LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.735 12 13 70 rVB 5048460 11069616 100.00% 20.927%
2 4.741 275 276 286 rBV 73366 136916 1.24% 0.259%
3 5.198 314 316 332 rBY 1906304 2077774 18.77% 3.928%
4 6.273 408 410 417 rBV 1126024 1394714 12.60% 2.637%
5 6.387 417 420 422 rVV 3264118 3712028 33.53% 7.017%
6 6.604 437 439 442 rBV 681475 909864 8.22% 1.720%
7 6.764 451 453 456 rBVY 3278811 3097715 27.98% 5.856%
8 7.187 487 490 492 rBV 2971397 3067444 27.71% 5.799%
9 7.896 550 552 555 rBY 1251693 1188066 10.73% 2.246%
10 8.159 574 575 580 rVB 80976 111065 1.00% 0.210%

11 8.982 644 647 649 rBV 4694956 4883924 44.12% 9.233%
12 9.382 680 682 683 rBv 151138 133915 1.21% 0.253%
13 9.645 702 705 708 rvV 1433131 1367318 12.35% 2.585%
14 10.090 741 744 746 rBV 151920 147581 1.33% 0.279%
15 10.308 756 763 767 rBv4 46422 163895 1.48% 0.310%

16 10.433 771 774 777 rBvV2 2737901 3186640 28.79% 6.024%
17 10.582 784 787 789 rBV3 366771 568464 5.14% 1.075%
18 10.628 789 791 792 rVV 1123575 1013444 9.16% 1.916%
19 10.662 792 794 796 rvv2 1070194 1485350 13.42% 2.808%
20 10.696 796 797 800 rvv2 1001831 1359720 12.28% 2.571%

21 10.776 800 804 805 rvv2 424608 962542 8.70% 1.820%
22 10.799 805 806 808 rvv2 847181 1136146 10.26% 2.148%
23 10.845 808 810 812 rVvVvV 1153957 1301843 11.76% 2.461%
24 10.879 812 813 815 rVB 495480 520706 4._70% 0.984%
25 11.005 821 824 825 rBV2 124314 161714 1.46% 0.306%

26 11.119 832 834 837 rBV 1003922 1241677 11.22% 2.347%
27 11.348 852 854 857 rvB2 100177 144485 1.31% 0.273%
28 11.679 880 883 886 rBv2 119371 203173 1.84% 0.384%
29 12.456 949 951 953 rvv 133902 155945 1.41% 0.295%
30 12.708 970 973 976 rBV 3527702 4093451 36.98% 7.739%

31 13.748 1062 1064 1067 rBV 1136289 1096015 9.90% 2.072%
32 15.108 1180 1183 1186 rBV 691989 803921 7.26% 1.520%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 52897071
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087009.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.74 3.01 ng 136916 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 dl-4-Amino-3-hvdroxvbutvric acid 119 C4H9NO3 000352-21-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 276 (4.741 min): BF087009.D (-275) (-) m/z 43.05 100.00%
3.0
5000 59.1
1011 0 4e0 4B sho
O B SO 830 | "m/z 59.10  44.83%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LR I L IS B
4.40 4.60 4.80 5.00
59.0 1010 m/z 58.00 14.38%
0 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 460 480 500
5000 57.0 m/z 101.10 11.54%
29.0
101.0
78.0
R S S S SO LU SIS SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide Emmmas e R ama
43.0 4.40 4.60 4.80 5.00

m/z 41.10 10.18%
5000 59.0

101.0

28.0 |, 510 86.0

L N S M A

m/z--> 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.09 2.16 ng 147581 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 78
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72

Abundance Scan 744 (10.090 min): BF087009.D (-741) (-) m/z 57.05 100.00%

57.0
5000

9.80 10.00 10.20 10.40
m/z 43.10 80.63%

o

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

Abundance #73964: Hexadecane
57.0
5000 LA L L L L L L L
20.0 85.0 9. 80 10. 00 10. 20 10 40
m/z 71.10 45 .42%
o \‘ by 1130 141.0 169.0 226.0
.“.P.”,”.W.H.P.”,”.q.”...” R R R RRRNEREEEREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
9.80 10.00 10.20 10.40
5000 m/z 41.10 39.33%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane e e ERRES BE s
57.0 9.80 10.00 10.20 10.40
m/z 85.10 30.27%
5000
29.0 85.0
o “ | “ ) 1130 141.0 184.0
,”.W.H.P.“,”.W.H.P.“ T T T L A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 80 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Undecane, 3,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.40 ng 163895 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 53
2 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 53
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 53
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
Abundance Scan 763 (10.308 min): BF087009.D (-756) (-) m/z 57.10 100.00%
57.1
5000
85.1 RN SRR SRR
113.1 148.1 1691 10.00 10.20 10.40 10.60
of m/z 43.10 58.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45577: Undecane, 3,5-dimethyl-
57.0
5000 SRR NARSRUARSUARRE
10,00 10,20 10,40 10.60
20.0 85.0 m/z 71.10 41 _39%
0 I ‘ ‘ 1 ‘ I 112 0 155 0 184.0
m/z--> 20 Jo 60 85 100 150 140 160 180 200 220 240
Abundance
43.0
10.00 10.20 10.40 10.60
5000 m/z 41.10 26 .93%
71.0
99.0
0L24.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl- B AL AA mam
57.0 10.00 10.20 10.40 10.60
m/z 55.10 18.12%
5000
85.0
290 ‘ 113.0
ol Al “ |0 1830 2110 2300
m/z--> 20 40 6|O 80 1(')0 120 14'10 160 180 200 220 240 10.00 10,20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknownl10.58 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.58 9.16 ng 568464 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 49
2 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 47
3 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 43
4 Anisole. o-octvl- 220 C15H240 020056-59-1 38
5 Acetic acid, [4-(2-methyl-3-nitr... 314 C16H14N205 349085-63-8 38
Abundance Scan 787 (10.582 min): BF087009.D (-784) (-) m/z 121.10 100.00%
12f.1
5000
163.1
-+ 650 911 220.2 10.20 10.40 10.60 10.80 11.00
0...,....,"....',....',..'..,.... e 02 2202 e M7z 107.10  44.59%
m/z--> mmmmmmmmmmmmmmmm
Abundance #31197: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
10.20 10.40 10.60 10.80 11.00
m/z 163.10 31.61%
430 779
o}ﬁﬂ”wtnpnhnhpn.h”“”.hn.”.””.”.””.”w””.”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 177.15 12.91%
163.0
4140 300 650 93.0 2100 2420 2840 326.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #40451: N-Allyl-p-hydroxybenzamide
121.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 11.86%
5000
56.0 93.0 177.0
ol 280 | | | 148.0
IIII""I""I""IIIII SR S DA B DA S D D B A S rTTTprTTTTTT T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 20 10. 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.63 16.32 ng 1013440 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 78
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 50
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 50
Abundance Scan 791 (10.628 min): BF087009.D (-789) (-) m/z 135.10 100.00%
135.1
5000
a1 10('1 16111080 202 s51 10.40 10.60 10.80 11.00
Obrerprrrirst bbb Ok £ 4890 220.2 e SLT L Tm/Zz 107.10 16.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.40 10.60 10.80 11.00
410 1070 m/z 41.10 11.72%
olts.0 | 770 163.0 2°§°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135.0
10,40 10.60 10.80 11.00
5000 m/z 136.10 10.19%
39.0 50 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester
135.0 10.40 10.60 10.80 11.00
m/z 43.10 7.46%
5000
41.0 107.0
0 L, 770 “\ 177.0 2190 250.0
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 | 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 unknownl0.66 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.66 23.92 ng 1485350 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene. 1.4-diethvl-... 164 C12H20 1000150-21-6 38
2 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 38
4 Benzeneacetic acid. 4-ethoxv- 180 C10H1203 004919-33-9 35
5 2-Methyl-2-(4"-methoxyphenyl)pen... 206 C13H1802 185700-49-6 27
Abundance Scan 794 (10.662 min): BF087009.D (-792) (-) m/z 107.10 100.00%
107. A1
5000
55.1
8b.0 10.40 10.60 10.80 11.00
(o} : m/z 149.10 97 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32019: 2,5-Cyclohexadiene, 1,4-diethyl-1,4-dimethyl-
107.0
135.0
5000 SR RN SN SUNRA B
10.40 10.60 10.80 11.00
m/z 121.10 64 .88%
S OO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 149.0
10.40 10.60 10.80 11.00
5000 m/z 135.10 40.59%
120.0 191.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22577: Acetamide, N-(3-methylphenyl)-
107.0 10.40 10.60 10.80 11.00
m/z 191.15 25.59%
5000
149.0
43.0 77.0
0 15 O \J T 'l
m/z--> 2'0 4'0 6|0 8|O 100 120 14'10 1('30 180 200 220 240 260 280 3(')0 32'0 ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Phenol, 4-(1,1-dimethylprop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 21.90 ng 1359720 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 64
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 53
4 Methanol. (cvclohexvl)(2.3-dimet... 218 C15H220 349498-47-1 53
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 52
Abundance Scan 797 (10.696 min): BF087009.D (-796) (-) m/z 135.10 100.00%
136.1
5000
107.1 Y AL AVA VA NS
411 10.40 10.60 10.80 11.00
77.1 1912 220.2
0 ...,....-,'-...5?,1....l,..'.'.,....,...',..|.1.6,1.1...,....,....,.. m/z 107.10 25.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
10.40 10.60 10.80 11.00
o 164.0 m/z 121.10 23.92%
0 '1?'?' "?TVP"§9f9' 'J} ""'I' T l|' N SRS S SR
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 149.10 18.66%
41.0 107.0
oL, 180 58.0 77.0 163.0 206.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylpheny! acetate R AR R
135.0 10.40 10.60 10.80 11.00
m/z 41.10 11.07%
5000
o150 430 oho 770 OO 1%0 192.0
m/z--> 20 40 60 8 100 120 140 160 180 260 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 unknownl10.78 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.78 15.50 ng 962542 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 47
2 1.3-Dimethvl-5-n-hexvladamantane 248 C18H32 052873-50-4 47
3 Phenol. 2.4-bis(l1-methvlethvl)- 178 C12H180 002934-05-6 45
4 A(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 38
5 2,6-Dimethoxybenzonitrile 163 C9HINO2 016932-49-3 27
Abundance Scan 804 (10.776 min): BF087009.D (-800) (-) m/z 121.10 100.00%
1201
163.1
5000
41.1
911 10.40 10.60 10.80 11.00
65
S RSP Y N S T2 N1 S m/z 107.10 89.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31197: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
10.40 10.60 10.80 11.00
m/z 163.10 76.02%
43.0
ol15:0 | |~ 1020 || 142.0
m/z--> 25 45 eb 85 160 120 150 160 180 200 250 250
Abundance
163.0
10.40 10.60 10.80 11.00
5000 m/z 41.10 17.18%
107.0
. 55.0 79.0 135.0 205 0 248.0
m/z--> 25 45 eb 85 160 150 1&0 1éo 180 200 250 250
Abundance #41237: Phenol, 2,4- bIS(l methylethyl) | LI BB L N
168.0 10.40 10.60 10.80 11.00
m/z 91.10 10.51%
5000
121.0
0 18.0 430 650\ 91\0\\ ‘ 1. \
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 250 24'10 10 40 10.60 10.80 11.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 5H-PYRROLO(3,2-D)PYRIMIDINE... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.80 18.30 ng 1136150 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 59
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 43
3 3".4"-Formoxvlidide 149 C9H11NO 006639-60-7 38
4 Benzene. l1-(1-methvlethoxv)-3-b... 190 C13H180 098088-47-2 35
5 Diethyl Phthalate 222 C12H1404 000084-66-2 35
Abundance Scan 806 (10.799 min): BF087009.D (-805) (-) m/z 107.10 100.00%
107.1
149.1
5000
55.1 177.2
77.0 10.40 10.60 10.80 11.00 11.20
1311
0 ...,..??hb..'.'.,.'. by L 2202 m/z 149.10  80.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22438: 5H-PYRROLQ(3,2-D)PYRIMIDINE-2,4-DIAMINE
149.0
5000 LR BRI S SO B
107.0 10.40 10.60 10.80 11.00 11.20
m/z 121.10 61.72%
530  80.0 132.0
0...ﬁ??wk.L,.”uw”..wﬂ.w..tl.ﬁ. [rTrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 177.20 25.62%
149.0
43.0 77.0
o L RN NP N 2 N N —
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #22540: 3',4'-Formoxylidide
149.0 10.40 10.60 10.80 11.00 11.20
m/z 55.10 23.69%
106.0
5000
77.0
160 390 580 || | | ‘\1320 |
m/z--> 20 40 60 80 100 12'0 140 160 180 200 220 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Pentanoic acid, 5-hydroxy-,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 20.97 ng 1301840 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
4 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 56
5 m-Anisic acid, tridec-2-ynyl ester 330 C21H3003 1000292-59-9 50
Abundance Scan 810 (10.845 min): BF087009.D (-808) (-) m/z 135.10 100.00%
135.1
5000
411 771 10|7'1 1611 1912 2202 10.60 10.80 11.00 11.20
Obrrrprr e e b e e A 22 e ey || M7z 107.10  16.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0
5000
10.60 10.80 11.00 11.20
m/z 41.10 10.30%
41.0 107.0
0 ., 170 | | | 1770 219.0  250.0
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135.0
10,60 10.80 11.00 11.20
5000 m/z 136.10 10.09%
0L 180 0 770 1070 163.0 206.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135.0 10.60 10.80 11.00 11.20
m/z 43.10 5.02%
5000
107.0
. 164.0
m/z--> 2'0 40 6|O 8IO 100 12'0 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 2-Methyl-4-hydroxybenzoxazole Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.88 8.39 ng 520706 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 1-(6-Methvl-2-pvridv)propan-2-one 149 C9H11NO 065702-08-1 56
3 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-___. 149 C6H7N5 1000244-21-4 56
4 Phenol. 4-(1l.1-dimethvlethvl)-2-_... 164 C11H160 000098-27-1 40
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 40

Abundance Scan 813 (10.879 min): BF087009.D (-812) (-) m/z 149.10 100.00%
149.1
107.1
5000
55.1 RN LA A G
391 77.0 91.1 133.1 1771 10.60 10.80 11.00 11.20
S ) S PR P PP NPt R £ £ S m/z 107.10 61.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.60 10.80 11.00 11.20
52.0 20.0 m/z 55.10 25 _.54%
0: — |2|7‘|.0| I\‘I\‘I I“I‘I |”|”i . 'H‘i i T I‘l I]I'lelol T l‘: B B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
107.0
10,60 10.80 11,00 11.20
5000 m/z 43.10 14 _.68%
43.0
65.0 79.0 13401490
O i T T T o S B A S SR OR O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE e R m
149.0 10.60 10.80 11.00 11.20
m/z 41.10 14 _.54%
5000
107.0
53.0 132.0
0'”|?qq'|"w'|“'?%?"'lﬂl'w”"'l""l'“'l"" LR SR BN BN
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 unknownl11.00 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.60 ng 161714 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 20
2 Tridecane 184 C13H28 000629-50-5 18
3 Octadecane 254 C18H38 000593-45-3 18
4 Hexadecane 226 Cl16H34 000544-76-3 18
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 18

Abundance Scan 824 (11.005 min): BF087009.D (-821) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20 11.40

o] m/z 43.10 80.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000
85.0 10. 60 10. 80 11. OO 11. 20 11. 40
29.0 m/z 107.05 51.44%
ol “ L 80 1410 169.0 282.0
T T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 50.30%
29.0 85.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane R L A
57.0 10.60 10.80 11.00 11.20 11.40
m/z 71.10 47.09%

5000 85.0
29.0
o L0 1420 1690 1070 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 unknownl11.35 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.33 ng 144485 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Purin-2-amine. 6-methoxv- 165 C6H7N50 020535-83-5 43
2 2.2°-(P-AMINOPHENYLIMINOYDIETHANOL 196 C10H16N202 1000239-49-1 35
3 Benzenemethanol. 4-(methoxvmethy... 180 C11H1602 112766-34-4 35
4 Silane. ethoxvdimethvlphenvl- 180 C10H160Si 001825-58-7 35
5 Benzyloxy(butyl)dimethylsilane 222 C13H220Si 1000282-45-8 27
Abundance Scan 854 (11.348 min): BF087009.D (-852) (-) m/z 165.10 100.00%
166.1
o e ,\A/W[\/\L
43.1 91.1
ey . 2643 | | T 1170 140 1160
197.2 : : : :
Obrrrrpre || A '-' - :".'~,'|:'|..'.~];-~..~-..,1.'.-=., A o s ,,| m/z 147.10 59.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32615: 1H-Purin-2-amine, 6-methoxy-
165.0
5000 R SRR B BRI B
1100 11.20 1140 11.60
280 ., 1080 1360 m/z 179.10 53.72%
o 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165.0 jL
11.00 11.20 11.40 1160
5000 m/z 121.10 40.72%
121.0 196.0
93.0
18.0 45.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #42537: Benzenemethanol, 4-(methoxymethyl)-.alpha.,.alpha.... R B A e St
165.0 11.00 11.20 11.40 11.60
m/z 43.10 27 .23%
43.0 91.0
5000
65.0 121.0
0....|..‘..|..‘..‘|‘.‘...‘|.“.|.‘..‘.|‘..‘.“.|.‘.‘..“.‘... T  RARES EEmmE maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.68 3.27 ng 203173 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 883 (11.679 min): BF087009.D (-880) (-) m/z 43.10 100.00%
43.1 73.0 M/\J\‘\//L/\WV
5000
129.1
213.2 U DU BN AL B
165.1185.2 256.3 11.40 11.60 11.80 12.00
Ol i m/z 41.10 83.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 730
5000 129.0 T T
nmnmnmnm
m/z 60.10 79.93%
o) H\ H ‘ h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 73.00 78.56%
185.0
97.0 228.0
41150 157.0
m/z--> ﬁo 45 éo 86 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid
73.0 11.40 11.60 11.80 12.00
m/z 55.10 73.88%
43.0
5000
1290 171.0
: 214.0
98.0
I ST | h\\mmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF087009.D

Aca On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.85 ng 155945 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 951 (12.456 min): BF087009.D (-949) (-) m/z 43.05 100.00%
43.0
T J\/\__\—A
5000
129.1
97.1 e s
sy o2 s1zo M2 a4 12.20 12,40 12.60 12.80
Obrrrprr e ' m/z 57.10 77.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 L BN UL L B
nmnmnmnm
129.0 m/z 60.00 77 .29%
256.0
m/z--> "55"26"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.20 12,40 12.60 12.80
m/ 41.10 77.17Y%
5000 129.0 z 0
185.0 228.0
97.0

157.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid R B A REEERE B L
73.0 12.20 12.40 12.60 12.80
m/z 55.10 71.66%
43.0
5000
129.0
‘ 98.0 T o «nfv,gx,a/ﬁ\AKAVN«AAAN“f«
o 18?w,“,mﬂﬂ‘ mlm MI,“IHIHIIL L HJ..”..”.“”.“.. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF087009.D

Acq On : 14 May 2016 9:55

Operator : UM/SJ

Sample : H2947-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.74 3.0 ng 136916 1 6.62 909864 20.0
Hexadecane 10.09 2.2 ng 147581 3 9.64 1367320 20.0
Undecane, 3,5-dim... 10.31 2.4 ng 163895 3 9.64 1367320 20.0
unknown10.58 10.58 9.2 ng 568464 4 11.12 1241680 20.0
Phenol, 4-(1,1,3,... 10.63 16.3 ng 1013440 4 11.12 1241680 20.0
unknownl10.66 10.66 23.9 ng 1485350 4 11.12 1241680 20.0
Phenol, 4-(1,1-di... 10.70 21.9 ng 1359720 4 11.12 1241680 20.0
unknown10.78 10.78 15.5 ng 962542 4 11.12 1241680 20.0
5H-PYRROLO(3,2-D)... 10.80 18.3 ng 1136150 4 11.12 1241680 20.0
Pentanoic acid, 5... 10.84 21.0 ng 1301840 4 11.12 1241680 20.0
2-Methyl-4-hydrox... 10.88 8.4 ng 520706 4 11.12 1241680 20.0
unknownl1l1.00 11.00 2.6 ng 161714 4 11.12 1241680 20.0
unknownl1l.35 11.35 2.3 ng 144485 4 11.12 1241680 20.0
Pentadecanoic acid 11.68 3.3 ng 203173 4 11.12 1241680 20.0
n-Hexadecanoic acid 12.46 2.9 ng 155945 5 13.75 1096020 20.0
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