LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090119\

Data File : BF116754.D

Aca On : 1 Sep 2019 20:30 Instrument :
Operator : HP/JU ?:'l\:gﬁ't:Sam ol
a?ggle ; K4547-15 TL&GLG4p
ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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 5.457 569 573 577 rBVY 1655749 1596970 72.18% 8.402%
2 6.475 742 746 758 rBY 1909084 1895927 85.69% 9.974%
3 6.616 766 770 773 rBY 2160094 1799665 81.34% 9.468%
4 6.681 778 781 785 rBV 39013 39075 1.77% 0.206%
5 6.845 806 809 812 rBV 705345 531875 24.04% 2.798%
6 7.004 832 836 839 rBVY 1698591 1352782 61.14% 7.117%
7 7.110 851 854 860 rBV 27806 29347 1.33% 0.154%
8 7.404 900 904 907 rBVY 1320379 1087800 49.16% 5.723%
9 7.704 952 955 959 rVB 43515 42719 1.93% 0.225%
10 8.127 1023 1027 1030 rBV 940023 738159 33.36% 3.883%
11 8.345 1060 1064 1067 rBV 69271 60527 2.74% 0.318%
12 8.404 1070 1074 1077 rBV 62514 59534 2.69% 0.313%
13 8.833 1144 1147 1153 rVB3 23724 29296 1.32% 0.154%

14 9.204 1206 1210 1213 rBV 2655338 2212607 100.00% 11.640%
15 9.592 1272 1276 1281 rBV 339556 271497 12.27% 1.428%

16 9.880 1321 1325 1329 rBV 1144522 942370 42.59% 4._.958%
17 10.663 1454 1458 1462 rBV 1317334 1201817 54.32% 6.323%
18 11.363 1573 1577 1580 rBV 1070911 944842 42.70% 4.971%
19 11.386 1580 1581 1583 rVB 71357 34271 1.55% 0.180%
20 11.886 1664 1666 1669 rBV2 199489 175717 7.94% 0.924%

21 12.568 1780 1782 1785 rVB 210918 178743 8.08% 0.940%
22 12.798 1819 1821 1824 rVB 195014 146294 6.61% 0.770%
23 12.945 1842 1846 1849 rBV 2157645 1961211 88.64% 10.318%
24 13.833 1994 1997 2002 rBV4 306543 434313 19.63% 2.285%
25 13.992 2020 2024 2027 rBV 742410 779378 35.22% 4._.100%

26 15.451 2269 2272 2275 rVB 422175 461239 20.85% 2.427%

Sum of corrected areas: 19007975
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF090119\

BF116754.D

1 Sep 2019 20:30

HP/JU

K4547-15

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116754.D

Aca On : 1 Sep 2019 20:30

Operator : HP/JU

Sample : K4547-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 67.67 ng 1799670 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 771 (6.622 min): BF116754.D (-766) (-) m/z 132.00 100.00%
5000
68
96 N a0 BERO ERO 70
40 54 6.20 6.40 6.60 6.80 7.00
o AT 2 R | N—— m/z 68.10 34.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A\
| LI LU L LI N LA}

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.39%

5000

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 T BRaa b
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 21 .30%
e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T Baa o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 13.31%
116
5000 98
SN VN -2 T N S .0 Oy | |
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00

8270-BF083019.M Tue Sep 03 17:05:34 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116754.D

Aca On : 1 Sep 2019 20:30

Operator : HP/JU

Sample : K4547-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.72 ng 175717 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Lactose 342 C12H22011 000063-42-3 47
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 1667 (11.892 min): BF116754.D (-1664) (-) m/z 73.00 100.00%

73

43

5000

-

11.60 11.80 12.00 12.20
m/z 43.10  77.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5000 29 256 LI B

ll.l60 ll.l80 12.I00 12!20
m/z 55.10  76.16%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
R N REEE S R
11.60 11.80 12.00 12.20
5000 129 m/z 60.00 69.05%
29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #177854: Lactose

73 11.60 11.80 12.00 12.20

m/z 57.10 63.92%

5000

i

29 97

126 145 163

191207
R REREEmEm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116754.D

Aca On : 1 Sep 2019 20:30

Operator : HP/JU

Sample : K4547-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.15 ng 434313 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1996 (13.827 min): BF116754.D (-1994) (-) m/z 69.10 100.00%
¢
43
5000
20 e g I 13,60 13.80 14.00 14.20
il m/z 55.10 81.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 LI BN UL UL B
13.60 13.80 14.00 14.20
29 m/z 83.10 65.30%
167 195 222 251 279 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
1360 13.80 14.00 14.20
5000 m/z 57.10 63.35%
29
NES ‘ ‘1?9.167 196 238 266 294
m/z--> 50 150 200 250 300 350 400
Abundance #115905: 1-Nonadecene  Rm e R
a4 13.60 13.80 14.00 14.20
83 m/z 81.10 62.65%
5000
111
‘ Ll Mm 168 266
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116754.D

Acq On : 1 Sep 2019 20:30

Operator : HP/JU

Sample - K4547-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.62 6.62 67.7 ng 1799670 1 6.85 531875 20.0
n-Hexadecanoic acid 11.89 3.7 ng 175717 4 11.36 944842 20.0
Cyclotetracosane 13.83 11.2 ng 434313 5 13.99 779378 20.0
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