LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 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-BF052615.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 1.564 32 33 40 rBV 357324 565754 9.44% 2.667%
2 1.667 40 42 84 rvVvB 2992299 5992788 100.00% 28.255%
3 4.673 303 305 313 rBV 56039 91716 1.53% 0.432%
4 5.244 352 355 368 rVB 980252 1408415 23.50% 6.640%
5 6.536 466 468 469 rBV 50579 70159 1.17% 0.331%
6 6.559 469 470 478 rVB 1184431 1397159 23.31% 6.587%
7 6.673 478 480 483 rBVY 1223204 1509536 25.19% 7.117%
8 6.959 503 505 508 rBV 400876 389835 6.51% 1.838%
9 7.142 519 521 524 rBV 757305 826467 13.79% 3.897%
10 7.656 564 566 569 rBV 647372 774288 12.92% 3.651%

11 8.536 641 643 646 rBvV 604899 552367 9.22% 2.604%
12 9.885 759 761 764 rBV 1116410 1027137 17.14% 4.843%

13 10.399 804 806 813 rVB 87662 96319 1.61% 0.454%
14 10.708 830 833 835 rvB 547088 608128 10.15% 2.867%
15 11.576 906 909 911 rBV 58002 75969 1.27% 0.358%

16 11.679 916 918 921 rBvV2 805145 1103447 18.41% 5.203%
17 11.908 934 938 940 rBV 124756 183919 3.07% 0.867%
18 12.479 986 988 991 rVB 147225 166097 2.77% 0.783%
19 12.537 991 993 996 rBV 652717 682274 11.38% 3.217%
20 12.617 998 1000 1002 rBV2 43308 76190 1.27% 0.359%

21 12.925 1025 1027 1029 rBV 74981 121363 2.03% 0.572%
22 14.525 1165 1167 1170 rVB 732425 915941 15.28% 4.318%
23 14.571 1170 1171 1175 rVB2 68636 108916 1.82% 0.514%
24 15.543 1254 1256 1259 rBV 128822 213721 3.57% 1.008%
25 15.703 1268 1270 1275 rBV2 221739 440665 7.35% 2.078%

26 15.817 1277 1280 1282 rBV 465162 644985 10.76% 3.041%
27 16.514 1339 1341 1346 rVB2 236476 356275 5.95% 1.680%
28 17.520 1427 1429 1432 rBV 554165 810071 13.52% 3.819%

Sum of corrected areas: 21209901
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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\BF052815\

BF079550.D

28 May 2015 18:03

TP/1Z

G2386-14

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4._.67 4.71 ng 91716 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 23
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 305 (4.673 min): BF079550.D (-303) (-) m/z 43.05 100.00%
43
59
5000
101 BRSNS SRR RN
440 4.60 4.80 5.00
I.|I| 51 |I.| 8|3 y | 0
O e e m/z 59.10 58.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R RN UL L L
440 4.60 4.80 5.00
59 101 m/z 101.10 18.48%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 41 m/z 58.10 16.05%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester i B mam s
50 440 4.60 4.80 5.00
m/z 41.10 9.67%
5000 41
68
0 50, 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 4 unknown6.67 Concentration Rank 2

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

6.67 77.44 ng 1509540 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 480 (6.673 min): BF079550.D (-478) (-) m/z 132.00 100.00%
132
5000 68
96 IR SR R
40 5y -8 06 6.40 6.60 6.80 7.00
01 L m/z 68.10 43.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR SR R
6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.81%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 28.28%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R RS EEE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 17.95%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Pentadecane, 8-heptyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.58 2.50 ng 75969 Acenaphthene-d10 10.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 64
2 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 59
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 59
4 Tetracosane 338 C24H50 000646-31-1 59
5 Pentadecane 212 C15H32 000629-62-9 53

Abundance Scan 909 (11.576 min): BF079550.D (-906) (-) m/z 57.10 100.00%

57
5000

11.20 11.40 11.60 11.80

141 167 183 224

0 m/z 71.10 56.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 TTTT TTTT TT T T [ TT 1T [T
11. 20 11. 40 11. 60 11.80
m/z 43.10 46.04%
113 21 O
0 ‘\ 1oy T 141 169184 225240255 309
.P”.P”q.”wnnlunp.npn..”.”..””..”.”..”.”.q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R RS A S
11.20 11.40 11.60 11.80
5000 m/z 85.05 26.66%
41 85
112
ol 26 140455
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73971: Tridecane, 5-propyl- B e o
57 11.20 11.40 11.60 11.80
m/z 41.10 18.31%
50000 4
85
112
o L | 127142 168183198 226
.,””,”.q”.w”.q.”q.”..”..”..”..”..”..”..”.P”.P”. R EEE e  RAREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.91 5.39 ng 183919 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
2 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 86
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 83
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 78

Abundance Scan 938 (11.908 min): BF079550.D (-934) (-) m/z 57.10 100.00%

57
71

5000

-

99 113 11.60 11.80 12.00 12.20

127141 155169183

0 m/z 71.10 79.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99493: Pentadecane, 2,6,10,14-tetramethyl-
57
43 n
5000 LA L L L L L LB L |

11.60 11.80 12.00 12.20

8 13 m/z 43.10 51.08%
29 99 127
0 | ‘ IL \ 141155169 \ 197211225239253268
“.”,“.w.”.“.“,”.w.”.“.” | S TR EE R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 LA L L L L LB LN B |
11.60 11.80 12.00 12.20
5000 m/z 85.10 30.88%
8 113
99

127141155169 19611204 239253267 282

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73971: Tridecane, 5-propyl- e i ma I

57 11.60 11.80 12.00 12.20

43 - m/z 41.10 21.77%
5000
85
112
ot | 98 127141 168183157 526

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.48 4.87 ng 166097 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
Abundance Scan 988 (12.479 min): BF079550.D (-986) (-) m/z 57.10 100.00%
57
5000 85 “/\J\/\/\ﬂf\»
SR AR BN BN U
113 12.20 12.40 12.60 12.80
ol J ,I.l! Aol LML, 18820 296 | m/z 71.10 76.53%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 SR AR BN BN U
85 12.20 12.40 12.60 12.80
m/z 43.10 49.40%
0 %9‘ | || (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.20 12,40 12,60 12.80
5000 g5 m/z 85.10 41.44%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo- N B s B S
57 12.20 12.40 12.60 12.80
m/z 41.10 23.66%
o 1 /‘AMW
29 113 155
O'MN'j L 'h'h“ 'H'H??I"" Y SN DA SR AR BN BN U
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 wunknownl2.62 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.23 ng 76190 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 42
2 Tritetracontane 605 C43H88 007098-21-7 35
3 Nonadecane 268 C19H40 000629-92-5 30
4 1H-Pvrazole. 5-ethvl-4.5-dihvdro... 126 C7H14N2 021981-22-6 25
5 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 25
Abundance Scan 1000 (12.617 min): BF079550.D (-998) (-) m/z 97.10 100.00%
57 97
5000
140 183 225, 240 1260 12580 1300

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73963: Hexadecane
57

5000 e e e S EEmmE
12. 40 12 60 12. 80 13. 00

m/z 43.10 74 .87%

0 27 ‘ b4 9\‘9\ 141 183 226
B R R E R R W O B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R RRARE BE
12.40 12.60 12.80 13.00
5000 m/z 71.10 63.12%
97
0 127 169 211 253 295 337 379 421 463 505 547 604
R B B A e e e e e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane A ma e
57 12.40 12.60 12.80 13.00
m/z 55.10 62.79%
5000
99
o %7‘ |, 141 183 268
e e R RRARE BE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 10 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.93 3.56 ng 121363 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 81
2 Nonadecane 268 C19H40 000629-92-5 74
3 Heptadecane 240 C17H36 000629-78-7 74
4 Hexadecane 226 C16H34 000544-76-3 74
5 Docosane 310 C22H46 000629-97-0 74
Abundance Scan 1027 (12.925 min): BF079550.D (-1025) (-) m/z 57.10 100.00%
q7
i fAJvW\FJWJkJV“A“JMMM
5000
4 160 156q 19190 12'00 12 90
141 192 256 12.60 12.80 13.00 13.20
0 ...,....-,|-...|,li.'|.'.,....'l,....,...'.,l...'.!-..-..,....',ﬁl..l e 328 Tmyz 71.10 86.04%
m/z--> mmmmmmmmmmmmmmmm
Abundance #91037: Octadecane
57
5000 85 UL SRR SRR
12. 60 12. 80 13. oo 13.20
4 m/z 43.10 66.60%
L B 169 197 p5 254
m/z--> i&&%mmmmmmmmmmmﬁ
Abundance
57
12:60 12.80 13.00 13.20
5000 85 m/z 85.10 54 .68%
41
o2 113 141 169 197 205 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane B BBEmma B B
57 12.60 12.80 13.00 13.20
m/z 64.00 24 .37%
5000 85
4
s L e e e 2
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350 12. 60 12. 80 13. oo 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Cyclopentanecarboxylic acid... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.54 6.63 ng 213721 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 6-e... 254 C16H3002 1000282-59-2 50
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 47
3 Cvclohexane. 1-methvl-2-pentvl- 168 Cl1l2H24 054411-01-7 47
4 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 47
5 Diborane(6), tetrapropyl- 196 C12H30B2 022784-01-6 47
Abundance Scan 1256 (15.543 min): BF079550.D (-1254) (-) m/z 97.10 100.00%
5000 55
125 159 15.20 15.40 15.60 15.80
o 2 .1|~, Lo AT 108219 251 275 300 323 348 | TSR G 41.98%
m/z--> 50 100 150 200 250 300 350
Abundance #90935: Cyclopentanecarboxylic acid, 6-ethyl-3-octyl ester
97
69
5000 AR BN B I B
15.20 15.40 15.60 15.80
115 m/z 57.10 30.74%
L 1 L1 LI w‘. \ 157,1,83, s
m/z--> 50 100 150 200 250 300 350
Abundance
55 97
1520 15.40 15.60 15.80
5000 m/z 43.10 28.21%
126
29 79
O e e T
m/z--> 50 100 150 200 250 300 350
Abundance #34824: Cyclohexane, 1-methyl-2-pentyl- R R Bmman
97 15.20 15.40 15.60 15.80
55 m/z 83.10 27 .74%
5000
29
bl | s
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Heptafluorobutanoic acid, h... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.70 13.66 ng 440665 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutanoic acid. heptad... 452 C21H35F702

1000282-97-3 94

2 8-Heptadecene 238 C17H34 054290-12-9 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1270 (15.703 min): BF079550.D (-1268) (-) m/z 57.10 100.00%
57
83
5000 11
3 139 189 215 248 312 340 15.40 15.60 15.80 16.00
o phoy”, 109189 21> 206260286 312 340 | h7; 83.10  78.68%
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000 LA L L LB L L LN |
111 15.40 15.60 15.80 16.00
- m/z 55.10 78.49%
ol ] H‘ M‘ 4 130 10 1m0 P gesoes
m/z--> 50 150 200 250 300 350
Abundance
55
83 R R Eamasmmaas
15.40 15.60 15.80 16.00
5000{ 29 m/z 43.10 76.43%
111
238
139
- -—-r-——Tr— 7
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T
43 15.40 15.60 15.80 16.00
m/z 69.10 71.57%
69
5000 97
oLl ‘ L L[5 150109 105 20 292
e — e A ma
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079550.D

Aca On : 28 May 2015 18:03

Operator : TP/1Z

Sample : 62386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.51 11.05 ng 356275 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 92
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 81
3 Octadecane 254 C18H38 000593-45-3 76
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 70
Abundance Scan 1341 (16.514 min): BF079550.D (-1339) (-) m/z 57.10 100.00%
g7
5000 85
302 16.20 16.40 16.60 16.80
141 254 . . . .
oL A I I --l Louiy, 109188 211230 227274 | 328 359 362 m/z 71.10 65.00%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 UL SRR B SO SO
16.20 16.40 16.60 16.80
m/z 43.10 52 .38%
0 I h M A Jlﬁ3‘141 183 211 239 267 296
m/z--> 5 100 150 200 250 300 350
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 47 .83%
140
ol_38 113 82 205226
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane R R maa
57 16.20 16.40 16.60 16.80
m/z 55.10 24 _45Y%
5000 85
29
oL | I J1}311§1‘169 197 225 254
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052815\
Data File : BF079550.D

Acq On : 28 May 2015 18:03

Operator : TP/1Z

Sample - G2386-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.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._.67 4.7 ng 91716 1 6.96 389835 20.0
unknown6 .67 6.67 77.4 ng 1509540 1 6.96 389835 20.0
Pentadecane, 8-he... 11.58 2.5 ng 75969 3 10.71 608128 20.0
Pentadecane, 2,6,... 11.91 5.4 ng 183919 4 12.54 682274 20.0
Heptacosane 12.48 4.9 ng 166097 4 12.54 682274 20.0
unknownl2 .62 12.62 2.2 ng 76190 4 12.54 682274 20.0
Octadecane 12.93 3.6 ng 121363 4 12.54 682274 20.0
Cyclopentanecarbo... 15.54 6.6 ng 213721 5 15.82 644985 20.0
Heptafluorobutano... 15.70 13.7 ng 440665 5 15.82 644985 20.0
Heptadecane, 2,6,... 16.51 11.1 ng 356275 5 15.82 644985 20.0
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