LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample = H5986-02

Misc :

ALS Vial : 3 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-BF120916.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 4.956 248 251 255 rBV 670384 890835 10.15% 1.522%
2 5.390 286 289 291 rBVY 4020728 3790194 43.20% 6.474%
3 6.430 377 380 382 rBVY 2840679 2751566 31.36% 4 _.700%
4 6.556 389 391 394 rBVY 4973024 5955269 67.88% 10.172%
5 6.796 409 412 414 rBV 1313056 1638580 18.68% 2.799%

6.945 423 425 428 rVB 4833774 5551907 63.28% 9.483%
7.356 458 461 464 rBV 4500772 4545441 51.81% 7.764%
8.076 522 524 527 rBV 2668352 2290281 26.11% 3.912%
9.162 616 619 620 rBV 8209607 8773318 100.00% 14.986%
9.482 642 647 648 rBV5 95372 181164 2.06% 0.309%

=
QO ~NO®

11 9.551 652 653 655 rvB 231126 172080 1.96% 0.294%
12 9.688 663 665 667 rBvV 85284 117653 1.34% 0.201%
13 9.756 667 671 675 rVvv5 84811 263442 3.00% 0.450%
14 9.825 675 677 679 rvV 1823813 2313046 26.36% 3.951%
15 9.893 679 683 686 rBvV6 60052 150034 1.71% 0.256%

16 10.122 701 703 705 rvv3 139981 178686 2.04% 0.305%
17 10.625 744 747 749 rBV 3392854 4790379 54 .60% 8.183%
18 11.311 805 807 809 rBV 2511796 2255709 25.71% 3.853%
19 11.871 854 856 860 rVB 1084114 1059761 12.08% 1.810%
20 12.648 922 924 927 rBV 1014463 1045320 11.91% 1.786%

21 12.899 943 946 949 rVB 5390851 6453369 73.56% 11.023%
22 13.802 1023 1025 1030 rVB3 163452 243278 2.77% 0.416%

23 13.940 1035 1037 1040 rBV 1324883 1643071 18.73% 2.807%
24 15.357 1158 1161 1163 rBV 1219655 1488459 16.97% 2.543%

Sum of corrected areas: 58542842
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
8000000

6000000

4000000

2000000

TIC: BF091588.D

5.39

4.96

656  6.94
7.36

6.80

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance
8000000

6000000

4000000

2000000

0

TIC: BF091588.D

10.62

8.08

12.90

I
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

8000000

6000000

4000000

2000000

Abundance TIC: BF091588.D

13.94

15.36
3.80

0

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\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.96 10.87 ng 890835 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF091588.D (-248) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 250 k0 500 550
83.0 : : : :
....,....',':..:|,....,'....~,|....,....,....,....,....,297.-9. m/z 59.10 59.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SN SR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 21.75%
270 H g0 1010
il LIl " L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.39%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3092: 5-Hexen-2-one R ASARammE T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.91%
5000
27.0
[ 1| |eso 830 g90
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.56 Concentration Rank 1

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

6.56 72.69 ng 5955270 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 391 (6.556 min): BF091588.D (-389) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 NS S SR
400 49 ‘ 6.20 6.40 6.60 6.80
..,....,....,...:,“.'...,!!..,:!.'.|..'=~.,?‘?.9,....,.':..,1.1.“?9,....,'...,.. m/z 68.10 50.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0
5000 AR S SR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.97%
140 270 300 510 %0710 g0 1m0 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 32.02%
33.0 44.0 105.0

70.0
56.0 86.0

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE S R
13%2.0 6.20 6.40 6.60 6.80
m/z 69.10 20.15%

5000

92.0

65.0
270 390 510 1 770 | 1%0uz0 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown9.76 Concentration Rank 7

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

9.76 2.28 ng 263442 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-_.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 47
2 Hexanoic acid. 6-bromo- 194 C6H11Bro02 004224-70-8 47
3 Pentanoic acid 102 C5H1002 000109-52-4 46
4 Chloro-methvl-methoxv-amine 95 C2H6CINO 070569-68-5 43
5 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 43

Abundance Scan 671 (9.756 min): BF091588.D (-667) (-) m/z 60.00 100.00%
60.0

5000

B3

9.40 9.60 9.80 10.00
m/z 57.00 50.60%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
5000 LA L L L L L L L I
9.40 9.60 9.80 10.00
29.0 m/z 73.00 29.00%
98.0
aann “ﬁF Wy e
m/z--> 60 80 100 120 140 160 180
Abundance
60.0
B e o S R
9.40 9.60 9.80 10.00
5000 m/z 123.10 28.94%
41.0
97.0
26.0 81.0 115.0
I B o o L o o I LA e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4158: Pentanoic acid R AT o
60.0 9.40 9.60 9.80 10.00
m/z 55.00 25.44%
5000 ANAvw/VWvJﬁwJJ\JVf/VJAAJVVbA
41.0
S T O 1 NN ) N
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 9.40 ng 1059760 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 856 (11.871 min): BF091588.D (-854) (-) m/z 73.00 100.00%

431 730

5000 1291

[

97.1

213.2
157.1 1852 26.256.3 281 1 11.60 11.80 12.00 12.20
— - - m/z 43.10 85.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 TTT TT T T[T T T T[T T TT TTTT

ll.IGO ll.l80 12.IOO 12!20
m/z 60.00 82.09%

213.0
157.0 185.0

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

-

73.0
I A EREREREEa
43.0 11.60 11.80 12.00 12.20

m/ 57.10 68.61%
5000 129.0 z 0

185.0 228.0
157.0

97.0

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

%

Abundance #83683: Pentadecanoic acid B e T
43.0 11.60 11.80 12.00 12.20
m/z 55.10 64 .46%
5000 MJM
,.‘l..‘i‘:‘.. R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 12.72 ng 1045320 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 924 (12.648 min): BF091588.D (-922) (-) m/z 43.10 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 73.00 96.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.

:

5000 LA L B L LB L L B B
12.40 12.60 12.80 13.00
m/z 57.10 80.96%
150 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R R R e R
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 80.76%
97.0 199.0 242.0
157.0

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

-

Abundance #75071: Tetradecanoic acid L e e

73.0 12.40 12.60 12.80 13.00

43.0 m/z 55.10 70.34%
5000 129.0
185.0 228.0
| i

,.‘...‘,‘.‘..“l“,‘.‘l”.,“H.:‘H,‘..‘a“:,.“.‘..,‘..1.5.‘7,'2‘..,.‘...‘,.... e RS B e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091588.D

Aca On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample : H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.96 ng 243278 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 1-Heptadecanol 256 C17H360 001454-85-9 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1025 (13.802 min): BF091588.D (-1023) (-) m/z 57.10 100.00%
m \A/\/\AJ\MW
5000
2091 247.1 299 2 13.40 13.60 13.80 14.00 14.20
SN 2 m/z 43.10 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
57.
5000 SRR SRR SURBLLE BRI B
29.0 13140 13.60 13,80 14.00 14.20
' m/z 83.10 90.96%
‘ ‘\ 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 83.0
13.40 1360 13.80 14.00 14.20
5000 m/z 69.05 85.98%

111.0

141.0 182.0 208.0 255.0

i

Wﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121980: 1-Docosene A RREEE RS E ST
57.0 97.0 13.40 13.60 13.80 14.00 14.20
m/z 55.05 78.93%

5000

%

280.0

153.0 181.0 209.0 238.0
A aanaataathe R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
Data File : BF091588.D

Acq On : 14 Dec 2016 17:06

Operator : UM/SJ

Sample - H5986-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.96 10.9 ng 890835 1 6.80 1638580 20.0
unknown6 .56 6.56 72.7 ng 5955270 1 6.80 1638580 20.0
unknown9.76 9.76 2.3 ng 263442 3 9.82 2313050 20.0
n-Hexadecanoic acid 11.87 9.4 ng 1059760 4 11.31 2255710 20.0
Octadecanoic acid 12.65 12.7 ng 1045320 5 13.94 1643070 20.0
3-Eicosene, (E)- 13.80 3.0 ng 243278 5 13.94 1643070 20.0
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