LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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 5.140 514 519 529 rBV 551217 726225 19.78% 2.252%
2 5.528 580 585 588 rBY 3359082 3509124 95.55% 10.882%
3 6.534 750 756 766 rBY 3225643 3672414 100.00% 11.389%
4 6.675 775 780 783 rBVY 3464625 3440950 93.70% 10.671%
5 6.904 815 819 823 rBVY 1162665 906500 24.68% 2.811%
6 7.063 841 846 849 rBY 3003014 2633640 71.71% 8.167%
7 7.469 909 915 918 rBVY 2135853 2145711 58.43% 6.654%
8 8.186 1033 1037 1040 rBV 1290843 1070177 29.14% 3.319%
9 9.263 1215 1220 1223 rBV 3324793 3244953 88.36% 10.063%
10 9.651 1283 1286 1289 rBV 179643 154492 4.21% 0.479%

11 9.939 1331 1335 1339 rBV 1083366 964286 26.26% 2.990%
12 10.727 1465 1469 1473 rBV 1770218 1646781 44.84% 5.107%
13 10.851 1485 1490 1492 rBV 35415 44359 1.21% 0.138%
14 11.322 1565 1570 1575 rVB4 22958 37163 1.01% 0.115%
15 11.427 1584 1588 1590 rBV 1049358 889700 24.23% 2.759%

16 11.451 1590 1592 1596 rVvVv 303084 230814 6.29% 0.716%

17 11.504 1597 1601 1604 rVB 72187 65164 1.77% 0.202%
18 11.945 1670 1676 1683 rBV2 112326 189871 5.17% 0.589%
19 12.039 1689 1692 1694 rBV 59550 60280 1.64% 0.187%
20 12.563 1778 1781 1788 rVB 33939 36738 1.00% 0.114%

21 12.639 1790 1794 1798 rBV 560910 467033 12.72% 1.448%
22 12.727 1806 1809 1812 rBV2 56636 52074 1.42% 0.161%
23 12.868 1827 1833 1837 rBV 469921 468935 12.77% 1.454%
24 13.016 1853 1858 1861 rVB 2776754 2709627 73.78% 8.403%

25 13.092 1866 1871 1873 rBV3 36091 59450 1.62% 0.184%
26 13.198 1886 1889 1892 rVB2 55808 51728 1.41% 0.160%
27 13.298 1902 1906 1910 rBVZ2 50147 50253 1.37% 0.156%
28 13.468 1933 1935 1944 rVB6 28868 42320 1.15% 0.131%
29 13.698 1971 1974 1980 rVB 58048 65883 1.79% 0.204%
30 13.815 1990 1994 1996 rBV2 42420 53294 1.45% 0.165%

31 13.898 2005 2008 2016 rVvB2 111743 158330 4_.31% 0.491%
32 14.068 2031 2037 2039 rBV2 1042843 1151608 31.36% 3.571%
33 14.092 2039 2041 2046 rVB 219980 200231 5.45% 0.621%
34 15.115 2211 2215 2218 rBV2 127512 196882 5.36% 0.611%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.486 2275 2278 2285 rVV 93644 124036 3.38% 0.385%

36 15.551 2285 2289 2301 rVB2 493740 725637 19.76% 2.250%

Sum of corrected areas: 32246663
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100440.D

11 Nov 2017 15:02

SJ/Ju

16407-04

13 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 16.02 ng 726225 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 519 (5.140 min): BF100440.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 B SARAE SRR RN R
| 83.0 | 4.80 5.00 5.20 5.40
o) BEMENY 1 S| RN M S m/z 59.00 54.88%
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 B AR A L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.42%
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 14.01%
41.0
29.0 101.0
ol 73.0 86.0
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 Rmma A a ma ey
59.0 480 5.00 5.20 5.40
m/z 41.00 9.12%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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 unknown6.67 Concentration Rank 1

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

6.67 75.92 ng 3440950 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF100440.D (-775) (-) m/z 132.00 100.00%
13p.0
5000 68.1
a0, %o "ok k0 6ko 760
0! : I B e B B m/z 68.10 44 _25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 S RS SAASE RS AR
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.24%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7ho
5000 ogo 1160 m/z 66.00 27 .52%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- AL B R mam e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.33%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
0"'l"'w“'w'rl'”W'“*'N“'lu'“ N SN SO IREBE ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.27 ng 189871 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1677 (11.951 min): BF100440.D (-1670) (-) m/z 192.10 100.00%
192.1
5000
431 73.0 N 1 V1B O
|| ||| | 944 1291 41650 213.1 56,2 11.60 11.80 12.00 12.20
o.n,n.wnm!“”.- . m/z 191.10 52.88%
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000
129.0 11.60 11.80 12.00 12.20
970 185.0 228.0 m/z 189.10 28.65%
0: : ‘:‘:::l‘ H‘ ‘ |‘M‘||‘=‘H|‘||‘Mﬁ||‘||||‘||1|5|79|‘|| e |||||||||||
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 73.00 25.25%
83.0
157.0 1850 213.0 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 60.00 24 .04%
5000 129.0
0L15.0 LM 177,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100440.D

Aca On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.75 ng 158330 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 87
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 83
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 83
4 Fumaric acid. 2-chloropropvl tri... 374 C20H35CI104 1000348-57-1 83
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 83
Abundance Scan 2008 (13.898 min): BF100440.D (-2005) (-) m/z 43.05 100.00%
5000 rjkﬁfwmwvﬁwNmJ\uwfw¢wmw\wwnh
13.60 13.80 14.00 14.20
o} m/z 57.05 98.80%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 L SRR S BN S
13.60 13.80 14.00 14.20
200 195.0 m/z 55.00 93.59%
ol—— \I‘ I“ H ‘\ \ ‘ “ ‘\\1?4 0i|.8|2 |0210 0 ; IZ?SI'OI —— |3|56|0
m/z--> 50 200 250 300 350
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 84 .42%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecy! ester R R
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.10 77.85%
5000
111.0
0 141.0,65.0196.0224.0  269.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100440.D

Acq On : 11 Nov 2017 15:02

Operator : SJ/JU

Sample : 16407-04

Misc :

ALS Vial : 13 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... 5.14 16.0 ng 726225 1 6.90 906500 20.0
unknown6 .67 6.67 75.9 ng 3440950 1 6.90 906500 20.0
Tetradecanoic acid 11.95 4.3 ng 189871 4 11.43 889700 20.0
Pentafluoropropio... 13.90 2.8 ng 158330 5 14.07 1151610 20.0
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