LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On © 25 Jul 2017 19:30 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 14369-04 MW-4-20170720

ALS Vial : 14 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-BF072517.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 4.640 465 468 479 rBV 86111 117402 3.30% 0.498%
2 5.098 542 546 558 rBY 1258802 1386301 38.98% 5.883%
3 6.157 722 726 741 rBVY 1074853 1077986 30.31% 4_.575%
4 6.269 741 745 749 rBVY 2624217 2537999 71.37% 10.771%
5 6.498 780 784 791 rBV 947624 841137 23.65% 3.570%

6.651 806 810 814 rBV 2085244 2171979 61.08% 9.217%
7.069 875 881 884 rBV 1853946 1925739 54.15% 8.172%
7.780 997 1002 1009 rBV 1312573 1144064 32.17% 4 _.855%
8.863 1180 1186 1189 rBV 3347032 3556051 100.00% 15.091%
9.257 1249 1253 1256 rBV 172410 130985 3.68% 0.556%

=
QO ~NO®

11 9.527 1294 1299 1306 rVB 1224986 1155480 32.49% 4.904%
12 10.316 1428 1433 1436 rBV 1913417 2018976 56.78% 8.568%
13 10.451 1453 1456 1463 rVB 68187 77194 2.17% 0.328%
14 10.898 1527 1532 1534 rBV 51453 46208 1.30% 0.196%
15 10.998 1545 1549 1553 rBV 1201267 1000642 28.14% 4.246%

16 11.321 1598 1604 1607 rBV 27720 36240 1.02% 0.154%
17 11.557 1640 1644 1653 rBV2 198864 210527 5.92% 0.893%
18 12.339 1773 1777 1781 rBV 107744 121631 3.42% 0.516%
19 12.586 1814 1819 1822 rBV2 2488118 2814818 79.16% 11.945%
20 13.492 1970 1973 1980 rBV 60810 90279 2.54% 0.383%

21 13.621 1991 1995 2001 rBV 726928 656138 18.45% 2.784%
22 14.968 2220 2224 2231 rBV 418188 446516 12.56% 1.895%

Sum of corrected areas: 23564292

8270-BF072517 .M Wed Jul 26 17:37:57 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On - 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097038.D
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Abundance TIC: BF097038.D

500000

3000000
2500000
2000000
1500000
1000000

500000 14.97

L 1!

e B e w A B L i T A B L e e B

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF072517.M Wed Jul 26 17:37:57 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On : 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 5

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

4.64 2.79 ng 117402 1,4-Dichlorobenzene-d4 6.50
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 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 468 (4.640 min): BF097038.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
60 1°|1-° 440 4.60 4.80 5.00
ettt 829 L "m/z 59.00 54.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L L
59.0 440 460 4.80 5.00
m/z 101.00 14.19%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 4.80 5.00
5000 m/z 58.00 13.53%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A e L R
59.0 440 4.60 4.80 5.00
m/z 41.00 7.79%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On : 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2 unknown6.27 Concentration Rank 1

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

6.27 60.35 ng 2538000 1,4-Dichlorobenzene-d4 6.50
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.269 min): BF097038.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
a0, o1 "o 650 640 650
: e B m/z 68.10 40.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U R A I R
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.14%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 600 620 640 6.60
5000 m/z 66.00 26.09%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R AI A
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.19%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R A RAREEEEE S S
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On : 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.56 4.21 ng 210527 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1645 (11.563 min): BF097038.D (-1640) (-) m/z 43.00 100.00%
430 73.0
5000
11:20 11.40 1160 11.80
m/z 73.00 90.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN DAL SRR BRI B B
83.0 nmnmnmnm
VJM 1570 1geo 2130 2560 | M/Z 60.00  80.36%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11:20 11.40 1160 11.80
5000 129.0 m/z 57.05 77.16%
97.0 199.0
1570 242.0
}ﬁ?'“'I"“I"'W""P"'I”"I'”' ';719"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid R B e o
60.0 11.20 11.40 11.60 11.80
m/z 55.05 72.07%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1i'éolii 46 ii éd ii'éd"'
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On : 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.34 3.71 ng 121631 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1777 (12.339 min): BF097038.D (-1773) (-) m/z 43.00 100.00%
43.0
73.0
5000
129.1
97.1 R R e AR
J 1se B 00 MNP g 12:00 12.20 12.40 12.60
- m/z 60.00 90.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
12.00 12.20 12.40 12.60
H 2410 2840 m/z 57.00 82.62%
I 207.0
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.00 12.20 12.40 12.60
5000 129.0 m/z 73.00 71.41%
83.0
157.0 1850 213.0 256.0
107.0
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e B R
43.0 ,73.0 12.00 12.20 12.40 12.60
m/z 55.00 68.36%
5000 129.0

15.0
R e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compoun

d Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097038.D

Aca On : 25 Jul 2017 19:30

Operator : SJ/JU

ﬁ?ggle i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentafluoropropionic acid, ... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.75 ng 90279 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 1-Docosene 308 C22H44 001599-67-3 87

Abundance Scan 1973 (13.492 min): BF097038.D (-1970) (-) m/z 57.05 100.00%
.0
5000
25.1 N o oS
158.0 199.1 92412 13.20 13.40 13.60 13.80
m/z 55.05 94 .36%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0
5000 SRR BRI SN B
13.20 13.40 13.60 13.80
- 125.0 m/z 43.05 84.92%
NN \H | ||| 154018202100 2550 356.0
m/z--> éo 160 1%0 260 250 360 3%0
Abundance
43.0 97.0
| 13.20 13.40 13.60 13.80
5000 70.0 m/z 83.05 77.06%
125.0
15.0 154.0182.0210.0238.0266.0
m/z--> éo 160 1%0 200 2%0 300 3%0
Abundance #131393: n-Nonadecanol-1 T o MM
43.0 83.0 13.20 13.40 13.60 13.80
m/z 97.05 65.80%
5000
111.0
m/z--> 5'0 1(')0 150 200 250 300 3&1;0 13.20 13.40 13.|60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072517\

Data File : BF097038.D

Acg On : 25 Jul 2017 19:30

Operator : SJ/JU

3?22'6 i 14369-04 MW-4-20170720
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.64 2.8 ng 117402 1 6.50 841137 20.0
unknown6 .27 6.27 60.4 ng 2538000 1 6.50 841137 20.0
n-Hexadecanoic acid 11.56 4.2 ng 210527 4 11.00 1000640 20.0
Octadecanoic acid 12.34 3.7 ng 121631 5 13.62 656138 20.0
Pentafluoropropio... 13.49 2.8 ng 90279 5 13.62 656138 20.0
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