LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051816\

Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

a?zgle i H3143-19 4-RAMP-AC(0-2
ALS Vial : 20 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-BF051716.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 1.712 9 11 49 rVB 4146397 8824193 100.00% 21.999%
2 4.696 270 272 285 rBV 227270 399024 4_.52% 0.995%
3 5.164 310 313 328 rBVY 3045079 3553359 40.27% 8.859%
4 6.250 405 408 410 rBVY 2935156 3680634 41.71% 9.176%
5 6.353 414 417 419 rBV 3200206 3566658 40.42% 8.892%

6.582 435 437 439 rBvV 636892 888068 10.06% 2.214%
6.730 448 450 453 rBV 2646439 2407968 27.29% 6.003%
7.153 485 487 489 rBV 2439883 2328304 26.39% 5.805%
7.862 547 549 552 rBV 1195115 1143720 12.96% 2.851%
8.947 641 644 646 rBV 3431749 3496913 39.63% 8.718%

=
QO ~NO®

11 9.347 677 679 681 rBvV 420782 393508 4._46% 0.981%
12 9.553 696 697 699 rBvV 102755 130086 1.47% 0.324%
13 9.610 699 702 705 rvvV 1360400 1234372 13.99% 3.077%
14 10.056 738 741 743 rBV 226162 192946 2.19% 0.481%
15 10.273 757 760 763 rBV 64510 107293 1.22% 0.267%

16 10.399 769 771 774 rBV 1997488 1912831 21.68% 4._.769%
17 10.525 780 782 789 rVB 241091 285821 3.24% 0.713%
18 11.085 829 831 834 rBV 1196092 1087725 12.33% 2.712%
19 12.674 967 970 972 rBV 2097815 2383489 27.01% 5.942%
20 13.599 1047 1051 1057 rBV 59523 182875 2.07% 0.456%

21 13.714 1059 1061 1063 rBV 943168 933372 10.58% 2.327%
22 13.885 1074 1076 1077 rBV 74329 94337 1.07% 0.235%
23 15.062 1177 1179 1182 rBV 725658 883915 10.02% 2.204%

Sum of corrected areas: 40111411
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF051816\
: BF087162.D

: 19 May 2016 00:09

: UM/SJ

: H3143-19

1 20 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF051716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

|

TIC: BF087162.D
1{71

5.16

4.70

6.35
6.25

L

6.73

6.58

7.15

0
Time-->

4.00

4.50 5.00

5.50

6.00

6.50

T
7.00

7.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF087162.D

8.95

10.40

9.61
11.08

10.06 10.52
10.2

12.67

0
Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
4000000

3000000

2000000

1000000

0

60 13.89

TIC: BF087162.D

13.71 15.06

L

Time-->

17.00 17.50

16.00 16.50

14.00 14.50 15.00 15.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

Sample : H3143-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 8.99 ng 399024 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 272 (4.696 min): BF087162.D (-270) (-) m/z 43.05 100.00%
43.0
5000 591 \
l‘ PR ik 4k 4By 560
Ol ettt et L Tm/z 59.10  48.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 Tk ako ko b0
m/z 58.10 13.08%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.40 4.60 4.80 5.00

5000 m/z 101.10 12 .66%
58.0
15.0 27.0 72.0 100.0
o) MRRSEY SR, & 1 N ST S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R e
43.0 4.40 4.60 4.80 5.00
m/z 41.05 9.48%
5000
101.0
150 310 %80 690 86.0
o SRS MR idacRSROPTE | RSO RRBES AUTNENEL oIS MM  Ranas R
m/z--> 10 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\BF051816\
Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

Sample : H3143-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : 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 3 unknown6.35 Concentration Rank 2

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

6.35 80.32 ng 3566660 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 417 (6.353 min): BF087162.D (-414) (-) m/z 132.10 100.00%
13p.1
5000 68.1
O os | oot o | T ok o ok
01 B i m/z 68.10 42 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRS SRR RN
6.00 6.20 6.40 6.60
33.0 105.0 m/z 134.10 33.38%
10 0 w0 | |
0|'"'l""“'k"""i""l"'"l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 S50 ok o0 ko
5000 980 1160 m/z 66.05 29.44%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 1
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e A man
132.0 6.00 6.20 6.40 6.60
m/z 69.10 17.66%
5000
65.0 92.0
Unn "%%9 “W'Ihm"'ul"h '%qqq T "I"' U SN SR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

Sample : H3143-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : 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 5 Hexadecane Concentration Rank 8

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

9.55 2.11 ng 130086 Acenaphthene-d10 9.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane 184 C13H28 000629-50-5 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 697 (9.553 min): BF087162.D (-696) (-) m/z 57.10 100.00%
51.1
85.1
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—p
9.20 9.40 9.60 9.80
113.1
0 m/z 43.10 89.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 SRR R
85.0 9.20 9.40 9.60 9.80
29.0 : m/z 41.10 45 .93%
0 ‘\ L Ll ‘ 1130 141 0 169.0 197 0 226.0
m/z--> 25 4b 65 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
920 940 960 9.80
5000 m/z 71.10 42 . 79%
85.0
29.0
0 113.0 1410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R e A A Rt &
57.0 9.20 9.40 9.60 9.80
m/z 85.10 26.23%
5000 85.0
29.0
0 DL 4130 1410 160.0 1980
m/z--> 25 4b 65 85 160 150 150 160 180 200 220 240 2éo 2éo 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

Sample : H3143-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : 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 8 1-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.60 3.92 ng 182875 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 1-Heptadecene 238 C17H34 006765-39-5 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1051 (13.599 min): BF087162.D (-1047) (-) m/z 55.10 100.00%
5
5000 wAMANN,VNJJJ\L\¢/“/bMMNf
1901631 pood 1330 1940 1960 1386 140
Obrerrdlhe m/z 43.10 98.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89783: 1-Octadecene
57.
5000 AR DAL SURER B
290 Bmmmmmnmmm
m/z 57.10 93.10%
ol 139.0 168.0 196.0 224.0 252.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
83.0 13:20 13.40 13.60 13.80 14.00
5000 m/z 83.10 71.15%
29.0 111.0

139.0 167.0 196.0 223.0 252.0 280.0

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene B e e R T
430 13.20 13.40 13.60 13.80 14.00

m/z 41.10 69.15%
5000 83.0
111.0

0 ‘ | ,140.0 168.0 196.0 224.0  266.0 294.0 322.0
e T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051816\
Data File : BF087162.D

Aca On : 19 May 2016 00:09

Operator : UM/SJ

Sample : H3143-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
Quant Title : 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 9 5-Methyl-2-phenylindolizine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.02 ng 94337 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 60
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 45
3 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 43
4 1-Methvl-3-phenvlindole 207 C15H13N 030020-98-5 38
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 38
Abundance Scan 1076 (13.885 min): BF087162.D (-1074) (-) m/z 91.10 100.00%
911 1291 207.2
5000
43.1 1781 13.60 13.80 14.00 14.20
71. 152.1 239.1 : : : :
o SN P i O O = L 21 57z 207.15  84.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60950: 5-Methyl-2-phenylindolizine
207.0
5000 LI B UL B SRR
13.60 13.80 14.00 14.20
m/z 129.10 78.79%
28.0 51.0 77.0 102.0 130.0 1520 178.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
207.0
13.60 13.80 14.00 14.20
5000 m/z 206.20 32.89%
oL 270 510 77.0 1030 1300 1650 1590
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60955: 1H-Indole, 2-methyl-3-phenyl- A T A RARAmmEE
207.0 13.60 13.80 14.00 14.20
m/z 105.10 23.15%
5000

130.0

300 5109 77.0 1020 1500 1780

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051816\
Data File : BF087162.D

Acq On : 19 May 2016 00:09

Operator : UM/SJ

Sample - H3143-19

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716.M
Quant Title : 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... 4.70 9.0 ng 399024 1 6.58 888068 20.0
unknown6 .35 6.35 80.3 ng 3566660 1 6.58 888068 20.0
Hexadecane 9.55 2.1 ng 130086 3 9.61 1234370 20.0
1-Octadecene 13.60 3.9 ng 182875 5 13.71 933372 20.0
5-Methyl-2-phenyl... 13.89 2.0 ng 94337 5 13.71 933372 20.0
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