LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 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-BF013017.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 4.441 203 206 209 rBV 84768 119236 2.38% 0.262%
2 4.990 251 254 260 rBV 916407 1198262 23.90% 2.628%
3 5.424 290 292 295 rBVY 2663670 3042320 60.67% 6.673%
4 6.476 381 384 386 rBVY 2648105 2468512 49.23% 5.415%
5 6.602 392 395 397 rBY 4168664 4267006 85.10% 9.360%
6 6.830 412 415 417 rBV 962258 1082613 21.59% 2.375%
7 6.990 426 429 431 rBVY 2602629 3546041 70.72% 7.778%
8 7.402 462 465 467 rBV 2924531 2962959 59.09% 6.499%
9 8.122 525 528 530 rBY 1605152 1509912 30.11% 3.312%
10 8.545 562 565 571 rVB 175997 206222 4.11% 0.452%

11 9.208 620 623 625 rBV 4935966 5014163 100.00% 10.999%
12 9.608 655 658 660 rBv 515942 553288 11.03% 1.214%
13 9.882 680 682 685 rVB 1646557 1568685 31.29% 3.441%
14 10.316 715 720 722 rBV2 83354 113739 2.27% 0.249%
15 10.534 736 739 740 rBV 38975 62905 1.25% 0.138%

16 10.568 740 742 745 rVB 31254 60622 1.21% 0.133%
17 10.682 749 752 754 rBV 2425558 2715817 54.16% 5.957%
18 10.785 760 761 768 rVB 139830 187783 3.75% 0.412%
19 11.231 799 800 806 rvB 92416 157646 3.14% 0.346%
20 11.368 810 812 815 rBV 1538763 1516564 30.25% 3.327%

21 11.665 836 838 839 rBvV 68498 76021 1.52% 0.167%
22 12.065 869 873 876 rBvV3 50996 175977 3.51% 0.386%
23 12.145 876 880 891 rvB 107036 420176 8.38% 0.922%
24 12.545 912 915 917 rBV 41053 63169 1.26% 0.139%
25 12.774 933 935 940 rBV3 43697 94327 1.88% 0.207%

26 12.957 948 951 953 rBV 4179339 4496818 89.68% 9.864%
27 13.162 966 969 977 rVB6 27073 68760 1.37% 0.151%
28 13.425 987 992 998 rBv2 195389 565850 11.29% 1.241%
29 13.837 1026 1028 1034 rBV2 246591 406881 8.11% 0.892%
30 13.997 1040 1042 1045 rVB 1112429 1394852 27.82% 3.060%

31 14.191 1055 1059 1062 rBV 226116 512315 10.22% 1.124%
32 14.248 1062 1064 1070 rVB3 110509 267196 5.33% 0.586%
33 14.477 1080 1084 1086 rBv4 28357 78308 1.56% 0.172%
34 14.568 1089 1092 1101 rVVv8 63804 298919 5.96% 0.656%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 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-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.694 1101 1103 1106 rVV3 36439 80242 1.60% 0.176%

36 14.774 1107 1110 1113 rVV 206405 439049 8.76% 0.963%
37 14.831 1113 1115 1120 rVB 50007 84109 1.68% 0.184%
38 15.391 1160 1164 1165 rBV 155288 304375 6.07% 0.668%
39 15.425 1165 1167 1170 rVB 774489 1136499 22.67% 2.493%
40 15.768 1194 1197 1202 rBV3 183843 544237 10.85% 1.194%

41 16.088 1221 1225 1230 rVB2 105868 306318 6.11% 0.672%
42 16.317 1242 1245 1253 rVB4 66397 203242 4_05% 0.446%
43 16.466 1255 1258 1263 rVB 57607 144215 2.88% 0.316%
44 16.911 1292 1297 1302 rVB2 75958 254319 5.07% 0.558%
45 17.883 1378 1382 1387 rVB 42480 140230 2.80% 0.308%

46 19.140 1487 1492 1506 rVB2 128529 678740 13.54% 1.489%

Sum of corrected areas: 45589439
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF093199.D

4000000
3000000
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2000000
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Abundance TIC: BF093199.D
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
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Abundance TIC: BF093199.D
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2000000

14.00
1000000
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e ————— =
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 22.14 ng 1198260 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 254 (4.990 min): BF093199.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
ton1 460 480 5.00 520 5.40
e w0 59 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN S N R
59.0 460 4.80 500 520 540
m/z 101.10 17.80%
830 93070
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 250 250 500 570 540
5000 m/z 58.10 15.43%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.60 Concentration Rank 1

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

6.60 78.83 ng 4267010 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 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF093199.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 NSRS R L
40.1 541 6.20 6.40 6.60 6.80 7.00
M.'?}-?. TR 2 S | — m/z 68.10 40.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRI I LS IR R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.95%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 26.11%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e /- e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.78%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SRR | U § S—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.48 ng 187783 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 74
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 72
3 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 761 (10.785 min): BF093199.D (-760) (-) m/z 57.10 100.00%

1

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 68.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27117: Undecane
57.0
5000 LA L L LB L L LB

10 40 10. 60 10. 80 11. OO 11. 20
410 85.0 m/z 71.10 54.93%

zewb‘ | |, 11801580 1560

miz--> 60 80 100 120 140 160 180 200
Abundance
57.0
Sl AAd A el
41.0 10.40 10.60 10.80 11.00 11.20
5000 m/z 91.05 47.73%
85.0
26.0 113.01p89  195.0 197.0
R o o o = LI S
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #45574: Undecane, 2,9-dimethyl- R o s
57.0 10.40 10.60 10.80 11.00 11.20
m/z 85.10 36.47%
5000
41)0 85.0
1550
22.0] ” L, | 1130 1390 184.0
i I e M ok S e A M
miz--> 20 40 60 8 100 120 140 160 180 200 1040 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Nonadecane, 1l-bromo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.32 ng 175977 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-bromo- 346 C19H39Br 004434-66-6 50
2 Eilcosane 282 C20H42 000112-95-8 43
3 Undecane. 5-ethvl- 184 C13H28 017453-94-0 43
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 43
5 Hexatriacontane 507 C36H74 000630-06-8 43
Abundance Scan 873 (12.065 min): BF093199.D (-869) (-) m/z 57.10 100.00%
57.1
5000 M\v«M
85.1
| 11111372 16%'3 1 | 24?-2 11.80 12,00 12.20 12.40
.,....Il..“. I||I|||||||.I uullllll "”",'...“.'...,..'..,....,.... SR SESE—— m/z 43.10 60.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139609: Nonadecane, 1-bromo-
57.0
5000 LI L SIS B B
85.0 11. 80 12. 00 12 20 12. 40
0.0 137.0 m/z 71.10 60.04%
LA ML j f11.0 H 169.0197.0 2350 2670 3030 3460
m/z--> 2'0 4'0 6|0 80 100 120 14'10 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
11.80 12,00 12.20 12.40
5000 m/z 85.10 34.61%
85.0
29.0
113.0 141.0 169.0 282.0
L A B B LA LA RS AN LA AL RN LR LR KRS KA LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45550: Undecane, 5-ethyl- B e B S
57.0 11.80 12.00 12.20 12.40
m/z 208.10 26.03%
5000
29.0 85.0
\‘ ‘ I 1 12601550
iz 2 60 B 100 13 140 150 160 200 550 540 260 290 900 30 34D 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.15 5.54 ng 420176 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 59
3 Octadecane 254 C18H38 000593-45-3 52
4 Tetracosane 338 C24H50 000646-31-1 52
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 52
Abundance Scan 880 (12.145 min): BF093199.D (-876) (-) m/z 57.10 100.00%
57.1
i /\\—W/\J/\VW
5000
36. ‘ N 1132 1401150.1 1832 2132 239.2 11.80 12.00 12.20 12.40
e m/z 43.10 86.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57.0
85.0
5000 A AU SR B B
11,80 12.00 12.20 12.40
29.0 m/z 85.10 52.74%
m/z--> 20 45 60 éo 160 150 150 160 180 200 220 250 260
Abundance
43.0
11,80 12,00 12.20 12.40
5000 71.0 m/z 71.10 51.01%
9.0 1270 156.0 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91035: Octadecane RIS B o
57.0 11.80 12.00 12.20 12.40
m/z 55.10 34 .42%
o T ij\)NAAQPﬁA/N/\\\\p,/vﬁﬂv/lvf
29.0
L M0 o 1690 197.0 2250 2540
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 11,80 12.00 12.20 12.40

8270-BF013017.M Tue Feb 28 17:14:41 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.43 8.11 ng 565850 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 992 (13.425 min): BF093199.D (-987) (-) m/z 57.10 100.00%
57.1
5000 VN_/\Nf\\,_AJj\\“-w-»-ﬁv~j\v’
99.0 390 1340 1360 1380
141.2 : : :
A DA g 2 | 1er2zess o2 0 T 10 63, 860
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 R SRR UL SURIUB SUMS
13.20 13.40 13.60 13.80
99.0 m/z 43.05 56.70%
20 | | || M0 10 2250 26702960
m/z--> 55 160 150 260 250 360 3éo
Abundance
57.0
1320 13.40 13.60 13.80
5000 m/z 85.10 45 _.87%
27.0 90 1410 1830 2250 282.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #151556: Heptacosane A T L B,
57.0 13.20 13.40 13.60 13.80
m/z 55.10 24 .16%
5000 _Nyﬂr/\AA%//\NNWNNWA/J\M
99.0
27.0) || | [Ty, 1410 1830 2250 267.0 323.0 380.0

T T I I
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.83 ng 406881 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 91
Abundance Scan 1028 (13.837 min): BF093199.D (-1026) (-) m/z 57.10 100.00%
51.1
83.1
5000
1360 13.80 14.00 14.20
e m/z 43.10 87 .13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 RN SRR SR BN SUM
2.0 111.0 13.60 13.80 14.00 14.20
' m/z 55.10 87 .08%
| 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 1360 13.80 14.00 14.20
5000 m/z 83.10 69.12%
29.0
125.0
153.0 181.0 308.0

WWTWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene R DR e
.0 13.60 13.80 14.00 14.20
m/z 69.10 64 .38%

-

5000

125.0

3

154.0 182.0 210.0 238.0 266.0
e e EEEEE mm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl4.25 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.25 3.83 ng 267196 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirolbicvclol3.3.0loct-6-ene-3.... 324 C17H2406 1000156-60-3 22
2 Adamantane-2-thiol 168 C10H16S 023695-66-1 11
3 47 -Methoxvbutvrophenone 178 C11H1402 004160-51-4 11
1-(Hvdroxyamino)adamantane 167 C10H17NO 031463-23-7 10
5 Benzene, l-ethoxy-4-[2-(4-pentyl... 302 C21H340 084360-93-0 10
Abundance Scan 1064 (14.248 min): BF093199.D (-1062) (-) m/z 43.10 100.00%
43.1
i wﬂNMwAJAAuMJNJRWJ
5000
394.4
' 14.00 14,20 14.40 14.60
L m/z 57.10 94.61%
m/z--> 50 100 150 200 250 300 350
Abundance #129708: Spiro[bicyclo[3.3.0]oct-6-ene-3,2'-(1',3"-dioxola...
29.0 93.0
1350 324.0
5000 LA S SULRILE UL R
231.0 1400 14,20 14.40 14.60
m/z 55.10 88.87%
; ‘l‘“?p‘.% ‘l\m‘\\m‘\ H\\ \u\ ; |1|8??| ; l“.‘l“. |28|3'|0| L .‘. T
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
' 14.00 14,20 14.40 14.60
5000 m/z 135.10 73.80%
41.0 9.0 168.0
m/z--> " 50 100 150 200 250 300 3%
Abundance #40992: 4'-Methoxybutyrophenone R AR RRRES T
135.0 14.00 14.20 14.40 14.60
m/z 71.10 72.60%
5000
77.0 178.0
4.0 | | 106.0 |
m/z--> 50 100 150 200 250 300 350 ' 14100 14,20 14.40 14.60

8270-BF013017.M Tue Feb 28 17:14:43 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl14.57 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.29 ng 298919 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ledene oxide-(I11) 220 C15H240 1000159-36-7 37
2 Ledol 222 C15H260 000577-27-5 27
3 14-Oxatricvclol9..2.1.0(1.10)1te... 262 C18H300 1000193-06-8 23
4 Acetic acid. 2-T3.3-dimethvl-2-(... 264 C16H2403 1000192-67-9 16
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 12
Abundance Scan 1092 (14.568 min): BF093199.D (-1089) (-) m/z 57.10 100.00%
57.1
o u
5000
145.1 275.3
191.0 2292 L S UL BN R
ol - A m/z 43.10 96.72%
m/z--> 50 100 150 200 250 300 350
Abundance #69480: Ledene oxide-(ll)
43.0
5000 L B UL B R
91.0 159.0 14.20 14.40 14.60 14.80
131.0 m/z 71.10 59.45%
: 202.0
H\‘\M\\MLM‘\I“\Hi . ‘. [ -
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
5.0 14.20 14.40 14.60 14.80
5000 ' 109.0 m/z 107.10 54 _.00%
161.0
189.0 595
m/z--> 55 160 150 200 2%0 360 3%0
Abundance #95810: 14-Oxatricyclo[9..2.1.0(1,10)]tetradecane, 2,6,6,1... R e EEaE L
43.0 14.20 14.40 14.60 14.80
0121.0 189.0 m/z 81.10 42.05%
229.0
5000
‘ 159.0
‘ 262.0
,\M u a H----.----.-- e
m/z--> 300 350 14.20 14.40 14.60 14.80

8270-BF013017.M Tue Feb 28 17:14:44 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane, 8-heptyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 7.73 ng 439049 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1110 (14.774 min): BF093199.D (-1107) (-) m/z 57.10 100.00%
57.1
901 14.40 14.60 14.80 15.00
141.2 - - : -
ol ,I. LAy B2 1831 2211 2658 L7710 60.78%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 L L B B B B
14.40 14.60 14.80 15.00
m/z 43.10 52.32%
-0 210.0
270 ‘\ Ly M101700 “T72300 300.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 43.01%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R AR R
57.0 14.40 14.60 14.80 15.00
m/z 55.10 18.76%
0% w\]\w
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF013017.M Tue Feb 28 17:14:45 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl5.77 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.77 9.58 ng 544237 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 43
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 40
3 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 38
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 38
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 11
Abundance Scan 1197 (15.768 min): BF093199.D (-1194) (-) m/z 43.10 100.00%
43.1
5000
255.2 LI B B i e
303.3 381.4414.5 15.40 15.60 15.80 16.00
! m/z 55.10 73.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132898: Kauren-18-ol, acetate, (4.beta.)-
43.0
5000 1.0 L AR BURBUR BUGLRN A B
15.40 15.60 15. 80 16.00
23.01590 330.0 m/z 57.10 57.89%
. .‘ﬂW‘MN m\\ul%ofélu ??{?. e —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
15.40 15.60 15.80 16.00
5000 m/z 107.10 55.04%
8.0 40 396.0
215.0 255.0 2980 3540 456.0
m/z--> 55 160 1%0 260 250 300 350 460 4éo
Abundance #164216: Methy| 12-acetyl-7-desoxycholate R L B
43.0 15.40 15.60 15.80 16.00
m/z 81.10 52.48%
- \vP“»“p¢xﬂ4A«/\\fVV“\//h—«~A
o 154.0 255.0
n IReHe e L mee |
m/z--> 5 150 200 250 300 350 400 450 15.40 15. 60 15. 80 16.00

8270-BF013017.M Tue Feb 28 17:14:46 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.09 5.39 ng 306318 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
3 Docosane 310 C22H46 000629-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87

Abundance Scan 1225 (16.088 min): BF093199.D (-1221) (-) m/z 57.10 100.00%

517.1
5000 .

15.80 16.00 16.20 16.40
m/z 71.10 68.40%

183.1

227.2 265.9

m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane

g
o
E

5000 LA L L L L L
85.0 1580 16.00 16.20 16.40
29.0 m/z 43.10 62.14%
h ‘L | | M39141.0169.0197.0 2250 2540
e e T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
SN
71.0 15.80 16.00 16.20 16.40
5000 m/z 85.10 44.97%
99.0
127.0155.0183.0 225.0253.0 2950 337.0 NJ\/\/W/\\,/\\AN
e e
miz--> 50 100 150 200 250 300 350
Abundance #123095: Docosane R B A RAREE R S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 28.63%
5000 8.0 \J\/\/\/\/M/\N\J\//\,\/
290
O H30141.0169.0197.0 225.0 253.0 281.0 310.0

m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16. 20 16. 40

8270-BF013017.M Tue Feb 28 17:14:46 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.58 ng 203242 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 59
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 59
3 Nonacosane 408 C29H60 000630-03-5 58
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 58
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 53
Abundance Scan 1245 (16.317 min): BF093199.D (-1242) (-) m/z 57.10 100.00%
57.1
5000 /\/\/»A/ﬂ\_\\MJf\\vd\ﬁﬁ/\\d\_ﬁy
218.2 SNSRI B B
99.1 158.2 265.1 g0c 16.00 16.20 16.40 16.60
i bt e e P e m/z 71.10 54 _.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57.0
5000 UL B BRRRR
mmmmmmmm
270 9.0 m/z 85.10 49 _.31%
L| | ‘h b, 1410 1830 2250 282.0
m/z--> éo 100 1%0 200 250 300 3éo 460
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 45 . 45Y%
99.0
i M0 s *POh00 a080 w20 W\JJW
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R EEEmaEE S S
57.0 16.00 16.20 16.40 16.60
m/z 55.10 24 .78%
5000
99.
270 | | | Jj 141.0 1830 2250 267.0 309.0 351.0  408.0
m/z--> % m J& 2m 250 300 350 400 mmmmmmmm

8270-BF013017.M Tue Feb 28 17:14:47 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 16

Peak Number 17 unknownl6.47

R.T. EstConc Area Relative to ISTD R.T.
16.47 2.54 ng 144215 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-MethvIl-5.8-dihvdro-1.4-naphtho... 174 C11H1002 086759-40-2 46
2 1H-Indole-3-acetic acid. 5-metho... 233 C13H15N0O3 007588-36-5 43
3 2H-1-Benzopvran-2-one 3.4-dimethvl- 174 C11H1002 004281-39-4 38
4 2.2.4-Trimethvl-1.2-dihvdro-quin... 189 C12H15NO 117330-56-0 38
5 2-Methyl-5-methoxytryptamine 204 C12H16N20 003143-97-3 37

Abundance Scan 1258 (16.466 min): BF093199.D (-1255) (-) m/z 174.15 100.00%
174.2
5000{ 431 J\
81.0 L e LA
134.1 2292 2002 4104 16.20 16.40 16.60 16.80
m/z 43.10 41.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38581: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0
5000 1310 RN B SR U
16.20 16.40 16.60 16.80
77.0 m/z 161.10 36 .48%
..4]."?....|....|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
174.0
233.0 16,20 16.40 16.60 16.80
5000 m/z 159.10 28.01%
131.0
77.0
mz-> 50 100 150 200 250 300 350 400
Abundance #38575: 2H-1-Benzopyran-2-one 3,4-dimethyl-
174.0 16.20 16.40 16.60 16.80
m/z 55.05 25.70%
5000 131.0
5.0 91.0 H
e e R o L e A S SRR B SURILN U
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

8270-BF013017.M Tue Feb 28 17:14:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.91 4_.48 ng 254319 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane 310 C22H46 000629-97-0 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 1297 (16.911 min): BF093199.D (-1292) (-) m/z 57.10 100.00%
57.1
5000 AA’\/\VA
NI SUNRE B
1412 183.2 16.60 16.80 17.00 17.20
AL ‘ll-ll 3| m/z 71.10 63.77%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57.0
5000 UL DU B SUGRILE SRR
16 60 16. 80 17. oo 17.20
m/z 43.10 50.04%
ZﬂOL h L i d 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 150 200 250 360 3éo
Abundance
57.0
16,60 16,80 17.00 17.20
5000 m/z 85.10 47 .68%
99.0
27.0 1410 183.0 225.0 267.0 310.0 JW
m/z--> 55 160 150 260 250 360 3éo
Abundance #155178: Octacosane R R ma AR
57.0 16.60 16.80 17.00 17.20
m/z 55.10 17.50%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> % ﬁo mo mo 250 %o 350 ' mmmmﬂmﬂm

8270-BF013017.M Tue Feb 28 17:14:49 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Dodecane, l1l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.88 2.47 ng 140230 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 59
2 Docosane 310 C22H46 000629-97-0 59
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 59
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
5 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 53
Abundance Scan 1382 (17.883 min): BF093199.D (-1378) (-) m/z 57.10 100.00%
51.1
5000 8.1 vvw/\V”\\AM//\\/\\\N\Aw/\w
‘ )L e 11, _ 760 17130 1800 1850
...ll' l"'l"""""".'.... o m/z 71.10 70.62%
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 850 LA L L L L L LN
ﬂmﬂmmmmm
90,0 1550 m/z 85.10 49 .38%
. 13.0 .
.“. \I\ “‘. h\ - I' L ‘. ‘.18.3.0 T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
'17.60 17.80 18.00 18.20
5000 85.0 m/z 43.10 47.24%
11301410 183.0211.0239.0267.0 310.0
m/z--> 55 160 150 260 250 300 3%0
Abundance #147096: Docosane, 9-butyl- T
57.0 17.60 17.80 18.00 18.20
m/z 99.10 21.66%
5000 85.0 J«Mﬁ\AAﬁwa/q\vﬂvvvwaﬂwL
‘ ‘ J 1301410 182.0 309.0
H\k‘wj‘ 211.0 253.0280.0 337.0365.0
T T IIIII""I""I""I""I LR R R A A
m/z--> m 150 200 250 300 350 ﬂmﬂmmmmm

8270-BF013017 .M

Tue Feb 28 17:14:49 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022717\
Data File : BF093199.D

Aca On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample : 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 1-Octadecanamine, N-(2-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.14 11.94 ng 678740 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanamine. N-(2-methoxvpr... 355 C23H49NO 1000196-18-5 64
2 Hexobendine 592 C30H44N2010 000054-03-5 64
3 Dimethvldioctadecvlammonium bromide 630 C38H80BrN 003700-67-2 64
4 CvcloheptlIblindol-6(5H)-one. 2-c... 296 C19H24N20 339284-86-5 59
5 Benzeneethanamine, .beta.-hydrox... 403 C27H49NO 1000197-20-9 59
Abundance Scan 1492 (19.140 min): BF093199.D (-1487) (-) m/z 296.40 100.00%
296.4
5000
58.1
18.80 19.00 19.20 19.40
A, 1261 18222242 | ST T Eg 10 24.29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143148: 1-Octadecanamine, N-(2-methoxypropyl)-N-methy!-
296.0
5000 U AR AR
18/80 19.00 19.20 19.40
58.0 m/z 297.35 22.01%
|, ., 1160 1680 2400 .| 3540
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
296.0
195.0 18.80 19.00 19,20 19.40
5000 m/z 43.10 15.37%
58.0 253.0 V/\XM/\N/\\VLVWwvw
152.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173151: Dimethyldioctadecylammonium bromide B s B
296.0 18.80 19.00 19.20 19.40
58.0 m/z 44.10 13.41%
5000 Avvvmwhvvaqﬁ/W\\NA~_VF¢$V¢
‘ . 1350 196.0238.0 338.0378.0 436.0 492.0534.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18/80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022717\
Data File : BF093199.D

Acq On : 27 Feb 2017 10:48

Operator : SJ/MA

Sample - 11980-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 .99 22.1 ng 1198260 1 6.83 1082610 20.0
unknown6 .60 6.60 78.8 ng 4267010 1 6.83 1082610 20.0
Undecane 10.79 2.5 ng 187783 4 11.37 1516560 20.0
Nonadecane, 1-bromo- 12.07 2.3 ng 175977 4 11.37 1516560 20.0
Heptadecane 12.15 5.5 ng 420176 4 11.37 1516560 20.0
Heneicosane 13.43 8.1 ng 565850 5 14.00 1394850 20.0
3-Eicosene, (E)- 13.84 5.8 ng 406881 5 14.00 1394850 20.0
unknown14 .25 14.25 3.8 ng 267196 5 14.00 1394850 20.0
unknownl14 .57 14 .57 4.3 ng 298919 5 14.00 1394850 20.0
Pentadecane, 8-he... 14.77 7.7 ng 439049 6 15.43 1136500 20.0
unknownl15.77 15.77 9.6 ng 544237 6 15.43 1136500 20.0
Octadecane 16.09 5.4 ng 306318 6 15.43 1136500 20.0
Eicosane 16.32 3.6 ng 203242 6 15.43 1136500 20.0
unknownl16 .47 16.47 2.5 ng 144215 6 15.43 1136500 20.0
Tetracosane 16.91 4.5 ng 254319 6 15.43 1136500 20.0
Dodecane, 1l-iodo- 17.88 2.5 ng 140230 6 15.43 1136500 20.0
1-Octadecanamine, ... 19.14 11.9 ng 678740 6 15.43 1136500 20.0
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