LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 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-BF092317 .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 2.157 7 12 18 rVB 346758 446030 11.33% 2.773%
2 2.987 148 153 160 rBvY 38937 59857 1.52% 0.372%
3 3.610 254 259 267 rBY 67572 103494 2.63% 0.644%
4 4,487 401 408 412 rBV 2596103 3936965 100.00% 24.481%
5 5.087 506 510 518 rBVY 376682 381560 9.69% 2.373%

5.492 575 579 587 rBV 582541 536615 13.63% 3.337%
6.492 747 749 760 rVB2 373054 528991 13.44% 3.289%%
rBvV 1110031 928782 23.59% 5.775%
6.863 809 812 816 rBV 696231 614225 15.60% 3.819%
7.022 835 839 842 rBV 1304368 1050572 26.68% 6.533%

QOO ~NO®
o
o
w
N
~
~
o
~
~
w
~
~
~

11 7.428 904 908 911 rBV 901230 733955 18.64% 4._.564%
12 8.145 1027 1030 1034 rBV 878674 779585 19.80% 4.848%
13 9.222 1208 1213 1216 rBV 1705062 1399543 35.55% 8.703%
14 9.610 1276 1279 1283 rBV 283367 248024 6.30% 1.542%
15 9.904 1325 1329 1333 rBvV 850836 723893 18.39% 4_.501%

16 10.322 1397 1400 1403 rVB 100328 76593 1.95% 0.476%
17 10.539 1430 1437 1440 rBV2 35281 56583 1.44% 0.352%
18 10.692 1459 1463 1469 rVB 517537 450160 11.43% 2.799%
19 10.792 1477 1480 1490 rVB 112743 143499 3.64% 0.892%

20 11.245 1553 1557 1559 rBvV 64494 57979 1.47% 0.361%
21 11.392 1578 1582 1585 rBV 742367 638101 16.21% 3.968%
22 11.910 1667 1670 1674 rBV 56659 61088 1.55% 0.380%
23 12.851 1827 1830 1837 rVB 74706 83447 2.12% 0.519%
24 12.968 1846 1850 1854 rBV 1110345 1029512 26.15% 6.402%
25 13.857 1999 2001 2007 rBV 72472 83571 2.12% 0.520%

26 14.027 2027 2030 2034 rBV 535180 520142 13.21% 3.234%
27 15.509 2277 2282 2289 rVB 322176 409259 10.40% 2.545%

Sum of corrected areas: 16082025
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\Data\BF100717\

BF099209.D

7 Oct 2017 22:14

SJ/JuU

15516-01

26 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.16 14.52 ng 446030 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 12 (2.157 min): BF099209.D (-7) (-) m/z 73.10 100.00%

73
5000 43
55 87

220 230 240 2.50 2.60

e e e, e | M/z 43.10  37.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L L L LB BB B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95  25.59%
29
.| 35 \‘ 67 || 80
w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 R R E R e
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 25.40%
29
47 67 79 97 112 129
R e e e R A o e e e R RRR R E
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T

73 220 230 2.40 2.50 2.60
m/z 41.05 11.45%

5000 43
58
.,...‘.‘,‘....,H..,....,....,.a..,...‘.,....,....,....,....,....

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.61 3.37 ng 103494 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 27
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 23
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 17
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 259 (3.610 min): BF099209.D (-254) (-) m/z 43.00 100.00%
a3
5000
055 o 83 o5 320 340 360 380 400
S TR WS- S WSS CNu— m/z 83.00 12.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 LRI LRI UL L R

320 3.40 3.60 3.80 4.00
m/z 39.00 9.97%

83
21 37, | 49 5 6369 77 o1 98

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
IIIIIAIIIIIIIIIAIIIIIIIII
3.20 3.40 3.60 3.80 4.00
5000 m/z 55.00 6.06%
. 27 55
37 49 65 71 77 83 o8
B L B B B S et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- 1 NS NSNS RN
43 3.20 3.40 3.60 3.80 4.00
m/z 41.00 5.69%
5000
27 55 98
|| 37, .| 49 | 61 67 77 83 |
R L o B e R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 3 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.49 128.19 ng 3936970 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78

Abundance Scan 409 (4.492 min): BF099209.D (-401) (-) m/z 83.10 100.00%
55 83
5000 43 98
R L R R
420 4.40 4.60 4.80
...,....,....,..?3|;':..f‘?'.|.:.?1..‘?7.,...77.,.:..,....~,.... m/z 55.10 85.50%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R L R R
29 98 420 4.40 4.60 4.80
m/z 98.10 37.33%
“\‘ 37\‘\\\ 49\‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% R L R R
43 420 4.40 4.60 4.80
5000 m/z 43.00 33.81%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- A maa b e
5 83 420 4.40 4.60 4.80
m/z 39.10 22 .58%
41
5000 7 o8
15 ‘ 69
SN ..:lh.%4.ail M. LI X PR A0 - S S G —
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.09 12.42 ng 381560 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.092 min): BF099209.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 I | G
83 4.80 5.00 5.20 5.40
el 93 - - m/z 59.00 63.09%
LRI PRI SR SURL L S AL SULELILS SURLEL SR SULELIL UL S B - - ¢
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L R
4.80 5.00 5.20 5.40
59 m/z 101.00 24.39%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 16.70%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime ’.‘..,....,....,....,..A..
43 4.80 5.00 5.20 5.40
m/z 41.10 9.38%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 unknown-01 Concentration Rank 3

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

6.63 30.24 ng 928782 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099209.D (-770) (-) m/z 132.00 100.00%
5000 68
SRR SR S
40 g | J 6.20 6.40 6.60 6.80 7.00
....'}u.::.'-|77?‘.7.!,]1P“?..,. | m/Z 68.10 42.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I R IR N
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 30.96%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.01%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e ERRAREDEESE A
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.24%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SNSUUN | | E—
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\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.32 2.12 ng 76593 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 1400 (10.322 min): BF099209.D (-1397) (-) m/z 57.05 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.05 65.10%

99 113127 141 154

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 LI L B B
10.00 10.20 10.40 10.60
29 m/z 71.05 53.48%
99
gl DSl 18
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
B R EARRE SR ERE SRRy
10.00 10.20 10.40 10.60
5000 4! m/z 85.05  42.24%
85
29
99 113 127 141 155 169 183 197 226
I B A e o e e A BARESREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl-
57 10.00 10.20 10.40 10.60
2 m/z 41.05  33.98%
71
5000 85
141
99
,‘,“,‘,\,113,‘ Lo R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 8 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.79 4_.50 ng 143499 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1480 (10.792 min): BF099209.D (-1477) (-) m/z 57.05 100.00%
57
5000 85
41
113 141 10.40 10.60 10.80 11.00 11.20
,,| S e || M7z 43.05 66 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane
57
5000 85 AL DAL DL B B
10 40 10. 60 10 80 11. oo 11. 20
m/z 71.05 63.74%
29 113
\‘ | H\ II4 H‘ ‘ \141 169 197 225 254
IIIII R AR RS L R LS LA Ll R LA R AL LEALN ERARE LARAE BN

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

Abundance
57
R LR e T
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 37.56%
85
> 12 940
168184 211227
mmwm‘mrrﬁmmwﬁwﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 J
Abundance #175557: Tetracosane e B e I S

57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 27.74%

5000 85

29 113
| e 141 169 197 225 253 281 309 338

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. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 9 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.21 ng 83447 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 94
2 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 64
3 Phenol, 2,4 -isopropylidenedi- 228 C15H1602 000837-08-1 56
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 52
5 3-Dibenzofuranamine, 2-methoxy- 213 C13H11NO2 005834-17-3 50
Abundance Scan 1830 (12.851 min): BF099209.D (-1827) (-) m/z 213.05 100.00%
213
5000
17 9 107 | 228 " 12150 1280 1300 1320
39 77 107 135 165 197 : : : :
e B L el 23 182265 188107 | L h77 119.00  24.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LRI RN LR RN AR
228 12:60 12.80 13.00 13.20
119 m/z 228.10 15.41%
15 27 39 51 65 77 91 107 L 135 152165 183 197 |
m/z--> 20 4b eb éo 160 120 140 160 180 200 220
Abundance
213
" 12.60 12.80 13.00 13.20
5000 m/z 214.10 15.34%
185 228
2739 51 69 92 114 128141 157 171 | 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84544: Phenol, 2,4"-isopropylidenedi- IR s
213 12.60 12.80 13.00 13.20
m/z 91.05 11.73%
119
5000 228
91
134
IR W L N A
m/z--> 20 40 60 80 100 120 140 160 180 260 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 10 Heptafluorobutyric acid, n-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.21 ng 83571 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2002 (13.862 min): BF099209.D (-1999) (-) m/z 83.05 100.00%
57
5000
138 174194 229 265 po5 1360 13.80 14.00 14.20
m/z 57.05 93.78%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57
83
5000 LR UM B UL IR
mn 13.60 13.80 14.00 14.20
29 169 m/z 97.00 81.14%
196
| ‘.“,‘.H.‘ | ,\h 0 O 4 - S
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 77.01%
29
139 182 210 255 356
mz-> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B EERR Bam e L
13.60 13.80 14.00 14.20
83 m/z 43.10 74.54%
5000 111
29
[ J| ‘ | | 1Mo 182210 255 406
mz-> 50 100 150 200 250 300 350 11360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF100717\
Data File : BF099209.D

Acq On : 7 Oct 2017 22:14

Operator : SJ/JU

Sample : 15516-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.16 14.5 ng 446030 1 6.86 614225 20.0
4-Penten-2-one, 4. .. 3.61 3.4 ng 103494 1 6.86 614225 20.0
3-Penten-2-one, 4. .. 4.49 128.2 ng 3936970 1 6.86 614225 20.0
2-Pentanone, 4-hy... 5.09 12.4 ng 381560 1 6.86 614225 20.0
unknown-01 6.63 30.2 ng 928782 1 6.86 614225 20.0
Tetradecane 10.32 2.1 ng 76593 3 9.90 723893 20.0
Octadecane 10.79 4.5 ng 143499 4 11.39 638101 20.0
Phenol, 4,4"-(1-m... 12.85 3.2 ng 83447 5 14.03 520142 20.0
Heptafluorobutyri... 13.86 3.2 ng 83571 5 14.03 520142 20.0
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