LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample - 13996-01

Misc :

ALS Vial : 7 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 4.922 477 482 491 rBY 361324 454908 16.65% 1.848%
2 5.345 549 554 557 rBV 2507520 2273269 83.18% 9.233%
3 6.363 722 727 730 rBV 2591593 2717738 99.44% 11.038%
4 6.498 746 750 754 rBV 2735452 2654229 97.12% 10.780%
5 6.734 786 790 793 rBvV 1017984 848872 31.06% 3.448%
6 6.886 812 816 820 rBV 2169183 2048029 74.94% 8.318%
7 7.292 879 885 888 rBV 1664433 1719418 62.91% 6.983%
8 7.710 950 956 959 rBvV 34773 38132 1.40% 0.155%
9 8.016 1003 1008 1011 rBV 1242113 1155326 42.27%  4.692%
10 9.092 1186 1191 1194 rBV 2896214 2732958 100.00% 11.100%
11 9.480 1253 1257 1260 rBV 995568 804062 29.42% 3.266%
12 9.710 1293 1296 1299 rVB 56136 46336 1.70% 0.188%
13 9.763 1300 1305 1309 rBVvV2 1218211 1130763 41.38%  4.593%
14 10.039 1348 1352 1355 rBV2 26267 30548 1.12% 0.124%
15 10.210 1378 1381 1384 rVB 78224 60260 2.20% 0.245%
16 10.545 1434 1438 1442 rBV 1306174 1227774 44.92%  4.987%
17 10.680 1458 1461 1468 rBV 88593 90817 3.32% 0.369%
18 11.127 1534 1537 1540 rVB2 52519 43729 1.60% 0.178%
19 11.245 1553 1557 1559 rBV 959884 904025 33.08% 3.672%
20 11.263 1559 1560 1563 rVB 64250 44004 1.61% 0.179%
21 11.774 1644 1647 1650 rBV3 29262 28814 1.05% 0.117%
22 12.445 1758 1761 1767 rVB 76724 77869 2.85% 0.316%
23 12.574 1776 1783 1784 rBV6 18632 29427 1.08% 0.120%
24 12.674 1796 1800 1804 rVB 73743 79959 2.93% 0.325%

25 12.827 1820 1826 1829 rBV 1825367 1687241 61.74% 6.853%
26 12.974 1847 1851 1854 rBV6 18887 27593 1.01% 0.112%
27 13.727 1976 1979 1985 rVB 145909 141070 5.16% 0.573%

28 13.868 1999 2003 2015 rVB 808732 820783 30.03% 3.334%
29 15.280 2238 2243 2247 rBV 601265 703207 25.73% 2.856%

Sum of corrected areas: 24621160
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BFO070117\

BF096384.D

1 Jul 2017 17:43

SJ/MA

13996-01

7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample : 13996-01

Misc :

ALS Vial : 7 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.

4.92 10.72 ng 454908 1,4-Dichlorobenzene-d4 6.73
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 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 482 (4.922 min): BF096384.D (-477) (-) m/z 43.00 100.00%
a3
59
5000
o1 | s 4.60 480 500 520
"W”'W””I””w'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 52.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N LA L R L
59 460 480 500 520
m/z 58.00 14 .43%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 m/z 101.00 13.69%
41
o9 101
50 73 86
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s e R
59 4.60 4.80 5.00 5.20
m/z 41.00 8.44%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample : 13996-01

Misc :

ALS Vial : 7 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 unknown6.50 Concentration Rank 1

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

6.50 62.54 ng 2654230 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.498 min): BF096384.D (-746) (-) m/z 132.00 100.00%
5000 68
96 IR LR L
40 54 | J 6.20 6.40 6.60 6.80
ol o Ml 7787 Lagsus /7 68.10  40.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR LR L S
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 32.79%
‘ L | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 630
5000 gg 116 m/z 66.00 26.54%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A mEEae e
132 6.20 6.40 6.60 6.80
m/z 69.10 15.69%
5000 67
41 97
53
e el
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| e
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:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample : 13996-01

Misc :

ALS Vial : 7 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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.01 ng 90817 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1461 (10.680 min): BF096384.D (-1458) (-) m/z 57.10 100.00%
57
5000 J
85
41 o) Wit A S A
113 10.40 10.60 10.80 11.00
,J,I',‘,J,,155184 e || M7z 43.05 65 36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48831: Tridecane
57
5000 LI BB BUCRILN UL B
41 mmmmmmnm
85 m/z 71.05 46.18%

‘\‘ ‘ | \‘ \‘ | 113 141 184

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57

10.40 10.60 10.80 11.00
5000 85 m/z 85.05  34.02%

41

113 141 169 197 225 253 281 300 338

A A R NS A LU BN SARAN SRS SRS R AL SRS LA SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane S B o M e
57 10.40 10.60 10.80 11.00
m/z 40.95 25.04%

5000
4 85

I | w 113 141 169 197 226

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
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample : 13996-01

Misc :

ALS Vial : 7 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.73 3.44 ng 141070 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
2 5-Fluoro-3-trifluoromethylbenzoi... 474 C27H42F402 1000338-91-1 91
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1979 (13.727 min): BF096384.D (-1976) (-) m/z 57.05 100.00%

g7

83

r

5000

13.40 13.60 13.80 14.00
m/z 43.00 97.96%

139 167193217 245 273 315

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecyl ester

i3

83

5000 G
111 13.40 13.60 13.80 14.00

m/z 55.00 92 .59%

L ‘\“ | 130 1s2210
i R T B B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83 191
R R T
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 75.30%
163
29 139 266
238 474
T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #182418: Bromoacetic acid, pentadecy! ester R AEmEEEE L
43 g3 13.40 13.60 13.80 14.00
m/z 97.10 69.21%
5000
’ 111
141 182
A &,J... M i o NS [ i —
m/z--> 50 100 150 200 250 300 350 400 450 13. 40 13. 60 13. 80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096384.D

Acq On 1 Jul 2017 17:43

Operator : SJ/MA

Sample - 13996-01

Misc :

ALS Vial : 7 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... 4.92 10.7 ng 454908 1 6.73 848872 20.0
unknown6 .50 6.50 62.5 ng 2654230 1 6.73 848872 20.0
Tridecane 10.68 2.0 ng 90817 4 11.24 904025 20.0
Trichloroacetic a... 13.73 3.4 ng 141070 5 13.87 820783 20.0
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