LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 height area % max. total

5.022 496 499 516 rVB 79781 111478 3.61% 0.523%
5.434 566 569 592 rBV 929569 1230104 39.88% 5.772%
rBv2 608705 866396 28.09% 4._.065%
6.581 761 764 771 rBV 1920971 1929808 62.56% 9.055%
6.810 799 803 810 rBV 630368 559408 18.14% 2.625%
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6.963 825 829 840 rBV 2638779 2617722 84.87% 12.283%
7.381 895 900 917 rBV 2017906 2043394 66.25% 9.588%
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rBv2 25761 31790 1.03% 0.149%

7.928 989 993 1000 rVB 76126 65969 2.14% 0.310%

1 8.092 1017 1021 1024 rBV 716642 670883 21.75% 3.148%
11 8.804 1140 1142 1147 rBV 101673 95673 3.10% 0.449%
12 8.904 1153 1159 1167 rVB 82931 81218 2.63% 0.381%
13 9.169 1199 1204 1207 rBV 3095173 3084538 100.00% 14.473%
14 9.269 1217 1221 1225 rVB 53008 48382 1.57% 0.227%
15 9.563 1268 1271 1276 rVB 76483 68020 2.21% 0.319%
16 9.828 1313 1316 1317 rBV 48212 40778 1.32% 0.191%

17 9.845 1317 1319 1322 rVV2 637658 549017 17.80% 2.576%
18 9.881 1322 1325 1330 rVB 204916 179652 5.82% 0.843%
19 10.057 1351 1355 1359 rBvV 109643 102110 3.31% 0.479%
20 10.398 1410 1413 1419 rBV 134597 117351 3.80% 0.551%

21 10.557 1437 1440 1443 rBV 43237 42610 1.38% 0.200%
22 10.645 1451 1455 1467 rBV 1010088 1082928 35.11% 5.081%
23 11.339 1569 1573 1575 rBV 579489 515907 16.73% 2.421%
24 11.363 1575 1577 1581 rVB 310117 257689 8.35% 1.209%
25 11.416 1584 1586 1591 rVvVv 30434 38703 1.25% 0.182%

26 11.857 1656 1661 1669 rBV2 299445 405763 13.15% 1.904%
27 12.563 1776 1781 1789 rBV2 250232 414113 13.43% 1.943%
28 12.639 1792 1794 1798 rVVv4 62231 65068 2.11% 0.305%
29 12.792 1818 1820 1825 rVB2 89624 98500 3.19% 0.462%
30 12.922 1838 1842 1845 rBV 2512966 2450833 79.46% 11.500%

31 12.969 1845 1850 1856 rVB2 78082 136519 4.43% 0.641%
32 13.727 1977 1979 1982 rBV3 77268 96667 3.13% 0.454%
33 13.992 2020 2024 2030 rVB 615738 663902 21.52% 3.115%
34 15.463 2270 2274 2278 rBV 400105 549429 17.81% 2.578%

8270-BF121417 .M Tue Dec 19 12:49:07 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21312322
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101504.D
3000000

6.96
2500000

7.38
2000000 6.58

1500000
1000000 5.43

6.46]| 6.81
500000

5.02 t_‘ 7.8
T e S e e el T e L L e

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: BF101504.D
3000000 917
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2500000

2000000

1500000
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1000000
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0 I e e L e B e e e B e B e B B L B e e e e e e e e o e e e e e S L 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: BF101504.D
3000000
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2000000

1500000

1000000

500000

O

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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 4

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

5.02 3.99 ng 111478 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 499 (5.022 min): BF101504.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 [Trrr[rrr T T[T T
53 83 | 460 4.80 5.00 5.20 5.40
o) SECEREEEEEESEESSSMISMIN 14 1 PRSEBRLS S Y ST M m/z 59.00 53.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S UL L
460 4.80 5.00 5.20 5.40
m/z 101.00 18.77%
o 5%ar, 88 g3 0!
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 15.72%
101
o 15 53137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone |“....|||||||||||||||||||
43 460 4.80 5.00 5.20 5.40
m/z 41.05 9.51%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R SR SR LS LR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.58 Concentration Rank 2

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

6.58 68.99 ng 1929810 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF101504.D (-761) (-) m/z 132.00 100.00%
132
5000 68
96 SR ARERE N SR R
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 42.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RN RS AL R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.49%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.03%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.40%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 Naphthalene, 2-methyl- Concentration Rank 7

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

8.90 2.42 ng 81218 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 1158 (8.898 min): BF101504.D (-1153) (-) m/z 141.10 100.00%
141
5000
115
39 59 6371 89 g7 8.60 8.80 9.00 9.20
0.,“.w”.hm.quwinﬂbmw.mhnmq.”wsd.““.““J,”.“.. m/z 142_.10 98 .33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142
5000 IR LR L S
115 8.60 8.80 9.00 9.20
m/z 115.00 30.80%
ol 2z B o1 S B e | 126
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
8.60 8.80 9.00 9.20
5000 115 m/z 143.10 20.82%
ol 27 39 51 837l 8 q0p 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- L L L L LA
141 8.60 8.80 9.00 9.20
m/z 139.00 11.83%
5000 115
Lo2r st Frog 8 10 | g ) A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 15.73 ng 405763 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1662 (11.863 min): BF101504.D (-1656) (-) m/z 73.00 100.00%
60 73
5000 129 V~“w_____ﬁh,JNvu~MNM,fhﬁw_~
213
7 {00 I o
10115 1 1707115 00 | 227 206 1160 1180 12.00 12.20
0 m/z 43.05 95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L BRI B SULRN B

11. 60 11. 80 12. OO 12 20

m/z 60.00 87 .36%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e a
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 69.31%
29 171
g7 o 185 214
o 15 101 143157 198
o o L B RAmas Eses
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e  RRRaS Bam
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 69.15%
5000 129
7 185 228
01115 | 1435171
S \ 0 v ol 70 W [
m/z--> 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 : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 6 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.64 2.52 ng 65068 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1794 (12.639 min): BF101504.D (-1792) (-) m/z 73.00 100.00%

B 1B
5000 129

185 i1 R B B
143157171 | 199  2274%,0c 284 12.40 12.60 12.80 13.00
Otrrprrrrfits m/z 43.00 98.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57
5000 LIRS
29 12.40 12.60 12.80 13.00
m/z 55.00 89.45%
0 ..1.5, .‘a‘. .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
T T
12.40 12.60 12.80 13.00
5000 129 m/z 41.10 88.28%
97
115 185 241 284

143157171 | 199513227 | 255

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

Abundance #107549: n-Hexadecanoic acid b RRREE EEE A

43 0 12.40 12.60 12.80 13.00
m/z 60.00 81.95%

5000
213
143157171185199
o MM
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:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 7 unknownl3.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.91 ng 96667 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole, 2-methyl- 131 C9HON 000095-20-5 30
2 Indolizine, 8-methyl- 131 C9HON 031108-58-4 30
3 Indolizine, 1-methyl- 131 C9HON 000767-61-3 30
4 1-Naphthalenol, 1,2,3,4-tetrahyd... 190 C12H1402 021503-12-8 30
5 1H-Indole, 3-methyl- 131 C9HON 000083-34-1 30
Abundance Scan 1979 (13.727 min): BF101504.D (-1977) (-) m/z 130.05 100.00%
130
5000 JMM/
o 263 s1s a7 || 1340 13,60 1980 1400
0 m/z 117.00 95.21%
m/z--> 50 100 150 200 250 300 350
Abundance #13971: 1H-Indole, 2-methyl-
130
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
m/z 131.00 T2.77%
51 /7 103
0||2?‘|i“|“|“‘|‘i|‘\||‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
130
13.40 13.60 13.80 14.00
5000 m/z 57.10 49 _.25%
51 77
103
R L S L L L B
m/z--> 50 100 150 200 250 300 350
Abundance #13992: Indolizine, 1-methyl- R a R mamEE L
130 13.40 13.60 13.80 14.00
m/z 43.10 44 . 44%
5000 kﬂp,iimkmdmddﬁ/AwﬂWNVVJVJ\/
5t 103
0 ""I‘N'L' e ISR N SRR BN U
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101504.D

Acq On : 19 Dec 2017 3:23

Operator : SJ/JU

Sample - 16909-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.02 4.0 ng 111478 1 6.81 559408 20.0
unknown6 .58 6.58 69.0 ng 1929810 1 6.81 559408 20.0
Naphthalene, 2-me... 8.90 2.4 ng 81218 2 8.09 670883 20.0
n-Hexadecanoic acid 11.86 15.7 ng 405763 4 11.34 515907 20.0
Pentadecanoic acid 12.64 2.5 ng 65068 4 11.34 515907 20.0
unknownl13.73 13.73 2.9 ng 96667 5 13.99 663902 20.0

8270-BF121417 .M Tue Dec 19 12:49:14 2017 Page: 10



