LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 1.960 3 4 33 rvB 238053 370147 46.56% 4 .893%
2 5.131 540 543 554 rBV 7691 16814 2.12% 0.222%
3 5.807 654 658 666 rBv4 19838 59085 7.43% 0.781%
4 7.366 920 923 936 rBV2 22912 73947 9.30% 0.977%
5 7.466 936 940 956 rVB 64150 153537 19.31% 2.030%
6 7.778 989 993 1003 rBV 251714 317028 39.88% 4.191%
7 8.019 1030 1034 1043 rBV 76307 112847 14.20% 1.492%
8 8.701 1147 1150 1171 rBV 19239 63805 8.03% 0.843%
9 9.795 1331 1336 1356 rBVY 357334 518217 65.19% 6.850%
10 11.571 1634 1638 1656 rBvV 84672 151402 19.05% 2.001%
11 12.624 1812 1817 1824 rBV2 343470 502661 63.23% 6.644%
12 12.677 1824 1826 1836 rVB 40307 60162 7.57% 0.795%
13 12.995 1875 1880 1886 rBvV3 5634 9909 1.25% 0.131%
14 13.536 1967 1972 1978 rBV4 9171 18404 2.32% 0.243%
15 13.942 2037 2041 2056 rvVB6 25506 54976 6.92% 0.727%

16 15.030 2221 2226 2230 rBV 263914 347117 43.67% 4._.588%
17 15.065 2230 2232 2244 rVV 99065 148100 18.63% 1.958%

18 15.159 2244 2248 2257 rVB 37955 56988 7.17% 0.753%
19 15.818 2356 2360 2363 rBV2 13910 17075 2.15% 0.226%
20 15.859 2363 2367 2371 rVV 11919 15870 2.00% 0.210%
21 15.930 2373 2379 2381 rBV3 8831 13150 1.65% 0.174%
22 15.959 2381 2384 2389 rVVv2 40496 60860 7.66% 0.804%
23 16.006 2390 2392 2397 rVB4 11975 14812 1.86% 0.196%
24 16.259 2432 2435 2438 rVB2 10693 12899 1.62% 0.171%
25 16.612 2488 2495 2498 rBvV4 14544 20647 2.60% 0.273%
26 16.648 2498 2501 2505 rvv4 8014 13649 1.72% 0.180%
27 16.730 2509 2515 2518 rBV7 9473 13105 1.65% 0.173%
28 16.806 2524 2528 2538 rBV 381386 499771 62.87% 6.606%
29 17.012 2560 2563 2568 rBV2 10318 16752 2.11% 0.221%
30 17.112 2575 2580 2587 rBV 437108 540172 67.95% 7.140%
31 17.301 2609 2612 2617 rBV 14994 21493 2.70% 0.284%
32 17.348 2617 2620 2628 rVV2 124794 154782 19.47% 2.046%
33 17.436 2628 2635 2641 rVV5 19331 44159 5.56% 0.584%
34 17.489 2642 2644 2648 rVV3 7496 8569 1.08% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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

35 17.548 2648 2654 2656 rVV6 23762 43464 5.47% 0.575%
36 17.577 2656 2659 2664 rVB2 59704 77644 9.77% 1.026%
37 17.659 2669 2673 2677 rBV 62258 73101 9.20% 0.966%
38 17.712 2678 2682 2688 rVV5 40024 74385 9.36% 0.983%
39 17.830 2698 2702 2705 rVB 23439 30759 3.87% 0.407%
40 17.865 2705 2708 2711 rBV4 20085 29377 3.70% 0.388%
41 18.042 2735 2738 2741 rBV5 7760 10847 1.36% 0.143%
42 18.118 2744 2751 2752 rBV7 14129 29554 3.72% 0.391%
43 18.218 2764 2768 2772 rBV5 20609 40069 5.04% 0.530%
44 18.383 2792 2796 2798 rBVY 30917 40586 5.11% 0.536%
45 18.412 2798 2801 2803 rVVv2 33565 38358 4.83% 0.507%
46 18.442 2803 2806 2810 rVv2 35182 43635 5.49% 0.577%
47 18.477 2810 2812 2816 rVB3 26392 29078 3.66% 0.384%
48 18.600 2831 2833 2836 rVB3 12536 8873 1.12% 0.117%

49 18.695 2844 2849 2853 rBV2 500297 794928 100.00% 10.508%
50 18.736 2853 2856 2865 rvv3 186831 395376 49.74% 5.226%

51 18.830 2868 2872 2876 rVB 52838 63415 7.98% 0.838%
52 18.930 2885 2889 2891 rBV5 15057 24715 3.11% 0.327%
53 18.983 2896 2898 2901 rVB4 30285 29961 3.77% 0.396%
54 19.159 2922 2928 2930 rBV6 28406 51229 6.44% 0.677%
55 19.206 2934 2936 2939 rVB2 38927 42583 5.36% 0.563%
56 19.318 2953 2955 2958 rVB4 34457 38805 4._.88% 0.513%
57 19.618 3003 3006 3007 rBV3 19330 21983 2.77% 0.291%
58 19.942 3059 3061 3062 rBV2 23122 16061 2.02% 0.212%
59 19.965 3062 3065 3068 rBV 203407 273537 34.41% 3.616%
60 20.083 3082 3085 3087 rBV 51592 51021 6.42% 0.674%
61 20.106 3087 3089 3093 rVV5 25906 35088 4.41% 0.464%

62 20.259 3112 3115 3120 rVB 94640 102480 12.89% 1.355%
63 20.318 3122 3125 3130 rBV 129866 148385 18.67% 1.961%
64 20.377 3131 3135 3139 rBvV 224402 276636 34.80% 3.657%

65 21.718 3359 3363 3373 rVB 52604 94206 11.85% 1.245%
66 22.106 3426 3429 3430 rBV2 27290 32117 4.04% 0.425%
Sum of corrected areas: 7565167
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA F\DATA\BF051517\
BF095155.D

16 May 2017 12:53

SJ/MA

13140-11 10X

31 Sample Multiplier: 1
: Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 2 unknown7.47 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.47 9.69 ng 153537 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 17
3 N-(-phenvlisopropvl)benzaldimine 223 C16H17N 1000379-01-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 941 (7.472 min): BF095155.D (-936) (-) m/z 132.00 100.00%

132.0
5000 68.1
96.0

40.0 h | 7.20 7.40 7.60 7.80
| | m/z 68.10 37.27%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o MEIE P e v
41.0 97.0 - - - -
‘ ‘ m/z 134.00 30.75%
H T
m/z--> 0 80 100 120 140 160 180 200 220
Abundance
132.0
R N BEEEE e
97.0 7.20 7.40 7.60 7.80
5000 m/z 66.00 22.37%

70.0
52.0
810 116.0
s B N M B e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132.0

7.20 7.40 7.60 7.80
m/z 69.00 14 .30%

5000
105.0
51.0 /7.0 165.0181.0  208.0

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 Naphthalene, 2-ethenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.39 ng 60162 Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 59
2 1l.4-Ethenonaphthalene. 1.4-dihvdro- 154 C12H10 007322-47-6 59
3 Acenaphthene 154 C12H10 000083-32-9 53
4 Biphenvl 154 C12H10 000092-52-4 43
5 2,3,4-Trihydroxybenzaldehyde 154 C7H604 002144-08-3 42
Abundance Scan 1826 (12.677 min): BF095155.D (-1824) (-) m/z 153.05 100.00%
158.1
5000
51.0 63.1 60 126.0 12.40 12.60 12.80 13.00

e | S || m/z 154.05  77.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #27114: Naphthalene, 2-ethenyl-
153.0
5000 B o e R I o
12.40 12.60 12.80 13.00
76.0 m/z 152 .05 41 _41%
27.0 39.0 510 630 | 89 9101.0113.01260130.0 | |
A Al Aaaaasanadsan s e e AARAA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
153.0
e
12.40 12.60 12.80 13.00
5000 m/z 151.05 16.63%
630 00 128.0
390510 89.0 102.0115.0
memﬂmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27109: Acenaphthene R
153.0 12.40 12.60 12.80 13.00
m/z 76.00 12.01%
5000
76.0
63.0
14.0 27.039.0 1.0 ™™ | 980 1130126.01390 ||
R e R aa L B AAARAANARY S asan e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

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

15.96 3.51 ng 60860 Phenanthrene-d10 15.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 53
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 40
4 8H-Cvclopentaldlll.2.41triazolol... 190 C9H10N40 1000337-56-4 36
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 28
Abundance Scan 2384 (15.959 min): BF095155.D (-2381) (-) m/z 190.05 100.00%

190.1
5000
94.5

411 57.0 || 1390 163.0 15 60 15. 80 16. 00 16. 20
ML oSN SRS OSSN MRS PN | N m/z 189.05 84.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 |||||||||||||||||||
94.0 15.60 15.80 16.00 16.20
: m/z 94_.50 21.57%
390 630 780 || 1100 1370 1630 |
L B o e L A e o o e I BN o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
15.60 15.80 16.00 16.20
5000 m/z 187.10 20.29%
97.0

1o 450 630 770 1280  157.0173.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl e e

45.0 190.0 15.60 15.80 16.00 16.20
’ 146.0 m/z 191.10 18.64%
5000 82.0
117.0
62.0
o29], o2l sz10 ||
Lo hs0hal 10290 sao [ 1 se0
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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.
20.08 3.69 ng 51021 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Pervlene 252 C20H12 000198-55-0 87
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
Abundance Scan 3085 (20.083 min): BF095155.D (-3082) (-) m/z 252.10 100.00%
25p.1
5000
69.1 131 19.80 20.00 20.20 20.40
39.0 : 174.1 226.0 , - : : :
141.0 200.0 282.2 315.2 77 250 .05 58 09%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
19.80 20.00 20.20 20.40
m/z 253.10 23.87%
mo7u)%0”M mmumommﬂmo M

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
252.0
R L R Ras aa
19.80 20.00 20.20 20.40
5000 m/z 113.05 17.16%
126.0
50.0 74.0 100.0 149.0 174.0 200.0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene e AL B B Ch e S
252.0 19.80 20.00 20.20 20.40
m/z 125.00 14 _.88%
5000
126.0
300 740 1000, | 150.0174.0 200.02240 |
R B R E A e B A s S S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 80 20 00 20 20 20. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095155.D

Aca On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 7 unknown20.11 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.11 2.54 ng 35088 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Nitrophenvl nonvl ether 265 C15H23N03 086702-46-7 27
2 Octadecanoic acid. ethenvl ester 310 C20H3802 000111-63-7 14
3 Nonadecane 268 C19H40 000629-92-5 14
4 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 11
5 4,4-Dimethyl octane 142 C10H22 015869-95-1 10
Abundance Scan 3090 (20.112 min): BF095155.D (-3087) (-) m/z 43.10 100.00%
431 109.1
81.0
5000
1217.1 243.1 268.1
19.80 20.00 20.20 20.40
rrepreefhe m/z 109.05 86.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114726: p-Nitropheny| nonyl ether
43.0
5000 AU AR
710 19'80 2000 20.20 20.40
0 139.0 065.0 m/z 81.05 75.26%
.”,.”.‘:” ..”.”.,”........” — %%?9.....”,.”.,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
239.0 NSNS U SRR
19.80 20.00 20.20 20.40
5000 85.0 267.0 m/z 41.00 60.91%
29.0 109.0 211.0
1370 1770
mmmmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane A E
57.0 19.80 20.00 20.20 20.40
m/z 71.10 57 .75%
85.0
5000
29.0
|l Hﬂwmomﬁm%mm 268.0
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 260 2éo 360 1980 2000 2020 2040 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051517\
Data File : BF095155.D

Acq On : 16 May 2017 12:53

Operator : SJ/MA

Sample : 13140-11 10X

Misc :

ALS Vial : 31 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 9.7 ng 153537 1 7.78 317028 20.0
Naphthalene, 2-et... 12.68 2.4 ng 60162 3 12.62 502661 20.0
4H-Cyclopenta[def... 15.96 3.5 ng 60860 4 15.03 347117 20.0
Benzo[e]pyrene 20.08 3.7 ng 51021 6 20.38 276636 20.0
unknown20.11 20.11 2.5 ng 35088 6 20.38 276636 20.0
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