LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 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-BF110817.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 5.087 507 510 525 rBB 71667 102704 6.74% 0.830%
2 5.481 572 577 580 rBY 1528769 1473725 96.75% 11.912%
3 6.492 743 749 762 rVB 1391701 1523300 100.00% 12.312%
4 6.628 767 772 775 rBVY 1680225 1508891 99.05% 12.196%
5 6.851 807 810 814 rBV 391255 327487 21.50% 2.647%
6 7.010 833 837 840 rBVY 1209578 1002038 65.78% 8.099%
7 7.422 901 907 910 rBV 899948 861348 56.54% 6.962%
8 8.133 1025 1028 1031 rBV 484141 401821 26.38% 3.248%
9 8.692 1119 1123 1126 rBV 85346 74515 4 .89% 0.602%
10 9.210 1206 1211 1214 rBV 1526131 1212647 79.61% 9.801%
11 9.598 1274 1277 1281 rBV 70201 58252 3.82% 0.471%

12 9.892 1323 1327 1330 rBvV 431153 370432 24.32% 2.994%
13 10.604 1444 1448 1451 rBV 371869 293227 19.25% 2.370%
14 10.680 1457 1461 1465 rBV 811264 714902 46.93% 5.778%
15 11.380 1576 1580 1582 rBV 366044 313176 20.56% 2.531%

16 11.404 1582 1584 1587 rVB 79357 62626 4.11% 0.506%
17 12.592 1783 1786 1789 rBV 110125 87206 5.72% 0.705%
18 12.821 1820 1825 1829 rBV 87589 91889 6.03% 0.743%
19 12.963 1845 1849 1852 rBV 1009443 828551 54.39% 6.697%
20 13.151 1872 1881 1884 rBV 24328 32719 2.15% 0.264%
21 13.216 1890 1892 1895 rBV 21643 17417 1.14% 0.141%
22 13.851 1998 2000 2007 rVB3 24967 26274 1.72% 0.212%
23 14.021 2024 2029 2032 rBV 417170 406188 26.67% 3.283%
24 14.045 2032 2033 2038 rVB 56825 39756 2.61% 0.321%
25 15.062 2202 2206 2213 rBV 42793 81563 5.35% 0.659%
26 15.368 2254 2258 2262 rBV 24423 34135 2.24% 0.276%
27 15.427 2265 2268 2274 rVB 37846 49080 3.22% 0.397%
28 15.492 2275 2279 2283 rBV 238863 292488 19.20% 2.364%
29 15.927 2350 2353 2359 rVB7 11388 17738 1.16% 0.143%
30 16.439 2435 2440 2443 rVB5 11479 17646 1.16% 0.143%
31 16.968 2527 2530 2538 rVB4 15330 26544 1.74% 0.215%
32 17.415 2602 2606 2610 rBV5 11842 21961 1.44% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 12372246
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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\BF112917\

BF101009.D

30 Nov 2017 6:36

SJ/Ju

16579-11

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 6.27 ng 102704 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 511 (5.093 min): BF101009.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 III|IIII|IIII|IIII|IIII
| 83.0 480 5.00 520 5.40
o} | NSSESSE | NS &+ M. m/z 59.00 61.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL L I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 20.09%
0 1 \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.00 15.24%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #234: Butane LI L L L L L L B
43.0 480 5.00 520 5.40
m/z 41.10 9.61%
5000 29.0
15.0 ‘ 58.0
0"'%Q'W'J”I'J'P"“l*”l”'”ﬁ"%'”'l”"P"W"”I' U A U S SRR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 92.15 ng 1508890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF101009.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
010 || % J 520 6H) Gbo 680 700
o} R o L e e e e B R m/z 68.10 38.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R LR AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.61%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.89%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e RREm B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.42%
74.0
5000 98.0 116.0
NI NI --‘--.“1“--‘-“.-- . 1s80 1890 RN (|
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 5

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

8.69 3.71 ng 74515 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 59
3 Guanidine 59 CH5N3 000113-00-8 7
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 4

Abundance Scan 1123 (8.692 min): BF101009.D (-1119) (-) m/z 59.10 100.00%
5d.1
5000
77.1 105.0
43.0 R IR L L
| | | 1210 8.40 8.60 8.80 9.00
OW””P”J““P”W””P“h““P”W””'“W“”P”W””'”W“”P”W”” m/z 105.00 29.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R R R R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 26.09%
0 o M 91.0 \\ 121.0 149.0
mz-> 20 3'0 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 106.00 16.80%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
L K B B N N R A UL A LA LA LA U AR LA L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine R e
430 59.0 8.40 8.60 8.80 9.00
m/z 43.00 16.64%
5000
28.0
OW”Mﬂ”J““P”W””P“W““P”W””P“W“”P”W””P”W“”P”W”” R R R R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.60 15.83 ng 293227 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
3 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
4 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 47
Abundance Scan 1447 (10.598 min): BF101009.D (-1444) (-) m/z 105.00 100.00%
105.0
77.1
5000 182.1
51.0 S | S
1521 10.20 10.40 10.60 10.80 11.00
Ol el el 2280 R b Tm/z 77.10 64.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 AR BN SURBULA SN
182.0 1020 10.40 10,60 10.80 11.00
51.0 m/z 182.10 49.41%
0 21.0 \ s 1260 152.0 s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
10.20 10,40 10,60 10.80 11.00
5000 77.0 m/z 51.00 26.82%
51.0
ol 270 1330 16101780
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59701: Benzoic acid, phenyl ester T
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 8.39%
5000 77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1020 10.40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF101009.D

Aca On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample : 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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[a]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.33 ng 34135 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 90
2 Benzolelpvrene 252 C20H12 000192-97-2 81
3 Pervlene 252 C20H12 000198-55-0 81
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2258 (15.368 min): BF101009.D (-2254) (-) m/z 252.10 100.00%
259.1
5000
125.2
68.1 97.0 162.2 226.1 283.2 317.0 346.1 15.00 15.20 15.40 15.60
ok 431 1909 m/z 250.10  34.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104222: Benzo[a]pyrene
252.0
5000
15.00 15.20 15.40 15.60
126.0 m/z 253.10 22.02%
228.0
57.0 83.0 200.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.20 19.59%
126.0
0,410 74.0 100.0 173.0198.0224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104213:Perylene L LI L L DL B
252.0 15.00 15.20 15.40 15.60
m/z 251.10 12.33%
5000
126.0
0139.0 63,0 %Oﬂﬂlmo 1%&M0J
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112917\
Data File : BF101009.D

Acq On : 30 Nov 2017 6:36

Operator : SJ/JU

Sample - 16579-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 6.3 ng 102704 1 6.85 327487 20.0
unknown6.63 6.63 92.2 ng 1508890 1 6.85 327487 20.0
2-Hydroxy-iso-but. .. 8.69 3.7 ng 74515 2 8.13 401821 20.0
Benzophenone 10.60 15.8 ng 293227 3 9.89 370432 20.0
Benzo[a]pyrene 15.37 2.3 ng 34135 6 15.49 292488 20.0
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