LSC Area Percent Report

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

Data File : BF096548.D

Acq On > 6 Jul 2017 22:05 Instrument :
Operator : SJ/MA BNA_F

Sample - 13972-06 ClientSampleld :
Misc : B5-14-14.5

ALS Vial : 27 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 277249 399928 15.27% 1.880%
2 5.334 547 552 555 rBV 2566411 2579471 98.47% 12.125%
3 6.357 720 726 739 rVB 2309404 2619510 100.00% 12.313%
4 6.486 743 748 751 rBV 2590630 2494172 95.22% 11.724%
5 6.710 783 786 790 rBVY 702041 626948 23.93% 2.947%

6 6.869 809 813 817 rBV 2023327 1923480 73.43% 9.041%
7 7.275 876 882 885 rBV 1690841 1532029 58.49% 7.201%
8 7.992 1000 1004 1008 rBV 904494 797489 30.44% 3.749%
9 9.075 1183 1188 1191 rBV 2724715 2414118 92.16% 11.348%
10 9.463 1251 1254 1258 rBV 246922 204653 7.81% 0.962%
11 9.745 1298 1302 1306 rBV 768658 723350 27.61% 3.400%
12 10.192 1375 1378 1381 rVB 45547 37021 1.41% 0.174%
13 10.533 1432 1436 1445 rVB 1169191 1069483 40.83% 5.027%
14 10.663 1456 1458 1465 rBV 48323 55665 2.13% 0.262%

15 11.227 1550 1554 1558 rBV 679313 552824 21.10% 2.599%

16 11.468 1591 1595 1600 rVB 32043 33308 1.27% 0.157%
17 12.286 1730 1734 1740 rBV 133759 132987 5.08% 0.625%
18 12.815 1820 1824 1827 rBV 1780753 1650922 63.02% 7.760%
19 13.033 1857 1861 1864 rBV 34605 36494 1.39% 0.172%
20 13.268 1898 1901 1906 rBV 46075 41506 1.58% 0.195%

21 13.721 1972 1978 1986 rBV 127181 163505 6.24% 0.769%
22 13.862 1998 2002 2005 rBV 686980 640801 24.46% 3.012%

23 14.715 2144 2147 2152 rVB 51695 49214 1.88% 0.231%
24 15.274 2237 2242 2246 rBV 413479 495431 18.91% 2.329%

Sum of corrected areas: 21274309
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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\

BF096548.D

6 Jul 2017 22:05

SJ/MA

13972-06

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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\BF070617\
Data File : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 12.76 ng 399928 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 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 480 (4.910 min): BF096548.D (-475) (-) m/z 42.95 100.00%
a3
59
5000
101 AR A SRR LN AR
460 4.80 5.00 5.20
e St S8 h/z 59.00  52.99%
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 14 .82%
15 31 101
\ 25 70 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 13.39%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e e
59 460 4.80 5.00 5.20
m/z 41.00 8.04%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 79.57 ng 2494170 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF096548.D (-743) (-) m/z 132.00 100.00%
5000
68
© st || ;e J o5 o 5k ok
54 : : : :
o e e W w/z 134.00  33.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR A LR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 27.90%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 17.15%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L maa
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 12.68%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | NN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.01 ng 55665 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 78
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1458 (10.663 min): BF096548.D (-1456) (-) m/z 57.10 100.00%
57
43
5000 71
85 oond W) At S
99 10.40 10.60 10.80 11.00
e e e m/Z 43.00  70.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
a3
5000 71 LN IS B SULRLE AU
85 1040 10,60 10.80 11.00
29 m/z 71.10 43.27%
Ly % 113 197 141 155 168 162 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 o
10.40 10.60 10.80 11.00
5000 71 m/z 41.05 31.55%
85
29
99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #48835: Tridecane R EEEEmEme B L
43 97 10.40 10.60 10.80 11.00
m/z 85.10 27 .29%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 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 : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 9-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 4.81 ng 132987 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 1735 (12.292 min): BF096548.D (-1730) (-) m/z 55.10 100.00%
55
69 83
4 o7
5000
111
125 007 12.00 12.20 12.40 12.60

S - m/z 57.05 77.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-

43 57 83

97

5

5000 LA L L L L L L LB
29 12.00 12.20 12.40 12.60
125 m/z 83.10 71.86%
ol 139153168182196210224 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 12.00 12.20 12.40 12.60
5000 m/z 43.00 71.62%
29 111

125
139153167182196210224 252 280
W‘WWWWWWWW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #119523: 1-Octadecanol T T T T

55 83 12.00 12.20 12.40 12.60

4 6 97 m/z 69.00 67.68%
5000
125
Zm 1 139154168182196210224 252
rrrpeb

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.10 ng 163505 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 1978 (13.721 min): BF096548.D (-1972) (-) m/z 57.05 100.00%
g7
83
5000 4
111
139 207 13.40 13.60 13.80 14.00
e m/z 55.00 82.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 SR BN DU AN B
29 13.40 13.60 13.80 14.00
m/z 43.05 78.27%
Frr e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 U PN RN B
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 65.85%
27 125
153169 196 224
mmmmﬁwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R B R a e
57 13.40 13.60 13.80 14.00
. 97 m/z 97.10 57.99%
5000
125
15 ] |, 154 180196 224 051269
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF096548.D

Acq On : 6 Jul 2017 22:05

Operator : SJ/MA

Sample : 13972-06

Misc :

ALS Vial : 27 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 12.8 ng 399928 1 6.72 626948 20.0
unknown6 .49 6.49 79.6 ng 2494170 1 6.72 626948 20.0
Pentadecane 10.66 2.0 ng 55665 4 11.23 552824 20.0
9-Eicosene, (E)- 12.29 4.8 ng 132987 4 11.23 552824 20.0
1-Docosene 13.72 5.1 ng 163505 5 13.86 640801 20.0
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