LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\

Data File : BF099189.D

Aca On : 7 Oct 2017 12:50 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15585-17 Gt
Misc : G71-0-1.5

ALS Vial : 6 Sample Multiplier: 2

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-BF092317.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 2.152 6 11 18 rVB 113391 143980 5.05% 0.466%
2 5.087 507 510 523 rVB 362462 482528 16.91% 1.560%
3 5.487 574 578 582 rBY 2517503 2547762 89.28% 8.237%
4 6.498 745 750 753 rBY 2388566 2546635 89.24% 8.234%
5 6.634 769 773 777 rBVY 2701563 2645968 92.72% 8.555%
6 6.863 808 812 816 rBVY 1875472 1557181 54.57% 5.035%
7 7.022 834 839 842 rBVY 2304442 2090026 73.24% 6.757%
8 7.428 903 908 911 rBVY 1741073 1626813 57.01% 5.260%
9 8.145 1026 1030 1033 rBvV 2373401 2045038 71.66% 6.612%
10 9.222 1207 1213 1216 rBvV 3184339 2853608 100.00% 9.226%
11 9.610 1276 1279 1282 rBV 370072 271581 9.52% 0.878%
12 9.822 1307 1315 1318 rBV 40871 38852 1.36% 0.126%
13 9.904 1324 1329 1332 rBvV 2062233 2055563 72.03% 6.646%
14 10.322 1397 1400 1403 rVB 66679 57357 2.01% 0.185%
15 10.539 1431 1437 1439 rBvV 22901 32146 1.13% 0.104%
16 10.686 1458 1462 1472 rVB 1386879 1335353 46.80% 4.317%
17 10.792 1477 1480 1489 rVB 85371 99581 3.49% 0.322%
18 11.239 1553 1556 1558 rBvV 55344 38794 1.36% 0.125%
19 11.386 1577 1581 1584 rBVY 1945879 1735841 60.83% 5.612%
20 11.410 1584 1585 1587 rVB 72559 35024 1.23% 0.113%
21 11.592 1611 1616 1619 rBV 42232 50831 1.78% 0.164%
22 11.904 1663 1669 1674 rBV2 46858 81763 2.87% 0.264%
23 12.598 1784 1787 1790 rBV 116360 94482 3.31% 0.305%
24 12.780 1815 1818 1821 rBV3 43986 38373 1.34% 0.124%

25 12.851 1821 1830 1841 rBV2 760314 1190874 41.73% 3.850%

26 12.969 1846 1850 1853 rBV 2099934 1833744 64.26% 5.929%
27 13.439 1926 1930 1935 rBV 199519 189505 6.64% 0.613%
28 13.851 1997 2000 2008 rVB2 120992 144567 5.07% 0.467%
29 14.027 2025 2030 2033 rBV 1412713 1337474 46.87% 4.324%
30 15.063 2203 2206 2213 rVB 69726 108252 3.79% 0.350%

31 15.374 2256 2259 2265 rVB 46370 63190 2.21% 0.204%
32 15.433 2266 2269 2273 rVV 55392 78381 2.75% 0.253%
33 15.504 2276 2281 2298 rVB 971986 1318896 46.22% 4.264%
34 15.939 2352 2355 2359 rVB2 53731 67577 2.37% 0.218%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample = 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.439 2437 2440 2447 rVB2 59180 91897 3.22% 0.297%

Sum of corrected areas: 30929437
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF099189.D

3000000
6.63

5.49
2500000
6.50 702

2000000 6.86
7.43
1500000
1000000

500000 5.09

L I

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: BF099189.D

3000000

2500000{ 815

9.90 12.97

2000000 11.39
1500000 10.69

1000000
12.85

500000 9.61 13.44

I 0.79 i 12.6
L g,q‘L 10.3210.54 1134‘““'59 11.90 Q2.

T T T
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: BF099189.D

3000000

2500000

2000000

14.03

1500000

1000000

500000
15.94

N SN ——————————S e

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\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.09 6.20 ng 482528 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.093 min): BF099189.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
| 83.0 480 5.00 520 5.40
o) BEMEBNT AS| AEctr  FOSM m/z 59.00 60.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R U S IR
480 5.00 520 5.40
59.0 m/z 101.00 21.61%
27\0\ 1] H 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 16.80%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L B
43.0 480 5.00 520 5.40
m/z 41.10 9.10%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W U R U S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40

8270-BF092317.M Mon Oct 09 11:46:30 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 1

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

6.63 33.98 ng 2645970 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099189.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 ®o 520 om0 Sho 680 700
o} : I B e B B m/z 68.10 39.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 ol o S T
410 70 m/z 134.00 31.84%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.00 24.71%
0 158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14491: 5-Aminoindole e REAmEREESE A
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.41%
5000
104.0
m/z--> 25 Jo éo 8b 160 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.85 17.81 ng 1190870 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Pvridine. 2-(5-trifluoromethvl-3... 213 C9H6F3N3 003974-71-8 50
3 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 50
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 50
5 2,5-bis(Trimethylsilyl)thiophene 228 C10H20SSi2 017906-71-7 42
Abundance Scan 1830 (12.851 min): BF099189.D (-1821) (-) m/z 213.10 100.00%
218.1
5000 JL
119.0 U SR BN B
390 650 910 165.1 12.60 12.80 13.00 13.20
ol ol a0 1601 1eea | a1 9 00 21, 95%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LU UL UL IR B
12,60 12.80 13.00 13.20
119.0 m/z 228.10 15.56%
65.0 91‘ 0 165 0 ‘
0 S — .‘... S | S ‘N
mz-> 20 40 60 80 160 120 140 160 180 200 220
Abundance
213.0
1260 12,80 13.00 13.20
5000 165.0 m/z 214.10 15.41%
51.0 78.0
138.0
oL 340 97.0 1150 194.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84543: Phenol, 2,4™-isopropylidenedi- RS s e
119.0 218.0 12.60 12.80 13.00 13.20
m/z 91.00 10.35%
5000 910
39.0 650
165.0
0|-‘-‘--i“--‘i‘- \‘\ \‘HHH‘M‘ ...|...J:4|1.0....... |:|I-?5||()||‘|‘|I||‘||I T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.83 ng 189505 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 53
Abundance Scan 1930 (13.439 min): BF099189.D (-1926) (-) m/z 59.00 100.00%
54.0
5000 jLA
B0 150 1011 10 s st 550 130 1560 1380
0 : : ; : m/z 72.00 67.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LR UL IR UL S
13.20 13.40 13.60 13.80
29.0 m/z 55.00 32.48%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
' 13:20 13.40 13.60 13.80
5000 m/z 41.05 29.15%
29.0 97.0 128045, 184.0 227.0 dwwmwww~wmwﬁﬁwwWWWMﬂahAkv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide b RRREE EE s
54.0 13.20 13.40 13.60 13.80
m/z 43.10 24 .43%
- w\,\/_j\/\/wjk\
200 8?0 114.0 143.0
0..............‘........‘. ....‘............................... S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099189.D

Aca On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample : 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.85 2.16 ng 144567 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 2000 (13.851 min): BF099189.D (-1997) (-) m/z 57.10 100.00%
57.1
97.0
5000
R DN BN SURIL B
39.0 1800 2340 . 13.60 13.80 14.00 14.20
0 2811 m/z 83.05 86.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 R DAL BN SURIU B
13.60 13.80 14.00 14.20
‘ m/z 55.00 83.85%
169.0 238.0
o280l 1| \H ,H‘i ) ,%?ﬁf-?_ 2020770 2880
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 U AR SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 43.05 82.69%
169.0
0L, 26.0 138.0 2100 9550 406.0 ﬁﬂAAA%MA%AW”va~WNJ~ANrw«
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester N BN s e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 74.71%
o280 | || ‘ | |[1390 17702100 2550 356.0
m/z--> 5'0 1(')0 1%0 200 25'30 3(')0 3&1;0 4(')0 13.I60 13.|80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100717\
Data File : BF099189.D

Acq On : 7 Oct 2017 12:50

Operator : SJ/JU

Sample - 15585-17

Misc :

ALS Vial : 6 Sample Multiplier: 2

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 6.2 ng 482528 1 6.86 1557180 20.0
unknown6 .63 6.63 34.0 ng 2645970 1 6.86 1557180 20.0
Phenol, 4,4"-(1-m... 12.85 17.8 ng 1190870 5 14.03 1337470 20.0
9-Octadecenamide, ... 13.44 2.8 ng 189505 5 14.03 1337470 20.0
Heptadecyl heptaf... 13.85 2.2 ng 144567 5 14.03 1337470 20.0
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