LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.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 5.190 394 400 407 rBV 42445 65993 2.03% 0.411%
2 5.660 473 480 490 rBV 293522 466468 14.34% 2.904%
3 7.258 745 752 758 rBV 209342 354108 10.89% 2.204%
4 7.646 810 818 826 rBV 561448 953303 29.31% 5.934%
5 7.764 833 838 848 rVB 23270 40211 1.24% 0.250%
6 8.116 890 898 906 rBV 116029 197103 6.06% 1.227%
7 8.234 912 918 924 rVB2 23827 39425 1.21% 0.245%
8 8.439 946 953 959 rBV 473883 838846 25.79% 5.222%
9 8.492 959 962 969 rVB 32049 53318 1.64% 0.332%
10 9.227 1083 1087 1091 rBvV2 23731 39461 1.21% 0.246%
11 9.286 1091 1097 1111 rVB 451433 858976 26.41% 5.347%
12 9.568 1139 1145 1151 rBV3 14127 34804 1.07% 0.217%
13 9.808 1181 1186 1192 rBV 32075 52426 1.61% 0.326%
14 10.126 1233 1240 1246 rBV5 22114 52495 1.61% 0.327%
15 10.325 1269 1274 1280 rvVB2 28785 53214 1.64% 0.331%
16 10.937 1366 1378 1384 rBvV 174384 388599 11.95% 2.419%
17 10.989 1384 1387 1392 rVB4 25490 41070 1.26% 0.256%
18 11.048 1392 1397 1401 rBvV 41068 67537 2.08% 0.420%
19 11.318 1435 1443 1445 rBvV8 17739 39997 1.23% 0.249%
20 11.636 1492 1497 1504 rVB9 14359 35914 1.10% 0.224%
21 11.771 1515 1520 1526 rVB9 17699 37834 1.16% 0.236%
22 11.835 1526 1531 1539 rBV7 18258 40495 1.24% 0.252%
23 12.035 1561 1565 1573 rVB3 22388 40748 1.25% 0.254%
24 12.182 1585 1590 1594 rBV2 23281 40134 1.23% 0.250%
25 12.470 1634 1639 1644 rVB6 33877 64454 1.98% 0.401%
26 12.799 1690 1695 1704 rBV 63457 101804 3.13% 0.634%
27 13.228 1760 1768 1773 rBV7 39330 80845 2.49% 0.503%
28 13.281 1773 1777 1782 rVB6 27080 44204 1.36% 0.275%
29 13.375 1786 1793 1798 rVV 1318246 1995249 61.34% 12.420%
30 13.422 1798 1801 1805 rVB3 27641 36690 1.13% 0.228%
31 13.763 1853 1859 1862 rBV7 18754 38391 1.18% 0.239%
32 14.074 1908 1912 1917 rVB6 36829 59473 1.83% 0.370%
33 14.550 1988 1993 2003 rVBS8 35108 87189 2.68% 0.543%

34 14.744 2016 2026 2034 rBV2 297000 554923 17.06% 3.454%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.214 2102 2106 2111 rVB5 37090 55618 1.71% 0.346%
36 15.361 2127 2131 2143 rVB5 50759 130573 4.01% 0.813%
37 15.778 2199 2202 2207 rVB7 32319 53923 1.66% 0.336%
38 16.230 2272 2279 2284 rBV 1156049 1753952 53.92% 10.918%
39 16.883 2385 2390 2395 rVB5 38474 68982 2.12% 0.429%
40 17.270 2452 2456 2462 rVB3 63250 95210 2.93% 0.593%

41 17.488 2487 2493 2501 rBV2 376935 579124 17.80% 3.605%
42 17.840 2550 2553 2558 rVB3 30875 47969 1.47% 0.299%
43 18.369 2639 2643 2647 rBV2 79227 106265 3.27% 0.661%
44 19.632 2854 2858 2863 rVB2 95805 120182 3.69% 0.748%

45 19.732 2871 2875 2879 rBVY 60957 86275 2.65% 0.537%
46 20.090 2930 2936 2942 rBV 2507686 3252725 100.00% 20.248%
47 20.772 3049 3052 3058 rVB2 40804 55473 1.71% 0.345%
48 20.848 3060 3065 3068 rBVS5 22805 36071 1.11% 0.225%
49 20.989 3085 3089 3093 rBV 24211 37992 1.17% 0.236%
50 21.036 3094 3097 3101 rVB 44585 51451 1.58% 0.320%
51 21.242 3128 3132 3137 rVB 44629 58449 1.80% 0.364%
52 21.395 3155 3158 3165 rVBS8 22768 38572 1.19% 0.240%
53 21.548 3182 3184 3191 rVB 33457 47263 1.45% 0.294%

54 21.759 3214 3220 3229 rVB 471986 770015 23.67% 4_.793%
55 25.044 3767 3779 3792 rVB 254203 722950 22.23% 4 _500%

Sum of corrected areas: 16064735
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019920.D
2500000

2000000
1500000

1000000

7.65
500000 8.44 9.29

5.66
7.26 8 10.94
319 A | J7e %ggia0 £39588101033 IS sAnsImaOus a7

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12. OO 12. 50
Abundance TIC: BG019920.D
2500000 20.09

2000000

1500000 13.37

16.23

1000000

21.76

500000 17.49

17.84 1837

i

801%«—12379407 14,59 1512136 15.78 OEEAANIGS
AN AL a

O T A e T L e e T L A L L B e A LR

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 TIC: BG019920.D
2500000

2000000

1500000

1000000

500000
25.04

S e T e e T T T T R R T e T T e e e e

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:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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.

5.19 6.70 ng 65993 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 400 (5.190 min): BG019920.D (-394) (-) m/z 42.95 100.00%
43.0
59.0
5000
o TE 50 550 340 Sk
o..,....,....,....',':-...“3,1'.0.~:-Ii....,....f‘.3~:°..,....,|....,. m/z 59.00 64.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RS SRS RARAS
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 21.95%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 310 430 73.0 m/z 58.00 16.48%
0 51.0 84.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 480 5.00 520 5.40 5.60

m/z 41.00 8.89%

5000 41.0
31.0

69.0 87.0

15.0 WJ‘ N 5LQ\N ‘ 98.0

e 1 MM SN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.65 Concentration Rank 1

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

7.65 96.73 ng 953303 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 819 (7.652 min): BG019920.D (-810) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 5o || %0 TTa0 750 780 b0
o T NSO AN 1 N P M ST 2 B | A m/z 68.00 47.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR UL R
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.70%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 97.0 m/z 66.00 31.75%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B e
132.0 7.40 7.60 7.80 8.00
m/z 68.95 19.55%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 3 Benzene, l-ethyl-3-methyl- Concentration Rank 7

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

7.76 4.08 ng 40211 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
2 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 837 (7.758 min): BG019920D(833)() m/z 104.95 100.00%
0b.0
5000 120.0
390 510 3.0 .0 910 | 7.40 7.60 7.80 8.00
Ottt el e Ll sz 120,00 41.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105.0
5000 T
120.0 7.40 7.60 7.80 8.00
m/z 77.00 15.96%
150 270 wo 5.0 650 77.0 %o |
0 D 0 " R S N NP AR M
Abundance
105.0
120.0
7.40 7.60 7.80 8.00
5000 m/z 106.10 13.63%
150 270 390 510 650 770 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 i
Abundance #9129: Benzene, 1-ethyl-4-methyl- e e
105.0 7.40 7.60 7.80 8.00
m/z 119.00 12.52%
5000
120.0
150 270 390 510 650 770 %0 1
iz b 20 @ 4 6 b % 80 100 110 10 740 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Benzene, l-ethyl-4-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
" 8.23 4.00ng 30425  1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1-ethvi-4-methvl- 120 coH12 000622-96-8 91

2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 87
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 87
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 80
Abundance Scan 917 (8.228 min): BG019920.D (-912) (-) m/z 105.00 100.00%
105.0
5000 120.0
390 510 g5 (0 90 7.80 8.00 820 8.40 8.60
NN ¥ M HSSSPESM I RN ) BSSNS PNBMMDAL BN N B m/z 120.00 41.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105.0
5000 |||||||||||||’1|||{\|||
120.0 7.80 8.00 820 8.40 8.60
' m/z 77.00 13.66%
150 270 90 510 5o 70 O |
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105.0
7.80 8.00 820 8.40 8.60
5000 m/z 91.00 13.35%
120.0
270 390 510 g5 77.0 910
O I s B T L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9111: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 820 8.40 8.60
m/z 79.00 11.03%
5000 120.0
28.0 77.0
BT M N N L R A N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 4

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

8.49 5.41 ng 53318 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
2 Indane 118 C9H10 000496-11-7 72
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzaldehvde. 4-(l1-phenvl-2-prop... 238 C16H1402 1000277-56-1 50
5 Deltacyclene 118 C9H10 007785-10-6 50

Abundance Scan 962 (8.492 min): BG019920.D (-959) (-) m/z 117.00 100.00%
117.0
5000 /\/\
64.9 e 820 840 8.60 880
39.0 510 Y 76.9 102.0 : ' : ;
0”|”.W.”.“.MH”.WW”WHU”|nﬂq.nﬂi.”|h.q.ﬂﬂp.” m/z 118.00 51.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
5000 SRR AR LA
91.0 820 840 8.60 8.80
39.0 m/z 115.00 26.20%
27.0 51.0 650 780 103.0
0“|“'w'“ﬂw'“|“'ﬁh“le“l“J“'“”H'“lm'w'ﬂ“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
820 840 8.60 880
5000 m/z 91.00 20.88%
91.0
ol 150 27.0 390 510 630 779 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8689: Benzene, cyclopropyl-
117.0 8.20 8.40 860 8.80
m/z 64.90 7.32%
5000 91.0
39.0 510 63.0
77.0 103.0
o.w?ﬁqw?ﬁ?“.ﬁ.”.N.m,ﬂlw.mH“.”hh.wM”.“.”u”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 8

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

9.23 4.00 ng 39461 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 64
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60

Abundance Scan 1088 (9.233 min): BG019920.D (-1083) (-) m/z 118.95 100.00%
119.0
5000
91.0 132.0
39.0 510 650 77|'0 103.0 ‘ | 8.80 9.00 9.20 9.40 9.60
O b ettt U Tz 117,000 59.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
oL0 1340 8.80 9.00 9.20 9.40 9.60
- - 0
00 510 650 270 105.0 m/z 90.95 34.73%
15.0 210 ﬁ mﬂ | M A il L
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
8.80 9.00 9.20 9.40 9.60
5000 610 m/z 132.00 30.04%
' 134.0
150 27.0 390 510 650 770 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14379: Benzene, 2-ethyl-1,4-dimethyl- R RammE DL AL B
119.0 8.80 9.00 9.20 9.40 9.60

m/z 115.00 29.26%

5000
134.0
\ Ll m ‘M“ LI

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40 9.60

o0 105.0
77.0 .
39.0 51.0 650 ‘
150 27.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

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

9.81 2.70 ng 52426 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 93
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 90
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 87

Abundance Scan 1186 (9.808 min): BG019920.D (-1181) (- m/z 119.00 100.00%
119.0
5000 1341
90.9
39.0 51.0 g49 770 105.0 9.40 9.60 9.80 10.00 10.20
Obrrprrrr e ettt e i m/z 134.05  39.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
9.40 9.60 9.80 10.00 10.20
91.0 m/z 90.90 21.54%
150 270 %9 510 650 770 1030 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
9.40 9.60 9.80 10.00 10.20
5000 134.0 m/z 135.00 11.37%

91.0
150 27.0 410 530 650 77.0 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14375: Benzene, 1-ethyl-2,3-dimethyl-
119.0 9.40 9.60 9.80 10.00 10.20
m/z 133.00 10.15%
5000
134.0
27.0 380 510 650 770 91"0 10‘?0 o

O T e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00 10.20

8270-BG120215.M Mon Dec 07 17:31:41 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Benzene, (1,1-dimethyl-2-pr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.13 2.70 ng 52495 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 89
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 86
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 50
4 Benzene. l1-methvl-4-(1-methvl-2-_... 146 C11H14 097664-18-1 50
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 50
Abundance Scan 1241 (10.132 min): BG019920.D (-1233) (-) m/z 131.00 100.00%
131.0
91.0
5000 148.0
163.1 9.80 10.00 10.20 10.40
o} m/z 119.00 77.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20736: Benzene, (1,1-dimethyl-2-propenyl)-
131.0
5000
910 146.0 9.80 10.00 10.20 10.40
270 51.0 770 116.0 m/z 91.00 73.26%
0 |||il-|4|.‘.|(|)|||i||||||U||||k‘l‘n|?u‘4=.f|0||||‘|‘l‘|||||‘|h|| m\” ”‘I\lellll‘ilnll ||‘|‘||| S RARAAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
9.80 10.00 10.20 10.40
5000 m/z 133.00 53.00%
146.0
91.0 118.0
15.0 39.0 63.0 77.0 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131.0 9.80 10.00 10.20 10.40
146.0 m/z 148.00 39.73%
5000 91.0
39.0 Sf' 0 77.0 11&‘3.0
0“W““P“W““L“ﬁm“va“hb“ﬁ““JAW“LP“NL“VLM““V“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40

8270-BG120215.M Mon Dec 07 17:31:42 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.74 ng 53214 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 1275 (10.331 min): BG019920.D (-1269) (-) m/z 116.95 100.00%
117.0
5000
132.0
300 510 649 77.0 91|-° 103.0 ‘| | 145 1 10.00 10.20 10.40 10.60
Obrrrrrr i i b i il sz 115 00 44.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13615: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 10.00 10.20 10.40 10.60
51.0 m/z 132.00 34 .14%
00 | 65.0 77‘0 105.0 ‘
O'P'”P'“I””km'WMMW'”P'“JP”'PW'P'JP'JHL”I””I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
132.0 10.00 10.20 10.40 10.60
5000 m/z 131.05 16.91%
91.0
270 39.0 510 650 77.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13579: Benzene, 2-butenyl-
117.0 10.00 10.20 10.40 10.60
m/z 116.10 16.43%
132.0
5000 910
770 0 40 T o s |||
SN S N WO O N i IO | N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60

8270-BG120215.M Mon Dec 07 17:31:42 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.48 ng 67537 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
2 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 91
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 87
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 87
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
Abundance Scan 1397 (11.048 min): BG019920.D (-1392) (-) m/z 131.00 100.00%
131.0
5000 146.0
69.0 115.0
300 590 91.0 162.0 10.80 11.00 11.20 11.40
o} m/z 146.00 36.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
146.0 10.80 11.00 11.20 11.40
91.0 115.0 m/z 114.95 22 .46%
o0 20 630 77.0 L
0'W“”PJH”Jﬁ”JH“PMW”MP”ﬁ”“P“W”“P“ML”PmH“”P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
91.0 10.80 11.00 11.20 11.40
5000 ' m/z 69.00 19.23%
146.0
70 51.0 77.0 115.0
o140 : 64.0
AR B RN AR LA AR R KRN R AL A LA LA LA SRR LRI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene BAEEE EEE s S
131.0 10.80 11.00 11.20 11.40
146.0 m/z 55.00 16.80%
5000 91.0
39.0 SF'O 77.0 115.0
0'W“”P”W”Jﬁ”ﬁm“Hwh”Mh”ﬁh““mﬁ””P“M””P”W“”P”W R BN SO DML B
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-BG120215.M Mon Dec 07 17:31:43 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.47 3.32 ng 64454 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 76
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 68
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 62
4 Benzene. l-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 55
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 55
Abundance Scan 1639 (12.470 min): BG019920.D (-16348 ) m/z 130.95 100.00%
130.9
118.0

146.1

5000

410 91.0 105.0
77.0

12.20 12.40 12.60 12.80

o 1599 m/z 118.00 78.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20770: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118.0131.0 146.0

5000

105.0 12.20 12.40 12.60 12.80
91 m/z 146.05 62.72%
27.0 39.0 51.0 4.0 77.0 H I ‘\
o N NS R ‘1..‘.,....,....,.‘...,....,.... N E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
1310 1460
118.0
12.20 12.40 12.60 12.80
5000 m/z 117.00 48.73%
105.0
91.0

27.0 39.0 51.0 64.0 77.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene

146.0 12.20 12.40 12.60 12.80

m/z 147.00 27.87%
118.0
5000 131.0
91.0
o osome o | 0y ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80

8270-BG120215.M Mon Dec 07 17:31:44 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.80 5.24 ng 101804 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 86
Abundance Scan 1695 (12.799 min): BG019920.D (-1690) (-) m/z 142.00 100.00%
142.0
5000 115.0
630 - o 89.0 1240 12.60 12.80 13.00 13.20
75.9
Obrprrrrprrrrrr o kbt s 2r o el OOOLTA0 1 77 141.00  93.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18498: Naphthalene, 1-methyl-
142.0
5000 SR BN UL BRI B
12:40 12.60 12.80 13.00 13.20
10 115.0 m/z 115.00 40.98%
26.0 390 580 | 8901020 128.0 ||

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance

142.0

%

12.40 12.60 12.80 13.00 13.20

5000 m/z 143.00 11.00%
115.0

270 500 830 760 89.0 9070 128.0

%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 12.40 12.60 12.80 13.00 13.20
m/z 138.90 9.89%
5000 115.0
63.0
260 B0 14780 8201020 Il
Orrprerr et e e e e e e e ey

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 12.40 12.60 12.80 13.00 13.20

8270-BG120215.M Mon Dec 07 17:31:44 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 14 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.91 ng 80845 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.7-oc... 150 C11H18 013943-77-6 53
2 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 49
3 Acetic acid. 4a-methvldecahvdron... 210 C13H2202 1000191-50-9 47
4 Cvclohexanone. 2-(2-butvnvl)- 150 C10H140 054166-48-2 38
5 Heptafluorobutanoic acid, l-adam... 362 C15H17F702 1000282-96-9 35
Abundance Scan 1768 (13.228 min): BG019920.D (-1760) (-) m/z 135.05 100.00%
136.1
5000 410 o 970 810 939 1090 150.0
| | h | || | | | |‘ 12?'0 | 1640 13.00 13.20 13.40 13.60
) SRS TSNP P 1 AT " T RPN | S AL/ m/z 67.00 49.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22927: Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-
135.0
93.0 150.0
5000 67.0 79.0 LRI UL LN BN B
410 108.0121.0 13.00 13.20 13.40 13.60 :
270 ‘ 55.0 ‘ ‘ ‘ m/z 109.00 47 .87%
0 PJ“”J“MWM”PMM”JNMWm“PML””J”W”LP”WM”P”W”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
79.0 ' 13.00 13.20 13.40 13.60
5000 m/z 41.00 44 _58%
122.0
41.0 91.0 150.0
67.0
55.0 107.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #62839: Acetic acid, 4a-methyldecahydronaphthalen-1-yl ester L I s o
43.0 135.0 13.00 13.20 13.40 13.60
150.0 m/z 81.00 43.26%
5000 108.0
55.0 67.0 81.0 93.0 121.0
ol R
0 |HAL'JH“'N““v“M“Jh“'4“M|“LFHHJ”HVJ'VH“““'&ﬁaq“ UL BRI SR BN B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.00 13.20 13.40 13.60

8270-BG120215.M Mon Dec 07 17:31:45 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 4-Isopropylphenylacetic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.14 ng 87189 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropvilphenvlacetic acid 178 C11H1402 004476-28-2 60
2 Benzene. 1-(1-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 50
3 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 38
4 2-Methvl-2-phenvlthiophane 178 C11H14S 014856-67-8 38
5 3-Penten-2-one, 5-phenyl- 160 C11H120 010521-97-8 25
Abundance Scan 1993 (14.550 min): BG019920.D (-1988) (-) m/z 117.00 100.00%
11y.0 163.0
5000
191.1207.0 1420 14.40 14.60 14.80
o m/z 163.00 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41008: 4- Isopropylphenylaceﬂc acid
17.0 163.0
5000
91.0 14.20 14.40 14.60 14.80
45.0 m/z 160.00 53.63%
79 1, 520 S
o) M— .‘.‘..‘..‘ﬁ‘.‘....”..“.............. e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 163.0
43.0 14.20 14.40 14.60 14.80
5000 m/z 115.00 52.12%
91.0
135.0
27.0 65.0 179.0
O A T o e A e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29358: 1H-Inden-1-one, 2,3-dihydro-4,7-dimethyl- B e EEEREEEs
160.0 14.20 14.40 14.60 14.80
117.0 m/z 91.00 45_47%
5000
27.0 51.0
) 50 a#%o
m/z--> 20 40 60 80 100 140 160 180 200 14:20 14.40 14.60 14.80

8270-BG120215.M Mon Dec 07 17:31:46 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknownl5.36 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.36 4.71 ng 130573 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 38
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 38
3 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 38
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 38
5 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2 015441-54-0 25

Abundance Scan 2131 (15.361 min): BG019920.D (-2127) (-) m/z 155.00 100.00%

155.0170.0

5000

15.00 15.20 15.40 15.60

(0} m/z 170.00 98.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36218: Naphthalene, 2,3,6-trimethyl-
155.0170.0
5000
15.00 15.20 15.40 15.60
m/z 163.00 74_.32%
128.0
o 0 880 0 e UL A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155.0
170.0 B R SRS
15.00 15.20 15.40 15.60
5000 m/z 117.00 63.43%
128.0
200 830 840 1020
O LA B B o o B T LA o e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36204: Azulene, 4,6,8-trimethyl- B B e
155 0173.0 15.00 15.20 15.40 15.60
' m/z 192 .00 60.62%
5000
115.0
31.0 510 700 010 | 1390 [j |
L o T o I B o o o o B B e e RS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Bicyclo[4.3.0]nonane, 3-met... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.38 ng 68982 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.3.01nonane., 3-methvlene- 136 C10H16 1000152-00-6 70
2 Bicvclol4.3.01nonane. 2-methvlen... 136 C10H16 040954-37-8 62
3 2-Naphthalenol. decahvdro- 154 C10H180 000825-51-4 50
4 3-Cvclohexene-l1l-ethanol. .beta..... 154 C10H180 013835-75-1 43
5 1H-Pyrrole, 2,3-dimethyl- 95 C6HON 000600-28-2 38
Abundance Scan 2390 (16.883 min): BG019920.D (-2385) (-) m/z 94.00 100.00%
5000
169.0 190.0 5539 16,60 16.80 17.00 17.20
o m/z 95.00 80.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15243: Bicyclo[4.3.0]nonane, 3-methylene-
95.0
136.0
41.0 67.0
5000 LI SURRULR B UL SR
16,60 16.80 17.00 17.20
m/z 79.00 62.99%
0 i ‘.“l 0 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
79.0
121.0 UL SRR BN A B
16.60 16.80 17.00 17.20
5000 m/z 41.00 53.44%
41.0
AN A S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25502: 2-Naphthalenol, decahydro- B A RRREE R
94.0 16.60 16.80 17.00 17.20
136.0 m/z 93.00 53.12%
67.0
5000 41.0
0! 15.0 H \‘ 1%‘ | 153.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknownl7.27 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.27 3.29 ng 95210 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.21oct-2-ene. 1.2.3.6... 164 C12H20 062376-14-1 43
2 2-Methvl-2-bornene 150 C11H18 072540-93-3 35
3 Bicvclol3.1.1Thept-3-en-2-one. 4... 150 C10H140 001196-01-6 30
4 2-Ethvlimino-4-methvl-pent-3-ene... 136 C8H12N2 1000189-21-6 30
5 1,3,6-Heptatriene, 2,5,6-trimethyl- 136 C10H16 042123-66-0 27
Abundance Scan 2456 (17.270 min): BG019920.D (-2452) (-) m/z 93.00 100.00%
93.0
5000
1020 o | | 1700 1720 1740 1760
0! ' m/z 107.00 61.10%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #32017: Bicyclo[2.2.2]oct-2-ene, 1,2,3,6-tetramethy!-
93.0
41.0
5000 LR B BN BN B
135.0 17.00 17.20 17.40 17.60
67.0 164.0 m/z 94.00 47.07%
ol24. 1fp.0
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
79.0 107.0
|17.00 17.20 17.40 17.60
5000 135.0 m/z 80.00 44 .13%
43.0
e R A S UL S S RS W SRS SR AR
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #22832: Bicyclo[3.1.1]hept-3-en-2-one, 4,6,6-trimethyl-, (1S) B Rama e o e e
107.0 17.00 17.20 17.40 17.60
410 m/z 79.00 40.39%
79.0 135.0
5000
o! 62, H..Ml.".‘.‘l“...ll.l..z'.o........l....l....l e
m/z--> 200 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 1760
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.67 ng 106265 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2643 (18.369 min): BG019920.D (-2639) (-) m/z 73.00 100.00%
43. )
| 18.00 18.20 18.40 18.60
Obprrrr i m/z 43.00 89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 U R BN B
mmmmmmmm
1200 2560 m/z 60.00 89.01%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 85.53%
h T 1 ﬁvaAmﬁMrH“N\w}\“WWAMMWMMMMwMV
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #65565: Tridecanoic acid N B o
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.00 83.08%
- T Mﬁw
0 e R R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18 20 18 40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019920.D

Aca On : 5 Dec 2015 00:56

Operator : UM/NP

Sample : G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.63 3.12 ng 120182 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2858 (19.632 min): BG019920.D (-2854) (-) m/z 73.00 100.00%

19. 40 19. 60 19. 80 20. 00

43.0 73.0
5000

(o} m/z 43.00 94 .94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0

5000 129.0
19. 40 19. 60 19. 80 20. OO
m/z 60.00 79.91%
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 55.00 75.90%
970 1990 2420
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid  EEEEEE R e
43.0 19.40 19.60 19.80 20.00
m/z 57.00 75.45%
73.0
5000
97.0 129.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19. 60 19. 80 20. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120415\
Data File : BG019920.D

Acq On : 5 Dec 2015 00:56

Operator : UM/NP

Sample - G4630-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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... 5.19 6.7 ng 65993 1 8.12 197103 20.0
unknown? .65 7.65 96.7 ng 953303 1 8.12 197103 20.0
Benzene, l-ethyl-_.. 7.76 4.1 ng 40211 1 8.12 197103 20.0
Benzene, l-ethyl-_.. 8.23 4.0 ng 39425 1 8.12 197103 20.0
Tetracyclo[3.3.1.... 8.49 5.4 ng 53318 1 8.12 197103 20.0
Benzene, l-ethyl-_.. 9.23 4.0 ng 39461 1 8.12 197103 20.0
Benzene, 1,2,4,5-._.. 9.81 2.7 ng 52426 2 10.94 388599 20.0
Benzene, (1,1-dim... 10.13 2.7 ng 52495 2 10.94 388599 20.0
Benzene, 2-etheny... 10.33 2.7 ng 53214 2 10.94 388599 20.0
1H-Indene, 2,3-di... 11.05 3.5 ng 67537 2 10.94 388599 20.0
Naphthalene, 1,2,... 12.47 3.3 ng 64454 2 10.94 388599 20.0
Naphthalene, 1-me... 12.80 5.2 ng 101804 2 10.94 388599 20.0
Naphthalene, 1,2,... 13.23 2.9 ng 80845 3 14.74 554923 20.0
4-1sopropylphenyl. .. 14.55 3.1 ng 87189 3 14.74 554923 20.0
unknown15.36 15.36 4.7 ng 130573 3 14.74 554923 20.0
Bicyclo[4.3.0]non... 16.88 2.4 ng 68982 4 17.49 579124 20.0
unknownl17 .27 17 .27 3.3 ng 95210 4 17.49 579124 20.0
n-Hexadecanoic acid 18.37 3.7 ng 106265 4 17.49 579124 20.0
Octadecanoic acid 19.63 3.1 ng 120182 5 21.76 770015 20.0
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