LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 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-BF050416.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 4.887 242 245 252 rBV 138993 188991 9.15% 0.748%
2 5.322 280 283 286 rBY 2187581 2066002 100.00% 8.181%
3 5.539 300 302 308 rVB 24513 48234 2.33% 0.191%
4 5.733 316 319 326 rVB 23007 37929 1.84% 0.150%
5 6.373 373 375 378 rBY 1673964 1910550 92.48% 7 .565%
6 6.499 384 386 389 rBVY 1645920 2050983 99.27% 8.121%
7 6.567 389 392 395 rVB 23330 37356 1.81% 0.148%
8 6.613 395 396 405 rVB2 25017 49853 2.41% 0.197%
9 6.739 405 407 409 rBV 1138195 1081150 52.33% 4.281%
10 6.887 418 420 423 rBVY 1256873 1550841 75.06% 6.141%
11 7.002 428 430 436 rvVB 30237 54883 2.66% 0.217%

12 7.299 454 456 459 rBV 1017453 1139176 55.14% 4.511%
13 7.596 480 482 487 rVB 96862 148485 7.19% 0.588%
14 8.019 517 519 522 rBV 853270 1245341 60.28% 4_.931%

15 8.248 537 539 541 rBV 70294 66201 3.20% 0.262%
16 8.305 542 544 547 rBV 90026 87761 4._.25% 0.348%
17 8.728 579 581 586 rVvB3 25118 41983 2.03% 0.166%
18 9.105 611 614 616 rBVY 1970115 1867455 90.39% 7.395%
19 9.231 623 625 626 rBvV 38006 47477 2.30% 0.188%
20 9.493 646 648 651 rBvY 77831 102513 4._.96% 0.406%
21 9.642 659 661 664 rvVB 15414 24684 1.19% 0.098%
22 9.722 664 668 670 rBvV 50896 64663 3.13% 0.256%
23 9.779 670 673 675 rBvY 1070090 1141613 55.26% 4.521%
24 10.213 709 711 715 rVB 59447 68303 3.31% 0.270%
25 10.316 719 720 723 rVB2 17248 22925 1.11% 0.091%
26 10.431 728 730 733 rVB 17224 25083 1.21% 0.099%
27 10.556 739 741 744 rBV2 775967 943904 45.69% 3.738%
28 10.694 751 753 756 rBV 49957 78534 3.80% 0.311%
29 11.139 788 792 797 rBv4 28787 74253 3.59% 0.294%
30 11.254 800 802 807 rBv2 996315 1203537 58.25% 4._.766%
31 11.334 807 809 811 rVB 52509 62700 3.03% 0.248%
32 11.494 821 823 827 rBV 14031 27612 1.34% 0.109%
33 11.756 844 846 847 rBV 32340 37445 1.81% 0.148%
34 11.791 847 849 851 rvv 61462 86319 4.18% 0.342%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 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-BF050416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.871 854 856 860 rvB2 50396 94216 4._.56% 0.373%
36 12.054 870 872 876 rBv2 24431 53735 2.60% 0.213%
37 12.305 892 894 896 rBvV 27235 43245 2.09% 0.171%
38 12.385 900 901 903 rBvV 18570 31336 1.52% 0.124%

39 12.465 906 908 910 rBV 554849 505055 24.45% 2.000%
40 12.694 925 928 930 rBV 407180 504201 24.40% 1.997%

41 12.728 930 931 936 rVB3 27761 44892 2.17% 0.178%
42 12.808 936 938 939 rBV 28151 37424 1.81% 0.148%
43 12.842 939 941 943 rVV 1546044 1501168 72.66% 5.944%
44 12.911 943 947 951 rvv4 32669 92755 4._.49% 0.367%
45 13.014 954 956 958 rVB 46743 76417 3.70% 0.303%
46 13.082 961 962 964 rvVv 53930 54323 2.63% 0.215%
47 13.128 964 966 969 rvv2 38390 70491 3.41% 0.279%

48 13.745 1018 1020 1024 rBV3 72601 131780 6.38% 0.522%
49 13.882 1029 1032 1039 rBV 853283 1537266 74.41% 6.087%
50 14.888 1118 1120 1124 rBV 210792 486781 23.56% 1.928%

51 15.163 1142 1144 1146 rBV2 157505 240307 11.63% 0.952%
52 15.277 1153 1154 1160 rVB 452183 807647 39.09% 3.198%

53 15.917 1208 1210 1217 rVB 251520 641196 31.04% 2.539%
54 16.305 1241 1244 1249 rVB 321806 615081 29.77% 2.436%

Sum of corrected areas: 25254055
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050416\

BF086702.D

5 May 2016 3:19

UM/SsJ

H2829-07 2X

24 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF050416.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.89 6.99 ng 188991 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 245 (4.887 min): BF086702.D (-242) (-) m/z 43.05 100.00%
43.0
5000 59.1 A
| o 760 4B0 500 520
ot e e m/z 59.10 47.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 500 5.20
m/z 101.10 14.70%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520
5000 m/z 58.05 13.76%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.73%
58.0
. 15.0 27.0 o | 7%.0 100.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknown6.50 Concentration Rank 1

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

6.50 75.88 ng 2050980 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H3N2 034760-58-2 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 386 (6.499 min): BF086702.D (-384) (-) m/z 132.10 100.00%
13p.1
68.1
5000
40.1 96.1
I 54.0 ‘| 81 | 1060 6.20 6.40 6.60 6.80
Obrrrrrr b il L L2080 Wl "m/z 68.10 55.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DR LR S LR
6.20 6.40 6.60 6.80
2.0 510 m/z 66.10 38.41%
. | | ‘ 750 !
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 97.0 m/z 134.00 31.98%
70.0
31.0
. 440  60.0 86.0 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- )
132.0 6.20 6.40 6.60 6.80
m/z 69.10 23.13%
5000
8.0 104.0
300 510 630 | gpo ‘
0'w?n?“'m‘“'mh“lmuw'”mw'“ﬂt'w'i'wyz?“'w‘“'" ISR AR SR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 4 Phenol, o-[(-alpha.-methylb... Concentration Rank 7

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

7.60 4.77 ng 148485 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. o-I(.alpha.-methvlbenzvl... 262 C14H1403S 029634-38-6 78
2 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 72
3 Benzene. (l-nitroethvl)- 151 C8H9NO2 007214-61-1 64
4 Benzene. (1-bromoethvl)- 184 C8H9Br 000585-71-7 64
5 Thiophene, 2-(4-methylbenzylsulf._.. 252 C12H1202S2 153837-88-8 59

Abundance Scan 482 (7.596 min): BF086702.D (-480) (-) m/z 105.10 100.00%
106.1
5000
77.0 S W NN ——
510 138.1 720 7.40 7.60 7.80 8.00
o} B A R m/z 77.00 21.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95446: Phenol, o-[(.alpha.-methylbenzyl)sulfonyl]-
105.0
5000
7.20 7.40 7.60 7.80 8.00
m/z 79.10 20.19%
. si0 0 1420 262.0
m/z--> 20 45 eb 80 100 120 150 160 180 200 220 240 260
Abundance
105.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 51.05 15.33%
27.0 77.0
0 510 128.0 160 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23715: Benzene, (1-nitroethyl)- A e AR RS,
105.0 7.20 7.40 7.60 7.80 8.00
m/z 103.10 13.29%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 11.90 ng 240307 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 91
2 Pervlene 252 C20H12 000198-55-0 91
3 Benzolilfluoranthene 252 C20H12 000205-82-3 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
Abundance Scan 1144 (15.163 min): BF086702.D (-1142) (-) m/z 252.20 100.00%
259.2
5000 365.4
co1 125.1
: 159.1 14.80 15.00 15.20 15.40
ol 200%, 4§l 28523202 | M4 /7365 40 45.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
5000 LU BRI SN SR
14.80 15.00 15.20 15.40
195.0 m/z 250.20 29.89%
o 50.0 83.0 ”4( 158.0 2000 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
1480 15.00 15.20 1540
5000 m/z 253.20 20.90%
125.0
17.0 50.0 83.0 163.0 200.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89822: Benzo[j]fluoranthene R R RAEEE Ea e o
252.0 14.80 15.00 15.20 15.40
m/z 125.10 20.30%
5000
126.0
o 51.0 870 | ” 163.0 200.0 |
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 6 unknownl5.92 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.92 31.76 ng 641196 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl-2-(2.5-... 278 C13H18N403 1000294-63-5 32
2 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 22
6-(2-Fluoro-phenvD)-5-nitro-pipe... 238 C11H11FN203 1000275-16-4 22
4 Anthracene. 9-butvl- 234 C18H18 001498-69-7 22
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 22
Abundance Scan 1210 (15.917 min): BF086702.D (-1208) (-) m/z 191.20 100.00%
191.2
5000 55.1 o M
372 15.60 15.80 16.00 16.20
383.4 : . . :
0 L. 2302202 322 U830 Tnyz 95.10  51.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104893: Pentanoic acid, 4-methyl-2-(2,5-dimethyloxazolol[5...
191.0
5000 L UL SRR SR SR
430 15.60 15.80 16.00 16.20
107.0 233.0 m/z 81.10 51.27%
0 \H\l\“"p “‘.“h ‘\ “ ...“. |2|78|(|) e
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
42.0 15.60 15.80 16.00 16.20
5000 m/z 177.20 48 .56%
91.0
133.0
0"I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #80627: 6-(2-Fluoro-phenyl)-5-nitro-piperidin-2-one B BEmma B B
191.0 15.60 15.80 16.00 16.20
m/z 55.10 38.92%
5000
122.0
o 5.0 899 LI [;6$o|\ 238.0
m/z--> §0 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086702.D

Aca On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 7 unknownl6.31 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.31  30.46 ng 615081  Perylene-diz 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Anthracene. 9-dodecvltetradecahy... 360 C26H48

2 Isoauinoline. 1.2.3.4-tetrahvdro... 283 C18H21NO2
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20
4 Anthracene. 9-cvclohexvltetradec... 274 C20H34

5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220

055401-75-7 40
036646-87-4 38
069393-41-5 38
055255-70-4 38
000127-43-5 32

Abundance Scan 1244 (16.305 min): BF086702.D (-1241) (-) m/z 191.20 100.00%
191.2
95.1
5000
55.1
T 500 1530 140 155
249.2 284, 397.4 : : : '
ol 284.2 33323643 m/z 95.10 56.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro-
95.0 191.0
43.0
5000 LA L L L L L L LB
16.00 16.20 16.40 16.60
0
‘ 135.0 m/z 81.10 49 .52%
ol L M L | w0 2803030
miz--> 150 200 250 300 350 400
Abundance
191.0
e
16.00 16.20 16.40 16.60
5000 m/z 69.10 42.38%
120.0
. 160.0 240. o 282.0
L o e
miz--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- T
95.0 16.00 16.20 16.40 16.60
m/z 55.10 32.70%
5000{ , o
' F3ao 192.0
0..!,#LJ.*%#.LE.nt.,.... N — e ——
miz--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086702.D

Acq On : 5 May 2016 3:19

Operator : UM/SJ

Sample : H2829-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.89 7.0 ng 188991 1 6.74 1081150 40.0
unknown6 .50 6.50 75.9 ng 2050980 1 6.74 1081150 40.0
Phenol, o-[(-alph... 7.60 4.8 ng 148485 2 8.03 1245340 40.0
Benzo[e]pyrene 15.16 11.9 ng 240307 6 15.29 807647 40.0
unknownl15.92 15.92 31.8 ng 641196 6 15.29 807647 40.0
unknownl16.31 16.31 30.5 ng 615081 6 15.29 807647 40.0
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