LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 5.152 389 394 403 rBvY 184333 296123 4_36% 0.718%
2 5.634 467 476 486 rBV 911436 1533653 22.57% 3.720%
3 7.249 743 751 764 rBV 600486 1145309 16.86% 2.778%
4 7.619 806 814 827 rBV 1623230 2867577 42.20% 6.955%
5 8.089 886 894 900 rBV 454112 799078 11.76% 1.938%
6 8.148 900 904 916 rVvB9 25955 79548 1.17% 0.193%
7 8.418 942 950 964 rBV 1412900 2550239 37.53% 6.186%
8 9.164 1072 1077 1087 rVB 87399 177633 2.61% 0.431%
9 9.270 1088 1095 1105 rBV 1272352 2345987 34.52% 5.690%
10 10.926 1369 1377 1384 rBV 691631 1245184 18.32% 3.020%

11 11.502 1466 1475 1481 rBvV4 70623 169355 2.49% 0.411%
12 12.325 1609 1615 1620 rVB9 38963 96750 1.42% 0.235%
13 12.560 1648 1655 1665 rBV9 40315 145270 2.14% 0.352%
14 13.376 1786 1794 1800 rBV 3235705 5135546 75.58% 12.456%
15 13.429 1800 1803 1808 rVB7 70212 102908 1.51% 0.250%

16 13.764 1856 1860 1865 rVB7 44277 88230 1.30% 0.214%
17 13.987 1894 1898 1902 rVB7 43845 70250 1.03% 0.170%
18 14.093 1913 1916 1926 rVB6 95034 168766 2.48% 0.409%
19 14.204 1931 1935 1941 rBV 338670 472837 6.96% 1.147%
20 14.580 1996 1999 2004 rVB 78230 122178 1.80% 0.296%

21 14.680 2013 2016 2019 rBv4 64888 76116 1.12% 0.185%
22 14.762 2025 2030 2036 rBvV2 972230 1652289 24.32% 4.008%
23 15.467 2146 2150 2153 rBV5 120145 173378 2.55% 0.421%
24 15.585 2167 2170 2175 rBv4 90538 122997 1.81% 0.298%
25 16.155 2261 2267 2274 rVB 778982 1392670 20.50% 3.378%

26 16.266 2280 2286 2294 rBV 2552342 3918385 57.67% 9.504%
27 17.330 2464 2467 2475 rVB 348090 482887 7.11% 1.171%
28 17.529 2497 2501 2507 rVB2 1315560 1940329 28.55% 4._.706%
29 18.410 2648 2651 2657 rVB5 253656 302155 4._.45% 0.733%
30 19.673 2863 2866 2872 rVB2 191909 276851 4_.07% 0.672%

31 20.137 2940 2945 2954 rVB 4869043 6795059 100.00% 16.482%

32 21.847 3230 3236 3243 rVB2 1340228 2295166 33.78% 5.567%
33 25.231 3803 3812 3825 rVB3 725295 2187587 32.19% 5.306%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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
Title

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

Sum of corrected areas: 41228290
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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: BG023906.D

5000000
4000000
3000000

2000000
7.62

8.42 9.97

5.63
1000000 . 10.93
; 8.09
5.15 15 9. 11 50 12. 32 56

A S S R S R A B 1. S Iy A e e S e

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 6.50 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023906.D

2014
5000000

4000000

13.38

3000000 16.27

2000000

1000000

O B e e o o o e o o LA e o o o B R L B e s LR B

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: BG023906.D

5000000
4000000
3000000
2000000
1000000 25.23

L

LSS5+

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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 7.41 ng 296123 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 38
3 3-Hexanol 102 C6H140 000623-37-0 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 394 (5.152 min): BG023906.D (-389) (-) m/z 43.05 100.00%
43
5000
ot 480 500 520 540
,....,.7.2..-,|....}‘?9..,....,....,...3‘.‘1,....,....,....??9 m/z 59.05 58.96%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 T T e
4.80 5.00 5.20 5.40

m/z 101.05 19.02%

15 ‘ 101
‘ N ‘

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

59

4.80 5.00 5.20 5.40

0,
5000 101 m/z 58.05 12.39%

27

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

Abundance #4417: 3-Hexanol
5 480 5.00 5.20 5.40
m/z 41.05 9.02%
50007 31
85
R e e I LA e e o o o e I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 71.77 ng 2867580 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 814 (7.619 min): BG023906.D (-806) (-) m/z 132.05 100.00%
132
68
5000
a0 | 720 7.40 7.60 7.80 8.00
b L L 194 233 270 823 881 0 ‘m/z 68.05 54.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L L LR
7.20 7.40 7.60 7.80 8.00
21 m/z 66.05 36.83%
‘Hm “ 1 ‘ ‘

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

132

7.20 7.40 7.60 7.80 8.00
5000 o7 m/z 134.05 32.08%

31 70

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

Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 22.82%
5000
o8 ﬁ? 104
L B B e e R B e P e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 unknown9.16 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.16 4.45 ng 177633 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 28
2 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 9
3 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 9
4 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9
5 tert-Butyl iodide 184 C4H9lI 000558-17-8 9
Abundance Scan 1076 (9.158 min): BG023906.D (-1072) (-) 57.05 100.00%

57
5000
Il u

97 8.80 9.00 9.20 9.40
133
ety g 133175 221 262 843 398 | o 41.05 47.83%

T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #207560: Sulfurous acid, 2-ethylhexyl tetradecyl ester
57
5000

8.80 9.00 9.20 9.40

a5 113 m/z 39.05 16.38%
29
R e
m/z--> 0 50 O 150 200 250 300 350 400
Abundance
57
P
8.80 9.00 9.20 9.40
5000 m/z 97.05 9.23%
29
83
2
LA B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #157576: Trichloroacetic acid, undecy! ester
57 , 83 8.80 9.00 9.20 9.40
m/z 111.05 6.98%
5000
111
29 ‘ \ 154
Ll e e
m/z--> 0 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1150 2.72ng 169355  Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90

006682-71-9 76
017057-82-8 76

3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14

5 Benzene, (1-methyl-1-butenyl)- 146 Cl1l1H14 053172-84-2 74
Abundance Scan 1475 (11.502 min): BG023906.D (-1466) (-) m/z 131.15 100.00%
131
5000 o1
¥ 67 11.20 11.40 11.60 11.80
167191 264 379 444 : : : :
28 W8 m/z 91.05 37.18%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
11.20 11.40 11.60 11.80
91 m/z 115.05 27.93%
s8]
O O 1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
131
11.20 11.40 11.60 11.80
5000 o1 m/z 146.15 26.87%
39 65
o T A L B R I B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 11.20 11.40 11.60 11.80
m/z 118.05 21.14%
5000
39 91
Y

B L A s S e

m/z--> 0 50 100 150 200 250 300 350 400 450 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 unknownl2.56 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.33 ng 145270 Naphthalene-d8 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-4-(1-methylethyl)-2-cyc... 152 C10H160 041469-46-9 49
2 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 35
3 1,3-Pentadiyne, 1-(methylthio)- 110 C6H6S 042875-80-9 30
4 Bicyclo[2.2.1]heptan-2-one, 5,5,... 152 C10H160 003649-86-3 25
5 2(4H)-Benzofuranone, 5,6,7,7a-te... 180 C11H1602 017092-92-1 18
Abundance Scan 1655 (12.560 min): BG023906.D (-1648) (-) m/z 95.05 100.00%
68
5000 19
41
152 NSNS SRR
78 222 272 318341 458 12.20 12.40 12.60 12.80
B S i B B i m/z 110.05 94 .10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25242: 2-Methyl-4-(1-methylethyl)-2-cyclohexenone
110
152
5000 AR BN SRR SRR B
41 81 1220 12.40 12.60 12.80
m/z 110.95 73 .30%
WL‘u.t,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67 95
a1 12.20 12.40 12,60 12.80
5000 m/z 68.00 53.19%
mz-> 50 100 150 200 250 300 350 400 450
Abundance #5785: 1,3-Pentadiyne, 1-(methylthio)- R E RS
95 12.20 12.40 12.60 12.80
m/z 119.10 51.57%
69
5000
45
-%{Wuw--M AN DAL SURLELEL ALY WAL SN UARLLEL S
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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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(2H)-Naphthalenone, 3,4-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.09 2.04 ng 168766 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 80
2 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 52
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000529-34-0 43
5 Benzofuran 118 C8H60 000271-89-6 38

Abundance Scan 1916 (14.093 min): BG023906.D (-1913) (-) m/z 118.05 100.00%

8

5000

39 63 13.80 14.00 14.20 14.40

m/z 90.05 72.71%

193221 251 281
m/iz-> 0 50 100 150 200 250 300 350 400 450

Abundance #30848: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118
160
5000 90
13.80 14.00 14.20 14.40
m/z 160.05 56.41%
28 63
T O N —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
118
90 160 13.80 14.00 14.20 14.40
5000 m/z 145.05 41.94%

39
65

m/z--> CI) 5I0 l(I)O 15IO 2CI)O 25I0 3(I)0 3é0 4CI)O 4é0

Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- e B L e
13.80 14.00 14.20 14.40

m/z 89.05 34.61%

5000

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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 Naphth[l,2-bJoxirene, 1la,2,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.47 2.10 ng 173378 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 60
2 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 005037-63-8 53
3 Quinazoline, 4-ethoxy- 174 C10H10N20 016347-96-9 49
4 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 46
5 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140 032281-65-5 46

Abundance Scan 2150 (15.467 min): BG023906.D (-2146) (-) m/z 146.00 100.00%

146
174

5000

15.20 15.40 15.60 15.80
m/z 174.10  79.35%

211239 281 332 437 538

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21588: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 146
5000 L SN U UL IO
15.20 15.40 15.60 15.80
m/z 132.05 64 .84%
‘{H\Hu\“h M‘“‘ T T T T T T T
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
146
14 15.20 15.40 15.60 15.80
5000 m/z 159.05 53.91%
118
39 91

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

Abundance #40841: Quinazoline, 4-ethoxy- R RS B
146 15.20 15.40 15.60 15.80
m/z 145.05 51.78%
5000
103 174
AL B o B B o R AREERREEE LS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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-Naphthalenecarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.15 14.36 ng 1392670 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 93
2 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 46
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 43
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
5 Cinnamic acid, .alpha.,.beta.-di... 176 C11H1202 1000151-56-4 38
Abundance Scan 2266 (16.149 min): BG023906.D (-2261) (-) m/z 131.05 100.00%
131
176
5000
g1 158
39, % 205224 252 282 342 373 1580 16001620 1640
o R e e L e R m/z 176.05 60.29%
m/z--> 50 100 150 200 250 300 350
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131
158176
5000 91
51 15.80 16.00 16.20 16.40
27 m/z 115.05 50.07%
/ | ‘ |
e
m/z--> 50 100 150 200 250 300 350
Abundance
131
15.80 16.00 1620 1640
5000 o1 176 m/z 158.00 40.06%
>l 158
m/z--> 50 100 150 200 250 300 350
Abundance #21688: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcycl...
131 15.80 16.00 16.20 16.40
o1 m/z 130.05 34.98%
5000
|‘{’{|....|............|... e el S e
m/z--> 50 150 200 250 300 350 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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 Diphenyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.33 4.98 ng 482887 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenyl ether 170 C12H100 000101-84-8 64
2 Benzenesulfonamide, N-butyl- 213 C10H15N02S 003622-84-2 58
3 Benzenesulfonylamino-acetic acid... 260 C8H8N206S 1000301-09-0 53
4 N,N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 50
5 3-Hydroxybiphenyl 170 C12H100 000580-51-8 43
Abundance Scan 2467 (17.330 min): BG023906.D (-2464) (-) m/z 77.05 100.00%
m
141 170
5000
i 700 17120 1740 1760
e 20 L) 213238 283 327380 490 /5 140.95  76.71%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #38286: Diphenyl ether
170
5000 R AR UM IR B
51 77 141 17.00 17.20 17.40 17.60
m/z 170.00 75.70%
ns‘
'?zH”w““wh'“ LI DA DL DAL S WAL B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
77 141 170
17.00 17.20 17.40 17.60
5000 m/z 51.05 21.82%
51
27 106 213
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #111111: Benzenesulfonylamino-acetic acid, N-nitro- A R REEmE T
7 17.00 17.20 17.40 17.60
m/z 78.05 9.87%
141
5000
51
4. ) 103 170 215 260
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082516\
Data File : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 11 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.41 3.11 ng 302155 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2651 (18.410 min): BG023906.D (-2648) (-) m/z 73.05 100.00%

43

5000

L

256 18.00 18.20 18.40 18.60 18.80
284
A ear 128 m/z 60.05 93.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73

5000 256 R A AEEEEEEEE e
129 18. OO 18. 20 18. 40 18. 60 18 80
157185

m/z 43.05 81.19%
\MJ$FMM“‘\‘M ]

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

Abundance
73
R B R
43 18.00 18.20 18.40 18.60 18.80
5000 m/z 57.05 67.21%
129
171 214
15 101
e B EEAREEEAE TS L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39469: n-Decanoic acid I B e
60 18.00 18.20 18.40 18.60 18.80
m/z 55.05 60.35%
5000
129
ZQJ
UL

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. OO 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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.67 2.85 ng 276851 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 20

Abundance Scan 2865 (19.668 min): BG023906.D (-2863) (-) m/z 73.05 100.00%

5000

19.40 19.60 19.80 20.00
m/z 41.05  85.80%

185213241

284310 341

393 489518

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,73
5000 129 B B

19.40 19.60 19.80 20.00
m/z 60.05  85.03%

185 241 284

AT
m/z--> 5 200 250 300 350 400 450 500
Abundance
43 73
B A e
19.40 19.60 19.80 20.00
5000 m/z 57.05 83.88%
129
256
101 157185213
i L I n E  Aanan B E
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid B A RRREE BEs S

19.40 19.60 19.80 20.00
m/z 55.05  78.25%

5000

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 : BG023906.D

Acq On : 25 Aug 2016 22:58

Operator : UM/SJ

Sample - H4588-03

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 5.15 7.4 ng 296123 1 8.09 799078 20.0
unknown7 .62 7.62 71.8 ng 2867580 1 8.09 799078 20.0
unknown9.16 9.16 4.5 ng 177633 1 8.09 799078 20.0
Naphthalene, 1,2,... 11.50 2.7 ng 169355 2 10.93 1245180 20.0
unknownl12 .56 12.56 2.3 ng 145270 2 10.93 1245180 20.0
1(2H)-Naphthaleno... 14.09 2.0 ng 168766 3 14.76 1652290 20.0
Naphth[1,2-bJoxir... 15.47 2.1 ng 173378 3 14.76 1652290 20.0
1-Naphthalenecarb... 16.15 14.4 ng 1392670 4 17.53 1940330 20.0
Diphenyl ether 17.33 5.0 ng 482887 4 17.53 1940330 20.0
n-Hexadecanoic acid 18.41 3.1 ng 302155 4 17.53 1940330 20.0
Octadecanoic acid 19.67 2.9 ng 276851 4 17.53 1940330 20.0
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