LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 height area % max. total
1 5.138 308 315 321 rBvV 32865 56485 1.74% 0.333%
2 5.608 387 395 410 rVvB 313404 548564 16.90% 3.230%
3 7.194 654 665 676 rBV 197881 411314 12.67% 2.422%
4 7.558 720 727 735 rBV 582421 1032690 31.81% 6.081%
5 8.023 800 806 813 rBvV 154925 275187 8.48% 1.620%
6 8.346 853 861 873 rvB 578076 1050148 32.35% 6.184%
7 8.516 883 890 897 rBV3 28359 52339 1.61% 0.308%
8 8.710 919 923 930 rvB2 37831 64982 2.00% 0.383%
9 9.186 997 1004 1017 rVB 437905 814130 25.08% 4.794%
10 9.362 1029 1034 1046 rBV6 30885 71583 2.20% 0.422%
11 9.473 1046 1053 1062 rvB2 40634 78611 2.42% 0.463%
12 9.597 1068 1074 1080 rBV6 30572 64429 1.98% 0.379%
13 10.020 1138 1146 1155 rBV5 37103 97651 3.01% 0.575%
14 10.102 1155 1160 1165 rVB3 18972 33267 1.02% 0.196%

15 10.825 1274 1283 1290 rBV 204648 392061 12.08% 2.309%

16 10.883 1290 1293 1299 rVB3 24693 43626 1.34% 0.257%
17 11.289 1351 1362 1370 rBV 86101 171821 5.29% 1.012%
18 11.406 1376 1382 1388 rVB2 70963 128068 3.94% 0.754%

19 11.729 1432 1437 1443 rVB6 27741 52390 1.61% 0.308%
20 12.146 1502 1508 1515 rVB3 26662 50022 1.54% 0.295%
21 12.728 1603 1607 1611 rBV3 32416 56797 1.75% 0.334%
22 12.769 1611 1614 1617 rVV3 29186 42691 1.31% 0.251%
23 12.804 1617 1620 1627 rVB4 27501 42129 1.30% 0.248%
24 13.116 1668 1673 1678 rVB 36972 53408 1.65% 0.314%
25 13.268 1691 1699 1706 rBV 1230700 1970758 60.70% 11.605%
26 13.533 1739 1744 1748 rBV5 18316 35278 1.09% 0.208%
27 13.979 1815 1820 1825 rBV4 25512 42712 1.32% 0.252%
28 14.097 1835 1840 1846 rBV 143693 217085 6.69% 1.278%
29 14.373 1882 1887 1896 rBV5 23620 40526 1.25% 0.239%
30 14.649 1922 1934 1940 rBV2 341579 591640 18.22% 3.484%
31 15.348 2047 2053 2057 rBV2 50662 76053 2.34% 0.448%
32 15.465 2069 2073 2079 rVB7 16757 33440 1.03% 0.197%
33 15.694 2107 2112 2118 rBV7 16965 33835 1.04% 0.199%

34 16.006 2160 2165 2175 rVB3 62038 137228 4.23% 0.808%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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 :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.135 2181 2187 2197 rBV 1002344 1580793 48.69% 9.308%

36 16.781 2293 2297 2304 rVB7 20438 39841 1.23% 0.235%
37 17.392 2394 2401 2407 rBV 477392 734799 22.63% 4.327%
38 18.279 2547 2552 2561 rBV 114242 184331 5.68% 1.085%
39 19.542 2763 2767 2773 rBV7 25247 39603 1.22% 0.233%
40 20.000 2839 2845 2852 rBV 2522584 3246492 100.00% 19.117%

41 21.293 3060 3065 3075 rBV3 87261 175869 5.42% 1.036%
42 21.651 3120 3126 3138 rVB 512605 884495 27.24% 5.208%

43 22.438 3253 3260 3265 rBV7 17495 38079 1.17% 0.224%

44 23.120 3371 3376 3383 rVB3 23242 42810 1.32% 0.252%

45 23.314 3400 3409 3415 rBV3 65132 126771 3.90% 0.746%

46 23.919 3502 3512 3521 rBv4 30718 69925 2.15% 0.412%

47 24.847 3660 3670 3682 rBV2 304492 891723 27.47% 5.251%

48 25.969 3851 3861 3869 rBV10 19495 64129 1.98% 0.378%
Sum of corrected areas: 16982608
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035920.D

2500000
2000000
1500000

1000000

7.56 8.35

500000 9.19
5.61
10.82

1h.88 142N 731215 18780

7.19 8.02

5.14

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG035920.D

8.52.71  |(9387%0 19020

A
LI I I I O I L LB B

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

0
Time-->

Abundance
2500000

20L00

2000000

1500000
13.27

16.14
1000000

17.39 21.65

500000 14.65

14.10

S 1853 13981437 ﬁ 15855 645, 16.78 A

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
TIC: BG035920.D

18.28 21.29

22.44

19.54

Time-->

Abundance
2500000

2000000

1500000

1000000

500000
24.85

23.92 25.97

234331

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 : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Acetoxyisobutyryl chloride Concentration Rank 10

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

5.14 4_.11 ng 56485 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxyisobutyryl chloride 164 C6HOCI03 040635-66-3 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 38
4 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 38
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36

Abundance Scan 315 (5.138 min): BG035920.D (-308) (-) m/z 43.15 100.00%
43
59
5000
101
I R
86 4.80 5.00 5.20 5.40
b tthtl B2 198207 s 89.25  60.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33998: 2-Acetoxyisobutyryl chloride
43
5000 L IR N LS LR
0 101 4.80 5.00 5.20 5.40
> m/z 101.15 27.98%
ol 1> 31 ‘ ” 128
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.15 15.24%
28
15 ‘ 70 84
0"”I”w”m"w”"”l"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #8273. Hydrazine, 1,1-bis(1-methylethyl)-
5p 4.80 5.00 5.20 5.40
m/z 55.25 10.10%
5000 101
27 42 116
o W e | |
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.56 Concentration Rank 2

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

7.56 75.05 ng 1032690 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.558 min): BG035920.D (-720) (-) m/z 132.15 100.00%
132
5000 68 /\¥
w | % 720 740 760 7.80
0 l..l,l.. = F m/z 68.15 49_42%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I UL L
7.20 7.40 7.60 7.80
m/z 66.10 33.27%
0"wahk'ﬂ"'w"'w"'""w"'w"'w"'w"'w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
AR BARAN AL RARAS B
7.20 7.40 7.60 7.80
5000 97 m/z 134.15 31.31%
31 10
0"JJHJH“P"'P"'P"'""P"'P"'P"'P"'P
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-  REaa e o R
132 720 7.0 7.60 7.80
m/z 69.15 22.06%
5000
63 104
0 ”é§flﬂFH” LRI UL BRI LI UARLLALS DL AR U
m/z-> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,3-diethyl-

Concentration Rank 13

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

8.52 3.80 ng 52339 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 87
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 72
4 Cyclopropa[l,2:1,3]dicyclopenten... 176 C12H160 091531-53-2 53
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 46

Abundance Scan 891 (8.522 min): BG035920.D (-883) (-) m/z 119.15 100.00%
105 149
5000 134
77 9 SR S VO
39 51 63 211 8.20 8.40 8.60 8.80
(o} m/z 105.15 83.16%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134 BN LA RS LN AR
8.20 8.40 8.60 8.80
77 91 m/z 134.25 43.89%
27 39 51 g5
0.,.”.,AHJL.MWU.”M.”.HK 1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119
8.20 8.40 8.60 8.80
5000 134 m/z 91.15 28.81%
91
77
39 51
Y — }?,37..V..M.,?ﬁ..m,..n.,W..J,...‘.,.... S —
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 8.20 8.40 8.60 8.80
m/z 77.15 24 .19%
5000
134
o 1527 % 51 65 77 O 105
o+ e e e e e e e e
m/z--> O 20 40 60 8 100 120 140 160 180 200 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2-diethyl- Concentration Rank 8

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

8.71 4.72 ng 64982 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 81
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 78
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 74
4 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 58
5 Cinnamyl carbanilate 253 C16H15N02 025076-44-2 52

Abundance Scan 923 (8.710 min): BG035920.D (-919) (-) m/z 105.10 100.00%
105
5000
77 134
39
5 208 354 8.40 8.60 8.80 9.00
ol b XS s wm/z 119.15 59.36%
m/z--> 50 100 150 200 250 300 350
Abundance #14837: Benzene, 1,2-diethyl-
105
5000 134
8.40 8.60 8.80 9.00
77 m/z 91.15 46 .05%
A Muuyjhln e —
m/z--> 50 100 150 200 250 300 350
Abundance #14839: Benzene, 1,3-diethyl-
119
8.40 8.60 8.80 9.00
5000 m/z 134.20 29.74%
39
0.15.“.‘.‘,*.6*3“..l,”.“‘%?,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #14840: Benzene, 1,4-diethyl-
105 8.40 8.60 8.80 9.00
m/z 77.25 25.63%
5000 134
77
o7 51
0! AT —T———T—T—T
m/z--> 50 100 150 200 250 300 350 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1l-ethyl-3-(1-methy... Concentration Rank 5

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

9.36 5.20 ng 71583 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 64
2 Propanal, 2-methyl-3-phenyl- 148 C10H120 1000131-87-6 60
3 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 50
4 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 50
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 50

Abundance Scan 1034 (9.362 min): BG035920.D (-1029) (-) m/z 105.15 100.00%
105 133
5000 148
162 9.00 9.20 9.40 9.60
(o} m/z 133.25 91.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133
5000
105 148 9.00 9.20 9.40 9.60
91 119 m/z 91.15 55.04%
41 51 65 7| ‘
0“P“W““v“ﬁ““ﬁ“wW“PJ“““v“w““v“H““V“w“WPHWH“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22668: Propanal, 2-methyl-3-phenyl-
133 48
105 9.00 9.20 9.40 9.60
5000 27 m/z 131.15 45 _.74%
51 91 119
ol 4l
O”P”W””P“WL”““WmM'Hl”“P”'”h'mW””ﬁLW”AM”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22700: Ethanone, 1-(2,5-dimethylphenyl)-  REaE e S REEE
105 1 9.00 9.20 9.40 9.60
m/z 148.25 37.51%
5000 148
79
s 27 POoe || w ] oas .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 11

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

9.47 4.01 ng 78611 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87

Abundance Scan 1052 (9.468 min): BG035920.D (-1046) (-) m/z 131.15 100.00%
131
5000
a "”I”'A"”I”"A'”
39 65 9.20 9.40 9.60 9.80
o BT Tw/z 91.15 21.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 9.20 9.40 9.60 9.80
m/z 116.15 14.03%
27\5\1 | h i ‘
e L L L W WL LB L WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
9.20 9.40 9.60 9.80
5000 m/z 146.15 12.67%
91
51
0...|L‘.".‘.‘.‘|“.h.‘|:.”,....,....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 9.20 9.40 9.60 9.80
m/z 128.15 10.72%
5000
39 65 %1 |
O W U U g S S RS ARSE RSN R LR
m/z--> 50 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,2,4-Oxadiazole, 5-(4-nitr... Concentration Rank 14

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

9.60 3.29 ng 64429 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2,4-Oxadiazole, 5-(4-nitrophen... 267 C14H9N303 028825-12-9 45
2 4*-Methylpropiophenone 148 C10H120 005337-93-9 38
3 1,2,4-Oxadiazole, 5-(3-nitrophen... 267 C14HI9N303 028825-11-8 38
4 N-(m-Toluoyl)glycine 193 C10H11NO3 027115-49-7 38
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 35

Abundance Scan 1075 (9.603 min): BG035920.D (-1068) (-) m/z 119.15 100.00%
119
5000 7 148
267
39 355
| 175 237 \ l 431 9.20 9.40 9.60 9.80 10.00
o’ B e L I e I m/z 105.15 69 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116355: 1,2,4-Oxadiazole, 5-(4-nitrophenyl)-3-phenyl-
119
267
5000

9.20 9.40 9.60 9.80 10.00
m/z 148.25 44 _50%

17, \h “ md‘\\ 150 237 |

0 T e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #22640: 4'-Methylpropiophenone
119
9.20 9.40 9.60 9.80 10.00
5000 91 m/z 73.15 36.06%
s O 148
153 | |
o=y
m/z--> 50 100 150 200 250 300 350 400
Abundance #116354: 1,2,4-Oxadiazole, 5-(3-nitrophenyl)-3-phenyl-
119 9.20 9.40 9.60 9.80 10.00
m/z 91.15 33.91%
267
5000
150
m/z--> 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80 10.00

8270-BG071218_.M Fri Jul 27 13:11:43 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, (3-methyl-2-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.02 4.98 ng 97651 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 95
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 81

Abundance Scan 1146 (10.020 min): BG035920.D (-1138) (-) m/z 131.15 100.00%
131
5000 91 146
115
39 e 65 105 9.80 10.00 10.20 10.40
0 m/z 91.15 41 _.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
91 146
5000
9.80 10.00 10.20 10.40
m/z 146.25 39.33%
T VO O W o O |
o) E— ...‘. S N v .‘... ST TN [ F— | - .‘l‘.. i ...l - ”\” S
e T e oo e b 10 1k The 15
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131
9.80 10.00 10.20 10.40
5000 o1 m/z 115.15 29.27%
146
5 65 103 116
OIHII”III”MIII”U””MI‘IIlllmlIllll‘lwllllllllnll‘l”IIIH\I\II”H ln:l::‘:‘:l:n:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 9.80 10.00 10.20 10.40
m/z 119.15 24 _.97%
91
5000
w0 115 146
27 103
0...|.].-.5.|...|.|....||I....I|.I...|IIII I.nlIIII | I...|II.|.. II|I|I "'I!ll!"'l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40

8270-BG071218_.M Fri Jul 27 13:11:44 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 trans-1-Phenyl-1-pentene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.23 ng 43626 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 50
2 Methoxyacetic acid, 3-phenyl-2-p... 206 C12H1403 074563-48-7 47
3 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 47
4 Cyclobutanone, 3-phenylmethyl- 160 C11H120 055262-02-7 40
5 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 40
Abundance Scan 1292 (10.877 min): BG035920.D (-1290) (-) m/z 117.15 100.00%
147
5000
131 145
o 65 8 1 o3 160 10.60 10.80 11.00 11.20
o A e | m/z 115.15  45.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21608: trans-1-Phenyl-1-pentene
117
5000
g1 104 146 10.60 10.80 11.00 11.20
m/z 145.15 33.86%
27 39 51 65 77 ‘ 128
0 ...|.‘l‘..|‘..“..|‘.‘ﬁ.ﬁ“l..‘ﬁ.|“.‘...‘|.l“..|.‘...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65784: Methoxyacetic acid, 3-phenyl-2-propenyl ester
117
10.60 10.80 11.00 11.20
5000 m/z 131.15 30.47%
45 91 133
oL 20, | 67 15[ | 146 167 188 P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14051: (E)-1-Phenyl-1-butene
147 10.60 10.80 11.00 11.20
m/z 146.25 26.98%
5000 199
39 91 65 77
oL 15 P Al
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BG071218_.M Fri Jul 27 13:11:45 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.29 8.77 ng 171821 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 64
3 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 58
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 49
5 [2.2]Paracyclophane 208 C16H16 001633-22-3 35
Abundance Scan 1362 %1.289 min): BG035920.D (-1351) (-) m/z 104.15 100.00%
104
5000 146
‘ 131
39 63 11.00 11.20 11.40 11.60
A T 210 283 | "m/z 146.15 46.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21659: Napgthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
11.00 11.20 11.40 11.60
131 m/z 91.15 37.95%
39 g3 78 ‘
o) S N W 0 N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21568: Z(D(lH) Naphthalenone, 3,4-dihydro-
104
146 11.00 11.20 11.40 11.60
5000 m/z 115.15 21.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 11.00 11.20 11.40 11.60
m/z 131.10 20.59%
5000
01
m/z--> 11.00 11.20 11.40 11.60

8270-BG071218_.M Fri Jul 27 13:11:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.41 6.53 ng 128068 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 83
2 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 83
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 83
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 1383 (11.412 min): BG035920.D (-1376) (-) m/z 131.15 100.00%
131
5000
91 AN
51 392 11.00 11.20 11.40 11.60 11.80
o} T m/z 146.20 33.53%
m/z--> 0 50 100 150 200 250 300 350
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000

11.00 11.20 11.40 11.60 11.80
m/z 115.15  30.10%

39 63
AE i ‘,\mt 1 S
m/z--> 0 50 100 150 200 250 300 350
Abundance #21688: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcycl...
131
91
11.00 11.20 11.40 11.60 11.80
5000 m/z 91.15 25.24%
: IIH
m/z--> 0 100 150 200 250 300 350
Abundance #21632: Benzene, (1-methyl-1-butenyl)-
131 11.00 11.20 11.40 11.60 11.80
m/z 117.10 20.94%
5000 91
39 65
0 1
a T I T T T 7T I L L I T T 1T L I
m/z--> 0 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60 11.80

8270-BG071218_.M Fri Jul 27 13:11:47 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 5H-Benzocycloheptene,6,7,8,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.67 ng 52390 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 76
2 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 70
3 Benzene, cyclopentyl- 146 C11H14 000700-88-9 64
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 50
5 Isoquinoline, 1,2,3,4-tetrahydro... 161 C11H15N 054365-72-9 49
Abundance Scan 1437 (11.729 min): BG035920.D (-1432) (-) m/z 104.15 100.00%
104
146
5000
39 78
5 385 11.40 11.60 11.80 12.00
ol S m/z 146.15 76.56%
m/z--> 50 100 150 200 250 300 350
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146
104 1
5000
11.40 11.60 11.80 12.00
m/z 117.15 70.99%
77 ‘12
oL, .,Nuhﬂrhh*ﬂﬂ,....,. e
m/z--> 50 100 150 200 250 300 350
Abundance #21608: trans-1-Phenyl-1-pentene
117
11.40 11.60 11.80 12.00
5000 m/z 118.05 48 _.20%
91 146
39 65
0.“‘.Jii\.”‘.‘lu‘.‘l‘.‘.'.‘.‘l....|.... ——— —— ——
m/z--> 50 100 150 200 250 300 350
Abundance #21605: Benzene, cyclopentyl-
147 11.40 11.60 11.80 12.00
m/z 91.20 48_.01%
91 146
5000
39
65
0! ."'.'.I|I..'.I.I....|........|....|....
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BG071218_.M Fri Jul 27 13:11:48 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Benzene, 1,3-diethyl-5-methyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.15 2.55 ng 50022 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 58
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 52
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 49

Abundance Scan 1509 (12.152 min): BG035920.D (-1502) (-) m/z 133.25 100.00%
148
5000
91 117
39 65 78 ot 160
50 125 11.80 12.00 12.20 12.40
o} m/z 148.25 52 .05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
o1 148 11.80 12.00 12.20 12.40
77 105 m/z 145.15 47 .24%
51 65 ‘ |
0"I""I""I""‘}:'L"'I""'I"""I'"‘l‘l""lr'"Im"l"‘lll"'*l"l"l""‘l""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #22797: Benzene, 1,4-diethyl-2-methy!-
133
119 11.80 12.00 12.20 12.40
5000 m/z 91.15 32.60%
148
91 105
77
15 28 39 51 65 | ‘ H |
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance

5000

m/z-->

#22796: Benzene, 2,4-diethyl-1-methyl-

133

119

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

148

11.80 12.00 12.20 12.40

m/z 117.10 32.18%

11.80 12.00 12.20 12.40

8270-BG071218 .M Fri

Jul 27 13:11:49 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.90 ng 56797 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 76
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 58
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 53
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 43
5 Benzene, 1-(1-methylethenyl)-4-(... 160 C12H16 002388-14-9 38
Abundance Scan 1607 (12.728 min): BG035920.D (-1603) (-) m/z 145.15 100.00%
145
118 160
5000 105
91 128
39 54 64 17 12.40 12.60 12.80 13.00
of m/z 118.20 77.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 12.40 12.60 12.80 13.00
o1 128 m/z 160.20 73.72%
5 28 39 51 65 77 ‘ 103
[o) E— I .‘l‘..“. .“ﬁ‘. |m""*h‘| : I\III\UI : “I .‘.M‘. : |“.‘.. '|" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145
12.40 12.60 12.80 13.00
5000 160 m/z 115.15 47 .90%
a1 o1 105 7 128
51 77 ‘
[o) .1.5| |2\=7| I‘I‘I .“. : I(\?\SI .‘l‘”l : .“. : I‘h" : ‘lwl .‘l”‘. : |"" — I" 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R e e S
12.40 12.60 12.80 13.00
m/z 117.10 37.42%
5000
105
5 27 39 51 65 77
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00

8270-BG071218_.M Fri Jul 27 13:11:50 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 unknownl15.35 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.35 2.57 ng 76053 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 005037-63-8 49
2 Cinnamaldehyde, _beta.-methyl- 146 C10H100 001196-67-4 46
3 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 46
4 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 032281-65-5 43
5 2-Ethyl-2,3-dihydro-1H-indene 146 Cl1l1H14 056147-63-8 38
Abundance Scan 2053 (15.348 min): BG035920.D (-2047) (-) m/z 146.15 100.00%
146
174
117
5000
91
77 131
51 192 289 15.00 15.20 15.40 15.60
o m/z 174.15 72.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41117: 1(2H)-Naphthalenone, 3,4-dihydro-5,8-dimethyl-
146
117
5000 1ra
15.00 15.20 15.40 15.60
91 m/z 117.15 53.96%
27 51 7 31 0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21561: Cinnamaldehyde, .beta.-methyl-
146
117
15.00 15.20 15.40 15.60
5000 m/z 159.15 50.25%
91
jl | 7( \ T
0 |||||||||“||‘l‘|ﬂ|‘|‘||”l|||“ﬁ||“|‘|||‘|||‘||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)-
131146 15.00 15.20 15.40 15.60
m/z 145.15 48 .84%
5000 85 115
63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BG071218_.M Fri Jul 27 13:11:51 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 1-Naphthalenecarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.01 4.64 ng 137228 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 94
2 2-Propenoic acid, 3-phenyl-, eth._.. 176 C11H1202 000103-36-6 35
3 Benzoimidazol-1-yl-acetic acid 176 C9H8N202 1000317-79-2 30
4 2-Methyl-8-nitroindolizine 176 C9H8N202 060891-78-3 25
5 Benzene, (1-methyl-2-propynyl)- 130 C10H10 004544-28-9 18

Abundance Scan 2166 (16.012 min): BG035920.D (-2160) (-) m/z 131.15 100.00%

131

5000

15.60 15.80 16.00 16.20 16.40

0 m/z 176.15 76.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
158 176
5000 o1
51 115 15.60 15.80 16.00 16.20 16.40
27 ea m/z 158.15 51.36%
o 14.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42377: 2-Propenoic acid, 3-phenyl-, ethyl ester
131
15.60 15.80 16.00 16.20 16.40
5000 103 176 m/z 115.10 45_10%
77
51 148
oL16 20 | 64 | 90 | 117 | | 161
A B o e e o o e e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43059: Benzoimidazol-1-yl-acetic acid A RE
131 15.60 15.80 16.00 16.20 16.40
m/z 130.15 32.03%
176
5000
7
51 104
30 e | 917118 | w9
R T e e ARAREAREA S Ea s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.28 5.02 ng 184331 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2552 (18.279 min): BG035920.D (-2547) (-) m/z 73.15 100.00%
7B
60
43
5000 129
87 115 213
01 143157171185 199 | 297 28 18.00 18.20 18.40 18.60
0 m/z 60.15 74 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
18.00 18.20 18.40 18.60
m/z 43.15 65.63%
uj Mﬁmm%ﬁ3
Ot
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18,00 18:20 1840 18.60
5000 m/z 55.10 60.24%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid e
73 18.00 18.20 18.40 18.60
60 m/z 57.20 56.97%
5000 43 129
7 115 o7
101
143 | 171200
o.”,”.WU”lLier.hLﬁtwmsi.”L”tﬁ??...” N s 7t e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 9-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.98 ng 175869 Chrysene-d12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
3 Cyclopentadecane 210 C15H30 000295-48-7 90
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 3065 (21.293 min): BG035920.D (-3060) (-) m/z 57.20 100.00%
g7
5000 111
148 182208 241 280 341 21.00 21.20 21.40 21.60
ol AL 8 "m/z 69.15 99.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)-
57 83
5000
29 111 21.00 21.20 21.40 21.60
m/z 83.15 94 _72%
ol 1. | ‘\\h | ‘L 139168196223 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57
83
21.00 21.20 21.40 21.60
5000 m/z 55.20 88.94%
29 111
o J l 139167 196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane T T T T
55 21.00 21.20 21.40 21.60
83 m/z 97.25 84 .60%
5000
29 111
0 L 1w
mz-> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.31 2.84 ng 126771 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 64
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
4 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 64
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 62
Abundance Scan 3408 (23.308 min): BG035920.D (-3400) (-) m/z 69.15 100.00%
69
5000
41 ot d N
23.00 23.20 23.40 23.60
189 281
oLt 223 249 m/z 81.15 54.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000
a1 23.00 23.20 23.40 23.60
B g m/z 41.25 24 .41%
ol ‘ o .‘“‘,W.‘H. lol I 21 273209 %7
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethy!-
69
23.00 23.20 23.40 23.60
5000 m/z 95.15 17.67%
41
136
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 23.00 23.20 23.40 23.60
m/z 68.15 12.28%
5000 41
93
136
okl al g oo 12 ou 2is assw s
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035920.D

Acq On 26 Jul 2018 22:27

Operator : JU/SJ

Sample : J4142-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Acetoxyisobutyr. .. 5.14 4.1 ng 56485 1 8.03 275187 20.0
unknown? .56 7.56 75.0 ng 1032690 1 8.03 275187 20.0
Benzene, 1,3-diet... 8.52 3.8 ng 52339 1 8.03 275187 20.0
Benzene, 1,2-diet... 8.71 4.7 ng 64982 1 8.03 275187 20.0
Benzene, l-ethyl-_.. 9.36 5.2 ng 71583 1 8.03 275187 20.0
1H-Indene, 2,3-di... 9.47 4.0 ng 78611 2 10.82 392061 20.0
1,2,4-Oxadiazole, ... 9.60 3.3 ng 64429 2 10.82 392061 20.0
Benzene, (3-methy... 10.02 5.0 ng 97651 2 10.82 392061 20.0
trans-1-Phenyl-1-_.. 10.88 2.2 ng 43626 2 10.82 392061 20.0
Naphthalene, 1,2,... 11.29 8.8 ng 171821 2 10.82 392061 20.0
Naphthalene, 1,2,... 11.41 6.5 ng 128068 2 10.82 392061 20.0
5H-Benzocyclohept... 11.73 2.7 ng 52390 2 10.82 392061 20.0
Benzene, 1,3-diet... 12.15 2.5 ng 50022 2 10.82 392061 20.0
Naphthalene, 1,2,... 12.73 2.9 ng 56797 2 10.82 392061 20.0
unknown15.35 15.35 2.6 ng 76053 3 14.65 591640 20.0
1-Naphthalenecarb... 16.01 4.6 ng 137228 3 14.65 591640 20.0
n-Hexadecanoic acid 18.28 5.0 ng 184331 4 17.39 734799 20.0
9-Eicosene, (E)- 21.29 4.0 ng 175869 5 21.65 884495 20.0
Squalene 23.31 2.8 ng 126771 6 24.85 891723 20.0
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