LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 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-BF013017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.093 85 88 103 rBvV 85155 235807 1.01% 0.361%
2 3.344 107 110 122 rVB 425154 845768 3.64% 1.294%
3 3.756 142 146 156 rvVB 350251 575352 2.48% 0.881%
4 4.396 194 202 205 rBVY 6295568 23241016 100.00% 35.569%
5 5.059 253 260 262 rBVY 4704371 13139047 56.53% 20.109%

6.476 382 384 390 rBV 297159 335841 1.45% 0.514%
6.842 413 416 418 rBV 1015819 1006265 4_.33% 1.540%
7.002 427 430 432 rBV 2745067 3331453 14.33% 5.099%
7.162 442 444 447 rBV 428001 619159 2.66% 0.948%
7.413 463 466 468 rBV 2699033 2939291 12.65% 4.498%

=
QO ~NO®

11 8.122 526 528 531 rBV 1314909 1365608 5.88% 2.090%
12 9.196 619 622 625 rBV 3482488 4767874 20.51% 7.297%
13 9.596 655 657 659 rBvV 704683 671976 2.89% 1.028%
14 9.870 679 681 683 rVV 1617754 1526839 6.57% 2.337%
15 10.773 758 760 764 rBv2 229337 304718 1.31% 0.466%

16 11.356 808 811 812 rBV 1615232 1601413 6.89% 2.451%
17 11.585 828 831 835 rBv2 123960 235109 1.01% 0.360%
18 11.916 858 860 862 rBvV 310429 256311 1.10% 0.392%
19 12.568 914 917 919 rBV 438347 536132 2.31% 0.821%
20 12.785 933 936 939 rBv2 300409 493183 2.12% 0.755%

21 12.945 947 950 952 rVB 3363364 4376285 18.83% 6.698%
22 13.825 1025 1027 1033 rVB 185658 272322 1.17% 0.417%

23 13.985 1038 1041 1048 rVB2 1345293 1622005 6.98% 2.482%
24 15.414 1163 1166 1172 rBV 731465 1041262 4.48% 1.594%

Sum of corrected areas: 65340036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF093094.D
6000000 4440

5000000 506
4000000

2000000

1000000
A

s L T e e

T ™
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093094.D

6000000

5000000

4000000
9.20 12.95

3000000

2000000 11.36

9.87
8.12
1000000 A» 9,60 e
10.77 11.92 2112.79
0 A lL N 28 e |

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093094.D

6000000

5000000

4000000

3000000

2000000
13.99

1000000 15.41
3.83

T S e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 3-Penten-2-one Concentration Rank 7

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

3.09 4.69 ng 235807 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 91
2 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 78
3 2-Pentene. 4-methvl- 84 CG6H12 004461-48-7 58
4 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 58
5 2-Butene, 2,3-dimethyl- 84 CG6H12 000563-79-1 58

Abundance Scan 88 (3.093 min): BF093094D(85)() m/z 69.10 100.00%
41.1
5000
84.0
280 300 320 340
49.055.0 63.
““umPumPumPumPmihPumPmﬁig“humPumPml m/z 41.10 82.21%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1374: 3-Penten-2-one M
41.0
69.0
5000 AN AR U R A
84.0 2.80 3.00 3.20 3.40
15.0 70 m/z 43.00 55.18%
'“mw“w“W“ﬁ““W“lMvmvmiLPME%?MPMPNPNPMPMPMPM|
m/z--> 0 5 10 15 20 25 3 0 45 50 55 60 65 70 75 80 85 90
Abundance
41.0 69.0
280 3.00 320 340
5000 m/z 39.10 44 .78%
15.0 84.0
27.0 50.0
L) LA UL L) LA RARE) LA RLALN LARLN L) RALR) BALL) LR KAL) L) ALY B AL AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1460: 2-Pentene, 4-methyl-
41.0 69.0 2.80 3.00 3.20 3.40
m/z 84.05 28.76%
5000
270 84.0
55.0
2.0 15.0 ,133.0 ||| 49.0,| 63.0, 77.0
LR RS LA AR A ML ALY SN MARLY SUA) MRS SALSY AR S EAAAN AR SALS) SR LA MY

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.34 16.81 ng 845768 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
3 5-Hexen-2-one 98 C6H100 000109-49-9 35
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 28
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 110 (3.344 min): BF093094.D (-107) (-) m/z 43.05 100.00%
43.0
5000 /\\_
R R et
55.1 83.1 300 320 340 3.60
O P NS o2 SR NN - N m/z 83.10  9.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0

5000 A RAREERREaS R
3.00 3.20 3.40 3.60

m/z 39.10 9.24%

29.0 | 55.0 83‘1.0 98.0
| 1y 1
L o o o o o o B LA S o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0

3.00 3.20 3.40 3.60

5000 m/z 55.10 5.69%
27.0
55.0 67.0 83.0 98.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3092: 5-Hexen-2-one R EEEasmE e
43.0 300 320 340 3.60

m/z 41.05 4_59%
5000

55.0
150 27.0
\ 1, s 63.0 71.0 830 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3. 40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.40 461.93 ng 23241000 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 202 (4.396 min): BF093094.D (-194) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 8.1 /\
| | er 400 420 440 4.60 4.80
o S T L o o T B S m/z 55.10 96.62%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 A LN I UL R
29.0 98.0 400 420 440 4.60 4.80
m/z 43.05 38.85%
“\ \\‘\ w‘ | 67.0 75.0 | L
miz--> 0 20 30 40 50 60 70 8 9 100
Abundance
83.0
250 IR RN RN UL
43.0 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 35.90%
29.0
98.0
69.0 /q
LIS FURELELS SRR FULELE UL UL SURELEL SURLELEN S SIS S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 4.00 420 4.40 4.60 4.80
m/z 39.10 27 .38%
41.0
5000 270 98.0
15.0 ‘ 69.0
”'I'L'I'”lh'”‘il”'ij'l'”hh'”'F'h'l'”'W'”'I IR RN RN UL
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.06 261.15 ng 13139000 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 260 (5.059 min): BF093094.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 HAREE SR UL UL R
| 711 831 | 4.80 5.00 5.20 5.40
e e e e m/z 59.10 61.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I L I
59.0 480 500 5.20 5.40
m/z 101.10 19.15%
31‘.0 . | g30 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 17.35%
29.0
87.0
15.0 70.0 98.0
mmwmwwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R Ram
59.0 480 5.00 5.20 5.40
m/z 41.10 9.53%
5000 41.0
"|""|""|"”Hlk"|"¢*i""7?;9'|""|""v"'|""|%??:?"'%??;9'| U R UL LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 5

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

7.16 12.31 ng 619159 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 95
2 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 53
3 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 38
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 38
5 1H-Pyrazole, 1l-methyl- 82 C4H6N2 000930-36-9 37

Abundance Scan 444 (7.162 min): BF093094.D (-442) (-) m/z 82.10 100.00%
82.1
5000 39.1 54.1
110.1
oo | o e | k0 70 10 a0
ettt 8L L1841 1 Ths57 3910 41.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5704: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 39.0
54.0 110.0 6.80 7.00 7.20 7.40
27.0 m/z 54.10 40.44%
67.0
'w%ﬁqw'hl”'uh“'ﬂk”l“Jw'”' AARA RN SN RARSN SAREN SRRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
82.0
AR BRARS AN AR
6.80 7.00 7.20 7.40
5000 m/z 110.10 32.11%
39.0
54.0 124.0
150 2° 67.0 950 109.0
mm‘wwmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1137 1H-Imidazole, 4—methy|— LI L L L L L L L B
82.0 6.80 7.00 7.20 7.40
540 m/z 53.10 11.81%
5000
28.0
41.0
'w%iqw'ml““v“'wdm'w§z?“"‘“"'”v'“l“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.81 ng 304718 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 760 (10.773 min): BF093094.D (-758) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 66.50%

1131 141.3 169.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 R o S EEEEEE
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 54 _17%
Ll 1130 1410 1690 282.0
T T e [T T T e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
AT T T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.97%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73991: Dodecane, 2-methyl-6-propyl- R e e EARRS e
57.0 10.40 10.60 10.80 11.00

m/z 41.10 28.43%

5000 85.0

36. i 1K I 205.0226.0

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

‘ 130 140.0 182.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 5H-Indeno[l,2-b]pyridine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.58 2.94 ng 235109 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenol1l.2-blpvridine 167 C12HSN 000244-99-5 60
2 Carbazole 167 C12HSN 000086-74-8 60
3 1.1"-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 60
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 53
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 53

Abundance Scan 831 (11.585 min): BF093094.D (-828) (-) m/z 167.10 100.00%

167.1

5000

55.1
a1, 69.1 832 | PSSR | G

11.20 11.40 11.60 11.80
m/z 55.10 34.03%

_?

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33993: 5H-Indeno[1,2-b]pyridine
167.0
5000 | LI LI L LI
11.20 11.40 11.60 11.80
140.0 m/z 83.15 29.17%
3% .0 63‘.0 87.0 113 0 ‘

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

167.0

.

11.20 11.40 11.60 11.80
5000 m/z 69.10 28.28%

39.0 57.0 71.0 87.0 113.0 139.0

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

+

Abundance #52690: 1,1'-Biphenyl, 2-azido- T
167.0 11.20 11.40 11.60 11.80
m/z 43.10 26.13%
- Mw\ﬁ
139.0
030 770 o070 1150 | \ 195.0
T T T T T e e s B LB e
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.20 ng 256311 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 86
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 74
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 74
5 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 72
Abundance Scan 860 (11.916 min): BF093094.D (-858) (-) m/z 149.10 100.00%
149.1
5000
4.1 760 104.0 205.1 11.60 11.80 12.00 12.20
o] S MR it R Y £ S ") 52§10 ) 8.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105076: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...
149.0
5000
11.60 11.80 12.00 12.20
m/z 41.10 6.32%
410  76.0 104.0 223.0 278.0
s 3o O o e 0 Th0 180 150 2 3 A 2 okt an S T
Abundance
149.0
11,60 11.80 12.00 12.20 |
5000 m/z 104.00 4_31%
29.0 57.0
104.0 1780 230 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134727: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149.0 11.60 11.80 12.00 12.20
m/z 56.05 3.78%
5000
41.0
], 780 1040 176.0 ‘22?0 279.0 334.0
mz-> 20 Jo éo 85 100 120 140 160 180 200 220 240 260 280 300 320 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093094.D

Aca On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Trifluoroacetic acid, n-oct... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.36 ng 272322 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1027 (13.825 min): BF093094.D (-1025) (-) m/z 57.10 100.00%
57.1
83.1
5000
R SR SO SURIURN SUM
234.1 13.60 13.80 14.00 14.20
140.2 X 208.2
S 1612 2812 m/z 43.10 89.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000 R SR SO SURIURN SUM
13.60 13.80 14.00 14.20
m/z 55.10 82.73%
I 1250 1540 1830 22402520
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
69.0 ' 13.60 13.80 14.00 14.20
5000 970 m/z 83.10 72 .56%

1250 169.0195 ¢ 224.0252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #142901: 1-Tetracosanol e L i B
43.0 13.60 13.80 14.00 14.20
m/z 69.05 63.66%
5000 83.0
18.0
NN 140.0 168.0196.0  238.0266.0  308.0336.0

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022217\
Data File : BF093094.D

Acq On : 22 Feb 2017 23:55

Operator : SJ/MA

Sample : 11931-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
3-Penten-2-one 3.09 4.7 ng 235807 1 6.84 1006270 20.0
4-Penten-2-one, 4... 3.34 16.8 ng 845768 1 6.84 1006270 20.0
3-Penten-2-one, 4... 4.40 461.9 ng 23241000 1 6.84 1006270 20.0
2-Pentanone, 4-hy... 5.06 261.1 ng 13139000 1 6.84 1006270 20.0
2-Cyclohexen-1-on. .. 7.16 12.3 ng 619159 1 6.84 1006270 20.0
Eicosane 10.77 3.8 ng 304718 4 11.36 1601410 20.0
5H-Indeno[1,2-b]p-.. 11.58 2.9 ng 235109 4 11.36 1601410 20.0
1,2-Benzenedicarb... 11.92 3.2 ng 256311 4 11.36 1601410 20.0
Trifluoroacetic a... 13.83 3.4 ng 272322 5 13.99 1622010 20.0
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