LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115281.D

Aca On 28 Jun 2019 15:06

Operator : HP/JU

Sample : PB120890BL

Misc :

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-BF062119.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 4.431 419 424 429 rVB 93257 116208 2.11% 0.253%
2 5.190 548 553 557 rBY 3528958 3763933 68.36% 8.208%
3 5.848 658 665 672 rBV 42816 69448 1.26% 0.151%
4 6.237 725 731 734 rBVY 3969200 3943191 71.61% 8.599%
5 6.266 734 736 742 rVB 94022 85540 1.55% 0.187%
6 6.366 748 753 756 rBVY 4303391 4145336 75.29% 9.040%
7 6.437 763 765 771 rBV 61135 66271 1.20% 0.145%
8 6.595 788 792 796 rBVY 1729668 1392827 25.30% 3.037%
9 6.754 815 819 822 rBVY 3884263 3364638 61.11% 7.337%
10 7.160 882 888 891 rBVY 2485472 2590157 47 .04% 5.649%

11 7.878 1006 1010 1013 rBV 2077509 1769604 32.14% 3.859%
12 8.954 1188 1193 1196 rBV 5508748 5191726 94.29% 11.322%
13 9.348 1256 1260 1272 rVB 459239 380067 6.90% 0.829%
14 9.625 1302 1307 1310 rBV 2226957 2029152 36.85% 4._.425%
15 10.401 1435 1439 1443 rBV 3133294 3098728 56.28% 6.758%

16 11.095 1553 1557 1560 rBV 2626504 2141427 38.89% 4.670%
17 11.648 1647 1651 1667 rBV2 434722 538291 9.78% 1.174%
18 12.424 1780 1783 1793 rBV 161432 199939 3.63% 0.436%
19 12.677 1822 1826 1829 rBV 5630684 5506159 100.00% 12.008%
20 13.601 1980 1983 1986 rVB2 266130 246231 4._.47% 0.537%

21 13.713 1998 2002 2005 rVB 2295395 2056323 37.35% 4._.484%
22 13.913 2033 2036 2043 rVB 93702 89367 1.62% 0.195%
23 14.218 2084 2088 2092 rBV 119393 109966 2.00% 0.240%
24 14.512 2134 2138 2144 rBV 161869 148151 2.69% 0.323%
25 14.807 2185 2188 2192 rBV 156055 162327 2.95% 0.354%

26 15.071 2228 2233 2241 rBV 1910778 2172154 39.45% 4._.737%
27 15.142 2241 2245 2251 rVB 150243 175282 3.18% 0.382%
28 15.518 2305 2309 2315 rVB 106348 147291 2.68% 0.321%

29 15.959 2379 2384 2389 rBV 62244 98350 1.79% 0.214%
30 16.471 2466 2471 2478 rVB4 30485 57414 1.04% 0.125%
Sum of corrected areas: 45855498
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\

BF115281.D

28 Jun 2019 15:06

HP/JU

PB120890BL

17 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF062119_.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\BF062819\
Data File : BF115281.D

Aca On : 28 Jun 2019 15:06

Operator : HP/JU

Sample : PB120890BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown-01 Concentration Rank 1

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

6.37 59.52 ng 4145340 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.372 min): BF115281.D (-748) (-) m/z 132.00 100.00%
32
5000
68
% 6.00 620 6.40 6.60 6.80
40
o '77,.8.7.!,1.0“??1.5,..W‘.,....,....,.... m/z 134.00  34.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR MRS AR SR
69 6.00 6.20 6.40 6.60 6.80
39 57 m/z 68.00 29.41%
8 g 89 103
0 'y§|” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
A
69 NSRS AR SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 18.43%
31 5l 8
0 ‘ L1 H 1L . |
L R N S UL UL SIS LI SN
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEams L AR
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 131.00 13.68%
5000 og 0
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 I | S
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115281.D

Aca On : 28 Jun 2019 15:06

Operator : HP/JU

Sample : PB120890BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 5.03 ng 538291 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1651 (11.648 min): BF115281.D (-1647) (-) m/z 73.00 100.00%

43 60 B
5000 129

213

A
LI L N

11.40 11.60 11.80 12.00
m/z 43.00 80.56%

ﬁ#*ﬁ%ﬁ??i&ﬁ?¥ﬁ*ﬁ*?

11.40 11.60 11.80 12.00

157171185

143 199

[y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60 73

5000 129

m/z 60.00 77.87%
213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 A EEEsamas
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 64 .79%
‘ 143 157 214
0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid e B B L
73 11.40 11.60 11.80 12.00
€0 m/z 55.00 58.12%
43
5000 129
0,.”.,”.w... .........KTTTTﬁ'TTT
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115281.D

Aca On : 28 Jun 2019 15:06

Operator : HP/JU

Sample : PB120890BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.39 ng 246231 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 64
3 2.5.8.11-Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 64
4 Benzoic acid. 2-(2-chlorophenoxyv... 276 C15H13CI103 1000368-25-9 59
5 Phthalic acid, cyclobutyl undecy... 374 C23H3404 1000314-90-6 53
Abundance Scan 1983 (13.601 min): BF115281.D (-1980) (-) m/z 105.00 100.00%
105 149
5000 77
43 5|7 o1 17 179 207 13.20 13.40 13.60 13.80 14.00
Obrrrprrrrhebi bbb 127 A 20 | M/Z 148.95  88.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
77 13.20 13.40 13.60 13.80 14.00
m/z 77.00 36.60%
ol 27 5& L 122 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethy! ester
105 149
77 13.20 13.40 13.60 13.80 14.00
5000 m/z 57.00 16.78%
51
o0 % jory 12 1 oy 287
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154292: 2,5,8,11-Tetraoxatridecan-13-yl benzoate R e B e e
105 149 13.20 13.40 13.60 13.80 14.00
5 m/z 71.05 11.65%
5000
77
45 ‘
o 2 | oLl 13 | 175 193200204 253267
m/z--> 20 40 éo éo 160 120 150 160 180 200 220 240 260 280 1320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115281.D

Acq On 28 Jun 2019 15:06

Operator : HP/JU

Sample : PB120890BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown-01 6.37 59.5 ng 4145340 1 6.60 1392830 20.0
n-Hexadecanoic acid 11.65 5.0 ng 538291 4 11.10 2141430 20.0
Diethylene glycol... 13.60 2.4 ng 246231 5 13.71 2056320 20.0
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