LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 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-BF113017.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 5.057 501 505 514 rBV 40218 58615 5.39% 0.638%
2 5.451 568 572 585 rBY 1022382 1030626 94.84% 11.218%
3 6.475 741 746 764 rBV 998510 1086646 100.00% 11.828%
4 6.604 764 768 771 rBV 1254456 1043669 96.04% 11.360%
5 6.828 803 806 813 rBB 294057 257405 23.69% 2.802%
6 6.987 829 833 836 rBY 1006831 807757 74.33% 8.792%
7 7.398 898 903 906 rBV 637660 542425 49.92% 5.904%
8 8.116 1021 1025 1028 rBV 345378 303114 27.89% 3.299%
9 9.186 1203 1207 1210 rBvV 1214063 1006429 92.62% 10.955%
10 9.257 1216 1219 1222 rBV 19568 16325 1.50% 0.178%
11 9.581 1268 1274 1276 rBV 63021 54984 5.06% 0.598%
12 9.792 1305 1310 1314 rVB 35551 33597 3.09% 0.366%
13 9.869 1320 1323 1327 rBvY 332092 284874 26.22% 3.101%
14 10.110 1361 1364 1368 rVB3 11568 12064 1.11% 0.131%
15 10.286 1392 1394 1397 rVB 39009 32626 3.00% 0.355%
16 10.510 1426 1432 1434 rBvV 16325 19895 1.83% 0.217%
17 10.663 1454 1458 1467 rVB 570028 498264 45.85% 5.423%
18 10.763 1472 1475 1480 rBvV2 38787 50821 4.68% 0.553%
19 11.169 1542 1544 1548 rVB 15931 13357 1.23% 0.145%
20 11.210 1548 1551 1553 rBV 23498 21093 1.94% 0.230%
21 11.239 1553 1556 1558 rvVv 17307 12907 1.19% 0.140%

22 11.363 1573 1577 1579 rBV 360241 294977 27.15% 3.211%
23 11.386 1579 1581 1585 rVB 155350 116455 10.72% 1.268%

24 11.439 1587 1590 1593 rVB 26224 21136 1.95% 0.230%
25 11.598 1613 1617 1621 rBV 16351 23812 2.19% 0.259%
26 11.639 1621 1624 1626 rBV2 17175 13863 1.28% 0.151%
27 11.875 1660 1664 1666 rBV3 24271 35718 3.29% 0.389%
28 11.892 1666 1667 1672 rVB 30366 20193 1.86% 0.220%
29 11.975 1678 1681 1684 rBV4 19284 24696 2.27% 0.269%
30 12.045 1690 1693 1696 rBv4 22566 26098 2.40% 0.284%
31 12.192 1716 1718 1722 rVB4 17772 16192 1.49% 0.176%
32 12.345 1742 1744 1746 rBV2 14489 12180 1.12% 0.133%
33 12.386 1749 1751 1753 rBV3 14926 16694 1.54% 0.182%

34 12.580 1781 1784 1787 rBV 209016 165019 15.19% 1.796%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 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-BF113017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.792 1818 1820 1821 rBV2 26787 25223 2.32% 0.275%

36 12.810 1821 1823 1827 rVB 155333 135930 12.51% 1.480%
37 12.951 1843 1847 1850 rVB 828474 790138 72.71% 8.600%
38 14.016 2024 2028 2030 rBV2 254874 261457 24 .06% 2.846%

Sum of corrected areas: 9187274
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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\BF120817\

BF101275.D

9 Dec 2017 10:39

SJ/Ju

16744-08

40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 3

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

5.06 4_.55 ng 58615 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 505 (5.057 min): BF101275.D (-501) (-) m/z 43.00 100.00%
48
59
5000
101 R T
83 4.80 5.00 5.20 5.40
o Y Y N | NS E m/z 59.10 63.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L L A
59 480 500 520 5.40
m/z 101.10 21.25%
o 25 3t 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
480 5.00 520 540
5000 m/z 58.00 16.63%
55
0 37 49 65 71 77 83 98
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #3686: 1-Propen-2-ol, acetate e
43 4.80 5.00 5.20 5.40
m/z 41.00 10.85%
5000
58
L AL AR SULELIL SUELIL L UL S SULEL SO SULI UL U L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknown6.60 Concentration Rank 1

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

6.60 81.09 ng 1043670 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 767 (6.598 min): BF101275.D (-764) (-) m/z 132.00 100.00%
5000 68
47 54 || 5 o 104 620 640 6.60 6.80 7.00
0..,....,....,...:,".'..:,.... SBR[ S m/z 68.10 42.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R LR AR R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.57%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 26.41%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e e e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.92%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Hexadecane Concentration Rank 6

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

9.79 2.36 ng 33597 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 64
3 Tridecane 184 C13H28 000629-50-5 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50

Abundance Scan 1310 (9.792 min): BF101275.D (-1305) (-) m/z 57.10 100.00%
57
43
71
5000 85
‘ || 9 119 9.40 9.60 9.80 10.00 10.20
Ol el el e A . m/Zz 43.10 75.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 & UL R NN SUNILN B
g5 9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 57.22%
0 | L I w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
43
57
9.40 9.60 9.80 10.00 10.20
5000 - m/z 85.10 41.71%
85
29
o 99 112 127 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57 9.40 9.60 9.80 10.00 10.20
m/z 41.10 30.55%
5000 n
29 85
o \“ A i ‘ % 13127141 155 184
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 6 Eicosane Concentration Rank 4

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

10.76 3.45 ng 50821 Phenanthrene-d10 11.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

0!

Abundance Scan 1475 (10.763 min): BF101275.D (-1472) (-)
57
43
71
5000
99113127141155
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71
5000
85
29 %
0 J L h Lo 1}3127141155169183197211225239253 282
T T T T S P T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71
5000 85
29
9913
15 127141155169183197211 253

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

Abundance #94345: Heptadecane
5[7
43
71
5000 85
29 99
. |10, ) U8127141155160183107211 240

.”PH.P“.P“.P“.P”..”.P“..“..”..”..”..”w.”w.”

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

m/z 57.10 100.00%

10.40 10.60 10.80 11.00

m/z 43.10 75.62%

10 40 10. 60 10. 80 11. OO

m/z 71.10 60.76%

10.40 10.60 10.80 11.00

m/z 41.10 39.19%

10.40 10.60 10.80 11.00

m/z 85.05 37 .09%

10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101275.D

Aca On : 9 Dec 2017 10:39

Operator : SJ/JU

Sample : 16744-08

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 7 unknownl11.87 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.42 ng 35718 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 16
2 Azacvclotridecan-2-one 197 C12H23NO 000947-04-6 12
3 _.beta.-D-Glucopvranoside. methyl... 334 C17H3406 1000157-24-8 10
4 n-Decanoic acid 172 C10H2002 000334-48-5 10
5 Tridecanoic acid 214 C13H2602 000638-53-9 10

Abundance Scan 1663 (11.869 min): BF101275.D (-1660) (-) m/z 192.05 100.00%

192

5000

97 129147163

213 11.60 11.80 12.00 12.20

0! m/z 191.10 79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43 73
5000 129

11.60 11.80 12.00 12.20
m/z 189.10  41.34%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
30
55 11.60 11.80 12.00 12.20
5000 m/z 57.00 20.22%
3 98114 197
154
ol 14 138 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172236: .beta.-D-Glucopyranoside, methyl-4-O-decyl- R EEEEE S
57 73 213 11.60 11.80 12.00 12.20
m/z 163.00 18.03%
5000 4
169
97 138
197
Olrrry bt b 8 | 1T | aseos assaos

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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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF120817\

BF101275.D

9 Dec 2017 10:39
SJ/JU

16744-08

40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.06 4.5 ng 58615
unknown6 .60 6.60 81.1 ng 1043670
Hexadecane 9.79 2.4 ng 33597
Eicosane 10.76 3.5 ng 50821
unknownl11 .87 11.87 2.4 ng 35718
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|--Internal Standard---|
| # RT Resp Conc]

6.83 257405 20.0
6.83 257405 20.0

11.36 294977 20.0

1
1
3 9.87 284874 20.0
4
4 11.36 294977 20.0
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