LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 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-BF112916.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 5.041 238 241 244 rBV 604927 636383 9.57% 1.667%
2 5.464 275 278 280 rBVY 1279526 1695121 25.49% 4_.441%
3 6.481 365 367 371 rBVY 1381348 1238731 18.63% 3.245%
4 6.630 377 380 382 rBVY 3305236 3094364 46.53% 8.106%
5 6.859 398 400 403 rBY 1073681 1200546 18.05% 3.145%
6 7.019 412 414 417 rVB 4182654 4411415 66.34% 11.556%
7 7.430 446 450 452 rBV 3920500 4143669 62.31% 10.855%
8 8.150 510 513 515 rBVY 1832646 1620695 24.37% 4.246%
9 9.225 604 607 610 rBVY 4824017 6649734 100.00% 17.420%
10 9.613 639 641 644 rBV 153093 166884 2.51% 0.437%

11 9.899 664 666 669 rvB 1818923 1563538 23.51% 4._.096%
12 10.688 732 735 737 rBV 2174280 2102445 31.62% 5.508%
13 10.813 744 746 751 rVB 62039 73007 1.10% 0.191%
14 11.259 783 785 787 rBV 74340 67228 1.01% 0.176%
15 11.385 793 796 798 rvB 1381560 1358454 20.43% 3.559%

16 11.911 840 842 844 rBV 171009 204284 3.07% 0.535%
17 12.699 909 911 918 rBV 206239 257661 3.87% 0.675%
18 12.802 918 920 922 rVvV 175126 183398 2.76% 0.480%
19 12.974 932 935 937 rBV 4501684 4884008 73.45% 12.794%
20 13.499 979 981 984 rBV 136226 144118 2.17% 0.378%

21 13.877 1012 1014 1019 rBV 58588 80749 1.21% 0.212%
22 14.014 1023 1026 1028 rBV 1156928 1149613 17.29%% 3.012%
23 14.494 1066 1068 1075 rBV3 20920 68987 1.04% 0.181%

24 15.442 1148 1151 1154 rBV 860143 1039452 15.63% 2.723%
25 15.500 1154 1156 1165 rVB 46279 139207 2.09% 0.365%

Sum of corrected areas: 38173691
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091357.D
4000000
3000000

2000000

5.46

1000000
5.04

/\

6.63

6.48

7.02

6.86

7.43

e L

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: BF091357.D
9(22

4000000

3000000

10.69

1217080

12.97

13.50
A

2000000{8.15 9.90
11.38
1000000 n
9.61 11.91
A | 10.81 11.2 A

s o .
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance TIC: BF091357.D

4000000

3000000

2000000

14.01
1000000 15.44

3.8 14.49 .50

0 e e e e e

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

19.00

18.50

8270-BF112916.M Thu Dec 01 13:56:46 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.04 10.60 ng 636383 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 241 (5.041 min): BF091357.D (-238) (-) m/z 43.00 100.00%
43
59
5000
101 T T LT T
4.80 500 5.20 5.40
Ol Sl B3 6T 8 | "m/z 59.00 52.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL AL LS UL
59 480 500 5.20 540
m/z 58.00 16.03%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 101.00 14_.03%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e A B
59 4.80 500 5.20 5.40
m/z 41.10 8.41%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 unknown6.63 Concentration Rank 2

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

6.63 51.55 ng 3094360 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 380 (6.630 min): BF091357.D (-377) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 42.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R IR L R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.57%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.37%
33 aa o 105
o 60 80 115
LN S SN I UURLELEL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ARARESEA L
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.95%
5000 og M°
S W . "~ TN S NS NS | I
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.01 ng 204284 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 842 (11.911 min): BF091357.D (-840) (-) m/z 43.10 100.00%
48
5000
129 P e T T
143157171185 199 213 11.60 11.80 12.00 12.20
o 227 26 m/z 60.00 93.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 U DL SRR BN B
11.60 11.80 12.00 12.20
m/z 73.00 79.82%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
SAARAR RASAR RARRL RAARY
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 74 .85%
129 242
87 199
. 101115 | 143157171185 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #46615: Undecanoic acid R o
60 7 11.60 11.80 12.00 12.20
m/z 55.05 71.39%
5000 43
29 129 43
101115 186
o ,;;SII\I‘II\I\,‘,,H, | \ Ll H \”,1;‘37,17,1, T e A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 4.48 ng 257661 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 911 (12.699 min): BF091357.D (-909) (-) m/z 43.10 100.00%
57 44
5000
129
97 R B R ISR B

115 1 9431571712100 241 2s4 12.40 12.60 12.80 13.00

o} m/z 57.10 82.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid

N
w
~
w
=
N
©

5000 LANLNL B L L B L L LB
12140 1260 12.80 13.00
) m/z 60.00 80.35%
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
I
57 12.40 12.60 12.80 13.00
5000 m/z 73.00 75.99%
27 129 242
87 199

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid AP TR e
73 12.40 12.60 12.80 13.00
m/z 55.10 72 .53%
43 57
5000
129
2 ‘ 115 171185 214 VN,A_,V»_,AJA\A~AHJLV-&r
AR i B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.80 3.19 ng 183398 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 55
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 920 (12.802 min): BF091357.D (-918) (-) m/z 56.05 100.00%
56
5000
73 129 239 257
3 101 157 185 213 312 12.40 12.60 12.80 13.00 13.20
Orrrrprrre el m/z 57.10 54 _.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 A DU BURELIR BN B
nmnmnmnmnm
29 257 m/z 43.10 37.32%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ ‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 41.10 36.52%
29 73
o 97113 157 185 213 239757 L app
R s R R RN LA L S S RS LA LA RAASN LRSS LS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester A B B o B
57 12.40 12.60 12.80 13.00 13.20
m/z 55.05 29.72%
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12. 40 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.50 2.51 ng 144118 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 92
2 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 47
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 47
4 n-Butyl mvristate 284 C18H3602 000110-36-1 43
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38

Abundance Scan 981 (13.499 min): BF091357.D (-979) (-) m/z 56.10 100.00%
56
5000

13.20 13.40 13.60 13.80

g7 129

157 185 13 241 267285

0 m/z 57.10 53.55%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
5000 LI L L L L L L B |

13 20 13. 40 13.60 13.80
29 m/z 43.10 42.67%

73
129 285
267
ol .J.u i Wugﬂ NI 357.‘%§? 213 2R | su 30
m/z--> 50 100 150 200 250 300
Abundance
56

13.20 13. 40 13. 60 13.80

5000 m/z 41.05 36.18%
30 82100 129
ol
m/z--> 50 100 150 200 250 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R B
56 13 20 13. 40 13. 60 13 80

m/z 55.00 31.34%

o NM
30 g2 100 129

bt 4 NS

m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091357.D

Aca On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample : H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.50 2.68 ng 139207 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Tetratetracontane 619 C44H90 007098-22-8 45
3 Tetracosane 338 C24H50 000646-31-1 43
4 Octacosane 394 C28H58 000630-02-4 43
5 Hexatriacontane 507 C36H74 000630-06-8 43

Abundance Scan 1156 (15.500 min): BF091357.D (-1154) (-) m/z 57.10 100.00%

57
5000

R B
99 137 178 216 269 15.20 15.40 15.60 15.80

0 m/z 43.10 57 .36%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107653: Eicosane
57
5000 LN B L L L L L L N B |
15.20 15.40 15.60 15.80
m/z 71.10 56.90%
26 “‘ 141 183 225 282
ol A e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R SR R
15.20 15.40 15.60 15.80
5000 m/z 85.00 32.38%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136481: Tetracosane R REAE R S
57 15.20 15.40 15.60 15.80
m/z 55.00 16.98%
5000

99
26 ] | 141 183 225 267 338

M A Ra i ma a s IV S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091357.D

Acq On : 30 Nov 2016 16:33

Operator : UM/SJ

Sample - H5767-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 10.6 ng 636383 1 6.86 1200550 20.0
unknown6 .63 6.63 51.5 ng 3094360 1 6.86 1200550 20.0
n-Hexadecanoic acid 11.91 3.0 ng 204284 4 11.38 1358450 20.0
Tetradecanoic acid 12.70 4.5 ng 257661 5 14.01 1149610 20.0
Hexadecanoic acid... 12.80 3.2 ng 183398 5 14.01 1149610 20.0
Octadecanoic acid... 13.50 2.5 ng 144118 5 14.01 1149610 20.0
Eicosane 15.50 2.7 ng 139207 6 15.44 1039450 20.0
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