LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101517\

Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04 e
Misc : e
ALS Vial : 10 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-BF092317.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 5.069 503 507 519 rBV 277512 351668 17.32% 1.796%
2 5.469 571 575 590 rBVY 2014289 1910833 94.09% 9.761%
3 6.481 742 747 766 rBVY 1900339 1989863 97.99% 10.165%
4 6.616 766 770 773 rBVY 2260241 1982157 97.61% 10.126%
5 6.845 805 809 817 rBV 618465 564203 27.78% 2.882%
6 6.998 831 835 839 rBY 1836614 1550909 76.37% 7.923%
7 7.410 900 905 908 rBVY 1379736 1198333 59.01% 6.122%
8 8.122 1023 1026 1030 rBV 820860 748555 36.86% 3.824%
9 8.681 1118 1121 1124 rBV 249196 189927 9.35% 0.970%
10 9.198 1205 1209 1212 rBV 2447651 2030749 100.00% 10.374%

11 9.592 1273 1276 1279 rBV 648695 482625 23.77% 2.465%
12 9.881 1321 1325 1329 rBV 895752 762168 37.53% 3.893%
13 10.592 1442 1446 1449 rBvV 896719 699955 34.47% 3.576%
14 10.669 1456 1459 1468 rBV 1062920 977707 48.15% 4._.995%

15 10.769 1473 1476 1481 rBV2 35225 41865 2.06% 0.214%
16 11.216 1550 1552 1555 rBV 27286 25150 1.24% 0.128%
17 11.369 1574 1578 1580 rBV 769765 629408 30.99% 3.215%
18 11.392 1580 1582 1587 rVB 95460 78700 3.88% 0.402%

19 12.580 1781 1784 1790 rBV 156891 149684 7.37% 0.765%
20 12.810 1817 1823 1829 rBV 152817 166892 8.22% 0.853%

21 12.951 1843 1847 1850 rBV 1451535 1286517 63.35% 6.572%
22 13.369 1916 1918 1923 rBV6 17360 24295 1.20% 0.124%
23 13.833 1991 1997 2001 rBV3 101916 128483 6.33% 0.656%
24 14.010 2022 2027 2030 rBV 580609 584536 28.78% 2.986%

25 14.039 2030 2032 2040 rVB 74543 73359 3.61% 0.375%
26 15.057 2201 2205 2207 rBV 70702 95847 4.72% 0.490%
27 15.357 2253 2256 2262 rVB 44505 59726 2.94% 0.305%
28 15.421 2264 2267 2272 rVV 63414 81944 4._.04% 0.419%
29 15.480 2272 2277 2290 rVB 423773 578221 28.47% 2.954%
30 15.898 2346 2348 2352 rVB5 23445 24070 1.19% 0.123%
31 16.974 2527 2531 2538 rVB4 33524 68189 3.36% 0.348%
32 17.415 2602 2606 2613 rBV2 18057 38860 1.91% 0.199%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 19575398

8270-BF092317.M Mon Oct 16 17:05:51 2017 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101517\

- BF099514.D

- 15 Oct 2017 15:26

- SJ/3U

- 15752-04

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF099514.D
6.62

5.47

6.48 7.00

7.41

6.85

5.07

0
Time-->

5.00

5.50

6.00

6.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF099514.D

12.95

11.37

10.67
112%L39 )

12.5812.8

13.37

Time-->

13.00

13.50

9.88 10.
0.77
e e

9.50 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

10.00
TIC: BF099514.D

14.01

15.90 16.97 17.42

Time-->

18.00 18.50

19.00

16.50 17.00 17.50

14.00 14.50

15.00 15.50 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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.

5.07 12.47 ng 351668 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 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF099514.D (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IIII|IIII|IIII|IIII|IIII
| 83.0 4.80 500 5.20 5.40
N 1 1 MRS SR MR NS S m/z 59.00 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 20.13%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.99%
41.0
29.0 101.0
ol 73.0 86.0
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 500 5.20 5.40
m/z 41.10 8.34%
5000 41.0
o T O =Y 1260 1420 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.62 Concentration Rank 1

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

6.62 70.26 ng 1982160 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (6.622 min): BF099514.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 540 9.0 6.20 6.40 6.60 6.80 7.00
o} R B m/z 134.00 33.86%
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 R UL R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 28.94%
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 66.00 18.01%
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
Abundance #52379: Tranylcypromine-propionyl e B !
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 11.99%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G ——
m/z--> 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 5

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

8.68 5.07 ng 189927 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. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Propionic acid. 2-isopropoxy-. m... 146 C7H1403 1000151-15-1 9
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1121 (8.681 min): BF099514.D (-1118) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0
43.0 ‘ UL R R R
8.40 860 8.80 9.00
ot oo s 0500 29, 61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 UL A R R
8.40 860 880 9.00
43.0 77.0 105.0 m/z 77.00 26 .50%
0 200 | | | M 91.0 M 121.0  149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 106.00 16.55%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
LN SR SR S SURLELELA UL SURLELELA B SR WA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester R L
59.0 8.40 860 880 9.00
m/z 42.95 14 .64%
5000
43.0
ol 150 20 || 730 890 170
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.59 18.37 ng 699955 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 52
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1446 (10.592 min): BF099514.D (-1442) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
o 10120 10140 1060 10.80 1160
152.0 : : : : :
Ok 2l b 90 ) 1260 e m/z 77.00 58.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LN AR SUNL I
0 10.20 10.40 10.60 10.80 11.00
oL m/z 182.10 47.25%
o270 ! Al 1260 1520 !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 183.0 10.20 10.40 10.60 10.80 11.00
5000 51.0 m/z 51.00 20.73%
127.0 154.0
L e L L U WL B S WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- T B L e
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 8.12%
77.0
5000
51.0
o 270 _ 910 ) 1200 154.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 6 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.40 ng 128483 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1996 (13.827 min): BF099514.D (-1991) (-) m/z 57.10 100.00%
5000 V_/\\M_,AJLJ\'\A
' 13.60 13.80 14.00 14.20
0 m/z 43.05 90.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LRI BN SULIILE B B
13.60 13.80 14.00 14.20
m/z 55.00 89.91%
oL260] L | “ \‘ ‘L 13 D 17702109 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 A BN SUNRLN BN B
13.60 13.80 14.00 14.20
5000 m/z 83.00 83.92%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester A EaEEE S S
510 470 13.60 13.80 14.00 14.20
' m/z 69.10 74 .70%
h WNWVAN*NW
39.0 250.0
oL 260 .W.‘., |10 a0 P00 2970 o o xOvmter T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101517\
Data File : BF099514.D

Aca On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 7 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.07 ng 59726 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 89
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2257 (15.363 min): BF099514.D (-2253) (-) m/z 252.05 100.00%
25%.1
5000
126.0

15.00 15.20 15.40 15.60
44.0 83.0 149.1169.1 200.1 224.0 283.1
/ m/z 250.10 27.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 21.63%
=y Z¢ 990“ ‘H 1460 174.0 200.0 224.0 ‘H
[ T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 126.00 15.98%
126.0
26.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene

.0 15.00 15.20 15.40 15.60
m/z 125.00 15.36%

5000

27.0 50.0 74.0 99.0 150.0 174.0 198.0 224.0
 RRRRERR I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1500 1520 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101517\
Data File : BF099514.D

Acq On : 15 Oct 2017 15:26

Operator : SJ/JU

Sample : 15752-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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... 5.07 12.5 ng 351668 1 6.85 564203 20.0
unknown6 .62 6.62 70.3 ng 1982160 1 6.85 564203 20.0
2-Hydroxy-iso-but. .. 8.68 5.1 ng 189927 2 8.13 748555 20.0
Benzophenone 10.59 18.4 ng 699955 3 9.88 762168 20.0
Pentafluoropropio... 13.83 4.4 ng 128483 5 14.01 584536 20.0
Benzo[e]pyrene 15.36 2.1 ng 59726 6 15.48 578221 20.0
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