LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095156.D

Aca On : 16 May 2017 13:25 Instrument :
Operator : SJ/MA BNA_F

Sample 1 13140-16 10X ?F','eagtiamp'e'd 1
Misc : s

ALS Vial : 32 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-BF050217 .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 1.966 3 5 14 rVB 41910 57694 10.64% 1.186%
2 5.813 656 659 672 rBV3 15387 60847 11.22% 1.251%
3 7.378 922 925 931 rBV2 18328 44837 8.27% 0.922%
4 7.472 938 941 958 rVB2 55350 143029 26.39% 2.940%
5 7.778 989 993 1008 rBV 277486 367653 67.82% 7 .556%
6 8.019 1030 1034 1048 rBV 77777 115478 21.30% 2.373%
7 8.707 1148 1151 1162 rBvV2 13705 38369 7.08% 0.789%
8 9.795 1332 1336 1353 rBV 318333 472568 87.18% 9.713%
9 11.571 1634 1638 1649 rBV 60228 106818 19.71% 2.195%
10 12.277 1753 1758 1762 rBvV2 5565 10320 1.90% 0.212%
11 12.624 1813 1817 1825 rBV2 308930 472725 87.21% 9.716%
12 12.677 1825 1826 1834 rVB2 24926 31671 5.84% 0.651%
13 12.995 1876 1880 1887 rBv2 3224 6412 1.18% 0.132%
14 13.536 1968 1972 1980 rBvV3 10867 18556 3.42% 0.381%
15 13.948 2038 2042 2052 rBvV5 15913 31982 5.90% 0.657%
16 14.236 2087 2091 2093 rBvV 3849 5496 1.01% 0.113%

17 15.030 2221 2226 2230 rBV 239893 319592 58.96% 6.568%
18 15.071 2230 2233 2241 rVV 67767 102058 18.83% 2.098%

19 15.159 2244 2248 2256 rVB2 33206 51959 9.59% 1.068%
20 15.818 2356 2360 2363 rBV3 10961 14204 2.62% 0.292%
21 15.859 2363 2367 2371 rVVv4 11175 15946 2.94% 0.328%
22 15.959 2381 2384 2390 rBV 47692 65360 12.06% 1.343%
23 16.183 2420 2422 2425 rVB2 9148 8149 1.50% 0.167%
24 16.259 2432 2435 2438 rBV3 5801 6758 1.25% 0.139%
25 16.459 2466 2469 2474 rVB 24013 24504 4.52% 0.504%
26 16.606 2492 2494 2498 rVB4 8547 9080 1.68% 0.187%
27 16.653 2498 2502 2505 rVB4 7700 8762 1.62% 0.180%
28 16.724 2512 2514 2518 rBV4 5609 7574 1.40% 0.156%
29 16.812 2524 2529 2539 rBV 235613 307304 56.69% 6.316%
30 16.889 2539 2542 2547 rVB 76612 85431 15.76% 1.756%
31 17.012 2559 2563 2565 rBV2 7353 9239 1.70% 0.190%
32 17.112 2576 2580 2590 rBV 250840 316075 58.31% 6.496%
33 17.259 2602 2605 2609 rVB5 6137 8312 1.53% 0.171%
34 17.300 2609 2612 2616 rBV2 10751 14201 2.62% 0.292%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\

Data File : BF095156.D

Aca On : 16 May 2017 13:25 Instrument :
Operator : SJ/MA BNA_F

Sample 1 13140-16 10X ?F','ggtfamp'e'd 1
Misc : s

ALS Vial : 32 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.348 2616 2620 2628 rVB 95352 109803 20.26% 2.257%

36 17.436 2628 2635 2642 rBvVY 11296 29127 5.37% 0.599%
37 17.518 2646 2649 2652 rBvVY 22567 26168 4.83% 0.538%
38 17.577 2657 2659 2665 rVB2 29404 35181 6.49% 0.723%
39 17.665 2670 2674 2679 rVB 24774 32486 5.99% 0.668%
40 17.830 2699 2702 2706 rBV3 9521 12133 2.24% 0.249%
41 17.871 2706 2709 2712 rBV5 6838 9050 1.67% 0.186%
42 18.112 2747 2750 2753 rBV5 6391 10589 1.95% 0.218%
43 18.212 2765 2767 2769 rBV3 7376 5757 1.06% 0.118%
44 18.330 2784 2787 2788 rBV2 7927 8031 1.48% 0.165%
45 18.383 2793 2796 2798 rvv2 13269 15382 2.84% 0.316%
46 18.412 2798 2801 2803 rvv4 17384 19437 3.59% 0.399%
47 18.442 2804 2806 2810 rvv 14120 16586 3.06% 0.341%
48 18.483 2810 2813 2816 rvB4 10806 12600 2.32% 0.259%
49 18.600 2831 2833 2836 rVB3 10218 6951 1.28% 0.143%
50 18.700 2844 2850 2854 rBV2 374451 542076 100.00% 11.141%
51 18.830 2869 2872 2878 rVB4 22820 30608 5.65% 0.629%
52 19.971 3063 3066 3069 rBvV 64967 92249 17.02% 1.896%
53 20.265 3114 3116 3120 rVB 45699 42727 7.88% 0.878%
54 20.324 3124 3126 3129 rVV 52296 48744 8.99% 1.002%
55 20.377 3131 3135 3144 rVB 265620 365619 67.45% 7.514%
56 23.841 3720 3724 3725 rBv4 13519 14634 2.70% 0.301%
57 24.024 3753 3755 3758 rBv4 14193 20638 3.81% 0.424%
Sum of corrected areas: 4865539
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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:\HPCHEM1\BNA F\DATA\BF051517\
BF095156.D

16 May 2017 13:25

SJ/MA

13140-16 10X

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095156.D

Aca On : 16 May 2017 13:25

Operator : SJ/MA

Sample : 13140-16 10X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown7.47 Concentration Rank 1

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

7.47 7.78 ng 143029 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 941 (7.472 min): BF095156.D (-938) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 90 || 0 "7 740 760 760
S v 1| YL NS RN [ m/z 68.00 31.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T ke
10 530 o/ m/z 134.00 27.63%
‘ ‘ 79.0 '
SN A N | N YA T O |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
T E T 1k Tk
5000 m/z 66.00 21.05%
33.0 44.0 00 105.0
60.0 "7 go.0 115.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 7.20 7.40 7.60 7.80
m/z 96.10 14 .69%
5000
630 104.0
3.0 510 ' 77‘-‘0 90.0 ‘ uro |
I 1 1A | | 1 |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095156.D

Aca On : 16 May 2017 13:25

Operator : SJ/MA

Sample : 13140-16 10X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 A4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.96 4.09 ng 65360 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 64
3 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 59
4 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 59
5 6,7-Methylenedioxy-4(3H)-quinazo... 190 C9H6N203 028310-11-4 47

Abundance Scan 2384 (15.959 min): BF095156.D (-2381) (-) m/z 190.10 100.00%
190.1
5000 K
94.6
69.0 163.1 15.60 15.80 16.00 16.20
SN, N PO S~ s m/z 189.05 89.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 R AR NAREE &
94.0 15.60 15.80 16.00 16.20
' m/z 94.60 27 .01%
390 630780 || 1100 1370 1630 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
420 190.0
15.60 15.80 16.00 16.20
5000 122.0 m/z 187.10 20.79%
162.0
27.0 66.0 94.0
12.0 146.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophenyl)- I R
190.0 15.60 15.80 16.00 16.20
m/z 191.10 14 .51%
95.0
5000
75.0
570 134.0
s I‘H.i ; IHl\ “.I“' ‘l‘:‘i I‘MI — T Ilt!':ll'lol‘l : I\‘\I e Illel\]\-wlol T ‘: -
m/z--> 20 40 60 80 100 120 140 160 180 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095156.D

Aca On : 16 May 2017 13:25

Operator : SJ/MA

Sample : 13140-16 10X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 5 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.15 ng 85431 Chrysene-di12 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.4"-Diisopropvibiphenvl 238 C18H22 061434-46-6 55
3 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 49
4 Anthracene. 9.10-dimethoxv- 238 C16H1402 002395-97-3 45
5 3,3"-Diacetylbiphenyl 238 C16H1402 094113-07-2 43
Abundance Scan 2542 (16.889 min): BF095156.D (-2539) (-) m/z 223.10 100.00%
228.1
181.1
5000
420 700 891 01281 1531 ' 16.60 16,80 17.00 17.20
: 09, m/z 238.20 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
iy
5000 LRI BN SULIUSE IR UL
16.60 16.80 17.00 17.20
153.0 m/z 181.10 59.20%
55.0 81.0 104.0
AR RARRREE .“. - . .‘ M ul \\ ‘ H :\I-2|\3|0| I\ I" .‘l“. A .‘HM‘. ImthOﬂuPI AR "‘I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
' 16.60 16,80 17.00 17.20
5000 m/z 165.10 36.17%
43.0 165.0
104.0 :
15.0 77.0 128.0 195.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80228: 9-Acridinecarboxylic acid
228.0 16.60 16.80 17.00 17.20
m/z 195.10 35.38%
5000
179.0
83.0 151.
260 4.0 630 830 11101599 1% ‘ \H 205.0 H A
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 14'10 1('30 15';0 200 22'0 24'10 16 60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095156.D

Aca On : 16 May 2017 13:25

Operator : SJ/MA

Sample : 13140-16 10X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 6 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.34 ng 42727 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
3 Benzolklfluoranthene 252 C20H12 000207-08-9 89
4 Benzolalovrene 252 C20H12 000050-32-8 76
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 3117 (20.271 min): BF095156.D (-3114) (-) m/z 252.10 100.00%
259.1
5000
431 791 1261 170.1198 1224-1 205.1 3529 20.00 20.20 20.40 20.60
i L m/z 250.05 26.67%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
20.00 20.20 20.40 20.60
m/z 253.15 19.05%
125.0
63.0 99.0, | 158.0 198.0224.0 ‘H
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
20,00 20.20 20.40 20.60
5000 m/z 251.10 15.84%
126.0
39.0 74.0100.0 161.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
252.0 20.00 20.20 20.40 20.60
m/z 224.10 10.63%
5000
126.0
99.0; | 198.02240 |
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051517\
Data File : BF095156.D

Acq On : 16 May 2017 13:25

Operator : SJ/MA

Sample : 13140-16 10X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .47 7.47 7.8 ng 143029 1 7.78 367653 20.0
4H-Cyclopenta[def... 15.96 4.1 ng 65360 4 15.03 319592 20.0
10,18-Bisnorabiet... 16.89 3.1 ng 85431 5 18.70 542076 20.0
Benzo[e]pyrene 20.27 2.3 ng 42727 6 20.38 365619 20.0
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