LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108788.D

Aca On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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 5.325 504 508 512 rBV 589978 520880 23.46% 3.046%
2 6.348 679 682 692 rVB 684780 555935 25.04% 3.251%
3 6.495 703 707 710 rBV 683208 562669 25.34% 3.290%
4 6.731 743 747 751 rBV 1997097 1728782 77.86% 10.108%
5 6.889 770 774 777 rVB 537727 443535 19.98% 2.593%
6 7.284 836 841 845 rBV 405291 318544 14.35% 1.863%
7 8.013 961 965 969 rBVY 2772206 2220234 100.00% 12.982%
8 9.089 1144 1148 1151 rBV 751632 625389 28.17% 3.657%
9 9.213 1166 1169 1172 rVB 48202 42493 1.91% 0.248%
10 9.477 1211 1214 1218 rBV 151922 131596 5.93% 0.769%
11 9.619 1236 1238 1242 rBV 27205 26654 1.20% 0.156%

12 9.766 1258 1263 1266 rBV 2321968 2208683 99.48% 12.914%
13 10.542 1391 1395 1398 rBV 248414 215374 9.70% 1.259%
14 11.236 1510 1513 1516 rBV 2186115 1889115 85.09% 11.046%
15 11.260 1516 1517 1520 rVB 183306 102989 4.64% 0.602%

16 11.313 1523 1526 1528 rVB 48465 39128 1.76% 0.229%
17 11.736 1595 1598 1601 rBV 26092 26593 1.20% 0.155%
18 11.766 1601 1603 1608 rvv2 42910 52459 2.36% 0.307%
19 11.848 1614 1617 1619 rBV 53899 51751 2.33% 0.303%
20 12.283 1688 1691 1694 rBvV4 25625 26604 1.20% 0.156%

21 12.442 1715 1718 1723 rVB 388919 316614 14.26% 1.851%
22 12.666 1751 1756 1759 rBV 349220 363435 16.37% 2.125%
23 12.818 1779 1782 1785 rVB 538206 462515 20.83% 2.704%

24 12.889 1792 1794 1800 rVB5 28636 27944 1.26% 0.163%
25 12.977 1806 1809 1811 rBV3 32414 47742 2.15% 0.279%
26 12.995 1811 1812 1815 rVB 54614 40895 1.84% 0.239%
27 13.065 1821 1824 1827 rBV2 39015 44018 1.98% 0.257%
28 13.101 1827 1830 1832 rVV 52132 47262 2.13% 0.276%
29 13.224 1848 1851 1856 rBV2 31854 48694 2.19% 0.285%
30 13.495 1895 1897 1901 rVB 45931 43122 1.94% 0.252%

31 13.860 1955 1959 1962 rBV 2006701 1945632 87.63% 11.376%
32 14.865 2127 2130 2133 rBV 184584 264104 11.90% 1.544%
33 14.971 2146 2148 2152 rVB 158702 150497 6.78% 0.880%
34 15.148 2176 2178 2183 rVB 125150 150015 6.76% 0.877%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108788.D

Aca On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.207 2185 2188 2192 rVB 141384 157885 7.11% 0.923%

36 15.265 2194 2198 2202 rVV 1094655 1202969 54.18% 7.034%

Sum of corrected areas: 17102750
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
BF108788.D
5 Sep 2018 21:40
Ju/sJ
J4741-18 10X

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108788.D

Aca On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.50 Concentration Rank 1

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

6.50 6.51 ng 562669 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 708 (6.501 min): BF108788.D (-703) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 %0 "ok 6 6bo 6mo
01 e B m/z 68.10 33.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS RRARE BRRSE RN AR

6.20 6.40 6.60 6.80
m/z 134.00 33.11%

31.0 510
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A e maa e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 21.67%
b i L L L ss0 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole At e ey
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.60%
5000
104.0
66.0
27.0 5]\-”.\0 ‘ \H\ 89.0 ‘ ‘
v A | SRURRESNINBNS 1 SN R,
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108788.D

Aca On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .97 2.50 ng 150497 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 76
2 Hexacosane 366 C26H54 000630-01-3 76
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 76
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 68

Abundance Scan 2148 (14.971 min): BF108788.D (-2146) (-) m/z 57.10 100.00%

5000
14.60 14.80 15.00 15.20
305.1 399.3
0 m/z 71.10 69.61%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L L B

14.60 14.80 15.00 15.20
m/z 43.10 66.76%

13.0
h 169.0 2250  309.0 365.0 437.0

IS ¥ ¥ 8 i a1 R £ R —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
R R N mEEEE
14.60 14.80 15.00 15.20
5000 m/z 85.10 50.39%
130
0 | /169.0 2250 2950 3670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B
57.0 14.60 14.80 15.00 15.20
m/z 252.10 28.97%
5000
130
0 ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108788.D

Aca On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benz[e]acephenanthrylene Concentration Rank 4

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

15.15 2.49 ng 150015 Perylene-di12 15.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolalpvrene 252 C20H12 000050-32-8 91
4 Benzolelpvrene 252 C20H12 000192-97-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90

Abundance Scan 2178 (15.148 min): BF108788.D (-2176) (-) m/z 252.10 100.00%
25p.1
5000
125.1
14.80 15.00 15.20 15.40
69.1 165.1 199.0 293.1 326. . .
o370 691 | 4, 16511990 , [ 29313261 3652399.3 m/z 250.10  28.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
25p.0
5000 LA L L L L L LB L
14.80 15.00 15.20 15.40
126.0 m/z 253.10 22.01%
0 39.0 87.0 , | 174.0 222_.0 )
— Tt e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104216: Perylene
252.0
 EERE SRR e SRR
14.80 15.00 15.20 15.40
5000 m/z 125.10 14_.27%
126.0
0430730 | 169.0 2220 \
— T e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene R e
252.0 14.80 15.00 15.20 15.40
m/z 126.05 14_.17%
5000
126.0
ol 570870 | 174.0 22%0
— T T T e e T R S B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\
Data File : BF108788.D

Acq On : 5 Sep 2018 21:40

Operator : JU/SJ

Sample : J4741-18 10X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 6.5 ng 562669 1 6.73 1728780 20.0
Hentriacontane 14 .97 2.5 ng 150497 6 15.27 1202970 20.0
Benz[e]acephenant... 15.15 2.5 ng 150015 6 15.27 1202970 20.0
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