LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 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-BG011218.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 3.504 31 37 44 rBV 371179 646612 13.82% 2.867%
2 5.672 397 406 413 rBV 62223 104647 2.24% 0.464%
3 6.178 485 492 501 rBV 628737 1080070 23.08% 4_.789%
4 7.858 770 778 789 rBV 600165 1081425 23.11% 4 _.795%
5 8.258 838 846 859 rVB 736408 1372739 29.33% 6.087%
6 8.745 919 929 937 rBV 140418 258659 5.53% 1.147%
7 9.080 976 986 993 rBV 618391 1151208 24.60% 5.105%
8 9.298 1017 1023 1032 rVB 84676 155129 3.32% 0.688%
9 9.944 1124 1133 1143 rBV 432588 826738 17.67% 3.666%
10 11.624 1411 1419 1422 rBvV 190006 365656 7.81% 1.621%

11 11.671 1422 1427 1437 rVV 578782 1085048 23.19% 4.811%
12 11.795 1441 1448 1460 rVB 100823 188695 4._.03% 0.837%
13 12.958 1639 1646 1654 rBV 46075 77796 1.66% 0.345%
14 13.234 1685 1693 1700 rBV 130533 220836 4.72% 0.979%
15 13.340 1704 1711 1718 rBV2 60271 105044 2.24% 0.466%

16 13.446 1718 1729 1738 rVB2 115044 229537 4.91% 1.018%
17 13.998 1816 1823 1831 rBV 1684790 2697806 57.65% 11.962%
18 14.533 1902 1914 1924 rBVS8 24900 65042 1.39% 0.288%
19 15.097 2002 2010 2016 rBV 101617 170125 3.64% 0.754%
20 15.373 2050 2057 2063 rBV2 330377 573425 12.25% 2.543%

21 15.432 2063 2067 2072 rVB 31311 50008 1.07% 0.222%
22 16.407 2227 2233 2242 rVB 73542 128559 2.75% 0.570%
23 16.842 2299 2307 2315 rBV 1143622 1858581 39.72% 8.241%
24 17.923 2485 2491 2496 rVB2 30613 49510 1.06% 0.220%
25 18.099 2513 2521 2526 rBV2 493419 808515 17.28% 3.585%

26 18.140 2526 2528 2534 rVB 133987 185717 3.97% 0.823%
27 18.493 2579 2588 2593 rBV 119804 186646 3.99% 0.828%
28 18.998 2670 2674 2680 rVB3 33877 55814 1.19% 0.247%
29 20.637 2947 2953 2962 rBV 3430235 4679567 100.00% 20.749%
30 22.435 3251 3259 3270 rVB2 559688 1074643 22.96% 4._.765%

31 26.131 3875 3888 3904 rBV3 262857 1018957 21.77% 4.518%

Sum of corrected areas: 22552754
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032245.D

3000000
2500000
2000000
1500000

1000000
8.26
6.18 7.86 9.08 11.67

500000{ 3,50 9.94
1
5.67 8.75 |l 9.30 79 12.9

] L L

Time--> 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 12.00 12.50

Abundance TIC: BG032245.D
20164

3000000
2500000

2000000
14.00

1500000

1000000

22.44
18.10
500000 15.37

133245 || 1453 15/{1%&43 16.41 17.3%118:49 19,00

(O B e A I o o o o o L B o 0 L o e e e e

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 TIC: BG032245.D

3000000

2500000

2000000

1500000

1000000

500000
26.13

A R i e L Ll i

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\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.50 50.00 ng 646612 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 36
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 35
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (3.498 min): BG032245.D (-31) (-) m/z 73.10 100.00%
741
5000 430 A
"~ BB 871 o\ e
340 360  3.80
B 1 N R A O ——— 52 T W o | - {0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T
430 550 340 360  3.80
87.0 m/z 87.10 30.36%
27.0
“|“jm““Jﬁj“l“'w'“'ml“l“'w'“qﬁp“|“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 e —_———
340 360  3.80
5000 41.0 550 m/z 55.10 25.83%
29.0
97.0 1120 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13730: 3-Hexanol, 2,4-dimethyl- T L L
73.0 340 360  3.80
45.0 m/z 41.05 11.13%
55.0
5000 87.0
29.0
“|“'w'“'w'“|“'w'“'w'“|“'w'“'w'“|“'w'“'w'“
m/z--> 20 40 50 60 70 80 90 100 110 120 130 340 360  3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.67 8.09 ng 104647 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 28
5 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 25

Abundance Scan 406 (5.672 min): BG032245.D (-397) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1
| | - " 540 560 580 6.00
SNBSS M NS m/z 59.10 72.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I L L UL
59.0 540 560 580 6.00
m/z 101.10 30.82%
31.0 101.0
“'w'“l““W“““ﬂ'“|“‘w'“'w'“?%9w'“'$'“w'“l“'w'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
" 540 560 580 6.00
5000 m/z 58.00 19.50%
101.0
31.0 58.0
18.0 73.0 87.0 117.0 130.0
mm‘mmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 540 5.60 5.80 6.00
m/z 41.00 11.15%
5000 101.0
28.0 59.0
70.0 84.0
"W%ﬁqv'KW”'whh'PJ“M”'»””'Pw”l”'w‘”W'”'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00
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Library Sear

ch Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown8.26 Concentration Rank 1

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

8.26 106.14 ng 1372740 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 846 (8.258 min): BG032245.D (-838) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 so || %0 500 550 540 80
T ::..,....,....,....,?1?.. el | m/z  68.10  34.04%
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R R R I R
8.00 8.20 8.40 8.60
310 510 m/z 134.00 33.06%
”"ﬂ'ﬂh'l”ml”'l”'lv'?gq'”l'”'l”"v"W"” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
800 820 840 8.60
5000 97.0 m/z 66.00 23.73%
70.0
31.0
44.0 60.0 86.0 116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R
132.0 8.00 8.20 8.40 8.60
m/z 69.10 15.79%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 800 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Indene Concentration Rank 5

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

9.30 11.99 ng 155129 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 91
2 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 91
3 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 91
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 90

Abundance Scan 1023 (9.298 min): BG032245.D (-1017) (-) m/z 115.10 100.00%
1151
5000 /\\
20 1 B0 7o 0 ok '9'26”9'46' Sk
it e ettt e et e m/z 116.10 92 44%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8406: Indene
116.0
5000

9.00 9.20 9.40 9.60
m/z 63.00 12 .60%

63.0 89.0
270 390 500 ™7 740 \ |
L L i o e B B L o o I I
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
115.0

9.00 9.20 9.40 9.60

5000 m/z 89.00 12.31%
5.0 930 740 890 g5
L L i o L I o o o o e L O
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8412: Benzene, 1-propynyl-
115.0 9.00 9.20 9.40 9.60

m/z 117.10 9.59%

5000
270 390 510 630 749 %0%0 ‘ A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzo[b]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.79 10.32 ng 188695 Naphthalene-d8 11.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 94
2 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 91
3 Benzolclthiophene 134 C8H6S 000270-82-6 91
4 Benzolblcvclobutaldlthiophene-1.... 264 C13H1204S 034244-75-2 83
5 3-(2"-Methyl benzenaminomethyl),... 324 C18H16N202S 312926-67-3 78
Abundance Scan 1447 (11.789 min): BG032245.D (-1441) (-) m/z 134.00 100.00%
134.0
5000
63.0 891 1080 11.40 1160 11.80 12.00 12.20
50.1 74.1
e O e el | M/z 89.10  11.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15268: Benzo[b]thiophene
134.0
5000 DA SRR B SUIN B
11.40 11.60 11.80 12.00 12.20
m/z 135.00 10.44%
270 450 570579770 % 10804599 |
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 140
Abundance
134.0
11.40 11,60 11.80 12.00 12.20
5000 m/z 90.00 9.57%
45.0 63.0 740 89.0 108.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15269: Benzo[c]thiophene M
134.0 11.40 11.60 11.80 12.00 12.20
m/z 63.00 7.95%
5000
89.
I 'e'o' "% % % 100 'iic')' 120 130 140 | | 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.96 4.26 ng 77796 Naphthalene-d8 11.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 95
2 N-Ethvlbenzimidovl bromide 211 C9H10BrN 041182-87-0 64
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 55
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 53
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 52
Abundance Scan 1646 (12.958 min): BG032245.D (-1639) (-) m/z 132.10 100.00%
104.1 1321
5000 78.0
63.0 12:60 12.80 13.00 13.20
39.0
...,....,....,....,....!|....,....,.!'I.,....',....,! ettt m/z 104.10  91.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 8.0 DAL SR RN SN I
51.0 12.60 12.80 13.00 13.20
m/z 103.00 53.19%
270 30 | 30
"ﬂﬁel”mP'JP“'H”WA'WALI””P'”lt"”ﬁ”'ﬁ““l””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104.0
132.0
12.60 12.80 13.00 13.20
5000 m/z 78.00 42 _43%
510 77.0
27.0 390 63.0 91.0
wmwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4881: Bicyclo[4.2.0]octa-1,3,5-triene
104.0 12.60 12.80 13.00 13.20
m/z 77.00 37.63%
5000 78.0
51.0
27.0 63.0
"W%?gl”"P"W"”I'”'I”"P"W"%qe"""”'I”"P"W'”'I“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Quinoline, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.34 5.75 ng 105044 Naphthalene-d8 11.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline., 2-methvl- 143 C10HSN 000091-63-4 94
2 lIsoquinoline. 1-methvl- 143 C10HSN 001721-93-3 76
3 Isoquinoline. 3-methvl- 143 C10HSN 001125-80-0 76
4 Quinoline. 4-methvl- 143 C10HSN 000491-35-0 76
5 1-Naphthalenamine 143 C10HSN 000134-32-7 64
Abundance Scan 1711 (13.340 min): BG032245.D (-1704) (-) m/z 143.10 100.00%
148.1 1
5000
115.0 128.0
38,0 50.1 63.0 77.0 890 1010 | | | “ 13.00 13.20 13.40 13.60
'WH“P'“P“W'“4““lm“v*“VHWH'J““V'hVHW“'WJ“T'“l m/z 147.00 19.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20080: Quinoline, 2-methyl-
143.0 f\
5000 - ---- ABAUNAMUNREE
13.00 13.20 13.40 13.60
115.0 128.0 m/z 115.00 18.57%
150 270 390 5.0 630 780 ggo0l0l0 | | |
IR A PPN M g g g gl
Abundance
143.0
f “"l“j\""w"w
13.00 13.20 13.40 13.60
5000 m/z 148.00 17.44%
115.0
39.0 51.0 63.0 75.0 89.0 101.0 128.0
wmwwmwwmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20103: Isoquinoline, 3-methy!- R . } . T e T
143.0 13.00 13.20 13.40 13.60

m/z 128.00 16.56%

5000
115.0
390&06§0B0 8901010 || 1280 ||
II|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIlllll‘lllllI|IIII|IIII|IIII|

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Naphthalene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 12.55 ng 229537 Naphthalene-d8 11.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 90
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 72
Abundance Scan 1730 (13.451 min): BG032245.D (-1718) (-) m/z 142.10 100.00%
14%.1
5000 115.0
R E AR
63.0 89.0 13.20 13.40 13.60 13.80
20 2028 0 07147 10 87.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 R SRR B RN B
115.0 13.20 13.40 13.60 13.80

m/z 115.00 41_.15%

39.0 63‘-0 89.0 I
ety e e e A

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

142.0

13.20 13.40 13.60 13.80

0,
5000 115.0 m/z 139.10 11.52%

39.0 63.0 89.0
I S A e o o B B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene e
141.0 13.20 13.40 13.60 13.80

m/z 143.10 10.38%

5000 115.0

8o 6%0 89.0 i
l 1.1 1l l

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012318\
Data File : BG032245.D

Aca On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl14.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.53 2.27 ng 65042 Acenaphthene-d10 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene-1.2-diol. 2.3-dihvdro-... 150 C9H1002 004647-42-1 38
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 38
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 38
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 38
5 Benzene, (1,4-cyclohexadien-1-yl)- 156 C12H12 013703-52-1 35
Abundance Scan 1914 (14.533 min): BG032245.D (-1902) (- m/z 104.10 100.00%

104.1 141.1
156.1
77.1
5000 91.0
39.0 62.9 128, ‘

14.20 14.40 14.60 14.80

|..,..|.|!|,...l|,|.'...,!.!|.!!|..|.,|.|...,. m/z 141.10 98.62%

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

Abundance #24525: 1H-Indene-1,2-diol, 2,3-dihydro-, cis-
104.0
132.0
5000 77.0
510 - 91.0 150.0 14.20 14.40 14.60 14.80
m/z 156.10 78.93%
‘ ‘ ‘ 119.0
IS W O T R N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
14.20 14.40 14.60 14.80
5000 141.0 m/z 77.10 61.00%
77.0
270 51.0 64.0 102.0115-0128.0
Wmmwmmmmwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0 14.20 14.40 14.60 14.80
141.0 m/z 103.00 52.57%
5000
115.0128.0
280 490 690 850980 | .. i
T T T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012318\
Data File : BG032245.D

Acq On : 24 Jan 2018 4:18

Operator : SJ/JU

Sample : J1239-14

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.M
Quant Title : 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]
Butane, 2-methoxy... 3.50 50.0 ng 646612 1 8.75 258659 20.0
2-Pentanone, 4-hy... 5.67 8.1 ng 104647 1 8.75 258659 20.0
unknown8.26 8.26 106.1 ng 1372740 1 8.75 258659 20.0
Indene 9.30 12.0 ng 155129 1 8.75 258659 20.0
Benzo[b]thiophene 11.79 10.3 ng 188695 2 11.62 365656 20.0
1H-Inden-1-one, 2... 12.96 4.3 ng 77796 2 11.62 365656 20.0
Quinoline, 2-methyl- 13.34 5.8 ng 105044 2 11.62 365656 20.0
Naphthalene, 2-me... 13.45 12.6 ng 229537 2 11.62 365656 20.0
unknownl14 .53 14.53 2.3 ng 65042 3 15.37 573425 20.0
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