LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097398.D
Aca On : 5 Aug 2017 15:41 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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_.551 466 470 488 rBV 412311 714006 24.41% 2.698%
2 5.022 546 550 576 rBVY 2264653 2755295 94.18% 10.413%
3 6.098 729 733 746 rBY 2598084 2925460 100.00% 11.056%
4 6.198 746 750 758 rVB 2733867 2654891 90.75% 10.033%
5 6.422 785 788 798 rVB 833357 755117 25.81% 2.854%
6 6.575 811 814 822 rBV 1242288 1275931 43.61% 4.822%
7 6.828 854 857 865 rBV2 17393 42676 1.46% 0.161%
8 6.998 881 886 901 rBVY 1457467 1596504 54.57% 6.033%
9 7.286 930 935 944 rBV2 23127 39295 1.34% 0.149%
10 7.704 1003 1006 1013 rBV 1191221 1098957 37.57% 4.153%
11 7.763 1013 1016 1019 rVB 52753 49273 1.68% 0.186%
12 7.898 1034 1039 1042 rBV 1296796 1397079 47.76% 5.280%
13 8.104 1071 1074 1079 rBV 54824 58172 1.99% 0.220%
14 8.322 1107 1111 1114 rVB 35555 31871 1.09% 0.120%
15 8.357 1114 1117 1123 rVB2 27329 30328 1.04% 0.115%
16 8.657 1165 1168 1176 rBv2 102819 137341 4.69% 0.519%
17 8.727 1176 1180 1185 rBV2 48802 71300 2.44% 0.269%
18 8.786 1185 1190 1193 rVV 1621840 1580755 54.03% 5.974%
19 8.880 1202 1206 1211 rBvV2 52195 52787 1.80% 0.199%
20 9.186 1255 1258 1263 rBVY 443737 381800 13.05% 1.443%
21 9.310 1276 1279 1289 rBV 34333 51642 1.77% 0.195%
22 9.410 1291 1296 1299 rBV 71088 68175 2.33% 0.258%
23 9.451 1299 1303 1307 rVV 1140439 1044896 35.72% 3.949%
24 9.904 1377 1380 1383 rBV 82367 65246 2.23% 0.247%
25 10.121 1412 1417 1420 rBV 45050 61425 2.10% 0.232%

26 10.239 1433 1437 1439 rBV 1353817 1328523 45.41% 5.021%
27 10.263 1439 1441 1449 rVB 169311 174689 5.97% 0.660%
28 10.374 1457 1460 1467 rBV 122797 148147 5.06% 0.560%

29 10.568 1489 1493 1496 rBV5 25394 38226 1.31% 0.144%
30 10.816 1532 1535 1538 rBV 80308 75529 2.58% 0.285%
31 10.921 1549 1553 1557 rBV 1215378 1059369 36.21% 4._.004%
32 10.992 1561 1565 1570 rVB6 17573 31504 1.08% 0.119%
33 11.239 1605 1607 1613 rBV 58759 53777 1.84% 0.203%

34 11.480 1645 1648 1655 rBV 351776 333116 11.39% 1.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097398.D
Aca On : 5 Aug 2017 15:41 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.674 1678 1681 1686 rVB 340139 306999 10.49% 1.160%

36 11.880 1710 1716 1719 rBV 31550 38787 1.33% 0.147%
37 12.127 1756 1758 1761 rBV 36481 36431 1.25% 0.138%
38 12.162 1761 1764 1770 rVB6 17333 35884 1.23% 0.136%
39 12.257 1777 1780 1791 rVvV 219982 236315 8.08% 0.893%
40 12.351 1793 1796 1802 rVB2 46043 56546 1.93% 0.214%
41 12.504 1817 1822 1825 rBV 1586467 1480907 50.62% 5.597%
42 12.751 1857 1864 1868 rBV6 21427 37422 1.28% 0.141%
43 13.074 1913 1919 1921 rBV3 24113 43546 1.49% 0.165%
44 13.133 1925 1929 1932 rVB 27163 37898 1.30% 0.143%
45 13.304 1955 1958 1963 rVB4 29810 44974 1.54% 0.170%

46 13.421 1974 1978 1985 rVB2 78341 115023 3.93% 0.435%
47 13.539 1994 1998 2007 rVB 675699 664133 22.70% 2.510%

48 13.915 2059 2062 2067 rBVY 78382 71887 2.46% 0.272%
49 14.539 2165 2168 2174 rVB 25639 36949 1.26% 0.140%
50 14.880 2222 2226 2230 rBvV 524020 596711 20.40% 2.255%
51 15.262 2287 2291 2295 rBV2 33443 46247 1.58% 0.175%
52 15.656 2353 2358 2366 rBVv2 29255 53145 1.82% 0.201%
53 15.756 2369 2375 2383 rBvY 78196 132637 4_.53% 0.501%
54 16.115 2430 2436 2442 rVB4 24255 50431 1.72% 0.191%
55 16.274 2457 2463 2469 rVB2 36845 67833 2.32% 0.256%
56 16.650 2523 2527 2536 rVB5 17767 39972 1.37% 0.151%
57 17.292 2628 2636 2642 rBvVS8 17956 47067 1.61% 0.178%
Sum of corrected areas: 26460846
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA F\DATA\BF080517\
: BF097398.D

: 5 Aug 2017 15:41

: SJ/JU

: 14592-01

15-50-RT3460-RT4215-RT3451

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF097398.D
6.1)20

5.02

7.00
6.57

6.42

4.55

O+

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

2500000
2000000
1500000
70
1000000

500000

Ok
Time-->

TIC: BF097398.D

8.79 12.50

10.24
7.90 10.92
9.45

13.E

11.481.67

12.75 1331383

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF097398.D

14.88

13.92 76
3.9 14.54 1526 158 16.116.27  16.65 17.29

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:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.55 18.91 ng 714006 1,4-Dichlorobenzene-d4 6.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 470 (4.551 min): BF097398.D (-466) (-) m/z 42.95 100.00%

43.0
59.0
5000

101.1 T T T T T T
83.0 4.20 4.40 4.60 4.80

o...,....,....,....-,':...,..:!,....,....,.:..,....,'....,....,....,....,...., m/z 59.00 52.71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

420 4.40 4.60 4.80
m/z 101.10 13.91%

31.0 83.0 10‘10
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R e R S REAEEEEE e
4.20 4.40 4.60 4.80
5000 410 m/z 58.00 13.57%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.20 4.40 4.60 4.80

m/z 41.00 8.88%

5000
101.0
150 310 | 80490 gs0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 2 unknown6.20 Concentration Rank 1

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

6.20 70.32 ng 2654890 1,4-Dichlorobenzene-d4 6.42
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.198 min): BF097398.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 o || %L 5ho 600 020 ao 650
Obrrprrrr bbbl e 820 L 70 "m/z 68.05  41.80%
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 .
5000 NSNS SRR SRR
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.86%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640 6.60
5000 m/z 65.95 28.04%
33.0 44.0 105.0
o 56.0 700 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole e EERRLREmaE R

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.39%

5000

104.0
66.0
140 27.0 390 510 NT 770 g94 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 4 unknown7.90 Concentration Rank 3

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

7.90 25.43 ng 1397080 Naphthalene-d8 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 3-azido- 83 C3H5N3 000821-13-6 36
2 Isobutvl prop-2-vnvl carbonate 156 C8H1203 1000372-90-0 36
3 5-Chloro-3-T.alpha.-hvdroxy-.bet... 309 C16H20CINOS 1000251-01-5 28
4 N-Methvl-tetrahvdro-solasodine 431 C28H49N02 1000256-11-3 25
5 2-Furancarboxylic acid 112 C5H403 000088-14-2 9

Abundance Scan 1039 (7.898 min): BF097398.D (-1034) (-) m/z 39.00 100.00%
: 112.1
5000
760 7.80 800 820
o} m/z 112.10 92.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1277: 1-Propene, 3-azido-
28.0
5000 U UL L I
54.0 7.60 7.80 8.00 8.20
' m/z 41.05 87 .50%
‘ 83.0
G B A R R A LA LA A LA LARAN UARAY LS LAARS BARAN LARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
39.0
AR RAREN A AR RS
7.60 7.80 8.00 8.20
5000 100.0 m/z 56.00 35.58%
01150 69.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151899: 5-Chloro-3-[.alpha.-hydroxy-.beta.-2-methyIpiperi...
112.0 7.60 7.80 8.00 8.20
m/z 57.05 20.46%
5000
44.0
0 I 89.0 | 136.0 1680 1970 309.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 5 unknown8.66 Concentration Rank 11

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

8.66 2.63 ng 137341 Acenaphthene-d10 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Acetvl-I-methioninamide 190 C7H14N202S 1000130-47-4 12
2 2-Propene-1.1-diol. 2-methvl-. d... 172 C8H1204 010476-95-6 12
3 Piperazine. 1.4-dimethvl- 114 C6H14N2 000106-58-1 10
4 Propane. 2-(ethenvloxv)- 86 C5H100 000926-65-8 10
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 9

Abundance Scan 1169 (8.663 min): BF097398.D (-1165) (-) m/z 43.00 100.00%
43.0
5000

8.40 8.60 8.80 9.00

(o} m/z 38.95 53.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53327: N-Acetyl-l-methioninamide
43.0
99.0 116.0 8.40 8.60 8.80 9.00
' m/z 130.00 25.24%
0 ‘ MM M‘m . \H\ 84'Q \‘ | 131'0146'0 174.0190.0
T e e T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
IIIIIIIIIIIIIAIAIIIIIIIIII
8.40 8.60 8.80 9.00
5000 m/z 41.00 23.80%
70.0 130.0
15.0 870 113.0
O T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7354: Piperazine, 1,4-dimethyl- R Al REEEE B
43.0 8.40 8.60 8.80 9.00
m/z 56.05 22 .20%
114.0
5000
71.0
w0 |y L e
O L o o e o B B e o e S B
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.80 ng 148147 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 86
Abundance Scan 1459 (10.368 min): BF097398.D (-1457) (-) m/z 57.10 100.00%
51.1
5000
UL =0 sar 10100 1020 10,40 1060
of -t e e m/z 43.10 71.85%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 RUNNUNSRR SRR SUURRE I
10.00 10.20 10.40 10.60
m/z 71.10 48_.10%
0 27‘,0\‘ Loy 9%.0“ 141.0 183.0 225.0 267.0 323.0 380.0
m'z--> 0 50 100 150 200 250 300 350
Abundance
57.0
10,00 10.20 10,40 10.60
5000 m/z 41.00 31.83%
99.0
0 27.0 141.0 183.0 225.0 267.0 309.0338.0
m'z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane L BT o e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 30.03%
5000
99.0
0 2710 ‘ | | | 1410 1830 2250 267.0296.0
m'z--> 0 50 100 150 200 250 300 350 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.48 6.29 ng 333116 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1648 (11.480 min): BF097398.D (-1645) (-) m/z 43.05 100.00%
430 730
129.1
97.1 1571 1852 2132 o 110 1140 1160 1180
bl m/z 72.95 87.17%
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 L BB UL UL B
83.0 11.20 1140 11.60 11.80
Ji 1570 1geo 2130 2560 | M/Z 59.95  86.44%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.05 84 .65%
171.0
97.0
o 15.0 152.0 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B B
43.0 |, 73.0 11.20 11.40 11.60 11.80
m/z 41.05 76.87%
5000 129.0 NwwwrﬂAwwv»hﬂ\m\AANNNAAJ\
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

Sample : 14592-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 unknownll.67 Concentration Rank 7

15-50-RT3460-RT4215-RT3451

R.T. EstConc Area Relative to ISTD R.T.
11.67 5.80 ng 306999 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthoic acid. 3-chlorophenvl... 282 C17H11CIO2 1000325-54-1 38
2 Benzaldehvde. 4-chloro-2-nitro- 185 C7H4CINO3 005551-11-1 35
3 Ethvl 1-(3-hvdroxvbutvIl)-2-oxocv... 270 C15H2604 110288-16-9 27
4 1.3-Benzenediol. O0-(2.6-difluoro... 404 C24H14F204 1000345-52-7 25
5 1,2-Benzenediol, 0-(1-naphthoyl)... 382 C25H1804 1000330-48-2 25
Abundance Scan 1680 (11.668 min): BF097398.D (-1678) (-) m/z 39.00 100.00%
39.0 155.1
5000
182.9 RGOS 1S —
2033 282.0 11.40 11.60 11.80 12.00
0 : m/z 155.10 85.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129176: 1-Naphthoic acid, 3-chlorophenyl ester
155.0
5000 LI IR SULILLE UL UL
127.0 11.40 11,60 11.80 12.00
m/z 57.00 49.63%
0 51.0 77.0 1010 | | 189.0 282.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 2§0 '
Abundance
75.0 155.0
99.0 LR UL SULRL LN B
11.40 11.60 11.80 12.00
5000 127.0 m/z 56.00 44 . 47%
50.0
o 185.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo...
155.0 11.40 11.60 11.80 12.00
m/z 41.00 40.46%
41.0 127.0
5000 1.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11,40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 9 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.26 7.12 ng 236315 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1781 (12.262 min): BF097398.D (-1777) (-) m/z 43.05 100.00%
43.0
73.0
5000 1291
97.1 185.2 O
1671 2412 Se4n 12.00 12.20 12.40 12.60
Ot m/z 57.05 93.12%
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 UL AR NN BUNRN B
12.00 12.20 12.40 12.60
' 241.0 284.0 m/z 60.00 87.81%
207.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
112.00 12.20 12.40 12.60
5000 129.0 m/z 55.00 79.85%
83.0
157.0 1850 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B EERR Bam s
43.0 ,73.0 12.00 12.20 12.40 12.60
m/z 73.00 77 .25%
5000 129.0 L
0l15.0 e d N

I I I !
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 Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 10 Carbonic acid, heptadecyl i... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.46 ng 115023 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 91
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 83
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81
Abundance Scan 1978 (13.421 min): BF097398.D (-1974) (-) m/z 57.00 100.00%
57.0
97.1
5000
tppo, B0 299 aors 1350 1340 1360 1380
o} Lo m/z 43.00 94 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #188249: Carbonic acid, heptadecy! isobuty! ester
57.0
5000 LRI SN BN SULRUSN IR
97.0 1320 13.40 13.60 13.80

m/z 55.00 83.52%

\‘ \‘HM \‘h ‘\ ‘%3\9'0 182.0 23?'0

VST 01100 T N —
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
e S
97.0 13.20 13.40 13.60 13.80
5000 m/z 97.10 66.88%
169.0
o 137.0 224.0 269.0 420.0
o e - = o
miz--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene R B e R
5.0 13.20 13.40 13.60 13.80
m/z 83.05 56.92%
97.0
5000
0140{ J \ 139.0 1810 308.0
B e .-l S i i nMARY
miz--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80

8270-BF072517.M Mon Aug 07 16:30:00 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 11 unknownl13.92 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.16 ng 71887 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvn-l1l-amine. N-2-propvnvl- 93 C6H7N 006921-28-4 30
2 Hvdroauinone 110 C6H602 000123-31-9 18
3 Resorcinol 110 C6H602 000108-46-3 14
4 4.5-Pvrimidinediamine 110 C4H6N4 013754-19-3 14
5 1H-Pyrrole-2-carbonitrile 92 C5H4N2 009513-94-4 12
Abundance Scan 2063 (13.921 min): BF097398.D (-2059) (-) m/z 110.00 100.00%
5000
57.0 o
1 13.60 13.80 14.00 14.20
ol 0L A2 hs7 92.00  69.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2515: 2-Propyn-1-amine, N-2-propynyl-
92.0
39.0
5000 68.0 USRI PN RN B
13.60 13.80 14.00 14.20
m/z 118.10 43.73%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
110.0
13.60 13.80 14.00 14.20
5000 53.0 m/z 93.00 33.81%
81.0

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

Abundance #5755: Resorcinol
110.0 13.60 13.80 14.00 14.20

m/z 57.00 30.74%
5000
3.0 82.0
0 18.0, 610 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 12 unknownl5.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.76 4.45 ng 132637 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 2-oxo-. methvl ester 186 C10H1803 056275-54-8 35
2 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 25
3 Pentane. 3.3-diethvl- 128 C9H20 001067-20-5 25
4 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 25
5 N-2-Ethylhexanoylimidazole 194 C11H18N20 062615-83-2 17
Abundance Scan 2376 (15.762 min): BF097398.D (-2369) (-) m/z 57.10 100.00%
57.1
5000
99.1
198.1 371.3 4403 497.4 15.40 15.60 15.80 16.00
0 ...!l,.n.,..J.l‘?s,".’...d,..?‘?5,'1.2.534;1,....,..l..,....-,....',. m/z 99.10  29.53%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49866: Nonanoic acid, 2-oxo-, methyl ester
57.0
5000
127.0 15.40 15.60 15.80 16.00
m/z 127.10 26.58%
0"'UM“"H"'w'"w"'w"'w"'w"'w"'w'"w
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 55.05 10.35%
99.0
o T £
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12679: Pentane, 3,3—diethy|— L L L L N L B
57.0 15.40 15.60 15.80 16.00
m/z 41.00 10.06%
5000
99.0
0 ”th'h'I"”I"'W""P"'I”"I'”'I"”I"'W' LRI PR B BRI I
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097398.D

Aca On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 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 13 Phthalic acid, hexyl octade... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.27 ng 67833 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hexvl octadecvl e... 502 C32H5404 1000309-06-2 72
2 Phthalic acid. hex-3-vIl undecvl ... 404 C25H4004 1000356-96-2 72
3 Phthalic acid. heptvl undec-2-en... 416 C26H4004 1000315-41-8 64
4 Phthalic acid. ethvl pentadecvl ... 404 C25H4004 1000308-93-3 64
5 Phthalic acid, heptyl 4-methylpe... 348 C21H3204 1000356-87-7 64
Abundance Scan 2462 (16.268 min): BF097398.D (-2457) (-) m/z 149.00 100.00%
149.0
5000
=0 71500 16,20 16,40 1660
105.1 193.0 : : : :
ol JI,“. bttt b oo 2781 322 Tn/z 43.00 18.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #235535: Phthalic acid, hexyl octadecy! ester
149.0
5000 R AN SUGLN UL B
16.00 16.20 16.40 16.60
43.0 m/z 57.00 13.56%
0 u \‘\L. M ' leoﬁo ‘2510 419.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
16.00 16.20 16.40 16.60
5000 m/z 55.00 13.05%
o 430 84.0 251.0 321.0
mz-> 50 100 150 200 250 300 350 400
Abundance #217962: Phthalic acid, heptyl undec-2-en-1-yl ester AR EEEEE RS
149.0 16.00 16.20 16.40 16.60
m/z 41.00 12.67%
5000
57.0
0 |y 1030, 201.0 2480  300.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080517\

Data File : BF097398.D

Acg On : 5 Aug 2017 15:41

Operator : SJ/JU

3?22 le - 14592-01 15-50-RT3460-RT4215-RT3451
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.55 18.9 ng 714006 1 6.42 755117 20.0
unknown6 .20 6.20 70.3 ng 2654890 1 6.42 755117 20.0
unknown? .90 7.90 25.4 ng 1397080 2 7.70 1098960 20.0
unknown8 .66 8.66 2.6 ng 137341 3 9.45 1044900 20.0
Heptacosane 10.37 2.8 ng 148147 4 10.92 1059370 20.0
n-Hexadecanoic acid 11.48 6.3 ng 333116 4 10.92 1059370 20.0
unknownll.67 11.67 5.8 ng 306999 4 10.92 1059370 20.0
Octadecanoic acid 12.26 7.1 ng 236315 5 13.54 664133 20.0
Carbonic acid, he... 13.42 3.5 ng 115023 5 13.54 664133 20.0
unknownl13.92 13.92 2.2 ng 71887 5 13.54 664133 20.0
unknownl15.76 15.76 4.5 ng 132637 6 14.88 596711 20.0
Phthalic acid, he... 16.27 2.3 ng 67833 6 14.88 596711 20.0
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