LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070617\

Data File : BF096543.D

Acq On > 6 Jul 2017 19:48 Instrument :
Operator : SJ/MA BNA_F

Sample - 13972-02 ClientSampleld :
Misc : B2-18.5-19

ALS Vial : 22 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-BF070117 .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 4.910 475 480 490 rVB 287803 401919 15.09% 1.834%
2 5.334 547 552 555 rBVY 2706639 2631450 98.81% 12.010%
3 6.357 720 726 730 rBV 2549034 2663253 100.00% 12.155%
4 6.487 743 748 751 rBV 2759066 2569754 96.49% 11.729%
5 6.716 783 787 790 rBV 734481 650795 24.44% 2.970%
6 6.869 809 813 817 rBV 2017367 1909622 71.70% 8.716%
7 7.275 877 882 885 rBV 1695461 1584250 59.49% 7.231%
8 7.375 893 899 909 rvB 25729 31069 1.17% 0.142%
9 7.992 1000 1004 1008 rBV 902226 846174 31.77% 3.862%
10 9.075 1183 1188 1191 rBV 2596676 2251314 84.53% 10.275%

11 9.469 1251 1255 1258 rBV 312798 272722 10.24% 1.245%
12 9.751 1298 1303 1307 rBV 859613 784687 29.46% 3.581%

13 10.192 1375 1378 1381 rVB 53017 43409 1.63% 0.198%
14 10.416 1409 1416 1418 rBV2 20616 30255 1.14% 0.138%
15 10.533 1432 1436 1440 rBV 1166437 1153149 43.30% 5.263%
16 10.669 1455 1459 1466 rBV 69131 85350 3.20% 0.390%
17 11.116 1531 1535 1537 rBV2 51473 42598 1.60% 0.194%
18 11.233 1551 1555 1558 rBV 666569 632563 23.75% 2.887%
19 11.469 1592 1595 1603 rVB 100839 93326 3.50% 0.426%
20 12.286 1730 1734 1740 rBV 168812 165035 6.20% 0.753%
21 12.439 1756 1760 1763 rBV 68177 59044 2.22% 0.269%
22 12.668 1793 1799 1802 rBV 55661 65655 2.47% 0.300%

23 12.816 1820 1824 1828 rBV 1753877 1628502 61.15% 7.433%
24 13.721 1974 1978 1985 rBV 125992 142217 5.34% 0.649%
25 13.863 1997 2002 2005 rBV 727359 696724 26.16% 3.180%

26 15.274 2238 2242 2248 rVB 407882 475292 17.85% 2.169%

Sum of corrected areas: 21910128
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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\BFO070617\

BF096543.D

6 Jul 2017 19:48

SJ/MA

13972-02

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.91 12.35 ng 401919 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 480 (4.910 min): BF096543.D (-475) (-) m/z 43.00 100.00%
43
59
5000
al s o is 460 480 500 520
L L s o S MM P m/z 59.00 54 _20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 15.02%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 13.68%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R ma  mama
59 4.60 4.80 5.00 5.20
m/z 41.05 8.23%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 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\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 1

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

6.49 78.97 ng 2569750 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF096543.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 e A B RN ARN
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
..,....,....,....,".'..7.,:...??.I.'....,..f.‘?,..!.,....,.1.1.5.,....,"...,.. m/z 134.00 34.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R LR
6.20 6.40 6.60 6.80
78 m/z 68.10 28.17%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.78%
41 97
53 2 117
34 60 89 105 124
wwmmwwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L LB L L B
132 6.20 6.40 6.60 6.80
m/z 96.00 12.64%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.70 ng 85350 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1459 (10.669 min): BF096543.D (-1455) (-) m/z 57.05 100.00%
5
5000
99 10.40 10.60 10.80 11.00
oa m/z 43.05 61.46%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000 L B BULRLN BRI UL

10.40 10.60 10.80 11.00
m/z 71.10 54.11%

2¢LM uJ%g 141 183 226

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57
R R RERE R R R
10.40 10.60 10.80 11.00
5000 m/z 41.00 32.07%
26 99 141 212
T T T T T T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane L  ABAERREE
57 10.40 10.60 10.80 11.00
m/z 85.10 30.04%
5000
97
, 141 183 225 267 309 351 393 463 505 561 603
RN o R AAEE R S a E e e e )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 2.95 ng 93326 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 1595 (11.469 min): BF096543.D (-1592) (-) m/z 55.05 100.00%
55
83
Al eo

5000

E
!

11.20 11.40 11.60 11.80
m/z 43.00 90.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58279: Cyclotetradecane
41 55

69

]

83

5000

11.20 11.40 11.60 11.80
111 m/z 57.00 74.17%

125139153168 196

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

55

:

g 98 11.20 11.40 11.60 11.80
5000 o1 m/z 83.05  66.30%

111
27 125
139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-

%

11.20 11.40 11.60 11.80
m/z 41.05 63.61%

5000

12

8
?

5
139153168182196210224 252 280

e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.29 5.22 ng 165035 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 1-Octadecene 252 C18H36 000112-88-9 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 1735 (12.292 min): BF096543.D (-1730) (-) m/z 57.05 100.00%
I 83
41
5000 11
SRR SRR BN BN
12.00 12.20 12.40 12.60
S 1> 206 m/z 55.00 99.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 A RN BN BN IR
12.00 12.20 12.40 12.60
125 m/z 43.05 90.47%
15 154 180196 224 051269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
41 83 SR R SN U B
12.00 12.20 12.40 12.60
5000 m/z 83.05 84.02%

111

139 168 196 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene

i

12.00 12.20 12.40 12.60
m/z 41.00 74.32%

5000

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.08 ng 142217 Chrysene-di2 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 91
Abundance Scan 1978 (13.721 min): BF096543.D (-1974) (-) m/z 57.00 100.00%
sl7
83
5000 11
IR PN N SRR
139 208 13.40 13.60 13.80 14.00
v .‘:I, J'.l.m.n,-l.‘??. e | w/z 55.00 83.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
5000 USRI AR A IR
13.40 13.60 13.80 14.00
29 125 m/z 43.00 80.06%
m/z--> éo ' Io 250 300 350 400
Abundance
57
83 13.40 13.60 13.80 14.00
5000 m/z 83.10 70.70%
111
29
139 169 519238 o3 434
mz> 50 100 150 200 250 300 350 400 | | |
Abundance #185169: Heptadecy! trifluoroacetate AR R REEEE EaE
57 13.40 13.60 13.80 14.00
97 m/z 69.10 70.54%
5000
29 e ML’W
Il | || 254182 210 238 283 334
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096543.D

Acq On : 6 Jul 2017 19:48

Operator : SJ/MA

Sample : 13972-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 .91 12.4 ng 401919 1 6.72 650795 20.0
unknown6 .49 6.49 79.0 ng 2569750 1 6.72 650795 20.0
Hexadecane 10.67 2.7 ng 85350 4 11.23 632563 20.0
Cyclotetradecane 11.47 3.0 ng 093326 4 11.23 632563 20.0
Trifluoroacetoxy ... 12.29 5.2 ng 165035 4 11.23 632563 20.0
Pentafluoropropio... 13.72 4.1 ng 142217 5 13.86 696724 20.0
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