LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 5.081 505 509 518 rBV 79644 93579 6.07% 0.698%
2 5.481 572 577 580 rBVY 1248619 1176419 76.31% 8.780%
3 6.492 744 749 757 rBV 1245395 1253185 81.29% 9.353%
4 6.628 768 772 776 rBVY 1304511 1268959 82.31% 9.470%
5 6.857 808 811 815 rBV 497512 416104 26.99% 3.105%
6 7.016 834 838 841 rBVY 1187245 981645 63.67% 7.326%
7 7.422 902 907 910 rBV 855201 759895 49.29% 5.671%
8 8.139 1025 1029 1033 rBV 660552 537938 34.89% 4._.015%
9 9.216 1207 1212 1215 rBV 1872347 1541713 100.00% 11.506%
10 9.604 1275 1278 1281 rBV 108274 87282 5.66% 0.651%
11 9.816 1308 1314 1318 rBvV2 45386 39946 2.59% 0.298%
12 9.898 1324 1328 1331 rBV 642944 567722 36.82% 4.237%
13 10.316 1396 1399 1402 rVB 54355 41141 2.67% 0.307%
14 10.686 1458 1462 1465 rBV 883946 801321 51.98% 5.980%
15 10.792 1476 1480 1487 rBV 37100 42168 2.74% 0.315%
16 11.380 1576 1580 1583 rBvV 581358 521997 33.86% 3.896%
17 11.404 1583 1584 1587 rVB 115578 69293 4 _.49% 0.517%
18 11.898 1662 1668 1675 rBV2 144393 214381 13.91% 1.600%
19 11.992 1681 1684 1686 rBvV2 27552 29869 1.94% 0.223%
20 12.015 1686 1688 1694 rVB 82658 69379 4 _.50% 0.518%
21 12.327 1737 1741 1744 rBV 40914 35470 2.30% 0.265%
22 12.486 1766 1768 1771 rVB 61011 50542 3.28% 0.377%
23 12.557 1777 1780 1783 rBV 23540 21449 1.39% 0.160%
24 12.592 1783 1786 1791 rVB 150251 138230 8.97% 1.032%
25 12.686 1799 1802 1805 rBV2 61749 66548 4.32% 0.497%
26 12.821 1819 1825 1828 rBV 140835 146401 9.50% 1.093%
27 12.880 1832 1835 1838 rVB2 57547 47547 3.08% 0.355%
28 12.963 1845 1849 1853 rBVY 1139318 1091910 70.82% 8.149%
29 13.039 1858 1862 1866 rBV5 17080 29883 1.94% 0.223%
30 13.098 1870 1872 1875 rBV 46056 39469 2.56% 0.295%
31 13.257 1896 1899 1901 rVB2 19635 20158 1.31% 0.150%
32 13.657 1965 1967 1971 rVB 19406 18657 1.21% 0.139%
33 13.851 1997 2000 2006 rVB2 79738 99276 6.44% 0.741%

34 14.021 2024 2029 2032 rBV 510493 507899 32.94% 3.791%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.045 2032 2033 2039 rVB 77935 60908 3.95% 0.455%
36 15.062 2203 2206 2209 rBV 37363 48011 3.11% 0.358%
37 15.427 2265 2268 2273 rBV 43500 59128 3.84% 0.441%

38 15.492 2275 2279 2284 rBV2 316887 403804 26.19% 3.014%

Sum of corrected areas: 13399226
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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\BF112717\

BF100899.D

27 Nov 2017 18:28

SJ/Ju

16548-09

21 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

Abundance TIC: BF100899.D
1500000
.63
5.48 6.4? 7.02
1000000
7.42
500000 6.86
5.08
O T L e e e o e e B L B e e e e I e e B e L S e e e e e L e o
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: BF100899.D
9|22
1500000
12.96
1000000 10.69
8.14
9.90 11.38
500000
11.40 11. 12.5912.82
9.60 g5 10.32 0.79 12.32%4%2.692.8813103 26 13
e e LE— 1 Y Y o Sl e e LB S 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 TIC: BF100899.D
1500000
1000000
14.02
500000
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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 unknown5.08 Concentration Rank 4

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

5.08 4_.50 ng 93579 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 509 (5.081 min): BF100899.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IIl|llll|llll|llll|l’l‘ll
| 83.0 | 480 500 5.20 5.40
o) SR MISSSOY | SRS G MM MRS m/z 59.10 57.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 R UL A R IR
480 500 5.20 5.40
29.0 101.0 m/z 101.10 19.86%
0 180 | 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14 .89%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- R e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.32%
5000 59.0
15.0 101.0
31.0
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"|' U UL A R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 60.99 ng 1268960 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 772 (6.628 min): BF100899.D (-768) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%1 %1 520 o) Gbo 680 700
01 : e B m/z 68.10 39.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 S S RN A

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.15%

31.0 510
0 ‘ Il 1 H 1y !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 _.67%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e RERmE B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.86%
74.0
116.0
5000 98.0
e A S LN puentust 0 ENSSSS
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF110817.M Tue Nov 28 10:51:36 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 8.21 ng 214381 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 1668 (11.898 min): BF100899.D (-1662) (-) m/z 73.00 100.00%
430 73.0
5000
97.1 1291 213.2
' 1571 1851 1 562 403, | 1060 1180 12,00 1220
0 m/z 43.05 94 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR A B AR
83.0 11.60 11.80 12.00 12.20
JL 157.0 185 0 213.0 256.0 m/z 60.00 88.36%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.10 75 .08%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.00 73.07%
5000 129.0

e e

15.0
R EEBEEEEEEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.66 ng 69379 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 90
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 90
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
Abundance Scan 1689 (12.021 min): BF100899.D (-1686) (-) m/z 192.10 100.00%
192.1
5000
165.0
62.9 81.7 96.0 11.80 12.00 12.20 12.40
) e P .1 20 NN | m/z 191.10 57.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.80 12.00 12.20 12.40
m/z 189.10 18.12%

94.0 165.0
0 39'0 63.0 77'q M 115'0 139.0 L Il Il H‘ ‘
A o e L o o A LA B e o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192.0
11.80 12.00 12.20 12.40
5000 m/z 193.10 14 .59%
165.0
0 39.0 63.0 82.0 96.0 1150 139.0
L e e L B e e o LA B e o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54730: 1H-Indene, 2-phenyl-
192.0 11.80 12.00 12.20 12.40
m/z 165.00 12.16%
5000
165.0
0 630 770 950 1190 1390 | ‘H
L o e B L e e e e o e e e o
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.55 ng 66548 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 1803 (12.692 min): BF100899.D (-1799) (-) m/z 60.00 100.00%
6d.0
202.1
5000
IIIIIIIIIIAIAIIIIIIII
12.40 12.60 12.80 13.00
Ot i m/z 73.00 89.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 55.00 84 .41%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
420 1290 o "1240 12180 12,80 1300
5000 157.0 ' m/z 43.10 79.76%

101.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid A EEREE RS
12.40 12.60 12.80 13.00
m/z 202.05 75.58%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100899.D

Aca On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample : 16548-09

Misc :

ALS Vial : 21 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 7 Trifluoroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.91 ng 99276 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2000 (13.851 min): BF100899.D (-1997) (-) m/z 57.10 100.00%
57.1
5000 ,Mmﬁgvﬁ,m“ﬂwwJ(M/VV“VMJVWM”J
1360 13.80 14.00 14.20
(o} m/z 43.10 94 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 LR IR B SULUL I
13.60 13.80 14.00 14.20
m/z 83.10 87.16%
oL260) | | H \\ ‘\ F“‘OQ 1820 2550 3060
m/z--> 50 200 250 300 350 400
Abundance
57.0
97.0 R AR SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 55.10 86.23%
0 -2-6'-0- | LA -1-3?.? -1-77-'0-2|1-O?- -255-0- LI -3?6-0- LA B \MNV‘,N\J\'\M/J\UV\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester I a  BREEEEES B
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 75.60%
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100899.D

Acq On : 27 Nov 2017 18:28

Operator : SJ/JU

Sample - 16548-09

Misc :

ALS Vial : 21 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]
unknown5.08 5.08 4.5 ng 93579 1 6.86 416104 20.0
unknown6.63 6.63 61.0 ng 1268960 1 6.86 416104 20.0
n-Hexadecanoic acid 11.90 8.2 ng 214381 4 11.38 521997 20.0
Phenanthrene, 2-m... 12.02 2.7 ng 69379 4 11.38 521997 20.0
Octadecanoic acid 12.69 2.5 ng 66548 4 11.38 521997 20.0
Trifluoroacetic a... 13.85 3.9 ng 99276 5 14.02 507899 20.0
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