LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 4.254 235 241 256 rVB 240132 381211 10.54% 3.250%
2 5.188 394 400 406 rVB 29897 44018 1.22% 0.375%
3 5.599 464 470 475 rBV 36502 57122 1.58% 0.487%
4 5.658 475 480 485 rvVv 30445 47100 1.30% 0.402%
5 5.734 485 493 494 rVvVv 84760 130223 3.60% 1.110%
6 5.752 494 496 504 rvB 95428 121176 3.35% 1.033%
7 6.081 546 552 565 rVB2 197117 492389 13.61% 4.198%
8 7.256 746 752 758 rBV 38633 63429 1.75% 0.541%
9 7.638 811 817 824 rBV2 45815 75661 2.09% 0.645%
10 7.761 832 838 847 rVB2 83933 160097 4_.43% 1.365%

11 8.114 892 898 906 rBV 64762 104613 2.89% 0.892%
12 8.437 946 953 959 rBvV 171047 286571 7.92% 2.443%
13 8.654 982 990 1000 rVvB 609088 1071501 29.62% 9.135%
14 9.277 1090 1096 1106 rVB 149968 260761 7.21% 2.223%
15 10.352 1269 1279 1285 rBV3 48482 111347 3.08% 0.949%

16 10.423 1285 1291 1296 rVvVv2 45848 94628 2.62% 0.807%
17 10.934 1370 1378 1380 rBV 84343 141209 3.90% 1.204%
18 10.993 1380 1388 1397 rVvV 1899129 3616938 100.00% 30.835%
19 11.099 1400 1406 1413 rVB 35111 60129 1.66% 0.513%
20 12.091 1566 1575 1585 rVB 37080 70968 1.96% 0.605%

21 12.579 1651 1658 1664 rBV 183188 295649 8.17% 2.520%
22 12.797 1685 1695 1704 rBV 163328 271941 7.52% 2.318%
23 13.366 1785 1792 1799 rBV 443376 677982 18.74% 5.780%
24 13.578 1822 1828 1834 rBV 28811 41560 1.15% 0.354%
25 14.465 1971 1979 1988 rVB 90310 143323 3.96% 1.222%

26 14.741 2016 2026 2033 rBV2 158195 255166 7.05% 2.175%
27 16.222 2270 2278 2287 rBV 140516 212003 5.86% 1.807%
28 17.479 2486 2492 2497 rBV2 211495 325379 9.00% 2.774%
29 17.520 2497 2499 2505 rVB 35698 46313 1.28% 0.395%
30 20.082 2929 2935 2943 rBV 991447 1282286 35.45% 10.932%

31 21.757 3213 3220 3229 rBV 252222 417118 11.53% 3.556%
32 25.035 3767 3778 3792 rBV3 128556 370196 10.24% 3.156%

8270-BG120215.M Tue Dec 08 18:36:12 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample > 6G4676-10

Misc :

ALS Vial : 21 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 11730007
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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: BG019998.D
10[99
1500000
1000000
8.65
500000
0‘
Time--> 3.00 350 4.00 450 500 550 600 650 700 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019998.D
1500000
1000000 20.08
500000 13.37
21.76
.80 14 4174.74 16.22 17.48
o 13.58 ' A 1k52
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: BG019998.D
1500000
1000000
500000
25.04
B B B B B B L L B
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:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 Acetic acid, 1,1-dimethylet... Concentration Rank 15

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

5.19 8.42 ng 44018 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 3-Hexanol 102 C6H140 000623-37-0 36
4 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 400 (5.188 min): BG019998.D (-394) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 480 5.00 520 5.40 5.60
O B2 k0 | e 60 59,047
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 AR SRR RS LR S
4.80 5.00 5.20 5.40 5.60
29.0 101.0 m/z 101.00 18.10%
o0 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 16.23%
59.0
101.0
o 2r.0 51.0 69.0 830910
LRI PRI SR SURL LR S AL SULELIL UL SR SULELIL UL WL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 h
Abundance #4323: 3-Hexanol l||||l|llll|llll|lAlll|ll
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.14%
5000 310 430 73.0
0 \‘\‘ “\ Ll 510 \‘ ! | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 unknown7.64 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.64 14.46 ng 75661 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 817 (7.638 min): BG019998.D (-811) (-) m/z 132.00 100.00%
13%.0
5000 68.0
400 540 | | 780 %l'o 150 7.40 7.60 7.80 8.00
SNSRI 1 SNSIOVIH MBS ] MV f5hdSNINMBIRR Ml NSNS | SN m/z 68.00 46.70%
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!l-
132.0
5000 LA L B L B L Y L L LB
104.0 7.40 7.60 7.80 8.00
63.0 ’ m/z 134.00 32.55%
39.0 51.0 | 770 90.0 117.0
Y O] T O i S| N
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e e
69.0 104.0 7.40 7.60 7.80 8.00
5000 m/z 66.00 27.51%
31.0 51.0
79.0
R L e S o R
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine P e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 22 .64%
97.0
5000
70.0
31.0 60.0
‘ 44‘.0 Ly ‘\ 1 | 860 I 1160 1
O T T e T T e e e B T S —
miz--> 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:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 8 Benzene, l-ethenyl-2-methyl- Concentration Rank 6

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

7.76 30.61 ng 160097 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 55
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 55
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 50
4 cis-.beta.-Methvlstvrene 118 C9H10 000766-90-5 50
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 50

Abundance Scan 838 (7.761 min): BG019998.D (-832) (- m/z 105.00 100.00%
105.0
117.0
5000
91.0
39.0 510 630 770 ‘ 7.40 7.60 7.80 8.00
o..,....,....,...:',-....:':-..4,:'.'..,.:-:|!',..:.',:...,:|:!.,..!|,-...., m/z 117.00 61.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8698: Benzene, 1-ethenyl-2-methyl-
117.0
5000
91.0 7.40 7.60 7.80 8.00
m/z 118.00 53.36%
390 510 650 770 103.0
0'w'“'w?ﬁ?“'m'“'m'“lmtw'“uw'“nh'wJ“'V'LH“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
740 7.60 7.80 8.00
5000 m/z 120.00 37.23%
91.0
150 27.0 39.0 510 430 77.0 103.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 /\
Abundance #8684: Benzene, 2-propenyl- L .,.A.,....,....,....,.
117.0 7.40 7.60 7.80 8.00
m/z 91.00 34 .59%
5000
91.0
30.0 510 630 770 103.0
o.w.”.“?ﬁ?”.m.”.ﬁ.J,Mkw.mH“.”nh.wH”.“.Lu”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 Indene Concentration Rank 1

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

8.65 204.85 ng 1071500 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 91
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 87

Abundance Scan 989 (8.648 min): BG019998.D (-982) (-) m/z 115.00 100.00%
1150
5000
63.0 89.0 A
39.0 50.0 740 |' 98.9 8.40 8.60 8.80 9.00
o) 0¥ St u RN MO N5 SNBSS . m/z 116.00 90.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8167: Indene
116.0
5000 B R L U
8.40 8.60 8.80 9.00
30,0 63.0 £9.0 m/z 89.00 15.05%
0 270 .~ 00 | | 740 7" 990
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
115.0
840 8.60 880 9.00
5000 m/z 63.00 14.93%
63.0
ol 140 270 890 510 o 90
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8173: Benzene, 1,2-propadienyl- e
115.0 8.40 8.60 8.80 9.00
m/z 117.00 9.21%
5000
39.0
51.0 63.0 89.0
oL 150 200 o 77O T 990 Y
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1c')o 11'0 12'0 8.|40 8.%0 8.|80 9.'00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.35 15.77 ng 111347 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1l-methvl- 130 C10H10 000767-59-9 96
2 2-Methvlindene 130 C10H10 002177-47-1 95
3 Cvcloproplalindene., 1.la.6.6a-te... 130 C10H10 015677-15-3 93
4 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 93
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 93
Abundance Scan 1279 (10.352 min): BG019998.D (-1269) (-) m/z 115.00 100.00%
115.0 130.0
5000
390 0 ©0 770 goo 1009 | 10.00 10.20 10.40 '166'0"' '
Obrrrrrrrrprrrrpreedp e phbe e bbbl | mZz 130.00  88.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12668: 1H-Indene, 1-methyl-
150 1300
5000 SRR SRR BN ----u-
10.00 10,20 10.40 10.60
51.0 m/z 129.00 72 .46%
270 390 GV)7H)wol%0 ‘
1 |

O e T T T T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130.0

115.0 ,,
10. 00 10 20 10 40 10.60
5000 m/z 128.00 37.17%
51.0
28.0 390 640 77.0 g90 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12696: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro- e e . T
130.0 10. 00 10 20 10 40 10. 60
)
115.0 m/z 127.00 17.70%
5000
9.0 510 64.0
150 270 “ | 770 g9 102.0
o) B NS NS R o /| R AR R Emanma S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 2-Methylindene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.42 13.40 ng 94628 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l1l-methvl- 130 C10H10 000767-59-9 96
2 2-Methvlindene 130 C10H10 002177-47-1 94
3 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 94
4 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 93
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 90
Abundance Scan 1291 (10.423 min): BG019998.D (-1285) (-) m/z 114.95 100.00%
115.0 130.0
5000
300 70 %0 770 se0 1020 | 10,20 10.40 10.60 10.80_
o.w“.w.”w.“J““.L.”uhnpﬂw,“hh“.wL.W.HW.J.L”.“ m/z 130.00 94 .86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12668: 1H-Indene, 1-methyl-
1150 1300
5000 T ----/1---|---

10.20 10.40 10.60 10.80
m/z 129.00 83.39%

77.0 gg9.0 102.0

O'W'”'P?Z?”'W'”'P'”IM“W'“'P'”H”'W'”'P'”I”"'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130.0
115.0 SN /S VA
10.20 10.40 10.60 10.80
5000 m/z 128.00 46.21%

51.0
28.0 39.0 040770 890 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12663: Benzene, 1-butynyl- A Aamas pe
115.0 10.20 10.40 10.60 10.80
m/z 127.00 16.75%

_>
—

130.0
5000

270 39 77.0 890 1020 /\
180 200 T° |10, | Ll

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10. 40 10 60 10.80

o

w

©

o
[
[y
o
(o2}
w
o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 2-Benzothiophene # Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.10 8.52 ng 60129 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Benzothiophene # 134 C8H6S 000270-82-6 94
2 Benzolblthiophene 134 C8H6S 000095-15-8 91
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 91
4 Cvclopentalblthiapvran 134 C8H6S 000271-17-0 86
5 Pyrimidine, 2,4,6-trifluoro- 134 C4HF3N2 000696-82-2 42
Abundance Scan 1406 (11.099 min): BG019998.D (-1400) (-) m/z 134.00 100.00%
134.0
5000
63.0 89.0 10.80 11.00 11,20 11.40
39.0 50.0 74.0 107.9 : . . .
Oberr e st bt e b bl || M/z 89.00 11 45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14747: 2-Benzothiophene #
134.0
5000 AU R UL BN
10.80 11.00 11.20 11.40
89.0 m/z 90.00 10.82%
0 %0 0o "m0
miz--> '"1'0'"'zb""35"26"5'6"2;5"'75"36'"dd"iéé"il'b"iéb"isb'1'216"
Abundance
134.0
10.80 11.00 11,20 11.40
5000 m/z 134.90 9.31%
89.0
o 130 270 450 030 74,0 10801199
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14748: Cyclopenta[c]thiapyran R  Emmua
134.0 10.80 11.00 11.20 11.40
m/z 63.00 7.84%
5000
45.0 @Omo ﬁﬂ 1@0
ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 Isoquinoline Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.09 10.05 ng 70968 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoauinoline 129 C9H7N 000119-65-3 96
2 Quinoline 129 C9H7N 000091-22-5 96
3 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 83
4 2.4-Dicvanopvridine 129 C7H3N3 029181-50-8 74
5 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 74
Abundance Scan 1575 (12.091 min): BG019998.D (-1566) (- m/z 128.95 100.00%
128.9
5000
102.0
51.0 76.0
39.0 63.0 11.80 12.00 12.20 12.40
Ol el B8l W MO 727102.00  34.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12651: Isoquinoline
129.0
5000 R R BN ISR R
102.0 11.80 12.00 12.20 12.40
51.0 26, m/z 128.00 25_.59%
260 390 | 630 M‘ 89.0 |
miz-> 2 % 40 50 60 70 8 80 160 110 120 130 140 150
Abundance
129.0
11.80 12.00 12.20 12.40
5000 m/z 51.00 14.06%
102.0
51.0 76.0
oL 27.0 39.0 63.0 87.0 114.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12654: 2-Propenenitrile, 3-phenyl-, (E)- At e
129.0 11.80 12.00 12.20 12.40
m/z 76.00 13.44%
5000
102.0
51.0
m/z--> 20 §0 Jo 50 eb 70 80 do 100 110 150 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120715\
Data File : BG019998.D

Aca On : 8 Dec 2015 2:03

Operator : UM/NP

Sample : 6G4676-10

Misc :

ALS Vial : 21 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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.80 38.52 ng 271941 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
4 1H-Indene. 1-ethvlidene- 142 C11H10 002471-83-2 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
Abundance Scan 1696 (12.802 min): BG019998.D (-1685) (-) m/z 142.00 100.00%
14%.0
5000 115.0
39.0 510 630 740 890 12.40 12.60 12.80 13.00 13.20
O prrrr s oo e At e it o2 i eem bl | m/Zz 141.00 94 .73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 115.0 1240 1260 12.80 13.00 13.20
m/z 115.00 39.65%
27.0 390 510 630 740 890 1909 | 1260 |
wz> 3o % 4o 8 To B % 100 1 Do 1% 140 1%
Abundance
142.0
1240 1260 12.80 13.00 13.20
5000 m/z 139.00 11.66%
115.0
270 39.0 510 630 740 890 1059 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18494: Benzocycloheptatriene e e
14{.0 12.40 12.60 12.80 13.00 13.20
115.0 m/z 143.00 10.36%
5000
63.0
0 [L1 1 H? el 1020 Al 128.0 N
m/z--> 20 30 40 50 60 70 80 90 1c')o 110 120 130 14'10 150 12.40 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120715\
Data File : BG019998.D

Acq On - 8 Dec 2015 2:03

Operator : UM/NP

Sample : G4676-10

Misc :

ALS Vial : 21 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]
Acetic acid, 1,1-._.. 5.19 8.4 ng 44018 1 8.11 104613 20.0
unknown? .64 7.64 14.5 ng 75661 1 8.11 104613 20.0
Benzene, l-etheny... 7.76 30.6 ng 160097 1 8.11 104613 20.0
Indene 8.65 204.8 ng 1071500 1 8.11 104613 20.0
1H-Indene, 1l-methyl- 10.35 15.8 ng 111347 2 10.93 141209 20.0
2-Methylindene 10.42 13.4 ng 94628 2 10.93 141209 20.0
2-Benzothiophene # 11.10 8.5 ng 60129 2 10.93 141209 20.0
Isoquinoline 12.09 10.1 ng 70968 2 10.93 141209 20.0

2

Naphthalene, 1-me... 12.80 38.5 ng 271941 10.93 141209 20.0
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