LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

Misc :

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_.575 453 457 470 rBV 137152 234912 9.64% 1.109%
2 5.040 532 536 562 rBY 2041120 2436990 100.00% 11.504%
3 6.116 715 719 732 rBVY 2092535 2333105 95.74% 11.014%
4 6.216 732 736 743 rVB 2272821 2191659 89.93% 10.346%
5 6.445 771 775 785 rBV 609276 592073 24.30% 2.795%
6 6.598 797 801 812 rBVY 1772819 1611045 66.11% 7 .605%
7 7.016 868 872 888 rBY 1542024 1509271 61.93% 7.125%
8 7.728 989 993 1002 rBV 849225 827528 33.96% 3.906%
9 8.798 1171 1175 1179 rBvV 2392328 2316685 95.06% 10.936%
10 9.198 1240 1243 1248 rBV 366322 290099 11.90% 1.369%
11 9.463 1284 1288 1292 rBV 997860 849651 34.86% 4.011%
12 9.922 1363 1366 1369 rVB 54161 43101 1.77% 0.203%
13 10.139 1397 1403 1405 rBvV 21454 29082 1.19% 0.137%
14 10.251 1418 1422 1432 rBVY 1382995 1291371 52.99% 6.096%
15 10.386 1442 1445 1450 rBvV 62724 71266 2.92% 0.336%
16 10.833 1517 1521 1524 rBvV 39958 32481 1.33% 0.153%

17 10.933 1535 1538 1542 rBV 771628 738577 30.31% 3.487%
18 11.492 1630 1633 1640 rBv2 108957 114905 4.72% 0.542%

19 11.651 1657 1660 1667 rVB4 21041 34116 1.40% 0.161%
20 12.033 1719 1725 1727 rBV 31357 39572 1.62% 0.187%
21 12.051 1727 1728 1731 rVB 31778 25413 1.04% 0.120%
22 12.139 1740 1743 1747 rBV 61838 54735 2.25% 0.258%
23 12.363 1777 1781 1788 rVB 53581 57054 2.34% 0.269%
24 12.516 1803 1807 1811 rBV 1633354 1592128 65.33% 7.516%
25 12.769 1844 1850 1852 rBV6 21622 32023 1.31% 0.151%

26 13.439 1959 1964 1971 rBV2 106408 164930 6.77% 0.779%
27 13.557 1980 1984 1987 rBV 651401 594578 24 .40% 2.807%

28 14.074 2066 2072 2077 rBv4 40766 74740 3.07% 0.353%
29 14.410 2125 2129 2133 rBV 93667 97643 4.01% 0.461%
30 14.551 2150 2153 2162 rVB2 40602 71747 2.94% 0.339%
31 14.633 2164 2167 2170 rBV2 32257 36241 1.49% 0.171%
32 14.845 2201 2203 2207 rVB 26455 25329 1.04% 0.120%
33 14.898 2208 2212 2216 rBV 436030 480841 19.73% 2.270%
34 15.098 2243 2246 2254 rVB7 22025 34293 1.41% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

Misc :

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 - 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-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.286 2274 2278 2282 rBV2 35816 57515 2.36% 0.272%
36 15.680 2341 2345 2352 rBV3 28612 46015 1.89% 0.217%
37 15.910 2381 2384 2391 rVBS8 18441 25432 1.04% 0.120%
38 16.145 2421 2424 2429 rVB4 22344 34104 1.40% 0.161%
39 17.157 2590 2596 2604 rBV4 31330 91554 3.76% 0.432%

Sum of corrected areas: 21183804
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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\BF080317\

BF097329.D

3 Aug 2017 21:03

SJ/Ju

14559-03

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF097329.D

5.04
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7.02
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Time--> 2.00
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3.00
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T
4.50 5.00

5.50

T
6.00

T
6.50

7.00
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2000000

1500000

1000000

500000

TIC: BF097329.D

8/80

10.25

9.46
10.93

10.8 11.49

A

10.39
9.9210 14/

A 11.65

121@51412.36
N A

12.52

12.77

13.5

13.4.

0
Time-->

10.00 10.50 11.00 11.50

9.50

12.00

12.50

13.00

13.50

Abundance

2000000

1500000

1000000

500000

TIC: BF097329.D

14.90

1407 144Es314 84 1510520 15.6815.0116.14 17.16

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\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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.

4_.57 7.94 ng 234912 1,4-Dichlorobenzene-d4 6.45
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 102 C6H140 000623-37-0 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 456 (4.569 min): BF097329.D (-453) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 L 5A AN A RN A E A
420 4.40 4.60 4.80 5.00
M FOU- X S0 | NS - = SN N m/z 59.00 53.47%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 4.60 4.80 5.00
m/z 58.00 13.85%
31.0 ‘ 830 o30 1010
O T T e e o T L T e e
mz-> 20 30 40 50 60 70 8 9 100
Abundance
59.0
420 440 460 4.80 5.00
5000 310 430 73.0 m/z 101.10 13.61%
51.0 84.0 101.0
S L S S LIS S LI IS S BUR LI
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e e REAR
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.98%
5000 57.0
29.0
‘ 101.0
0"I'"Mf"'Jll"'I””'I""I"?%?""I""J"”I
m/z--> 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 unknown6.22 Concentration Rank 1

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

6.22 74.03 ng 2191660 1,4-Dichlorobenzene-d4 6.45
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 737 (6.222 min): BF097329.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.1 {
96.1 RN SARNE RARE BARBERAE
40.0 540 5.80 6.00 6.20 6.40 6.60
o..,....,....,...:l'.'...,:!..,::l-.'...'..,?‘?.9,..!.,.-:..,1.1.“?9,....,-'...,.. m/z 68.10 36.50%
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 N
5000 A UL I LR I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.62%
0"I""I""I"'l‘l'l''IH"'I'''ll""l""l""l""l'"'I""I‘III T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 m/z 66.00 23.46%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 K
Abundance #14491: 5-Aminoindole e ERaREmmEEE LS

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14 _.17%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.49 3.11 ng 114905 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Dodecane 170 C12H26 000112-40-3 18
Abundance Scan 1633 (11.492 min): BF097329.D (-1630) (-) m/z 43.05 100.00%
430 | 73.0
129.1 fataddiatestaiiint i dhustatink
97.0 1711 2131 e, 1120 1140 11,60 1180
0 m/z 60.00 93.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0
11.20 11.40 11.60 11.80

83.0 -
157.0 g5 2130 256.0 m/z 73.00 87.24%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a30 130
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.00 86.72%
171.0
97.0
5o 1520 214.0
o ECCESE'E LN 7L O AW, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e BB
43.0 73.0 11.20 11.40 11.60 11.80
m/z 55.00 72.73%
5000 129.0 WL"
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIIIII
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\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.44 5.55 ng 164930 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1964 (13.439 min): BF097329.D (-1959) (-) m/z 57.00 100.00%
51.0
83.0
5000
111.1
1304 1781 ' 13.20 13.40 13.60 13.80
Obrrrprrrrie m/z 43.05 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 HRIRA AN SUNIL BRI SR
13.20 13.40 13.60 13.80
29.0 125.0 m/z 55.00 79.36%
0 Ll 196.0224.0  269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
970 1320 13.40 13.60 13.80
5000 m/z 83.05 62.81%
29.0 125.0
0 154.0 182.0 210.0 238.0  283.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R e I
13.20 13.40 13.60 13.80
m/z 69.10 56.82%
- kamyﬁ»va~w~J\wvwwwM*“W“M“
o 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF072517.M Fri Aug 04 13:39:55 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 Acetic acid, chloro-, octad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.07 2.51 ng 74740 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 87
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 83
3 n-Pentadecanol 228 C15H320 000629-76-5 81
4 Cvcloeicosane 280 C20H40 000296-56-0 74
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 74

Abundance Scan 2071 (14.068 min): BF097329.D (-2066) (-) m/z 43.05 100.00%

43.0

97.1

5000
239.1
208.0 R e N  EREEEmEE
173.0 13.80 14.00 14.20 14.40
Obrrrprrrr i m/z 55.00 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181284: Acetic acid, chloro-, octadecy! ester
5000 TT T[T T T T[T T T T[T T T T[T TTT

13.80 14.00 14.20 14.40
m/z 57.00 83.33%

20.0 140.0 1690 207.0 250.0 297.0

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

Abundance
55.0 83.0
R RREREREE RS
111.0 13.80 14.00 14.20 14.40
5000 ‘ m/z 97.10 78.93%
29.0 1330 16e0 1950 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84599: n-Pentadecanol AR EEEEEEEEE
55.0 83.0 13.80 14.00 14.20 14.40

m/z 83.10 78.07%

5000

29.0
140.0 1820 5100

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.41 4.06 ng 97643 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 86
2 Saualene 410 C30H50 000111-02-4 86
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 000762-29-8 56
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 50
5 2,6-Dimethyl-2-trans-6-octadiene 138 C10H18 002609-23-6 50
Abundance Scan 2129 (14.410 min): BF097329.D (-2125) (-) m/z 69.05 100.00%
69.0
W TR 14100 1450 1240 14160 1280
Ol —rplllg B L B m/z 81.05 52.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 AL SRR B UM
14.00 14.20 14.40 14.60 14.80
1370 m/z 41.00 30.68%
ol20. o’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
14:00 14.20 14.40 14.60 14.80
5000 m/z 95.05 17 .84%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #112638: 5,9,13-Pentadecatrien-2-one, 6,10, 14-trimethyl- A EEE TS
69.0 14.00 14.20 14.40 14.60 14.80
m/z 68.00 12.31%
5000
136.0
262.0
o339 14080y | momso 220
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.39 ng 57515 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 64
2 Tetracosane 338 C24H50 000646-31-1 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 59
5 Eicosane 282 C20H42 000112-95-8 59
Abundance Scan 2279 (15.292 min): BF097329.D (-2274) (-) m/z 57.05 100.00%
57.0
5000

113.1 155.1 LA NI L LI L L LB L
83.1209.0 265.0 15.00 15.20 15.40 15.60

0! m/z 43.10 60.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 . LA L L L L LB
850 15.00 15.20 15.40 15.60
28.0 183.0 m/z 71.10 56.15%
0 .“,...q...q...w....%}ﬁ Qu” 3 ?”. —. o o O —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R N REEE S R
15.00 15.20 15.40 15.60
5000 m/z 85.05 47.78%
85.0
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0

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

Abundance #94344: Heptadecane L B e
57.0 15.00 15.20 15.40 15.60

m/z 99.10 22.87%
5000 85.0
29.0
oAb 11301410 160. o 1970 240 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097329.D

Aca On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample = 14559-03

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

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 unknownl7.16 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.81 ng 91554 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanecarboxamide. N.N-dim... 207 C13H21NO 001502-00-7 11
2 Cvclobutaneacetonitrile. 1l-methv... 149 C10H15N 055760-14-0 11
3 Hexahvdropvridine. 1-methvl-4-T4... 207 C12H17NO2 094427-47-1 11
4 2-Bromothiophenol 188 C6H5BrS 006320-02-1 10
5 8-Chloro-5-quinolinecarboxylic acid 207 C1OH6CINO2 121490-68-4 10
Abundance Scan 2597 (17.162 min): BF097329.D (-2590) (-) m/z 95.10 100.00%
04.1
135.1
41.0 207.1
5000 63.0
1611 281.1 NI R SN B
16.80 17.00 17.20 17.40
0 m/z 135.05 81.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66945: 1-Adamantanecarboxamide, N,N-dimethyl-,
135.0
5000 D UL B B
9.0 mmﬂmnmﬂm
210 207.0 m/z 207 .05 69.21%
‘ 107.0
0 Ih\lI\IHIII\I”‘II”IIIIIIIIHIIHI]I'G?IOII S |=|| R e B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0
67.0 16,80 17.00 17.20 17.40
5000 149.0 m/z 121.05 68.02%
41.0
0''I"''I""I""I""I""I"" A S N N N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66899: Hexahydropyridine, 1-methyl-4-[4,5-dihydroxyphenyl]- R R EEEEE T
207.0 16.80 17.00 17.20 17.40
a0 100 m/z 41.00 66.55%
97.0
5000
‘ 136.0
ok IM\MH H‘ ‘\\\1160 ‘l‘...:.l-efl.(.).l8.7.lou............|....|.. I e o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. 00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097329.D

Acq On : 3 Aug 2017 21:03

Operator : SJ/JU

Sample - 14559-03

Misc :

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_57 7.9 ng 234912 1 6.45 592073 20.0
unknown6 .22 6.22 74.0 ng 2191660 1 6.45 592073 20.0
n-Hexadecanoic acid 11.49 3.1 ng 114905 4 10.93 738577 20.0
Trifluoroacetoxy ... 13.44 5.5 ng 164930 5 13.56 594578 20.0
Acetic acid, chlo... 14.07 2.5 ng 74740 5 13.56 594578 20.0
Supraene 14.41 4.1 ng 97643 6 14.90 480841 20.0
Tridecane, l1l-iodo- 15.29 2.4 ng 57515 6 14.90 480841 20.0
unknownl7.16 17.16 3.8 ng 91554 6 14.90 480841 20.0
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