten-3-yl-)- R B o e
5 131 15.80 16.00 16.20 16.40
m/z 122.10 25.81%
5000
91
186
m/z--> 50 100 150 200 250 300 350 400 450 500 1580 1600 1620 1640

8270-BG070816.-M Mon Jul 11 17:03:40 2016
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.48 ng 275240 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 2654 (18.431 min): BG022940.D (-2649) (-) m/z 73.05 100.00%

5000

256283 313 430461 505 537 18.20 18.40 18.60 18.80

0 m/z 60.10 93.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid
7
43
5000 129
171 18.20 18.40 18.60 18.80
\ 214 m/z 41.10 91.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 R e R
18.20 18.40 18.60 18.80
5000 m/z 43.10 71.12%
129
185 228
¥ 157
O T T T e T e T e e T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid A BAR T B S
43 18.20 18.40 18.60 18.80

m/z 57.10 70.86%

5000

21
157185

T
m/z--> 50 100 150 200 250 300 350 400 450 500 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.69 3.18 ng 352931 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2868 (19.688 min): BG022940.D (-2864) (-) m/z 73.10 100.00%
5000
4 19.40 19,60 19.80 20.00
341
o~ J27 378 413 499 505 580 | "m/z 43.10  86.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108839: Octadecanoic acid
43 73
5000 LRI BB BRI I B
129 284 mmmmmmmm
m/z 60.00 80.21%
185 241
I ‘ H\ \\‘157\213\‘
0:: u H u\\\‘l ||‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
19.40 19.60 19.80 20.00
5000 3 m/z 57.10 77.20%
. 1011%° 171 213 256
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83683: Pentadecanoic acid EE BEE
19.40 19.60 19.80 20.00
m/z 55.10 68.15%
5000
0l e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1940 1960 1980 2000
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022940.D

Aca On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.03 3.61 ng 460122 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 97
2 Benzoic acid. 2.6-difluoro-4-met... 202 C9H8F203 084937-82-6 53
3 2.4-Difluorophenvl isothiocvanate 171 C7H3F2NS 141106-52-7 47
4 3-Cvanoauinoxaline 1l-oxide 171 C9H5N30 053688-02-1 47
5 Quinoline, 2,3,4-trimethyl- 171 C12H13N 002437-72-1 40
Abundance Scan 3096 (21.028 min): BG022940.D (-3094) (-) m/z 171.10 100.00%
17
5000 83
1 " 20.80 21.00 21.20 21,40
Ol .ﬂl, b | -.l.Jl 20 22N201300 358 308429 471500 849 | 7, 83.10  41.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d.
171
5000 LB BRI LI BN B
20.80 21.00 21.20 21.40
83 m/z 128.10 18.78%
56 128 050
0"'H“W“u'ﬂ' ' ”299"""""I”"I'”'I"”I"'W'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
171
20,80 21.00 21.20 21,40
5000 m/z 44.10 17.61%
202
i ) 100128
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36985: 2,4-Difluorophenyl isothiocyanate  EAmEEE R e
171 20.80 21.00 21.20 21.40
m/z 71.10 16.10%
5000
63 139
31
o.MqUHﬁ?liL‘.............”,.”.,”..“..w..”,. e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022940.D

Acq On : 8 Jul 2016 21:25

Operator : UM/SJ

Sample - H3859-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.22 5.6 ng 222872 1 8.15 798710 20.0
unknown7 .68 7.68 89.3 ng 3564610 1 8.15 798710 20.0
Furan, 2-ethyl- 10.68 3.8 ng 240585 2 10.98 1257420 20.0
1-Cyclohexyl-2-cy... 11.82 2.2 ng 137048 2 10.98 1257420 20.0
unknownl12 .02 12.02 2.9 ng 182907 2 10.98 1257420 20.0
unknownl12.71 12.71 4.2 ng 262845 2 10.98 1257420 20.0
Cyclopropane, 1,1... 12.90 2.5 ng 234128 3 14.79 1889410 20.0
Furan, 2-ethyl-5-_.. 13.31 2.6 ng 247194 3 14.79 1889410 20.0
unknownl14 .12 14.12 2.4 ng 228467 3 14.79 1889410 20.0
unknown15.05 15.05 2.1 ng 199967 3 14.79 1889410 20.0
unknownl15.26 15.26 2.9 ng 271638 3 14.79 1889410 20.0
Ketone, methyl 6-... 15.34 2.6 ng 250016 3 14.79 1889410 20.0
unknownl15.42 15.42 5.5 ng 514415 3 14.79 1889410 20.0
1-Cyclohepten-3,6... 15.55 2.4 ng 227044 3 14.79 1889410 20.0
unknownl15.83 15.83 2.1 ng 196158 3 14.79 1889410 20.0
unknownl16.17 16.17 2.0 ng 223048 4 17.56 2220240 20.0
Tridecanoic acid 18.43 2.5 ng 275240 4 17.56 2220240 20.0
Octadecanoic acid 19.69 3.2 ng 352931 4 17.56 2220240 20.0
1,3,5-Triazine-2,... 21.03 3.6 ng 460122 5 21.84 2548870 20.0
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