LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/1Z

Sample : G4116-11

Misc :

ALS Vial : 29 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:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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
1 4.926 240 244 257 rVB 925377 1514820 58.19% 6.357%
2 5.360 280 282 284 rBV 2298531 2378512 91.38% 9.982%
3 5.749 314 316 319 rVB 32029 29686 1.14% 0.125%
4 6.412 371 374 376 rBV 2146960 2406056 92.43% 10.097%
5 6.526 382 384 387 rBV 2501806 2403181 92.32% 10.085%
6 6.755 402 404 406 rBvV 545278 491482 18.88% 2.063%
7 6.915 415 418 420 rBV 1469604 1994201 76.61% 8.369%
8 7.326 452 454 457 rBV 1344167 1413614 54.31% 5.932%
9 8.046 514 517 519 rBV 548931 614935 23.62% 2.581%
10 9.120 609 611 614 rBV 2163147 2603022 100.00% 10.924%

11 9.521 644 646 649 rBV 546716 471148 18.10% 1.977%
12 9.795 668 670 673 rBv 583620 678299 26.06% 2.847%

13 10.229 707 708 710 rVB 50290 36272 1.39% 0.152%
14 10.595 737 740 742 rBV 1461999 1445718 55.54% 6.067%
15 10.698 748 749 756 rVB 51796 81627 3.14% 0.343%
16 11.155 787 789 790 rBV 40417 43722 1.68% 0.183%
17 11.281 798 800 803 rBvV 430903 618634 23.77% 2.596%
18 11.578 825 826 829 rvB2 28928 27020 1.04% 0.113%
19 11.818 846 847 853 rBvV2 96345 113550 4_36% 0.477%
20 12.504 904 907 909 rBV 67430 70543 2.71% 0.296%
21 12.732 923 927 930 rBV 60864 71555 2.75% 0.300%
22 12.881 937 940 942 rBV 1985490 1899141 72.96% 7.970%
23 13.109 958 960 964 rBV3 14884 36615 1.41% 0.154%
24 13.418 984 987 989 rvB2 24765 32641 1.25% 0.137%

25 13.841 1020 1024 1031 rBV2 69718 196041 7.53% 0.823%

26 13.978 1033 1036 1038 rBV 438785 549743 21.12% 2.307%

27 14.492 1079 1081 1083 rBV2 24945 44454 1.71% 0.187%
28 14.550 1083 1086 1090 rVVv3 44249 121823 4.68% 0.511%
29 14.904 1115 1117 1119 rBV 35951 51580 1.98% 0.216%
30 14.984 1122 1124 1127 rBV 47156 58738 2.26% 0.247%
31 15.087 1131 1133 1137 rVV 31672 68260 2.62% 0.286%
32 15.167 1138 1140 1144 rVVv2 42114 62924 2.42% 0.264%
33 15.235 1144 1146 1150 rBV2 48342 126392 4._86% 0.530%
34 15.441 1162 1164 1166 rVB 24677 29770 1.14% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/1Z

Sample : G4116-11

Misc :

ALS Vial : 29 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.498 1166 1169 1176 rVB 414715 541272 20.79% 2.272%
36 15.944 1206 1208 1212 rBV 43637 70502 2.71% 0.296%
37 17.007 1299 1301 1304 rVB3 67683 115125 4.42% 0.483%

38 17.464 1337 1341 1347 rBV6 57187 180721 6.94% 0.758%
39 18.367 1416 1420 1428 rVB5 37175 135290 5.20% 0.568%

Sum of corrected areas: 23828629
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF102315\

BF082500.D

24 Oct 2015 8:41

umsiz

G4116-11

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.93 61.64 ng 1514820 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 244 (4.926 min): BF082500.D (-240) (-) m/z 43.10 100.00%
43
59
5000
T Tk ako sho 5o
e Sl 83l e & | "m/z 59.10 65.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L IS UL IR
59 460 480 500 520
m/z 101.10 21.72%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.10 16.55%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20
m/z 41.10 9.31%
5000 41
31
| [
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' IBESAESEERE RN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.53 Concentration Rank 1

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

6.53 97.79 ng 2403180 1,4-Dichlorobenzene-d4 6.75
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 384 (6.526 min): BF082500.D (-382) (-) m/z 132.10 100.00%
5000 68
96 BN SR R
40 54 78 | 106 6.20 6.40 6.60 6.80
AN N A | N m/z 68.10 41.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSRS AR SRR
6.20 6.40 6.60 6.80
m/z 134.10 32.81%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 680
5000 m/z 66.05 28.40%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #48639: Tranylcypromine-propionyl e AN B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.04%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.64 ng 81627 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 749 (10.698 min): BF082500.D (-748) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.40 10.60 10.80 11.00
143 332 m/z 43.10 70.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LR UL SUMURE SR IR
85 10. 40 10. 60 10 80 11.00
29‘ m/z 71.10 54 _.23%

| 141169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57

10.40 10. 60 10 80 11.00
5000 o m/z 85.10 38.74%

29 113
141 169 197 225 253 281 309 338

L L L L L B B L L R R L R R AR R RN R RN RR R LR Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #99476: Nonadecane
57 10.40 10.60 10.80 11.00
m/z 41.10 29.07%
85
5000
\ | \ ‘4113 a1 169 197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.67 ng 113550 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Xylose 150 C5H1005 000058-86-6 43
4 Lactose 342 C12H22011 000063-42-3 38
5 N-(56-0xo-tetrahydro-furan-2-ylme... 157 C7H11NO3 1000188-71-2 38
Abundance Scan 847 (11.818 min): BF082500.D (-846) (-) m/z 73.10 100.00%
43 60 78
5000
& 129 192 ERNNENNENN S N D
115 143 157 171 213 11.40 11.60 11.80 12.00 12.20
m/z 43.10 88.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43 SRR BN BN SN SULE
11. 40 11. 60 11. 80 12. oo 12. 20
29 85 129 143 m/z 60.05 85.87%
‘ | ‘ 97 115 ‘ 1575 180
T P e D e ..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
11:40 11,60 11.80 12.00 12,20
5000 41 m/z 57.05 74.37%
129
29
18 87 jo1 115 143 o 172
m/z--> 25 45 65 éo 160 150 150 160 1éo 260 '
Abundance #22985: Xylose AR R
7 11.40 11.60 11.80 12.00 12.20
60 m/z 55.10 73.74%
M | 8 105119 133 150
m/z--> 25 ' ' éo 160 150 140 160 1éo 260 ' 11. 40 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, oc... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.55 4.43 ng 121823 Chrysene-di2 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41CI0O2 088104-31-8 91
2 1-Octadecanol 270 C18H380 000112-92-5 76
3 1-Eicosanol 298 C20H420 000629-96-9 76
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 74
5 1-Nonadecanol 284 C19H400 001454-84-8 74
Abundance Scan 1086 (14.550 min): BF082500.D (-1083) (-) m/z 57.10 100.00%
83
5000 Aﬂ/L\AANNMJV\\“xvaW\”A“
3 152 173 195213 243 081 14.20 14.40 1460 14.80
m/z 55.10 93.95%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 11 L S SR IR IURIE I
14.20 14.40 14.60 14.80
s m/z 83.10 90.05%
250
A H\ h \ u \‘\ — 166 104 24 7 BT 30
m/z--> 50 200 250 300 350
Abundance
43 83
1420 14.40 14.60 14.80
5000 11 m/z 43.10 85.20%
o 139 168 196 224 252 JVJA/\AAmﬁ»mJN[\‘“““’v/LJ&/A”
m/z--> " 50 100 150 200 250 300 350
Abundance #116747: 1-Eicosanol R R RREEEEa
43 14.20 14.40 14.60 14.80
m/z 97.10 78.09%
83
5000
111
18\‘\ I Le ‘ I “\ |19 167 196 252
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.17 ng 58738 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
4 Oxirane, tetradecyl- 240 C16H320 007320-37-8 80
5 13-Octadecenal 266 C18H340 056554-90-6 80

Abundance Scan 1124 (14.984 min): BF082500.D (-1122) (-) m/z 57.10 100.00%

7 82

5000

263 282 14.60 14.80 15.00 15.20

m/z 82.10 87.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107629: Oxirane, heptadecyl-
82

138
4

152167 187201 229
21 2

96

5000

14.60 14.80 15.00 15.20
110 m/z 43.10 77.63%

152166180194208222236250264 282

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

43 57 82

96 14.60 14.80 15.00 15.20

5000] g m/z 55.10 66.85%

110
124,40 200 250
152166180194208“““»36 | 268

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecy!- A REaRE RS
14.60 14.80 15.00 15.20

m/z 96.10 58.74%

5000

110
124,40
152166180194208222236250 268

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.17 2.33 ng 62924 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Tetracosane 338 C24H50 000646-31-1 68
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 1140 (15.167 min): BF082500.D (-1138) (-) m/z 57.10 100.00%

57
5000 \ANJNﬁVJLVJdAf\N—Nx_JN¢,\

138154177 190 216 237 268 14.80 15.00 15.20 15.40
1 m/z 43.10 60.08%

4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99477: Nonadecane
57
5000 85 R R DR BN DA
14. 80 15. OO 15 20 15. 40
m/z 71.10 56.53%
113

29‘

N 169 197 225 268

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

57

%

14.80 15.00 15.20 15.40
5000 85 m/z 85.10  45.83%

29 113
141 169 197 225 253 281 309 338

L L L L L B B L L R R L R R AR R RN R RN RR R LR Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #123100: Pentadecane, 8-heptyl- T
57 14.80 15.00 15.20 15.40
m/z 55.10 19.06%
2000 8 MM\/\/VVW\
29 113 210
L } |77, ¥ 1e9 193" 239 266 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Octadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.24 4_.67 ng 126392 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 70
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 64
3 17-Pentatriacontene 491 C35H70 006971-40-0 62

4 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 62
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 58

Abundance Scan 1146 (15.235 min): BF082500.D (-1144) (-) m/z 57.10 100.00%
7 83
5000
s e R
152180 222 268 15.00 15.20 15.40 15.60
i m/z 83.10 83.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100813: 1-Octadecanol
43| 83
5000 LIS B L L L L L
111 15.00 15.20 15.40 15.60
m/z 55.10 80.13%
f | Ppeagerze
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
69 s e R
97 15.00 15.20 15.40 15.60
5000 m/z 97.10 78.49%
125
153 196224
A B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R AT RS S
43 15.00 15.20 15.40 15.60
m/z 43.10 76.57%
111
l 139167 196224 267292 321 462 490
L e e e e SR S s e R
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.61 ng 70502 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Octadecane, l1l-i1odo- 380 C18H371 000629-93-6 64
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1208 (15.944 min): BF082500.D (-1206) (-) m/z 57.10 100.00%
57
i J\AAJ\/M
5000
4 T|rrrrr|rrrrrrrr|rrrr
113 207 15.60 15.80 16.00 16.20
132 169 228 255 275
,....,|...J b | L TR0 100 a0 R A | Wiz 71.10  62.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 R U RS
4 15. 60 15. 80 16. oo 16.20
183 m/z 85.10 54 _.31%
2 ‘m I 1315 155 310
m/z--> 20 45 éo 85 160 120 150 1éo 180 200 220 240 260 2éo 360
Abundance
57
15,60 15.80 16.00 16.:20
5000 85 m/z 43.10 49 _.79%
i M\J\\/\\W
U3 141156 183 211 230 267 296

mﬁmﬁ#ﬁmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane R RS B
57 15.60 15.80 16.00 16.20

m/z 55.10 22 .47%

5000 85

h L1814 169 197 205240 268
O N e RN L7l S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.01 4.25 ng 115125 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 87
2 Selina-6-en-4-ol 222 C15H260 1000140-23-2 52
3 Guaia-3,9-diene 204 C15H24 000489-83-8 47
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 45
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 43
Abundance Scan 1301 (17.007 min): BF082500.D (-1299) (-) m/z 204.20 100.00%

204
135
5000
4

16.60 16.80 17.00 17.20 17.40
m/z 135.10 61.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204

5000 L e

95 161 1660 16,80 17.00 17.20 17.40
41 29 123 189 m/z 133.10 51.54%
7 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 81 161 204
R B s ma o e
105 16.60 16.80 17.00 17.20 17.40
5000 121137 189 m/z 81.10 50.76%
222
58
mﬁmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58648: Guaia-3,9-diene R B e
105 135 161 204 16.60 16.80 17.00 17.20 17.40

m/z 121.10 47 .22%

41
5000 189
81

6! 120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 unknownl7.46 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.46 6.68 ng 180721 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 025246-27-9 44
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 41
3 1,3,6,10-Cyclotetradecatetraene, ... 272 C20H32 001898-13-1 38
4 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 000489-39-4 25
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 25

Abundance Scan 1341 (17.464 min): BF082500.D (-1337) (-) m/z 81.10 100.00%
5,81 107
145
174 204
5000
232 255 303 329
276 414 L e e R m
| | 17.20 17.40 17.60 17.80
R B BRAman s m/z 55.10 97.08%
m/z--> 100 150 250 300 350 400
Abundance #58921 1H-Cycloprople] azulene decahydro-1,1, 7-trimethyl-..
105 1&
5000 LA L L L L L L B LB
17.20 17.40 17.60 17.80
‘ m/z 69.10 93.72%
A Hu.‘
m/z--> 250 300 350 400
Abundance
4 161
93 LA L L L L L L B LB
69 17.20 17.40 17.60 17.80
5000 121 204 m/z 43.10 86.81%
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #101993: 1,3,6,10-Cyclotetradecatetraene, 3,7,11-trimethyl... R A
a1 93 119 17.20 17.40 17.60 17.80
m/z 107.10 84 .46%
67
229
5000 272
161
189
15‘ ‘
i R BEERE BT L
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/I1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 15 unknownl18.37 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.37  5.00 ng 135200  Perylene-diz 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 25
2 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 25

3 Propenoic acid, 2-phenyl-, 8-met... 271 C17H21N0O2 1000289-44-7 22
4 O-[n-Propylcarbamoyl]-6-cyanotro... 262 C13H18N402 1000211-90-2 14
5 6-Methyl-2,4-pyrimidinediamine 124 C5H8N4 001791-73-7 14
Abundance Scan 1420 (18.367 min): BF082500.D (-1416) (-) m/z 124.10 100.00%
43 124
57

5000

18.00 18.20 18.40 18.60
m/z 43.10 84.37%

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

Abundance #110773: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124
5000 LA L L L L L L L L L
18.00 18.20 18.40 18.60
288 m/z 57.10 76.11%
50 76 95 150
33 Lo 109 ) Y- 177 193209223 241 258272
R R o L R o e ARABARERERRESemns
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
T
18.00 18.20 18.40 18.60
5000 m/z 55.10 54 .28%
288
76 95
34 50 109 150 177 198 223239 258272
Wﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101245: Propenoic acid, 2-phenyl-, 8-methyl-8-azabicyclol... s e R R
124 18.00 18.20 18.40 18.60
m/z 71.10 53.97%
5000 82 g5
42 67
140 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18 20 18 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082500.D

Acq On : 24 Oct 2015 8:41

Operator : UM/1Z

Sample : G4116-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 61.6 ng 1514820 1 6.75 491482 20.0
unknown6 .53 6.53 97.8 ng 2403180 1 6.75 491482 20.0
Eicosane 10.70 2.6 ng 81627 4 11.29 618634 20.0
Undecanoic acid 11.82 3.7 ng 113550 4 11.29 618634 20.0
2- Chloropropioni... 14.55 4.4 ng 121823 5 13.98 549743 20.0
Oxirane, heptadecyl- 14.98 2.2 ng 58738 6 15.50 541272 20.0
Nonadecane 15.17 2.3 ng 62924 6 15.50 541272 20.0
1-Octadecanol 15.24 4.7 ng 126392 6 15.50 541272 20.0
Tridecane, l1l-iodo- 15.94 2.6 ng 70502 6 15.50 541272 20.0
1,4-Dimethyl-8-is... 17.01 4.3 ng 115125 6 15.50 541272 20.0
unknownl7 .46 17 .46 6.7 ng 180721 6 15.50 541272 20.0
unknown18.37 18.37 5.0 ng 135290 6 15.50 541272 20.0
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