LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample : J4303-04

Misc :

ALS Vial : 15 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:\SVOASRV\HPCHEMI\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 heiaht area % max. total
1 5.127 307 313 321 rVB 30263 47401 1.56% 0.357%
2 5.596 386 393 407 rBV 226418 431069 14.21% 3.251%
3 7.183 651 663 679 rBV 138687 318582 10.50% 2.402%
4 7.547 718 725 742 rVB 471725 869567 28.67% 6.557%
5 8.011 796 804 810 rBV 107332 185879 6.13% 1.402%
6 8.334 850 859 872 rBV 413453 767042 25.29% 5.784%
7 8.698 916 921 927 rVB2 20966 35267 1.16% 0.266%
8 9.174 995 1002 1018 rVB 341713 680302 22.43% 5.130%
9 9.356 1026 1033 1041 rBvVS8 23004 52633 1.74% 0.397%
10 9.462 1046 1051 1057 rVB 19774 32251 1.06% 0.243%
11 9.585 1065 1072 1079 rBvV7 19646 43354 1.43% 0.327%
12 10.014 1136 1145 1153 rBVvV4 33266 85443 2.82% 0.644%
13 10.813 1271 1281 1287 rBvV 125683 266657 8.79% 2.011%
14 10.866 1287 1290 1295 rVvvé6 27875 54285 1.79% 0.409%
15 10.919 1295 1299 1306 rVvVB4 22432 49619 1.64% 0.374%
16 11.113 1326 1332 1337 rBv3 18313 35537 1.17% 0.268%
17 11.271 1353 1359 1368 rVB3 67826 129073 4.26% 0.973%
18 11.389 1373 1379 1386 rvB2 54368 95808 3.16% 0.722%
19 11.512 1390 1400 1401 rBvV8 12689 31278 1.03% 0.236%
20 11.712 1428 1434 1440 rVB4 19469 36415 1.20% 0.275%
21 12.129 1501 1505 1511 rVB3 23572 39125 1.29% 0.295%
22 12.346 1535 1542 1547 rVB6 17335 39571 1.30% 0.298%
23 12.716 1599 1605 1609 rBV5 41637 75524 2.49% 0.569%
24 12.787 1615 1617 1622 rVB3 32333 40303 1.33% 0.304%
25 12.875 1626 1632 1637 rBV5 12723 33175 1.09% 0.250%
26 12.975 1644 1649 1653 rVB5 21252 41692 1.37% 0.314%
27 13.022 1653 1657 1661 rVB3 27331 34610 1.14% 0.261%
28 13.257 1688 1697 1706 rBV 991090 1572828 51.85% 11.860%
29 13.574 1746 1751 1755 rVV6 24496 43511 1.43% 0.328%

30 14.631 1924 1931 1939 rBV2 219556 384615 12.68% 2.900%

31 15.330 2045 2050 2055 rBV 71076 111664 3.68% 0.842%
32 16.000 2159 2164 2175 rVB6 34143 83757 2.76% 0.632%
33 16.123 2176 2185 2194 rBV 1017483 1604021 52.88% 12.095%
34 17.381 2392 2399 2406 rBV2 331014 521754 17.20% 3.934%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample : J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

35 18.262 2545 2549 2558 rBV5 46956 93659 3.09% 0.706%
36 19.531 2761 2765 2770 rBV7 29080 53039 1.75% 0.400%

37 19.989 2837 2843 2850 rBV 2251258 3033408 100.00% 22.874%
38 21.639 3118 3124 3132 rVB 372597 616917 20.34% 4.652%
39 24.823 3658 3666 3676 rvVvB2 210585 590896 19.48% 4._.456%

Sum of corrected areas: 13261531
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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:\SVOASRV\HPCHEM1I\BNA G\DATA\BG080618\

BG036140.D

6 Aug 2018 23:22

JussJ

J4303-04

15 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG036140.D

7.55 8.33

9.17

5.60

7.18 10.81

8.01

513 870 |\9gem9 10.01 £8%1.71 12.13 3512708

0

Time--> 3.50

e e

7.00

7.50 8.00 8.50

4.00 450 5.00 550 6.00 6.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

13.26

1000000

500000

13.57

TIC: BG036140.D
19.99

16.12

21.64
17.38
14.63

1953 |

1533 4¢. 18.26
AN

— =

0

Time--> 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

2000000

1500000

1000000

500000

TIC: BG036140.D

24.82

A

O
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

8270-BG071218.

M Tue Aug 07 16:19:13 2018 Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 9

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

5.13 5.10 ng 47401 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxvisobutvrvl chloride 164 C6HOCI03 040635-66-3 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 53
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 50
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 36

Abundance Scan 314 (5.132 min): BG036140.D (-307) (-) m/z 43.15 100.00%
43.1
5000
101.2

4.80 5.00 5.20 5.40

0 ...Ul,-ll....',....,....,....,...2?5,'1....,3.65.‘"? m/z 59.15  72.21%
m/z--> 50 100 150 200 250 300 350
Abundance #33998: 2-Acetoxyisobutyryl chloride
43.0
5000 L L UL UL LR
101.0 480 5.00 5.20 5.40

m/z 101.15 27 .27%

15.0 |72.o 129.0
O—v-'-v—w—m,,, T

T 1 T T
m/z--> 50 100 150 200 250 300 350
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
IIIIIIIIIIIIIIIIIAIIAIIII
4.80 5.00 5.20 5.40
m/z 58.10 18.30%
5000 101.0
m/z--> 50 100 150 200 250 300 350
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 5.20 5.40
m/z 39.15 11.53%
5000 101.0
27.0‘
0 ..Mk\J:.H e
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown7.55 Concentration Rank 1

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

7.55 93.56 ng 869567 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 726 (7.553 min): BG036140.D (-718) (-) m/z 132.15 100.00%
13%.2
5000 68.2 J\‘
w1 1 | o2 PRI
o..,....,....,....-,"'.'...,!!'..,.-.'~.'.|,..':-:,??;9,..I~.,.'.ih°.?-%..,....,'...,.. m/z 68.15 47.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 AN R P R L I
7.20 7.40 7.60 7.80
70.0 m/z 134.15 33.65%
310 440
0 | | 1, || || | 86|0 Il 1160 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 33.36%
ol 150 280 39.0 520 30 770 900 1040 .., |
I 00/t alb s M S A P 1
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.71%
5000
33.0 44.0 0.0 105.0 ‘
0"I”"P"W'L”I'”“Iﬁqﬂk'“{'“llﬁgﬂ"il'ihl”"P"W"” T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown8.70 Concentration Rank 12

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

8.70 3.79 ng 35267 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 30
2 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 25
3 1.3.5-Cvcloheptatriene. 7.7-dime... 120 C9H12 007557-11-1 22
4 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 22
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 22

Abundance Scan 921 (8.698 min): BG036140.D (-916) (-) m/z 105.15 100.00%
105.2
5000 119.2
91.2 134.2
77.2
39.1 51.0 65.0 || ‘ | | 8.40 8.60 8.80 9.00
) A N N | SR NSOV M 1 NSNS m/z 119.15  46.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
5000 NS AR "'I"r\'
8.40 8.60 8.80 9.00
770 910 120.0 m/z 134.15 35.28%
15.0 27.'0 39|.0 5i||..0 (35.0 | | 3
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14856: Benzene, 1-methyl-3-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 91.15 30.74%
770 10 134.0
ok 150 27.0 3990 210 20 ) I \ 119.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9456: 1,3,5-Cycloheptatriene, 7,7-dimethyl-
105.0 8.40 8.60 8.80 9.00
m/z 117.15 23.04%
5000
39.0 79.0
Y 510
27.0 ‘ ‘ 63.0 91.0 120.0
0"P'”P'LI”HN””lh'ﬂM“W“'W'”WM“WJ”'P”'L“'P“'P' SN RS AR RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown9.36 Concentration Rank 8

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

9.36 5.66 ng 52633 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 43
2 4-Methvl-2H-benzopvrane 146 C10H100 021776-94-3 43
3 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 38
4 1.1.3-Trimethvl-1-sila-4-thiacvc... 146 C6H14SSi 085465-24-3 35
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 30

Abundance Scan 1034 (9.362 min): BG036140.D (-1026) (-) m/z 131.15 100.00%
1052 134.2
5000
72 148.3
39.1 S SNY AW S WEE—.Y A
| 173.3 227.2 9.00 9.20 9.40 9.60
ol A N m/z 105.15 87.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
13f.0
5000
910 9.00 9.20 9.40 9.60
" 1150 m/z 91.05 71.30%
390 g0 | |
0|'h'|“”'ﬂ“'h"“|'“buﬂ!'ﬁ?ﬂl'“' [rrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21544: 4-Methyl-2H-benzopyrane
13f.0
9.00 9.20 9.40 9.60
5000 70 m/z 133.20 41.98%
510 115.0
.0
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #21567. 2-Propenal, 3-(4-methylphenyl)-
131.0 9.00 9.20 9.40 9.60
m/z 77.15 40.92%
5000
90 1150
39.0 650
0 I""‘IH"""I"""I"' h .1.1..8.0.“... R R e ma e
m/z--> 20 40 60 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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, (3-methyl-2-butenyl)- Concentration Rank 20

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

9.46 2.42 ng 32251 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 91
2 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 90
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 90
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 90
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90

Abundance Scan 1051 (9.462 min): BG036140.D (-1046) (-) m/z 131.10 100.00%
13f.1
5000
9.20 9.40 9.60 9.80
0 SR B2 sz 91.10  17.60%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
9.20 9.40 9.60 9.80
39.0 m/z 115.10 17.57%
0‘
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
9.20 9.40 9.60 9.80
5000 m/z 129.05 16.49%
91.0
51.0
OI'“JIMhh'fJJ'h""l”"I"'W""I"”I""I”"I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 9.20 9.40 9.60 9.80
m/z 146.25 14 _.30%
5000
27.0 91.0
OlﬁtL#H“JfJH]M""l“"l"”l""w"'l'”'l"'w IEESENARSE AR LR S
mz-> 0 50 100 150 200 250 300 350 400 450 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 15

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

9.59 3.25 ng 43354 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 80
2 Benzene. (l-ethvlpropvl)- 148 C11H16 001196-58-3 58
3 Benzene. (l1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 52
4 Benzeneacetaldehvde. .alpha...al... 148 C10H120 003805-10-5 49
5 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 46

Abundance Scan 1073 (9.591 min): BG036140.D (-1065) (-) m/z 105.15 100.00%
105.2
5000
148.3
63.1 383.4 9.20 9.40 9.60 9.80 10.00
0! At m/z 119.15 66.07%
m/z--> 50 100 150 200 250 300 350
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000
148.0 9.20 9.40 9.60 9.80 10.00
77.0 m/z 91.15 52.25%
39.0
Ollllllllilllllllllllllnl ‘.'.l....|....|....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance #22781: Benzene, (1-ethylpropyl)-
91.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 133.25 41.15%
51.0 14?0
0||“|‘|‘Illdl‘|‘||‘|h‘|||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119.0 9.20 9.40 9.60 9.80 10.00
m/z 148.25 31.49%
5000
41.0 77.0 148.0
0||H|‘|‘i\‘|“|ulllu|“‘||‘||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl10.01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.01 6.41 ng 85443 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 52
2 Benzene. l1l-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 38
3 Benzene. (2-methyl-1-butenvl)- 146 C11H14 056253-64-6 38
4 Benzene. (1l-methvl-1-butenvl)- 146 C11H14 053172-84-2 38
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 35
Abundance Scan 1144 (10.008 min): BG036140.D (-1136) (-) m/z 131.15 100.00%
2
5000
9.60 9.80 10.00 10.20 10.40
o} m/z 119.25 70.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000
91.0 148.0 9.60 9.80 10.00 10.20 10.40
m/z 91.15 59.82%
39.0 65.0 |
o fl'lsllolill:lll 'l".|II|...|“ - ll I|!| ..'..|..'.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
9.60 9.80 10.00 10.20 10.40
5000 m/z 115.15 35.25%
91.0
390 450 ‘
0.”,m.ﬂ.ﬂwv”.“.L“.AWJHWN”.“.”..” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0 9.60 9.80 10.00 10.20 10.40
m/z 117.15 33.56%
5000 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20 10.40

8270-BG071218.M Tue Aug 07 16:19:17 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl10.87 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.87 4_.07 ng 54285 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-2-hvdroxvmethvl-4_.4-di... 202 C10H1804 1000195-41-6 43
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001985-59-7 38
3 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 38
4 Benzene. 1-(l-methvlethenvl)-2-(... 160 C12H16 005557-93-7 38
5 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 38
Abundance Scan 1291 (10.872 min): BG036140.D (-1287) (-) m/z 145.15 100.00%
1172 14p2
5000 91.1
51.1
75. 207.1 10.60 10.80 11.00 11.20
o} m/z 117.15 84.09%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #62323: 3-Hydroxy-2-hydroxymethyl-4,4-dimethylcyclopentane...
117.0

5000
10.60 10.80 11.00 11.20

m/z 91.10 45.04%

29.0

167.0 184.0 202.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30933: Naphthalene, 1,2,3,4-tetrahydro-1,1-dimethy!-
145.0
10.60 10.80 11.00 11.20
5000 m/z 146.20 32.36%
91 117.0
390 430
190 bl L. 1610
0 ..‘.,..‘..,..‘..,l...,....,....‘ e B L AL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21629: Benzene, (1-ethyl-1-propenyl)-
117.0 10.60 10.80 11.00 11.20
m/z 131.15 28.59%
5000 91.0 146.0
39.0
0 f??ﬂu.b J” H“m“.ﬂu,w.‘H.M”,Jh”,..”,..”,..”
m/z--> 20 0 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BG071218.M Tue Aug 07 16:19:17 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.92 3.72 ng 49619 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl1H14 006682-71-9 80
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 74
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 72
4 Bicvclol4.2.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 68
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64

Abundance Scan 1299 (10.919 min): BG036140.D (-1295) (-) m/z 131.15 100.00%
131.2
5000
91.2
39.1
212.2 502 1 10.60 10.80 11.00 11.20
0 e m/z 146.25 39.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
10.60 10.80 11.00 11.20
m/z 115.15 29.03%
39.0 91 0 I
Olprrb b s

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
10.60 10.80 11.00 11.20
5000 m/z 91.15 25.48%
91.0
39.0 \ J
0,..J.L,L.‘.i.‘.,“.h. l.‘,....,.... L e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 10.60 10.80 11.00 11.20
m/z 145.15 19.42%
91.0
5000
39.0
0 hhh#”..ﬂﬁ‘.h...“......w...w...w..”,..”,.
m/z--> 50 100 150 200 250 300 350 400 450 500 10.60 10.80 11.00 11.20

8270-BG071218.M Tue Aug 07 16:19:18 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.67 ng 35537 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 90
3 1H-Indene. 2.3-dihvdro-1.1.4-tri... 160 C12H16 016204-72-1 87
4 1H-Indene. 2.3-dihvdro-1.1.6-tri... 160 C12H16 014276-95-0 83
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 83
Abundance Scan 1332 (11.113 min): BG036140.D (-1326) (-) m/z 145.15 100.00%
145.2
5000
511 7., 912 1052 12?'1 | 16?'2 10.80 11.00 11.20 11.40
Obrrrprrrrrrrreprreeere ettt rees et ookt e Al e || M/Z 146,15 16.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000

10.80 11.00 11.20 11.40
m/z 160.15 14.19%

160.0
150 390 @30 77.0 910  115.0128.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30940: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethy!-
145.0
10.80 11.00 11.20 11.40
5000 m/z 129.05 13.39%
160.0
150 390 @30 77.0 910 H?Mﬁo |
Obrrrprrber e e el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30904: 1H-Indene, 2,3-dihydro-1,1,4-trimethyl-
145.0 10.80 11.00 11.20 11.40
m/z 105.15 12.08%
5000
160.0
150 390 30 770 90  M>0180
Ol e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40

8270-BG071218.M Tue Aug 07 16:19:18 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3
R.T. EstConc Area Relative to ISTD R.T.
11.27 9.68 ng 129073 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 91
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 68
3 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 50
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 43
5 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 43
Abundance Scan 1359 (11.271 min): BG036140.D (-1353) (-) m/z 104.15 100.00%
104.2
5000 146.2
11.00 11.20 11.40 11.60
01 m/z 146.15 43.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
11.00 11.20 11.40 11.60
m/z 91.15 31.16%
39.0 78.0
0 ...|....||..'..|.'...Il|..l.|‘|. 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 11.00 11.20 11.40 11.60
5000 ' m/z 131.15 23.01%
0 I]'ISIIOII“\III“\I\I\I“\‘III\‘IIIHI”\IH\HII\I” A Ea R R RER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14001: 2-Methylbenzyl cyanide
104.0 11.00 11.20 11.40 11.60
m/z 115.10 20.10%
5000 131.0
meﬂowﬂo | |
Obrrr e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60

8270-BG071218.M Tue Aug 07 16:19:19 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.39 7.19 ng 95808 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 91
3 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 87
4 Benzene. 1-methvl-2-(l-methvl-2-_... 146 C11H14 097664-19-2 83
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 74

Abundance Scan 1379 (11.389 min): BG036140.D (-1373) (-) m/z 131.15 100.00%
13}1.2
5000
91.2
39.1 65.2 285 1 11.00 11.20 11.40 11.60 11.80
0 . m/z 146.15 32.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0

11.00 11.20 11.40 11.60 11.80

m/z 91.15 30.68%

390 650 i |
N T PR SN S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 115.15 29.58%
39.0 o0 ‘
63.0
A i B U1 1 I E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21624: Benzene, (3-methyl-2-butenyl)-
131.0 11.00 11.20 11.40 11.60 11.80
91.0 m/z 118.15 18.20%
5000
39.0
‘ 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60 11.80

8270-BG071218.M Tue Aug 07 16:19:19 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.71 2.73 ng 36415 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 76
2 Bicvclol4.2.0locta-1.3.5-triene.... 160 C12H16 078920-29-3 68
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 53
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 45
5 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 43

Abundance Scan 1434 (11.712 min): BG036140.D (-1428) (-) m/z 104.10 100.00%

104.1

5000

11.40 11.60 11.80 12.00

o’ m/z 131.15 72.73%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-

11.40 11.60 11.80 12.00

m/z 117.15 60.97%

o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30918: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0
11.40 11.60 11.80 12.00
5000 m/z 146.15 47 .13%
160.0
39.0 77.0
% TR 10 P S W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 11.40 11.60 11.80 12.00
m/z 91.10 46.60%
39.0
65.0 115.0
15.0 ‘
0..Hw.m.uﬁ.w.ﬂh.N,”w.ﬂw.w,nm.,ﬂh”,..”,...w
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00

8270-BG071218.M Tue Aug 07 16:19:20 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1,5,6,7-Tetramethylbicyclo[... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.93 ng 39125 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 58
2 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 50
3 Ethanone. 1-(4-ethviphenvl)- 148 C10H120 000937-30-4 49
4 3-Isopropvlbenzaldehvde 148 C10H120 034246-57-6 49
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
Abundance Scan 1505 (12.129 min): BG036140.D (-1501) (-) m/z 133.15 100.00%
138.2
5000
105.3
511 790 | || 1603 208.1226.1 11.80 12.00 12.20 12.40
0...,..."" .||I. II|.|||| ||||| || .|'I S St m/z 148.25 50.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
138.0
5000
910 11.80 12.00 12.20 12.40
115 m/z 118.15 23.65%
65.0 |
ol 41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
138.0
11.80 12.00 12.20 12.40
5000 m/z 105.25 22 .83%
105.0
41.0 79.0 ‘
0 ...|....|‘...5.8|0....Hluu‘.‘.lul.‘.ml‘..‘.‘.lu‘.‘..luu..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22671: Ethanone, 1-(4-ethylphenyl)-
138.0 11.80 12.00 12.20 12.40
m/z 117.15 19.51%
5000
105.0
79.0
oL15.0 43‘0 620 | . | 150.0
m/z--> 25 40 60 80 160 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BG071218.M Tue Aug 07 16:19:20 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.35 2.97 ng 39571 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 72
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 68
3 2-Hvdroxv-1.6-naphthvridine 146 C8H6N20 023616-29-7 30
4 Benzene. (1l-methvlenebutvl)- 146 C11H14 005676-32-4 27
5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 25
Abundance Scan 1543 (12.352 min): BG036140.D (-1535) (-) m/z 131.15 100.00%
1312
5000
1151
39.1 77.2
162.3 217.8 12.00 12.20 12.40 12.60
o o Tm/z 118.15 74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000
12.00 12.20 12.40 12.60

m/z 146.20 52 .90%

148.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
12.00 12.20 12.40 12.60
5000 m/z 117.25 36.20%
39.0 91.0
15.0 63.0 LJ
o b3 | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22195: 2-Hydroxy-1,6-naphthyridine
118.0  146.0 12.00 12.20 12.40 12.60
m/z 115.10 27 .93%
52.0
5000 91.0
0l -
e e e
m/z--> 20 80 100 120 140 160 180 200 220 12.00 12. 20 12.40 12.60

8270-BG071218.M Tue Aug 07 16:19:21 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.66 ng 75524 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 87
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 76
3 Dec-5-ene-3.7-divne. 2.9-dimethvl- 160 C12H16 1000211-23-3 50
4 Benzene. 1-(1-methvlethenv)-3-(... 160 C12H16 001129-29-9 50
5 2,4-Diaminoquinazoline 160 C8H8N4 001899-48-5 46
Abundance Scan 1606 (12.722 min): BG036140.D (-1599) (- m/z 145.20 100.00%
145.2
118.2 ’
160.3
5000
91.2
- 105.2 323
411 551 : 12.40 12.60 12.80 13.00
o} m/z 118.15 77 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118.0
145.0
5000
160.0 12.40 12.60 12.80 13.00
o 50 m/z 160.25 53.52%
150 280  S51.0gs0 T 105.0 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
12.40 12.60 12.80 13.00
5000 160.0 m/z 117.10 51.09%
91.0 105.0 130.0
39.0 77.0
0 |||]|-|5||O||||‘||||||I‘l|||5|?|$)||||‘|||||||||||||‘|||| .‘l‘l. ”‘m‘ ...‘M‘.u.lu‘llulun‘ \II“II”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30887: Dec-5-ene-3,7-diyne, 2,9-dimethyl-
160.0 12.40 12.60 12.80 13.00
m/z 115.15 41 .54%
5000 77.0 145.0
SFO
Obrrprrry .2.6.‘.P e e ‘l‘ll. .‘.“ FrerprTTTpTICTTTT ‘....,... e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1(2H)-Naphthalenone, 5-ethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.33 5.81 ng 111664 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 5-ethvl-3.4... 174 C12H140 051015-31-7 89
2 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 032281-65-5 81
3 1(2H)-Naphthalenone. 8-ethvl-3.4... 174 C12H140 051015-33-9 70
4 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 005037-63-8 70
5 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 030316-30-4 60
Abundance Scan 2050 (15.330 min): BG036140.D (-2045) (-) m/z 146.10 100.00%
14p.1
174.2
117.3

5000

15.00 15.20 15.40 15.60
m/z 174.15  80.96%

0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41110: 1(2H)-Naphthalenone, 5-ethyl-3,4-dihydro-

146.0 174.0

117.0

5000
15.00 15.20 15.40 15.60

m/z 117.25 67 .06%

0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41118: 1(2H)-Naphthalenone, 3,4-dihydro-5,6-dimethyl-
146.0
174.0 15.00 15.20 15.40 15.60
5000 m/z 159.15 46.78%
117.0
w0 %m0 ]
Ob— .‘.“, . ‘ .‘i‘ . .“l“.‘,“l‘ . ‘.”‘a“‘, ‘ . ,“: — l‘, il N - e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41111: 1(2H)-Naphthalenone, 8-ethyl-3,4-dihydro-
146.0 15.00 15.20 15.40 15.60
m/z 145.10 42 _.16%
5000 174.0
117.0
39.0 g3 910
% N s O M PR RN S
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 1-Naphthalenecarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.00 4_.36 ng 83757 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 91
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 43
3 1.2-Disilacvclopentane. 1.1.2.2-... 158 C7H18Si2 015003-82-4 43
4 Benzene. (3-chloro-1-methvl-1-pr... 166 C10H11ClI 1000327-43-7 35
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 32
Abundance Scan 2164 (16.000 min): BG036140.D (-2159) (-) m/z 131.15 100.00%

13f.2
176.2
5000
1941 2209 15.60 15.80 16.00 16.20 16.40

0 m/z 176.15 72 .20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-

5000
15.60 15.80 16.00 16.20 16.40

m/z 115.10 64 .45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131.0
e B
15.60 15.80 16.00 16.20 16.40
5000 91.0 176.0 m/z 158.15 45 _.49%
115.0
51.0
| | |, 4] 1880
s L. SHE AOMTETVIE R B Pt GhUS I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29939: 1,2-Disilacyclopentane, 1,1,2,2-tetramethyl-
115.0 158.0 15.60 15.80 16.00 16.20 16.40
73.0 ' m/z 117.10 37.41%
5000 43.0
99.0
L L
ob 228 Ak b e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG080618\
Data File : BG036140.D

Aca On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 n-Decanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.26 3.59 ng 93659 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 70
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 1-(+)-Ascorbic acid 2.6-dihexade... 652 C38H6808 028474-90-0 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46

Abundance Scan 2549 (18.262 min): BG036140.D (-2545) (-) m/z 60.15 100.00%

60.1

5000 129.3

171.2 213.2 7563 R R RS mmn s )
420.1 18.00 18.20 18.40 18.60

0! m/z 73.15 91.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #39469: n-Decanoic acid
6Q.0
5000 LI L B B
129.0 18. 00 18. 20 18 40 18. 60

m/z 43.15 70.64%

m/z--> OO 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid

18.00 18.20 18.40 18.60

5000 256.0 m/z 41.15 69.03%
129.0
3.0
213.0
ﬂ 171.0 |
o! HH‘HNH L
m/z--> 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid B R BEEEE E e
73.0 18.00 18.20 18.40 18.60
m/z 55.15 63.80%
5000 129.0
171.0
“ ’ 214.0
0 “**‘ e Lt L
m/z--> 5 200 250 300 350 400 18. OO 18. 20 18 40 18. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080618\
Data File : BG036140.D

Acq On : 6 Aug 2018 23:22

Operator : JU/SJ

Sample - J4303-04

Misc :

ALS Vial : 15 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. .. 5.13 5.1 ng 47401 1 8.01 185879 20.0
unknown? .55 7.55 93.6 ng 869567 1 8.01 185879 20.0
unknown8.70 8.70 3.8 ng 35267 1 8.01 185879 20.0
unknown9 .36 9.36 5.7 ng 52633 1 8.01 185879 20.0
Benzene, (3-methy... 9.46 2.4 ng 32251 2 10.81 266657 20.0
Benzene, 1,3-diet... 9.59 3.3 ng 43354 2 10.81 266657 20.0
unknown10.01 10.01 6.4 ng 85443 2 10.81 266657 20.0
unknown10.87 10.87 4.1 ng 54285 2 10.81 266657 20.0
1H-Indene, 2,3-di... 10.92 3.7 ng 49619 2 10.81 266657 20.0
1H-Indene, 2,3-di... 11.11 2.7 ng 35537 2 10.81 266657 20.0
Naphthalene, 1,2,... 11.27 9.7 ng 129073 2 10.81 266657 20.0
Benzene, (2-methy... 11.39 7.2 ng 95808 2 10.81 266657 20.0
Bicyclo[4.2.0]Joct... 11.71 2.7 ng 36415 2 10.81 266657 20.0
1,5,6,7-Tetrameth... 12.13 2.9 ng 39125 2 10.81 266657 20.0
Naphthalene, 1,2,... 12.35 3.0 ng 39571 2 10.81 266657 20.0
Naphthalene, 1,2,... 12.72 5.7 ng 75524 2 10.81 266657 20.0
1(2H)-Naphthaleno... 15.33 5.8 ng 111664 3 14.63 384615 20.0
1-Naphthalenecarb... 16.00 4.4 ng 83757 3 14.63 384615 20.0
n-Decanoic acid 18.26 3.6 ng 93659 4 17.37 521754 20.0
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