LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF071017\

Data File : BF096614.D

Aca On : 10 Jul 2017 21:21 Instrument :

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

3?22'6 : 14071-07 HR-06-070617-C

ALS Vial : 12 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-BF070117.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 3.028 157 160 177 rBvV 28876 87141 3.21% 0.353%
2 4.875 469 474 485 rVB 382458 529540 19.50% 2.143%
3 5.298 541 546 549 rBVY 2573438 2541805 93.60% 10.284%
4 6.322 715 720 723 rBVY 2407582 2598841 95.70% 10.515%
5 6.451 737 742 745 rBVY 2586630 2517296 92.70% 10.185%
6 6.681 777 781 785 rBV 822352 670756 24.70% 2.714%
7 6.840 804 808 811 rBVY 2146982 1918144 70.64% 7.761%
8 7.240 871 876 880 rBVY 1497573 1604814 59.10% 6.493%
9 7.963 994 999 1002 rBY 1046651 920222 33.89% 3.723%
10 9.039 1177 1182 1186 rBV 2614515 2715537 100.00% 10.987%

11 9.434 1245 1249 1252 rBV 471657 361199 13.30% 1.461%
12 9.710 1291 1296 1300 rBV 1019542 1019889 37.56% 4.127%

13 10.163 1369 1373 1376 rVB 46438 41330 1.52% 0.167%
14 10.498 1425 1430 1433 rBV 1638821 1579475 58.16% 6.391%
15 10.633 1450 1453 1461 rBvV 70449 84761 3.12% 0.343%
16 11.080 1525 1529 1531 rBV2 53280 47513 1.75% 0.192%

17 11.192 1543 1548 1551 rBV 1075477 952485 35.08% 3.854%
18 11.598 1613 1617 1621 rVB 161468 140076 5.16% 0.567%
19 12.280 1730 1733 1735 rBV 620705 524928 19.33% 2.124%
20 12.304 1735 1737 1740 rVB 406493 328431 12.09% 1.329%

21 12.392 1749 1752 1755 rBV 81064 64853 2.39% 0.262%
22 12.774 1812 1817 1821 rBV 2056363 2208369 81.32% 8.935%
23 13.680 1967 1971 1978 rBV 121677 135397 4._.99% 0.548%
24 13.816 1990 1994 1998 rBV 695972 639846 23.56% 2.589%
25 15.210 2227 2231 2238 rVB 404480 482563 17.77% 1.952%

Sum of corrected areas: 24715211
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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\BFO071017\

BF096614 .D

10 Jul 2017 21:21

SJ/Ju

14071-07

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000
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500000
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TIC: BF096614.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 (S)-(+)-1,2-Propanediol Concentration Rank 8

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

3.03 2.60 ng 87141 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Nitrobenzene. 2-bromo-4-methoxv-... 291 C9H10BrNO5 1000255-48-9 9
5 2-Butanol, (R)- 74 C4H100 014898-79-4 9

Abundance Scan 160 (3.028 mm) BF096614.D (-157) (-) m/z 45.00 100.00%
458.0
5000

38.9 61.0 838 2.60 2.80 3.00 3.20 3.40
O'W”“W”P”W“W”“P“W“W”hh”P”WmWL“PmP“WmW“”PWP“W m/z 43.00 16.72%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 [TTIrT[rrrr[rrrr[prrrrprors

2.60 2.80 3.00 3.20 3.40
m/z 44.00 6.53%

31.0

19.0 77 39.0 55.061.0 75.0
LA 2 o
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
2.60 2.80 3.00 3.20 3.40
5000 m/z 61.00 5.21%
100 20
0 13.0 39.0 55.0 610 76.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol e e
48.0 2.60 2.80 3.00 3.20 3.40
m/z 46.00 3.36%
5000
29.0
190 ] 390/| 55060 76.0
O T TP oo P e e e e e e ey T e m—
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 15.79 ng 529540 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 475 (4.881 min): BF096614.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo ik 4bo 5o Sk
ot e m/z 59.00 54.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 3k sho 5k
0
150 a0 1010 m/z 101.10 15.13%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 14 .30%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A b R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.74%
5000
410 101.0
oL 150 30 Tls00, | 690 830 .
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 3 unknown6.45 Concentration Rank 1

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

6.45 75.06 ng 2517300 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 742 (6.451 min): BF096614.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 s40 | 9.0 " 620 640 6.60 6.80
o Yy 1 P25 1A H | m/z 68.10 39.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IERSEUASE AR R
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.81%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 640 6.60 6.80
5000 67.0 m/z 66.00 25.54%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.29%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80

8270-BF070117.M Tue Jul 11 16:19:22 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Tridecanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.60 2.94 ng 140076 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1617 (11.598 min): BF096614.D (-1613) (-) m/z 74.00 100.00%
74.0
5000 43.0
11.20 11.40 11.60 11.80 12.00
o} m/z 87.10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 43.0 U IR BRI LR B
1120 11.40 11,60 11.80 12.00
143.0 m/z 43.05 45_.80%
0 | \H ‘H‘ I 970 | ‘ 18\50\ 2280
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260
Abundance
74.0
11.20 11.40 11.60 11.80 12.00
5000 43.0 m/z 54.95 32.62%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester T T T T T T
74.0 11.20 11.40 11.60 11.80 12.00
m/z 40.95 27 .44%
5000 430
150 ) | || 570 100190 smo a0 2o
0||||||||||l||‘| ||||H|||||||||||||||||||||||||||||||||||| ——— —r —_ — T~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Methyl 6,1l1-octadecadienoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.28 11.02 ng 524928 Phenanthrene-d10 11.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 6.11-octadecadienoate 294 C19H3402 1000336-43-2 95
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 94
4 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 93
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 93

Abundance Scan 1733 (12.280 min): BF096614.D (-1730) (-) m/z 67.00 100.00%

5000

12.00 12.20 12.40 12.60
m/z 81.10 86.31%

ol 220.2  263.2 294.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139682: Methyl 6,11-octadecadienoate

12.00 12.20 12.40 12.60
m/z 55.05 84.82%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

67.0
41.0 B N REmEE e
95.0 12.00 12.20 12.40 12.60
5000 m/z 41.10 67.60%
123.0

. 15001780 5930 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethy! linoleate PP R T T T

12.00 12.20 12. 40 12 60

m/z 95.05 57.46%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 00 12. 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 14-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.30 6.90 ng 328431 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 80
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 68
5 Palmitoleic acid 254 C16H3002 000373-49-9 53

Abundance Scan 1736 (12.298 min): BF096614.D (-1735) (-) m/z 55.00 100.00%

54.0
5000 ] M—A

180.1 2222 264.2 12. 00 12. 20 12. 40 12. 60
0 m/z 43.00 60.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

5000 e  EAEEnmaa
12. 00 12. 20 12. 40 12. 60

264.0 m/z 41.00 58.15%
296.0

29.0

138.0 180.0  222.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55.0
83.0 12.|00 12.|20 12.|40 12.I60
5000 ' m/z 69.10 52.03%
29.0
111.0

. 137.0 180.0 222.0 264.0 296.0

WW@W’WWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 74.00 44.31%

5000

180.0  222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF070117.M Tue Jul 11 16:19:24 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096614.D

Aca On 10 Jul 2017 21:21

Operator : SJ/JU

Sample : 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 8 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.23 ng 135397 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1971 (13.680 min): BF096614.D (-1967) (-) m/z 57.05 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 95.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol

0 83.0

:

5000 111.0 B e
13.40 13.60 13.80 14.00

m/z 55.00 90.10%

29.0
0 139.0 167.0 1960 238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
et R
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 82.66%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L
Abundance #197885: Trichloroacetic acid, pentadecy! ester s B S
43. 13.40 13.60 13.80 14.00

83.0 m/z 97.10 73.95%

5000

]

139.0

182.0 210.0
RN B R n s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096614.D

Acq On 10 Jul 2017 21:21

Operator : SJ/JU

Sample - 14071-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
(S)-(+)-1,2-Propa. .. 3.03 2.6 ng 87141 1 6.68 670756 20.0
2-Pentanone, 4-hy... 4.88 15.8 ng 529540 1 6.68 670756 20.0
unknown6 .45 6.45 75.1 ng 2517300 1 6.68 670756 20.0
Tridecanoic acid,... 11.60 2.9 ng 140076 4 11.19 952485 20.0
Methyl 6,11-octad... 12.28 11.0 ng 524928 4 11.19 952485 20.0
14-Octadecenoic a... 12.30 6.9 ng 328431 4 11.19 952485 20.0
1-Heneicosanol 13.68 4.2 ng 135397 5 13.82 639846 20.0
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