LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.869 469 473 486 rVB 354696 488180 20.52% 2.132%
2 5.298 541 546 549 rBV 2375993 2315603 97.32% 10.111%
3 6.328 715 721 729 rBV 2186502 2379317 100.00% 10.389%
4 6.457 738 743 746 rBV 2295408 2311182 97.14% 10.092%
5 6.681 778 781 787 rBV 720043 669538 28.14% 2.924%
6 6.840 804 808 812 rBV 1939656 1770429 74.41% 7.731%
7 7.245 872 877 880 rBV 1580465 1467014 61.66% 6.406%
8 7.963 995 999 1003 rBV 1026437 917716 38.57% 4.007%
9 9.045 1177 1183 1186 rBVY 2517348 2293025 96.37% 10.012%
10 9.433 1246 1249 1253 rBV 255126 195737 8.23% 0.855%
11 9.716 1292 1297 1300 rBV 1047232 901510 37.89% 3.936%
12 10.163 1370 1373 1376 rVB 49420 38372 1.61% 0.168%
13 10.380 1406 1410 1413 rBV 18666 24123 1.01% 0.105%
14 10.498 1426 1430 1437 rBV 1211776 1153562 48.48% 5.037%
15 10.633 1449 1453 1460 rBV 63613 68389 2.87% 0.299%
16 11.080 1526 1529 1532 rBV3 28680 32282 1.36% 0.141%

17 11.192 1544 1548 1550 rBV 861352 728127 30.60% 3.179%
18 11.216 1550 1552 1556 rVvVv 345547 266441 11.20% 1.163%

19 11.263 1556 1560 1564 rVB 57261 53293 2.24% 0.233%
20 11.692 1631 1633 1636 rBV 57486 47024 1.98% 0.205%
21 11.722 1636 1638 1643 rVB 75043 69285 2.91% 0.303%
22 11.804 1649 1652 1654 rBV 68405 69595 2.92% 0.304%
23 11.827 1654 1656 1661 rVB 44966 38771 1.63% 0.169%
24 12.010 1685 1687 1693 rVB2 33507 32623 1.37% 0.142%
25 12.245 1723 1727 1730 rBV 36291 36045 1.51% 0.157%
26 12.321 1738 1740 1747 rVB3 22506 25757 1.08% 0.112%

27 12.398 1749 1753 1758 rBV 329216 283739 11.93% 1.239%
28 12.627 1787 1792 1795 rBV 280179 283965 11.93% 1.240%

29 12.674 1795 1800 1807 rVB5 16215 36398 1.53% 0.159%
30 12.751 1807 1813 1814 rBV3 18759 24292 1.02% 0.106%
31 12.774 1814 1817 1821 rVV 1353866 1327724 55.80% 5.797%
32 12.851 1824 1830 1833 rBV3 25054 35558 1.49% 0.155%
33 12.957 1845 1848 1853 rVB2 35331 34539 1.45% 0.151%
34 13.057 1862 1865 1868 rBV 35420 39475 1.66% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.363 1908 1917 1921 rBV10 20813 45004 1.89% 0.197%
36 13.463 1931 1934 1938 rVB 24998 25632 1.08% 0.112%
37 13.568 1948 1952 1955 rBV2 30494 41188 1.73% 0.180%

38 13.680 1966 1971 1977 rVB2 82455 120681 5.07% 0.527%
39 13.821 1990 1995 1997 rBV2 654988 685354 28.80% 2.993%
40 13.845 1997 1999 2005 rVB 145194 126141 5.30% 0.551%

41 14.204 2058 2060 2064 rVB 29827 28835 1.21% 0.126%
42 14.580 2121 2124 2127 rBV2 34790 41239 1.73% 0.180%
43 14.680 2137 2141 2144 rVB6 24688 32556 1.37% 0.142%
44 14.827 2162 2166 2169 rBVY 136559 208723 8.77% 0.911%
45 14.921 2180 2182 2186 rVB2 37457 36013 1.51% 0.157%
46 15.104 2209 2213 2217 rVB 81767 94702 3.98% 0.414%

47 15.157 2219 2222 2228 rBVY 101320 124643 5.24% 0.544%
48 15.221 2228 2233 2236 rBVY 499083 589082 24.76% 2.572%
49 15.668 2306 2309 2313 rVB5 25188 35095 1.48% 0.153%
50 16.551 2454 2459 2466 rVB3 58558 117872 4._95% 0.515%

51 16.951 2522 2527 2533 rVB 47352 90302 3.80% 0.394%

Sum of corrected areas: 22901692
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO71117\

BF096650.D

11 Jul 2017 17:58

SJ/Ju

14113-04

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096650.D
2500000 530
| 6.46
6.33,
2000000 6.84
7.25
1500000
1000000
6.68
500000 487
1Y)77 77—
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096650.D
2500000 9los
2000000
1500000 12.77
10.50
7.96 9.72
1000000 11.19
500000
9.43 1422 124095 63
. L 10161031063 11.081.26  MLEERRS 011212 @Amoe 13151557
L e e e B LA B e s e e e Ly A A e e  BEmmma L B B e ;
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance : .
Angarce TIC: BF096650.D
2000000
1500000
1000000
13.82
500000
1
14.20 15.67 16.55  16.95
=T ——— ——— — ——— — — T T — —
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 14.58 ng 488180 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 473 (4.869 min): BF096650.D (-469) (-) m/z 43.00 100.00%
a3
5000 59
101 PSS SRR SRR SAR
460 4.80 5.00 5.20
e S8 8 TW/z 59.00 49.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN IR LR LR I
59 460 4.80 5.00 5.20
m/z 58.00 13.80%
25 31 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 101.10 13.74%
15 27 37 52 58 68 83 9 110
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R L maa
43 460 4.80 5.00 5.20
m/z 41.10 8.32%
5000
15 > 72
"'I"M'I"?ZI"??”l"'I""I""Il"'l""l"'%??"'l'"'I IRREE AR SR RS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.46 Concentration Rank 1

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

6.46 69.04 ng 2311180 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.457 min): BF096650.D (-738) (-) m/z 132.00 100.00%
5000 68
20 54 . 620 640 6.60 6.80
B E e m/z 68.10 35.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U UL R I
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.05%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.52%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L EAma
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 14 .40%
5000 og M°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. S | SN
m/z--> 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:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 4 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.52 ng 120681 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 87
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 1971 (13.680 min): BF096650.D (-1966) (-) m/z 57.05 100.00%
97 83
111
L1167 105 230 340 1960 1350 1400
il e L B O B et e S m/z 43.05 96.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 SR AR SN SR B
13.40 13.60 13.80 14.00
‘125 m/z 83.05 84.71%
ey l‘”‘.“‘. ‘;1?'3' |1|9|6|2|2‘|1| L e B S R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41
83 113.40 13.60 13.80 14.00
5000 m/z 55.00 82.38%
111
139 168 266
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #234187: 17-Pentatriacontene N B EE
43 13.40 13.60 13.80 14.00
m/z 97.10 70.43%
5000 83
M 111
l 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 250 300 350 460 4éo ' 1540 1560 13%0 1!00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 5 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.22 ng 94702 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Perylene 252 C20H12 000198-55-0 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2212 (15.098 min): BF096650.D (-2209) (-) m/z 252.10 100.00%
252
5000
125
41 112 224 14.80 15.00 15.20 15.40
55 69 83 99 138152 175 192 211424337 m/z 250.10 29 _90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
m/z 253.10 22.20%
50 63 %%mH1% 174187200 mm“
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 22.03%
126
39 63 84 99112 150 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104227: Benz[e]acephenanthrylene AR R e e
252 14.80 15.00 15.20 15.40
m/z 126.10 21.12%
5000
126
39 74 g7 10013 ﬂ 150 174187200 224357 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096650.D

Acq On 11 Jul 2017 17:58

Operator : SJ/JU

Sample : 14113-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
2-Pentanone, 4-hy... 4.87 14.6 ng 488180 1 6.69 669538 20.0
unknown6 .46 6.46 69.0 ng 2311180 1 6.69 669538 20.0
Trichloroacetic a... 13.68 3.5 ng 120681 5 13.82 685354 20.0
Benzo[e]pyrene 15.10 3.2 ng 94702 6 15.22 589082 20.0
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