LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095153.D

Aca On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 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 10 rVB 26719 27870 3.43% 0.275%
2 5.107 535 539 553 rBV 70951 151352 18.63% 1.493%
3 5.754 646 649 683 rBV 226586 652714 80.33% 6.438%
4 7.319 912 915 932 rBV 274874 659848 81.21% 6.509%
5 7.442 932 936 955 rVB 481007 812568 100.00% 8.015%
6 7.778 989 993 1005 rBV 340984 431509 53.10% 4 ._.256%
7 8.013 1029 1033 1048 rBV 529308 652778 80.34% 6.439%
8 8.672 1141 1145 1164 rBV 248969 451505 55.57% 4 .454%
9 9.795 1331 1336 1355 rBV 343030 507694 62.48% 5.008%
10 11.566 1632 1637 1652 rBvV 536688 771119 94.90% 7.606%
11 12.266 1752 1756 1767 rBvV2 30409 64623 7.95% 0.637%
12 12.407 1776 1780 1788 rBvV 14750 21365 2.63% 0.211%
13 12.624 1812 1817 1825 rBV2 401706 528973 65.10% 5.218%
14 13.460 1955 1959 1963 rBvV 10205 12444 1.53% 0.123%
15 13.536 1967 1972 1980 rVB5 4155 9955 1.23% 0.098%
16 13.824 2014 2021 2026 rBv4 5878 11713 1.44% 0.116%
17 13.930 2035 2039 2060 rBvV 141378 259407 31.92% 2.559%
18 14.236 2087 2091 2099 rvB2 12438 22959 2.83% 0.226%
19 15.030 2222 2226 2230 rVV 265936 354067 43.57% 3.492%
20 15.071 2230 2233 2241 rVV 51600 80640 9.92% 0.795%
21 15.159 2244 2248 2258 rVB 19377 31174 3.84% 0.307%
22 15.818 2357 2360 2363 rBV 8464 8377 1.03% 0.083%
23 15.859 2363 2367 2374 rVB 11194 16518 2.03% 0.163%
24 15.930 2376 2379 2382 rBV 7108 9256 1.14% 0.091%
25 15.965 2382 2385 2390 rVvVv 16944 30567 3.76% 0.302%
26 16.001 2390 2391 2396 rVB3 8439 11120 1.37% 0.110%
27 16.259 2431 2435 2440 rBV 7194 9388 1.16% 0.093%
28 16.606 2491 2494 2498 rBV 13789 17657 2.17% 0.174%
29 16.648 2498 2501 2505 rVV5 6609 9119 1.12% 0.090%
30 16.736 2511 2516 2520 rBV3 7341 11424 1.41% 0.113%
31 16.806 2523 2528 2541 rBV 183579 254971 31.38% 2.515%
32 16.948 2548 2552 2557 rVB3 7444 11105 1.37% 0.110%
33 17.112 2575 2580 2590 rBV 215737 267851 32.96% 2.642%
34 17.306 2610 2613 2616 rBV 11346 14128 1.74% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095153.D

Aca On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 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 rVV 374622 441992 54.39%% 4 _.360%

36 17.430 2628 2634 2642 rVB6 16111 37337 4_.59% 0.368%
37 17.548 2647 2654 2655 rBV2 17806 25971 3.20% 0.256%
38 17.577 2655 2659 2666 rVB 37724 49682 6.11% 0.490%
39 17.659 2670 2673 2678 rBV 28097 30622 3.77% 0.302%
40 17.712 2678 2682 2690 rBV4 26997 48635 5.99% 0.480%
41 17.824 2699 2701 2705 rBVY 14382 15517 1.91% 0.153%
42 17.871 2705 2709 2713 rVB5 8716 12605 1.55% 0.124%
43 18.000 2729 2731 2737 rVB7 5725 8632 1.06% 0.085%
44 18.218 2764 2768 2771 rBV6 9928 13969 1.72% 0.138%
45 18.259 2772 2775 2780 rVB4 12490 16944 2.09% 0.167%
46 18.377 2792 2795 2798 rBV 16133 21208 2.61% 0.209%
47 18.406 2798 2800 2803 rVB2 23483 25212 3.10% 0.249%
48 18.442 2803 2806 2810 rBVY 22442 27462 3.38% 0.271%
49 18.477 2810 2812 2816 rVB4 17855 19689 2.42% 0.194%
50 18.536 2819 2822 2823 rBV3 8947 9390 1.16% 0.093%

51 18.695 2844 2849 2853 rBV2 442045 677395 83.36% 6.682%
52 18.736 2853 2856 2866 rVB 123060 199029 24.49% 1.963%

53 18.830 2868 2872 2876 rBV2 32141 40818 5.02% 0.403%
54 18.918 2885 2887 2889 rBV3 9234 9168 1.13% 0.090%
55 19.189 2930 2933 2934 rBV3 12596 12582 1.55% 0.124%
56 19.206 2934 2936 2940 rVB 34573 32381 3.99% 0.319%
57 19.247 2941 2943 2948 rVB2 20131 18902 2.33% 0.186%
58 19.294 2948 2951 2952 rBV3 13919 15123 1.86% 0.149%
59 19.353 2959 2961 2964 rBV4 15355 21022 2.59% 0.207%
60 19.971 3062 3066 3070 rBV 136072 233111 28.69% 2.299%
61 20.083 3082 3085 3087 rBvV 25772 30162 3.71% 0.298%
62 20.153 3095 3097 3099 rBV3 20382 26578 3.27% 0.262%

63 20.265 3112 3116 3120 rVB 84589 108147 13.31% 1.067%
64 20.318 3122 3125 3130 rVvV 108415 155353 19.12% 1.532%
65 20.377 3131 3135 3145 rVB 279510 451113 55.52% 4._.450%

66 20.577 3167 3169 3170 rBV2 20122 13957 1.72% 0.138%

67 20.765 3199 3201 3206 rBV5 18220 33269 4_.09% 0.328%

68 21.718 3360 3363 3370 rVB2 27667 52606 6.47% 0.519%

69 22.341 3467 3469 3470 rBV2 15806 14840 1.83% 0.146%
Sum of corrected areas: 10138181
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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:\HPCHEMI\BNA F\DATA\BF051517\

BF095153.D

16 May 2017 11:49

SJ/MA

13140-10 2X

29 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 : BF095153.D

Aca On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 7.02 ng 151352 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 539 (5.107 min): BF095153.D (-535) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0

| 83.0 4.80 500 520 540
SAEEEEERRMRRECAS 1 ' NSESMISEESY | PEERSRERE oL HE m/z 59.00 60.32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 e

59.0 480 5.00 520 5.40
m/z 101.00 25.95%
15.0 31.0 101.0 b
...,.J..,..Nrﬂ...qw...,..:.,....,....?%9.,...:J....“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
e A [ me ST
480 5.00 5.20 5.40
5000 m/z 58.00 15.19%
43.0
101.0
31.0
15.0 71.0 830
e T e 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4-methy!l- e e
43.0 4.80 500 520 540

m/z 41.10 9.58%

5000
101.0
71.0
150 280
\ X 960 ‘ 86.0 |
S O Rt PR - | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095153.D

Aca On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 unknown7.44 Concentration Rank 1

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

7.44 37.66 ng 812568 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 936 (7.442 min): BF095153.D (-932) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 540 || %0 J 7.20 7.40 7.60 7.80
il m/z 68.10 36.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AL I I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 31.42%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.05 20.66%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.10 13.91%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 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 : BF095153.D

Aca On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.27 4.79 ng 108147 Perylene-di12 20.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 90
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 3117 (20.271 min): BF095153.D (-3112) (-) m/z 252.10 100.00%
25p.1
5000
125.0

20.00 20.20 20.40 20.60

) 197.1 225.1 276.0
42.0 74.0 100.1 150.1173.9 304.2 m/z 250.10 27 . 62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0

5000
20.00 20.20 20.40 20.60
195.0 m/z 125.00 17.41%
momo%o‘W1mmmommﬂM)M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
B R BEE e
20.00 20.20 20.40 20.60
5000 m/z 253.10 17 .30%
126.0
74.0 99.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene R e et e
252.0 20.00 20.20 20.40 20.60
m/z 126.00 11.40%
5000
125.0

17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF095153.D

Acq On : 16 May 2017 11:49

Operator : SJ/MA

Sample : 13140-10 2X

Misc :

ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 7.0 ng 151352 1 7.78 431509 20.0
unknown7 .44 7.44 37.7 ng 812568 1 7.78 431509 20.0
Benzo[e]pyrene 20.27 4.8 ng 108147 6 20.38 451113 20.0
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