LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

Data File : BF109847.D

Aca On : 12 Oct 2018 21:23 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5394-03 FK-GF-02-027-B

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818 .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 4.904 476 479 490 rBV 49448 71563 3.33% 0.376%
2 5.316 545 549 571 rBVY 1556667 1813367 84.41% 9.516%
3 6.345 720 724 741 rBV 1593421 2020138 94.03% 10.601%
4 6.469 741 745 767 rVB 1907973 2127701 99.04% 11.165%
5 6.692 780 783 806 rBV 443750 582440 27.11% 3.056%
6 6.851 806 810 830 rBVY 1496168 1554824 72.37% 8.159%
7 7.257 875 879 902 rBV 957797 1290776 60.08% 6.773%
8 7.975 997 1001 1017 rBV 611538 718215 33.43% 3.769%
9 9.045 1179 1183 1197 rBVY 1924944 2148375 100.00% 11.274%
10 9.439 1247 1250 1259 rBV 187478 202217 9.41% 1.061%

11 9.722 1294 1298 1309 rBV 778493 749150 34.87% 3.931%
12 10.510 1428 1432 1449 rBV 898164 1132763 52.73% 5.944%

13 10.633 1450 1453 1461 rVB4 13418 23998 1.12% 0.126%
14 11.198 1546 1549 1560 rBV 499055 662842 30.85% 3.478%
15 11.280 1560 1563 1576 rVB 30576 69407 3.23% 0.364%
16 11.733 1638 1640 1646 rBV3 42768 53080 2.47% 0.279%

17 12.404 1751 1754 1767 rBV 146747 182300 8.49% 0.957%
18 12.633 1786 1793 1797 rBV 150322 192725 8.97% 1.011%
19 12.780 1813 1818 1828 rBV 1247124 1411330 65.69% 7.406%

20 12.963 1843 1849 1855 rVB 22750 33363 1.55% 0.175%
21 13.033 1855 1861 1864 rBV3 24326 40683 1.89% 0.213%
22 13.357 1913 1916 1918 rBV 24590 23418 1.09% 0.123%

23 13.686 1969 1972 1982 rBV2 62421 113113 5.27% 0.594%
24 13.827 1990 1996 1999 rBV2 536266 673018 31.33% 3.532%

25 13.998 2022 2025 2028 rBV 38546 31085 1.45% 0.163%
26 14.298 2074 2076 2079 rBV 47537 51976 2.42% 0.273%
27 14.592 2124 2126 2129 rVB 57121 50342 2.34% 0.264%
28 14.839 2164 2168 2175 rBV 95527 209997 9.77% 1.102%
29 14.904 2176 2179 2182 rVB 51989 57071 2.66% 0.299%
30 15.110 2212 2214 2221 rVB 53281 74031 3.45% 0.388%

31 15.174 2221 2225 2230 rBV 67517 110154 5.13% 0.578%
32 15.227 2230 2234 2245 rVB 304676 525287 24.45% 2.756%
33 15.645 2302 2305 2308 rBV2 44943 55647 2.59% 0.292%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 19056396
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

BF109847.D

12 Oct 2018 21:23

JussJ

J5394-03

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109847.D
6(47
6.35]
5.32
1500000 6.85
1000000 7.26
500000 6.69
4.90 L
o777 7T e ——T T T T T T
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: BF109847.D
9|05
1500000
12.78
1000000 1051
9.72
7.97
500000 1120
9.44 12.4012.63
0.63 1.28 11.73 1283 13
o' r—r— 7 — T ——r— T iD= Lo ==y — = =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109847.D
1500000
1000000
13.83
500000 15.23
.59 1484014517
O ——— — — — — ——— — T —
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5

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

4.90 2.46 ng 71563 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Octanol 130 C8H180 000589-98-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 478 (4.898 min): BF109847.D (-476) (-) m/z 43.00 100.00%
a3
59
5000
101 DS SRR AR SR
83 | 4.60 4.80 5.00 5.20
| TS 1 FMMSOT | NS+ NN I m/z 59.00 55.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RN R R R AR
59 460 480 500 520
m/z 101.00 17 .55%
0 25 3! 37 , 83 o3 101
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 500 520
5000 m/z 58.00 16.14%
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol |||||lll|llll|llll‘|llll
59 4.60 4.80 5.00 5.20
m/z 41.00 10.77%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20

8270-BF100818.M Mon Oct 15 09:01:57 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 73.06 ng 2127700 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF109847.D (-741) (-) m/z 132.00 100.00%
5000 68
40 54 7 & 9% 5 115 6.20 6.40 6.60 6.80
0 B E e m/z 68.05 40.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.99%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
6.20 6.40 6.60 6.80
5000 m/z 66.00 26.43%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e I I i
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.20%
5000 og M° M
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I (N G
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Tetrapentacontane, 1,54-dib... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.36 ng 113113 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 72
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 60
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 60
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 60
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 60
Abundance Scan 1973 (13.692 min): BF109847.D (-1969) (-) m/z 57.10 100.00%
57
5000
11 230
l 175 \ 13.40 13.60 13.80 14.00
ol by i~ m/z 83.10 77.20%
mz-> 0 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 LN B UL SULRLE SR
13140 13.60 13.80 14.00
m/z 55.00 77.01%
ol h155197 253205337 415457499543586 _ 670 755 835
mz-> 0 200 300 400 500 600 700 800
Abundance #199127. Pentafluoropropionic acid, pentadecyl ester
57
13.40 13.60 13.80 14.00
5000 1 m/z 43.05 74.83%
oLag [ L1} 1]154 220255 356
mz-> 0 100 260 300 400 500 600 700 800
Abundance #164113: Trifluoroacetic acid, pentadecy! ester AR EEREE L
57 13.40 13.60 13.80 14.00
m/z 69.00 61.92%
5000 11
0 ]ﬂ ‘ l 11552‘ 255 306
mz-> 0 100 200 300 400 500 600 700 800 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.11 2.82 ng 74031 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Benzolalpvrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2214 (15.110 min): BF109847.D (-2212) (-) m/z 252.10 100.00%
242
5000
125
112 224 14.80 15.00 15.20 15.40
ol 53 71 92 148 176 201 237 267 285 n/z 250.10 30 19%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
242
5000

14.80 15.00 15.20 15.40
m/z 253.10 21.73%

125
50 63 83 99112 146 174187200 224237

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104229: Benz[e]acephenanthrylene
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 11.44%
126
113 ‘ ‘
0 63 83 1007;” | 150 174187200 224237 |
LN o e e AR EBARESRESREnss s as
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene e A RERREEEES
252 14.80 15.00 15.20 15.40
m/z 126.10 10.76%
5000
126
0 A e 0 24 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109847.D

Aca On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample : J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 7 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.12 ng 55647 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 58
2 Octacosane 394 C28H58 000630-02-4 58
3 Heneicosane 296 C21H44 000629-94-7 58
4 Hexacosane 366 C26H54 000630-01-3 58
5 2-methyloctacosane 408 C29H60 1000376-72-8 58
Abundance Scan 2304 (15.639 min): BF109847.D (-2302) (-) m/z 57.10 100.00%
57
85
5000
‘ I I I|113134 17119 211 253 o I:I_I54I-0I I].ISG:OI I:|.I58I0I I].IGOIOI I
0 Al oy m/z 71.10 69.80%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 L B B B B
mmmmmmmm
29 m/z 43.10 62.84Y%
o | o 118 141 169 197 268
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane
57
" 15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 52.56%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane b RREmE EE e
57 15.40 15.60 15.80 16.00
m/z 41.05 30.76%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 15%0 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109847.D

Acq On : 12 Oct 2018 21:23

Operator : JU/SJ

Sample - J5394-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 4._.90 2.5 ng 71563 1 6.69 582440 20.0
unknown6 .47 6.47 73.1 ng 2127700 1 6.69 582440 20.0
Tetrapentacontane... 13.69 3.4 ng 113113 5 13.83 673018 20.0
Benzo[e]pyrene 15.11 2.8 ng 74031 6 15.23 525287 20.0
Nonadecane 15.64 2.1 ng 55647 6 15.23 525287 20.0
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