LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 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-BG080116.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 5.159 389 395 406 rvB 193309 310749 4.84% 0.661%
2 5.641 468 477 489 rBVY 921768 1607793 25.02% 3.421%
3 7.256 745 752 766 rBY 610713 1153953 17.96% 2.455%
4 7.620 806 814 829 rVB 1744714 3085817 48.02% 6.566%
5 8.090 887 894 901 rBV 489049 825353 12.84% 1.756%
6 8.419 942 950 956 rBV 1528591 2709418 42.17% 5.765%
7 9.271 1088 1095 1104 rBV 1362060 2467396 38.40% 5.250%
8 9.729 1168 1173 1179 rVB 73946 137135 2.13% 0.292%
9 10.646 1318 1329 1333 rBVY 21855 70789 1.10% 0.151%
10 10.928 1369 1377 1390 rBV 709055 1366488 21.27% 2.907%
11 12.044 1561 1567 1575 rVB 413484 746339 11.61% 1.588%
12 12.238 1595 1600 1609 rVB3 47042 92349 1.44% 0.196%
13 12.373 1619 1623 1631 rBV9 27940 65219 1.01% 0.139%

14 12.484 1636 1642 1648 rBV 172434 304212 4.73% 0.647%
15 12.802 1688 1696 1703 rBvV2 248172 592670 9.22% 1.261%

16 13.207 1760 1765 1769 rBV5 70450 143678 2.24% 0.306%
17 13.377 1784 1794 1801 rBV 3309509 5306976 82.59% 11.292%
18 13.683 1842 1846 1849 rBV5 53647 77496 1.21% 0.165%
19 13.730 1851 1854 1857 rBV5 54718 72029 1.12% 0.153%
20 13.929 1885 1888 1895 rVB5 99068 190691 2.97% 0.406%

21 14.000 1895 1900 1905 rBV9 57424 116751 1.82% 0.248%
22 14.094 1908 1916 1920 rBV7 125500 299373 4.66% 0.637%
23 14.206 1930 1935 1941 rBV 625201 917406 14.28% 1.952%
24 14.317 1950 1954 1957 rBV 119640 173439 2.70% 0.369%
25 14.347 1957 1959 1965 rVB3 94392 140023 2.18% 0.298%

26 14.482 1976 1982 1989 rVB 285889 526523 8.19% 1.120%
27 14.764 2024 2030 2037 rBV2 1076355 1863875 29.01% 3.966%
28 14.822 2038 2040 2045 rVB2 98976 140542 2.19% 0.299%
29 15.163 2094 2098 2104 rVB4 153722 268730 4.18% 0.572%
30 15.234 2106 2110 2114 rBV3 164898 252671 3.93% 0.538%

31 15.380 2130 2135 2140 rBV6 142497 282622 4._.40% 0.601%
32 15.469 2146 2150 2154 rVB5 144505 200558 3.12% 0.427%
33 15.586 2166 2170 2175 rVB5 145364 211079 3.28% 0.449%
34 15.944 2227 2231 2236 rVB 228459 316262 4.92% 0.673%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.156 2262 2267 2275 rVB3 705906 1415143 22.02% 3.011%

36 16.267 2280 2286 2299 rVB 2759983 4517011 70.30% 9.611%
37 16.450 2314 2317 2322 rBV6 114808 179250 2.79% 0.381%
38 17.530 2496 2501 2506 rVB2 1320563 1987370 30.93% 4.229%
39 18.412 2647 2651 2657 rBV2 423211 613108 9.54% 1.305%
40 19.675 2863 2866 2870 rBV2 312187 376886 5.87% 0.802%

41 20.139 2940 2945 2952 rVB 4884759 6425657 100.00% 13.672%
42 21.848 3230 3236 3244 rVB2 1412062 2316263 36.05% 4.928%
43 25.232 3803 3812 3821 rVB3 736886 2131814 33.18% 4 _.536%

Sum of corrected areas: 46998906
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023915.D
5000000

4000000
3000000

2000000 762
8.42

5.64
1000000 10.93

7.26 8.09 o4
5t 973 1065 J%

R e A L A et e AR =

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023915.D

20.14
5000000

4000000
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3000000
2000000 21.85

1000000

O T T T T T T T T T T T T

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: BG023915.D

5000000

4000000

3000000

2000000
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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\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 _alpha.-Hydroxyisobutyric a... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.16 7.53 ng 310749 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 53
2 Guanidine 59 CH5N3 000113-00-8 47
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 25

Abundance Scan 395 (5.159 min): BG023915.D (-389) (-) m/z 43.05 100.00%
43
5000
1 480 500 520 540
kS 130 167 208 261295 338 389 440 493520 | m/z 59.05  70.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21841: .alpha.-Hydroxyisobutyric acid, acetate
43
5000 LI L L L L L L L L
4.80 5.00 5.20 5.40
101 m/z 101.05 18.07%
15 | |70 ‘ 129
R e o T LLL B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
T T
4.80 5.00 520 5.40
5000 18 m/z 58.05 16.94%
R e o LA e e o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43 4.80 5.00 520 5.40
m/z 41.00 10.05%
5000
101
Ay
R e LA e e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 unknown7.62 Concentration Rank 1

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

7.62 74.78 ng 3085820 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 814 (7.620 min): BG023915.D (-806) (-) m/z 132.05 100.00%
132
68
5000
40 P 720 7.40 7.60 7.80 8.00
—— b a5 B 200221 258 829 m/z 68.05 56.88%
m/z--> 50 100 150 200 250 300
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A L LN L B
7.20 7.40 7.60 7.80 8.00
70 m/z 66.05 37 .58%
31 g
‘ I 1 \‘
m/z--> 50 100 150 200 250 300 '
Abundance
132
5o 7 7o Tk 3k
5000 m/z 134.05 31.80%
67
91
45
m/z--> " s0 100 15 200 280 300
Abundance #14503: 1H-Benzimidazole, 2-methy!- T

132 720 7.40 7.60 7.80 8.00
m/z 69.05  23.84%

5000
63 104
15 39 ) .87 |

T T
m/z--> 50 100 150 200 250 300 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 19

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

9.73 2.01 ng 137135 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 1173 (9.729 min): BG023915.D (-1168) (-) m/z 119.05 100.00%

119
5000
91

9.40 9.60 9.80 10.00
49
,...‘.,L.‘l.l.-.l,‘. B S 22 Tm/z 134.05  42.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
5000
9.40 9.60 9.80 10.00
m/z 91.05 18.41%
91
39
,...‘.,‘.‘.‘:.‘,.” S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
119
9.40 9.60 9.80 10.00
5000 m/z 119.95 11.47%
91

41
L e e e e )

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

%

Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 9.40 9.60 9.80 10.00
m/z 117 .05 8.63%
5000
39 91
ZJJLLAL[J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.04 10.92ng 746339  Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Benzo[bJthiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 94

2 Benzo[c]thiophene, 1,3-dihydro- 136 C8HS8S 002471-92-3 90
3 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 72
4 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72
5 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 72
Abundance Scan 1566 (12.038 min): BG023915.D (-1561) (-) m/z 135.05 100.00%
135
5000 91
39 63 11.80 12.00 12.20 12.40
0 dobopy b 170 206 262 303 $o2 435462 m/z 136.05 85.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 LR I BULILLN SULIUL L
11.80 12.00 12.20 12.40
m/z 91.05 39.97%
39 67
'kwﬂﬁhbf'*'ul"'W""I""I""I"'W""I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
135
11.80 12.00 12.20 12.40
5000 m/z 134.00 16.25%
91
39 67
mz-> 50 100 150 200 250 300 350 400 450
Abundance #16298: Benzaldehyde, 4-methoxy-
135 11.80 12.00 12.20 12.40
m/z 137.00 13.34%
5000
77
51 107
'J'Ltuml""l”"I""I'”'I""I"'W""I"
m/z--> 50 100 150 200 250 300 350 400 450 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 Benzo[b]thiophene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.48 4.45 ng 304212 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9HS8S 001195-14-8 87
2 Benzo[b]thiophene, 4-methyl- 148 C9HS8S 014315-11-8 87
3 Benzo[b]thiophene, 5-methyl- 148 C9HS8S 014315-14-1 87
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 80
5 Pyridine, 4-(1-pyrrolidinyl)- 148 C9H12N2 002456-81-7 80
Abundance Scan 1641 (12.478 min): BG023915.D (-1636) (-) m/z 146.95 100.00%
147
5000
39 63 gg 121 12.20 12.40 12.60 12.80
bt tiogal 180207 241268 316 451 777148 05  76.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #23298: Benzo[b]thiophene, 2-methyl-
147
5000
12.20 12.40 12.60 12.80
m/z 148.95 11.27%
45 7‘4 115 |
PR | |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
147
12.20 12.40 12.60 12.80
5000 m/z 120.95 8.90%
4 74 s
mz-> 50 100 150 200 250 300 350 400 450
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147 12.20 12.40 12.60 12.80
m/z 63.05 7.27%
5000
45 69 115
'LH4U%?$'H"M'"'I""I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.80 8.67 ng 592670 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 87
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 87

142 C11H10 000264-09-5 83
1000160-15-3 72

4 Benzocycloheptatriene
5 Cobalt, [1,3-bis(diisopropylphos... 478 C26H45CoP2

Abundance Scan 1696 (12.802 min): BG023915.D (-1688) (-) m/z 142.05 100.00%
142
5000 115 A
AU K S -
63 89 { 12.40 12.60 12.80 13.00 13.20
O S8 e M L7222t 382 436 474 18\ Tn777141.05  92.14%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000 115

12.40 12.60 12.80 13.00 13.20
m/z 115.05 40.20%

63
27\ [ \‘\ | ‘ [
IIIIIIHI‘IIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142
12.40 12.60 12.80 13.00 13.20
5000 m/z 139.05 10.81%
115
»7 6389
B B L o o B L L NLALAL I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19236: Naphthalene, 1-methyl-
142 12.40 12.60 12.80 13.00 13.20
m/z 143.00 10.64%
5000
115
39
A o o L R w2 B
m/z--> 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 2,5-Dimethylthiophene-3,4-d... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.05 ng 190691 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Dimethylthiophene-3,4-dicarb... 162 C8H6N2S 1000305-40-9 72
2 Benzo[b]thiophene, 3,6-dimethyl- 162 C10H10S 016587-50-1 53
3 Benzo[b]thiophene, 3,5-dimethyl- 162 C10H10S 001964-45-0 49
4 Benzene, l-methoxy-4-(1-methyl-2.._ 162 C11H140 018272-83-8 47
5 5,8-Dimethyl-1,2,3,4-tetrahydroq... 162 C10H14N2 066102-39-4 43
Abundance Scan 1888 (13.929 min): BG023915.D (-1885) (-) m/z 162.05 100.00%
162
5000
128
63 102 13.60 13.80 14.00 14.20
TN eSS NS BN S By v b TS -1
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32742: 2,5-Dimethylthiophene-3,4-dicarbonitrile
161
5000
13.60 13.80 14.00 14.20
59 13 m/z 147 .05 76.25%
"'JH”M%ﬁ“rmh""P"'I”"I"”I""P"'I'”'I'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
162
13.60 13.80 14.00 14.20
5000l 28 m/z 163.05 25.14%
55 80 115
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32048: Benzo[b]thiophene, 3,5-dimethyl- T e
161 13.60 13.80 14.00 14.20
m/z 128.00 17.87%
5000
128
40 80
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.09 3.21 ng 299373 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 87
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 80
3 Homophthalimide 161 C9H7NO2 004456-77-3 64
4 2,4,6(1H,3H,5H)-Pyrimidinetrione... 204 C10H8N203 022275-34-9 59
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 58
Abundance Scan 1915 (14.088 min): BG023915.D (-1908) (-) m/z 118.05 100.00%
90 118
156
5000
63
3
180 207 341 13.80 14.00 14.20 14.40
wh ST s1esEst % Tn/z 90.05  96.33%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #30853: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118
90 160
5000
13.80 14.00 14.20 14.40
396f ‘ m/z 156.05 66 .44%
1 “\ [ |

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

118

90 13.80 14.00 14.20 14.40
5000 160 m/z 160.00 51.53%

28

63

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

Abundance #31846: Homophthalimide

90 118 161 13.80 14.00 14.20 14.40

m/z 141.05 48_.19%
5000
63
39
e

m/z--> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 10 Naphthalene, 1,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.48 5.65 ng 526523 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
Abundance Scan 1982 (14.482 min): BG023915.D (-1976) (-) m/z 141.05 100.00%
141
5000
115
51 77 \ 62 14.20 14.40 14.60 14.80
gk 'fm'.‘. 190218 259 352 891 429 "n/z 156.05  75.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28478: Naphthalene, 1,5-dimethyl-
156
5000
14.20 14.40 14.60 14.80
115 m/z 115.05 27 .69%
T ??'Sﬁ“‘jz' |"'ML‘N' L UL UL UL SURLL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
156
1420 14.40 14.60 14.80
5000 m/z 155.05 20.40%
115
57 51 76
mz-> 50 100 150 200 250 300 350 400
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 14.20 14.40 14.60 14.80
m/z 128.00 14 _.81%
5000
115
76
'??kimim%f'yhtJ""I""I""I""I""I"" U BRI ML BN SUNRE
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.23 2.71 ng 252671 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 76
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 70
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 64

Abundance Scan 2109 (15.228 min): BG023915.D (-2106) (-) m/z 170.05 100.00%
170
5000 14
51 77 105 128 15.00 15.20 15.40 15.60
192210 : : : :
2% 281 33685 1 7 7155.05 88.18%
m/z--> 50 100 150 200 250 300 350
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
5000 LRI UL SRR UL SR
15.00 15.20 15.40 15.60
m/z 149.05 48 .59%
27 51 76 100 128 * .|
m/z--> §0 160 150 200 250 300 350
Abundance
170
1500 15.20 15.40 15.60 _
5000 m/z 153.05 20.50%
51 84103 128 192
m/z--> 50 100 150 200 250 300 350
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170 15.00 15.20 15.40 15.60
m/z 127 .95 16.62%
5000
27 51 76 102 128 ?\‘\
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BG080116.-M Fri Aug 26 13:35:20 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.38 3.03 ng 282622 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 81
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 81
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 74
Abundance Scan 2135 (15.380 min): BG023915.D (-2130) (-) m/z 155.05 100.00%
1%5
5000
128
64 T T T
84 75 15.00 15.20 15.40 15.60
41 10
bl ..208228 252 283 886 | ./57170.05  87.34%
m/z--> 50 100 150 200 250 300 350
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155
5000
15.00 15.20 15.40 15.60
128 m/z 128.00 29.50%
63
40\ 0 \\\103‘|1‘ “\“”.“.‘..,.... —
m/z--> 50 100 150 200 250 300 350
Abundance
170
15.00 15.20 15.40 15.60
5000 m/z 153.05 23.61%
128
51 76 jop "7 151
m/z--> 50 100 150 200 250 300 350
Abundance #38380: 3-(2-Methyl-propenyl)-1H-indene A B e IS B
155 15.00 15.20 15.40 15.60
m/z 152.05 20.83%
5000
115
|‘|4‘.il-|“l‘lj \t‘lllllllll T ———t R A RARRR
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BG080116.-M Fri Aug 26 13:35:20 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 1(2H)-Naphthalenone, 5-ethy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.47 2.15 ng 200558 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone, 5-ethyl-3,4... 174 C12H140 051015-31-7 64
2 Quinazoline, 4-ethyl-, 3-oxide 174 C10H10N20 037920-74-4 41
3 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 030316-30-4 38
4 Cyclohexane, l-ethynyl-l1l-isocyano- 133 C9H11N 138313-44-7 30
5 Bicyclo[4.2.1]nona-2,4,7-triene,... 174 C13H18 1000164-34-7 30
Abundance Scan 2150 (15.469 min): BG023915.D (-2146) (-) m/z 146.05 100.00%
146174
117
5000
63 VAV Vi el died
15.20 15.40 15.60 15.80
o 2338310 m/z 174.05  87.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41110: 1(2H)-Naphthalenone, 5-ethyl-3,4-dihydro-
146174
117
5000 L SR UM U B
15.20 15.40 15.60 15.80
39 77 m/z 132.05 76.76%
A \um‘“ Ry \ \hh o

m/z--> O 5 100 150 200 250 300 350 400 450 500 550
Abundance

174

15.20 15.40 15.60 15.80
5000 m/z 117.05 62 .19%

132
77 104

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #41120: 1(2H)-Naphthalenone, 3,4-dihydro-6,8-dimethyl- B s B
146 15.20 15.40 15.60 15.80
m/z 159.05 56.43%
5000 174
39 L 118
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
1559 2.26ng 211079  Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 60

2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 60
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 43
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 35
5 2,5-Dimethoxythiophenol 170 C8H1002S 001483-27-8 25
Abundance Scan 2171 (15.592 min): BG023915.D (-2166) (-) m/z 57.10 100.00%

155
5000

15.20 15.40 15.60 15.80 16.00
m/z 71.05 82.29%

82
209 255 297 344
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170
5000 | BN L L L L L LB B
15.20 15.40 15.60 15.80 16.00
m/z 43.05 73.94%
76 128
T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
170
T
15.20 15.40 15.60 15.80 16.00
5000 m/z 155.05 61.79%
128
5 84
R e LA B A s e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38380: 3-(2-Methyl-propenyl)-1H-indene T
155 15.20 15.40 15.60 15.80 16.00
m/z 170.10 45 .65%
5000
115
41 76 \ J

by I .
LI I I B L B L

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

15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.94 3.39 ng 316262 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 91
2 1-1sopropenylnaphthalene 168 C13H12 001855-47-6 72
3 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 70
4 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 58
Abundance Scan 2230 (15.938 min): BG023915.D (-2227) (-) m/z 168.05 100.00%

1648
5000 M
82

53 115 15.60 15.80 16.00 16.20

Oh e fbiednsy by Al 198 233 267 308 360 534 n,5 153 05 73.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36908: Naphthalene, 1-(2-propenyl)-
153

5000 115 L L i i
15.60 15.80 16.00 16.20

m/z 167 .05 57 .58%

%t b
B P ' 1 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
153
15.60 15.80 16.00 16.20
5000 m/z 152 .05 41.55%
51 83 106
R e B A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36907: 1,1-Biphenyl, 2-methyl- e RS R
168 15.60 15.80 16.00 16.20
m/z 165.05 41.30%
5000

83
51 115144
|| b4 | 4 l

e s At i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15 60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 1-Naphthalenecarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 14.24 ng 1415140 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 60
2 Cinnamic acid, .alpha.,_beta.-di... 176 C11H1202 1000151-56-4 46
3 Benzene, 1-(3-chloro-1-propenyl)... 166 C10H11ClI 1000327-36-5 43
4 Benzene, (3-chloro-1-methyl-1-pr... 166 C10H11CI 1000327-43-7 32
5 Benzoimidazol-1-yl-acetic acid 176 C9H8N202 1000317-79-2 30
Abundance Scan 2268 (16.162 min): BG023915.D (-2262) (-) m/z 131.05 100.00%
131
176
5000
91
39 63 15.80 16.00 16.20 16.40
prd k199223251 283 353 398 49 'm/z 176.05  53.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
176
5000 91
51 15.80 16.00 16.20 16.40
27 m/z 115.05  42.30%
|L| e 4 I\H‘\I‘““;“ ‘:Jlsu |‘| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
176
115 15.80 16.00 16.20 1640
5000 o1 m/z 158.05 29.34%
57 51
143
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #34774: Benzene, 1-(3-chloro-1-propenyl)-4-methy!- R R e
131 15.80 16.00 16.20 16.40
m/z 91.05 28.75%
5000
9a 166
'?ﬁ?ﬁd'wr'|¢"|"”|'"'w"'l'”'l"'w" LN U SUNRILE UL
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 18 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.41 6.17 ng 613108 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2651 (18.412 min): BG023915.D (-2647) (-) m/z 73.05 100.00%
129
213 R DR DR DR N
157185 256 18100 1820 18.40 18.60 18.80

295 356 401431 475 535

m/z 60.05 94 .51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6l
5000 129 LA L L L L L L

18.00 18.20 18.40 18.60 18.80
m/z 43.05 82.91%

157 185213 256

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

%

Abundance
73
R RN REEEE S
43 18.00 18.20 18.40 18.60 18.80
5000 m/z 41.05 73.89%
129
1711 214
15 101
i R I A B e B RERRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid I AREARE B

18.00 18.20 18.40 18.60 18.80
m/z 55.05 67.97%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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 19 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.67 3.79 ng 376886 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2865 (19.669 min): BG023915.D (-2863) (-) m/z 73.05 100.00%

43 73

5000

:

185 241 L e e
284 19.40 19.60 19.80 20.00
327 371397 444 511
486 m/z 43.05 92.67%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43 73
5000 LA L L L L L L
242 19.40 19.60 19.80 20.00
129 m/z 60.05 82.79%
. ‘ 17,199 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 R R R e
19.40 19.60 19.80 20.00
5000 129 m/z 57.05 82 .54%
185 228
98 157
I B o B L o e o o IR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid A EaREEEE S

19.40 19.60 19.80 20.00
m/z 41.05  75.36%

5000

%

T I T T
m/z--> 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023915.D

Acq On : 26 Aug 2016 6:22

Operator : UM/SJ

Sample - H4588-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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]
-alpha.-Hydroxyis. .. 5.16 7.5 ng 310749 1 8.09 825353 20.0
unknown7 .62 7.62 74.8 ng 3085820 1 8.09 825353 20.0
Benzene, 1,2,4,5-._.. 9.73 2.0 ng 137135 2 10.93 1366490 20.0
Benzo[b]thiophene... 12.04 10.9 ng 746339 2 10.93 1366490 20.0
Benzo[b]thiophene... 12.48 4.5 ng 304212 2 10.93 1366490 20.0
1,4-Methanonaphth... 12.80 8.7 ng 592670 2 10.93 1366490 20.0
2,5-Dimethylthiop... 13.93 2.0 ng 190691 3 14.76 1863880 20.0
1(2H)-Naphthaleno... 14.09 3.2 ng 299373 3 14.76 1863880 20.0
Naphthalene, 1,5-... 14.48 5.7 ng 526523 3 14.76 1863880 20.0
Naphthalene, 2,3,... 15.23 2.7 ng 252671 3 14.76 1863880 20.0
Naphthalene, 1,4,... 15.38 3.0 ng 282622 3 14.76 1863880 20.0
1(2H)-Naphthaleno... 15.47 2.1 ng 200558 3 14.76 1863880 20.0
Naphthalene, 1,6,... 15.59 2.3 ng 211079 3 14.76 1863880 20.0
Naphthalene, 1-(2... 15.94 3.4 ng 316262 3 14.76 1863880 20.0
1-Naphthalenecarb... 16.16 14.2 ng 1415140 4 17.53 1987370 20.0
n-Hexadecanoic acid 18.41 6.2 ng 613108 4 17.53 1987370 20.0
Pentadecanoic acid 19.67 3.8 ng 376886 4 17.53 1987370 20.0
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