LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109751.D

Aca On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample : J5326-45

Misc :

ALS Vial : 15 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-BF100818 .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 4.881 472 475 488 rVB 21807 31531 1.34% 0.196%
2 5.310 545 548 581 rBV 403813 675720 28.67% 4.201%
3 6.340 720 723 741 rBV 238091 482380 20.47% 2.999%
4 6.463 741 744 780 rVV 1250024 1601423 67.94% 9.955%
5 6.698 780 784 804 rvVv 277017 462291 19.61% 2.874%
6 6.851 806 810 830 rBVY 1364393 1454293 61.70% 9.040%
7 7.257 875 879 907 rBV 873673 1245803 52.85% 7.744%
8 7.975 997 1001 1021 rBV 442577 606872 25.75% 3.773%
9 9.051 1180 1184 1208 rBVY 2066263 2357076 100.00% 14.652%
10 9.445 1247 1251 1260 rBV 128508 152141 6.45% 0.946%
11 9.722 1294 1298 1311 rBV 667337 698816 29.65% 4.344%
12 10.128 1363 1367 1371 rBVv4 28636 33409 1.42% 0.208%
13 10.510 1428 1432 1444 rBV 1071115 1426984 60.54% 8.871%
14 10.628 1450 1452 1459 rVB3 31791 44110 1.87% 0.274%
15 11.204 1546 1550 1559 rBvV 514309 721916 30.63% 4.488%
16 11.739 1639 1641 1646 rBVv4 80433 85749 3.64% 0.533%
17 12.263 1726 1730 1733 rBVv4 49767 82598 3.50% 0.513%

18 12.780 1814 1818 1838 rVB 2169012 2238078 94.95% 13.913%
19 13.686 1968 1972 1984 rVB3 73713 137451 5.83% 0.854%
20 13.827 1991 1996 2008 rBV 548819 650269 27.59% 4.042%

21 14.592 2123 2126 2129 rBV 31230 29040 1.23% 0.181%
22 14.663 2134 2138 2141 rBV 35676 35445 1.50% 0.220%
23 14.904 2175 2179 2183 rBV 40170 39487 1.68% 0.245%
24 15.221 2228 2233 2253 rBV 412213 667170 28.30% 4_.147%
25 15.645 2300 2305 2311 rVB2 39716 53072 2.25% 0.330%
26 16.098 2376 2382 2390 rVvB4 25544 48273 2.05% 0.300%
27 16.633 2467 2473 2478 rBvV4 13127 25170 1.07% 0.156%
Sum of corrected areas: 16086567
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\

BF109751.D

10 Oct 2018 19:20

JussJ

J5326-45

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109751.D

Aca On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample : J5326-45

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.46 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.46 69.28 ng 1601420 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 743 (6.457 min): BF109751.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1 [k
400 540 9.1 650 640 60 680
0 e m/z 68.10 50.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A L RS I R

6.20 6.40 6.60 6.80
m/z 65.95 31.86%

310 510

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e REELERE ey ey A
6.20 6.40 6.60 6.80
5000 m/z 134.00 31.43%
70.
1m0, w0 | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B Eammnmat ey o a s
57.0 132.0 6.20 6. 40 6. 60 6. 80

m/z 69.10 20.80%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109751.D

Aca On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample : J5326-45

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.
11.74 2.38 ng 85749 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 1-Propvl 14-methvl-pentadecanoate 298 C19H3802 1000336-62-4 49
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 1641 (11.739 min): BF109751.D (-1639) (-) m/z 73.00 100.00%
431 730
5000
213.2
240.1262.3 11.40 11.60 11.80 12.00
0 m/z 43.10 98.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 L AL SIS UL SULLRE
11.40 11.60 11.80 12.00
213.0 m/z 41.05 81.97%
157.0 185.0
o,j.ﬂ'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
1100 1766 1780 1200
5000 m/z 60.00 74 .82%
242.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143170: i-Propyl 14-methyl-pentadecanoate
57.0 102.0 256.0 11.40 11.60 11.80 12.00
m/z 55.00 73.74%
5000 u/“*“fU»VVMWNﬂLH“NVWrﬂAAA»x
129.0
157.0 185.0 213.0
0 298.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1i40'1i%d iféo'iéﬁd"
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109751.D

Aca On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample : J5326-45

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.26 2.29 ng 82598 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 81
3 n-Nonadecanol-1 284 C19H400 001454-84-8 78
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 74
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 64
Abundance Scan 1730 (12.263 min): BF109751.D (-1726) (-) m/z 83.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 69.10 96.03%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81246: Cyclohexadecane

55.0 g83.0

5000

12,00 12.20 12.40 12.60
m/z 57.05 94.41%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #206449: Pentafluoropropionic acid, 4-hexadecyl ester
53.0 97.0
R S REEmEmm s
12.00 12.20 12.40 12.60
5000 m/z 55.00 92.56%
29.0
SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1 e  RRRaS Bam
55.0 83.0 12.00 12.20 12.40 12.60
m/z 43.10 91.81%
5000
29.0
ERERRARECEERE S R S REEmEmm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109751.D

Aca On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample : J5326-45

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.23 ng 137451 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1973 (13.692 min): BF109751.D (-1968) (-) m/z 83.10 100.00%
43.0, 83.1
5000 \M\’«/k‘\m
251 SR AR SR SR B
178.0 13.40 13.60 13.80 14.00
0 R S O S S m/z 55.00 94 .73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 LI IS BN S B
1340 13.60 13.80 14.00
250 m/z 57.00 92.26%
o ' 182.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 SR AR SR SR B
13.40 13.60 13.80 14.00
5000 m/z 43.05 90.86%
o268l | || ‘ | |[1390 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester I EAmEmEEE RS
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 78.74%
h Jk_/\
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101018\
Data File : BF109751.D

Acq On : 10 Oct 2018 19:20

Operator : JU/SJ

Sample - J5326-45

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 .46 6.46 69.3 ng 1601420 1 6.70 462291 20.0
n-Hexadecanoic acid 11.74 2.4 ng 85749 4 11.20 721916 20.0
Cyclohexadecane 12.26 2.3 ng 82598 4 11.20 721916 20.0
Trichloroacetic a... 13.69 4.2 ng 137451 5 13.83 650269 20.0
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