LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.173 307 312 319 rBVY 222766 326583 3.50% 0.727%
2 5.643 385 392 403 rvB 991884 1545412 16.55% 3.438%
3 7.230 654 662 673 rBY 636809 1083860 11.60% 2.411%
4 7.606 719 726 735 rBV 1649133 2812219 30.11% 6.256%
5 8.076 799 806 814 rBV 331156 543578 5.82% 1.209%
6 8.399 853 861 868 rBvV 1383579 2442582 26.15% 5.434%
7 9.233 988 1003 1016 rBV 1180440 2246181 24.05%  4.997%
8 10.279 1175 1181 1188 rBV2 117565 214063 2.29% 0.476%
9 10.878 1271 1283 1288 rBV 499999 977785 10.47% 2.175%
10 10.931 1288 1292 1297 rVB4 60750 106725 1.14% 0.237%
11 10.990 1297 1302 1307 rBvV2 58304 96853 1.04% 0.215%

12 11.760 1419 1433 1445 rBV2 283053 680246 7.28% 1.513%
13 11.977 1463 1470 1475 rBV 76386 132178 1.42% 0.294%
14 12.735 1588 1599 1609 rVB 215579 405185 4._.34% 0.901%
15 13.311 1689 1697 1703 rBV 3732427 5708262 61.12% 12.699%

16 13.740 1763 1770 1777 rVB2 68277 136318 1.46% 0.303%
17 13.998 1808 1814 1820 rBvV2 203517 367315 3.93% 0.817%
18 14.057 1820 1824 1831 rVB3 63968 146630 1.57% 0.326%
19 14.233 1848 1854 1858 rBV 113366 196290 2.10% 0.437%
20 14.268 1858 1860 1865 rVB2 85084 107347 1.15% 0.239%

21 14.680 1918 1930 1936 rBV2 909717 1519152 16.27% 3.380%
22 14.744 1936 1941 1947 rVV3 48755 116447 1.25% 0.259%
23 14.897 1961 1967 1973 rBvV4 49285 118680 1.27% 0.264%
24 14.968 1974 1979 1986 rVV3 47232 118955 1.27% 0.265%
25 15.073 1989 1997 2004 rVB2 109278 219930 2.35% 0.489%

26 15.291 2028 2034 2040 rBV2 130013 224032 2.40% 0.498%
27 15.714 2100 2106 2111 rVB2 115749 193074 2.07% 0.430%
28 15.843 2118 2128 2132 rBV 165621 301615 3.23% 0.671%
29 16.154 2174 2181 2190 rBV 3284905 5078471 54.37% 11.298%
30 16.378 2216 2219 2227 rVB4 52356 112708 1.21% 0.251%

31 16.766 2280 2285 2298 rVB3 114580 236825 2.54% 0.527%
32 17.406 2388 2394 2403 rBV2 1272210 1961292 21.00% 4_.363%
33 18.287 2538 2544 2549 rBV 172764 281482 3.01% 0.626%
34 19.550 2754 2759 2766 rBV 182298 259027 2.77% 0.576%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.003 2830 2836 2842 rBV 6581223 9339759 100.00% 20.778%
36 21.296 3052 3056 3066 rBv4 63458 122241 1.31% 0.272%
37 21.654 3110 3117 3127 rVB 1304315 2110373 22.60% 4 _.695%

38 22.453 3248 3253 3268 rVB 115797 245666 2.63% 0.547%
39 24.856 3651 3662 3677 rVB2 735427 2115737 22.65% 4.707%

Sum of corrected areas: 44951078
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG026002.D

6000000
5000000
4000000
3000000

2000000 761
8.40 923

1000000 564 .
: 6.0 10.88 u
5.17 . 10.28 y&% j\ﬁ-% 12/.\73

e e L O T S

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026002.D

20.00
6000000

5000000

4000000{13.31
16.15

3000000

2000000
17.41 21.65

1000000 14.68
13. 74486 2% 14124095, 29 15384 ||16,3316.77 18.29 19.55 || 21.30 22.45

(O o B LA A o B o o B B B B B B L N B LA R L B B B

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: BG026002.D

6000000

5000000

4000000

3000000

2000000

1000000 24.86

O R A A R aa maaa L R REAmaEE s Ea s

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\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 12.02 ng 326583 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 311 (5.167 min): BG026002.D (-307) (-) m/z 43.10 100.00%
43
59
5000
101 I I U
11 83 137 166 4.80 5.00 520 5.40 5.60
e m/z 59.05 75.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A N UL U
59 4.80 5.00 520 5.40 5.60
m/z 101.10 24.18%
5 4 ‘ 101
"'MI'Wh'w'"*I'"'F?"“J""I""I""I"
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 59
480 500 520 540 560
5000 18 m/z 58.10 23.54%
28
LN L S S SN WURLELELA UL SULLL SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
509 4.80 5.00 520 5.40 5.60
m/z 41.15 7.83%
5000 41
68
S 11 N - 7 B
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown7.61 Concentration Rank 1

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

7.61 103.47 ng 2812220 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 727 (7.612 min): BG026002.D (-719) (-) m/z 132.05 100.00%
132
5000 68
0 % J 720 7.40 7.60 7.80 8.00
40 54 - - - : :
g8 lus 2T n/7 68.10  39.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AL LN L
7.20 7.40 7.60 7.80 8.00
21 m/z 134.10 33.62%
"'V'Lﬁlhu'l'“'h"“l"'w""""l“"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 26.56%
41 97
53
79 117
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole P
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .38%
5000
104
66
14 27 39 50 %P 7T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.28 4.38 ng 214063 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
2 o-Cymene 134 C10H14 000527-84-4 60
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 60
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60
5 p-Cymene 134 C10H14 000099-87-6 60

Abundance Scan 1181 (10.279 min): BG026002.D (-1175) (-) m/z 119.10 100.00%

119

5000 134
91

39 51 64 17

145 206 10.00 10.20 10.40 10.60
e | M/z 117.100 66.21%
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134 e AR R a i
10.00 10.20 10.40 10.60
o1 m/z 134.05 39.51%
39 51 65 77
N | I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
R o S MR man n
10.00 10.20 10.40 10.60
5000 m/z 115.10 23.40%
134

a9 91
15 27 39 51 65 77 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 10.00 10.20 10.40 10.60
m/z 91.10 22.49%
5000
134
91
15 27 41 53 65 77 | 105 | |
T e e e o e B L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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 unknownl10.93 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.93 2.18 ng 106725 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 45
2 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 45
3 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 43
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 43

Abundance Scan 1292 (10.931 min): BG026002.D (-1288) (-) m/z 131.10 100.00%

1

5000

M\
LN B I B B

10.60 10.80 11.00 11.20
m/z 128.10  99.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
10.60 10.80 11.00 11.20
m/z 117.10 30.50%
39 g4 91
. . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
131
10.60 10.80 11.00 11.20
5000 o1 m/z 129.05 23.22%
39
& 113 | 148
WWWWWWWWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131 10.60 10.80 11.00 11.20
m/z 146.10 23.10%
5000 o1
39 65 L
wmumwﬁms””u”?thﬁ.”.”“””.“.””””.”.””“”“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.98 2.70 ng 132178 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 89
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76

Abundance Scan 1471 (11.983 min): BG026002.D (-1463) (-) m/z 131.10 100.00%
131
5000
146
1 115
51 g4 77 162 255 11.60 11.80 12.00 12.20
m/z 135.00 33.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146
20 11.60 11.80 12.00 12.20 '
s 77 115 m/z 146.10 30.92%
15 Al
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
131
11.60 11.80 12.00 12.20
5000 m/z 136.10 21.54%
146
91 118
39 6477 104
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 11.60 11.80 12.00 12.20
m/z 91.10 19.40%
5000 146

91 115
39 65 78

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.74 8.29 ng 405185 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
3 Benzocycloheptatriene 142 C11H10 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 59
Abundance Scan 1600 (12.741 min): BG026002.D (-1588) (-) m/z 142.10 100.00%
142
5000
115
63 g9 12.40 12.60 12.80 13.00
Ot et e || M/Zz 14110 89.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19232: Naphthalene, 1-methyl-
142
AN
5000 AR LR UGN IR
115 12.40 12,60 12.80 13.00 |
m/z 115.10 28.82%
63
?E;Uwﬁi.u. LIRS SIS LA BALALIS AL UL SR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142
12.40 12.60 12.80 13.00
5000 m/z 139.10 11.44%
115
39 71
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #19230: Benzocycloheptatriene 1 L e A RARaaEE R
141 12.40 12.60 12.80 13.00
m/z 143.10 11.25%
5000 e
63
?hfﬁ*?i"‘ LN UL LS BALELIS AL UL SRR S
m/z--> 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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 Naphthalene, 1,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.00 4.84 ng 367315 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1814 (13.998 min): BG026002.D (-1808) (-) m/z 156.10 100.00%

141 136

5000

13.60 13.80 14.00 14.20 14.40

204 m/z 141.05 82.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28500: Naphthalene, 1,6-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20 14.40
115 m/z 155.05 33.97%
39 51 63 77 128
A . 0 | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
13.60 13.80 14.00 14.20 14.40
5000 m/z 115.10 16.32%
115
27 39 51 63 76 g9 102 128
T i e B B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28478: Naphthalene, 1,5-dimethyl- R A ma e St it
156 13.60 13.80 14.00 14.20 14.40
m/z 153.05 15.99%
141
5000

15 27 39 5163 7T g9 100 012 |

m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
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, 2,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.23 2.58 ng 196290 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 1853 (14.227 min): BG026002.D (-1848) (-) m/z 141.05 100.00%

141156

5000

14.00 14.20 14.40 14.60
m/z 156.10  95.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28472: Naphthalene, 2,6-dimethyl-

5000
14.00 14.20 14.40 14.60

m/z 155.10 23.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141156
14.00 14.20 14.40 14.60
5000 m/z 115.00 22.73%
76 115
27 91 91
WTWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28494: Naphthalene, 1,7-dimethyl- R ma S S et
156 14.00 14.20 14.40 14.60
m/z 128.10 20.94%
5000 141
77 115
30 46 63 91 | gl H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.95 ng 224032 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 72
Abundance Scan 2034 (15.291 min): BG026002.D (-2028) (-) m/z 155.10 100.00%
185170
5000
15.00 15.20 15.40 15.60
192 8L | 'm/z 170.10  98.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170
155
5000
15.00 15.20 15.40 15.60
m/z 153.10 26 .30%
27 51 76 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155
170
15.00 15.20 15.40 15.60
5000 m/z 169.10 20.48%
128
wmmwmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155170 15.00 15.20 15.40 15.60

m/z 152.05 18.30%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 1,1"-Biphenyl, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.97 ng 301615 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 81
2 1-1sopropenylnaphthalene 168 C13H12 001855-47-6 76
3 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 68
4 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 68
5 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 64

Abundance Scan 2127 (15.837 min): BG026002.D (-2118) (-) m/z 168.10 100.00%

148

5000

15.60 15.80 16.00 16.20
m/z 153.05  73.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #36907: 1,1'-Biphenyl, 2-methyl-
168
5000
15.60 15.80 16.00 16.20
83 152 m/z 167.10 52.10%
39 63 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
153
15.60 15.80 16.00 16.20
5000 m/z 152.10 39.55%
83
39 63 105 126 170

WWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36902: 1,1-Biphenyl, 3-methyl-
8

15.60 15.80 16.00 16.20
m/z 165.10  37.66%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 9H-Fluorene, l-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.41 ng 236825 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene, 1l-methyl- 180 C14H12 001730-37-6 91
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 83
3 3-Buten-2-one, 4-(4-chlorophenyl)- 180 C10HOCIO 003160-40-5 74
4 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 70
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 64
Abundance Scan 2286 (16.771 min): BG026002.D (-2280) (-) m/z 165.05 100.00%
145
5000
89 16.40 16.60 16.80 17.00
63 139 . . . .
o 2B sl g fpos 48 7 180.10  50.38%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45771: 9H-Fluorene, 1-methyl-
165
5000
16.40 16.60 16.80 17.00
89 m/z 182.10 46 .65%
R
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
165
16.40 16.60 16.80 17.00
5000 m/z 167 .05 44 _55%
89
63 115139
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #45391: 3-Buten-2-one, 4-(4-chlorophenyl)-
165 16.40 16.60 16.80 17.00

m/z 178.05 24 .61%

5000 137
102
N
IR |
O L L L WL UL WL UL LR

m/z--> 0 50 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.87 ng 281482 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2544 (18.287 min): BG026002.D (-2538) (-) m/z 73.10 100.00%
5000 129
192 213
157 , 26 - 18.00 18.20 18.40 18.60
(I -0 A m/z 60.10 96.12%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 LN SR U UL B
83 18.00 18.20 18.40 18.60
0
H o 157 1g5 213 256 m/z 57.10 77.67%
— "“l”‘“ hl‘ M“:Jﬂ.“‘l“ i‘““: hl I\ ‘: I‘ I‘I 1 I‘ —r— “: —
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
18.00 18.20 18.40 18.60
5000 129 m/z 43.10 71.63%
97
185 241
157 207 284
m/z--> o 'goll ' 160" "150" "200" "250" "360" "350
Abundance #95851: Pentadecanoic acid T
4 78 18.00 18.20 18.40 18.60
m/z 55.10 67.27%
- T M\JLW\‘
97 199 242
157
.15.‘..|'.|U.HJ.‘I|L.J“.‘. .{ ‘. .EL?@.L.‘Z??? .{ ——— ———r et A Sttt
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.55 2.45 ng 259027 Chrysene-di12 21.65
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 96
3 n-Decanoic acid 172 C10H2002 000334-48-5 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2759 (19.550 min): BG026002.D (-2754) (-) m/z 60.10 100.00%

43 @0

5000 129

_%

19.20 19.40 19.60 19.80
m/z 73.10 99.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 129

19.20 19.40 19.60 19.80
284 m/z 57.10 95.42%

27 | 143,171
1]
S RARRZREA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 O EE REE R LR L
19.20 19.40 19.60 19.80
5000 129 m/z 43.10 86.47%
87
27 15 143,185 242
214
wmmﬁm‘mﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39473: n-Decanoic acid e E I e
60 19.20 19.40 19.60 19.80
m/z 55.10 79.66%
41
5000 129

3

2 115
143
‘T ‘H 1l ‘ M h\ \\‘ | ‘ 157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Phenol, 4,4"-butylidenebis[... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22 .45 2.33 ng 245666 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-butylidenebis[2-(1,... 382 C26H3802 000085-60-9 95
2 2-(Pyridyl)-4,6-bis(4-aminopheny. .. 339 C21H17N5 1000078-62-7 56
3 4-Phenyl-2-(2-hydroxyphenyl)-6-(... 339 C22H17N30 1000070-58-2 50
4 2,4-Bis(4-aminophenyl)-6-(pyridy... 339 C21H17N5 136009-90-0 50
5 Isoquinoline, 6,7-dimethoxy-1-me... 339 C20H21NO4 102012-79-3 50
Abundance Scan 3252 (22.447 min): BG026002.D (-3248) (- m/z 339.30 100.00%
339
5000 /\_
57 AR A SN A BN BN
148 17¢ 382 22120 22.40 22,60 22.80
e S8BT 208222 251 283 309, | 382 1 Y40 30 24.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #203691: Phenol, 4,4'-butylidenebis[2-(1,1-dimethylethyl)-...
339
5000 L SR BRI RN B
22120 22.40 22,60 22.80
m/z 57.10 13.91%
57 148
29 | o1 119 M° 177 219 251 281 309 382
miz--> 50 100 150 200 250 300 350 400
Abundance
339
" 22.20 22.40 22,60 22.80
5000 m/z 148.10 9.28%
117 238
4l g9 91 149169189 2% | 261 286
miz--> 50 100 150 200 250 300 350 400
Abundance #176126: 4-Phenyl-2-(2-hydroxyphenyl)-6-(4-aminophenyl)pyr...
339 22.20 22.40 22.60 22.80
m/z 176.10 6.41%
5000
4 65 87 }}3129149 193 221 2g5 311
miz--> 55 160 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026002.D

Acq On : 28 Feb 2017 18:19

Operator : SJ/MA

Sample - 12006-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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-Pentanone, 4-hy... 5.17 12.0 ng 326583 1 8.08 543578 20.0
unknown7 .61 7.61 103.5 ng 2812220 1 8.08 543578 20.0
Benzene, 1,2,4,5-... 10.28 4.4 ng 214063 2 10.88 977785 20.0
unknown10.93 10.93 2.2 ng 106725 2 10.88 977785 20.0
Benzene, (3-methy... 11.98 2.7 ng 132178 2 10.88 977785 20.0
Naphthalene, 1-me... 12.74 8.3 ng 405185 2 10.88 977785 20.0
Naphthalene, 1,6-... 14.00 4.8 ng 367315 3 14.68 1519150 20.0
Naphthalene, 2,6-... 14.23 2.6 ng 196290 3 14.68 1519150 20.0
Naphthalene, 1,6,... 15.29 3.0 ng 224032 3 14.68 1519150 20.0
1,1"-Biphenyl, 2-_... 15.84 4.0 ng 301615 3 14.68 1519150 20.0
9H-Fluorene, 1-me... 16.77 2.4 ng 236825 4 17.41 1961290 20.0
n-Hexadecanoic acid 18.29 2.9 ng 281482 4 17.41 1961290 20.0
Octadecanoic acid 19.55 2.5 ng 259027 5 21.65 2110370 20.0
Phenol, 4,4"-buty... 22.45 2.3 ng 245666 5 21.65 2110370 20.0
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