LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 4.881 472 475 489 rBvV 20448 38781 1.24% 0.141%
2 5.292 542 545 579 rBV 2037579 2839774 90.99% 10.338%
3 6.334 718 722 738 rBV 2401302 2967234 95.08% 10.802%
4 6.451 738 742 763 rVB 2942570 3028117 97.03% 11.024%
5 6.669 776 779 793 rVB 737718 708093 22.69% 2.578%
6 6.828 802 806 826 rBV 2563767 2362676 75.71% 8.602%
7 7.239 872 876 906 rBV 1721067 1924154 61.65% 7 .005%
8 7.957 994 998 1016 rBV 689922 883107 28.30% 3.215%
9 9.027 1176 1180 1192 rBV 3391503 3120887 100.00% 11.362%
10 9.427 1245 1248 1261 rBV 340998 376839 12.07% 1.372%

11 9.704 1291 1295 1312 rBV 1013305 927912 29.73% 3.378%
12 10.498 1426 1430 1446 rBV 1462249 1686956 54 .05% 6.141%
13 11.186 1544 1547 1561 rBV 759645 924188 29.61% 3.365%

14 11.727 1636 1639 1651 rBV3 556351 98929 3.17% 0.360%
15 12.410 1751 1755 1760 rBV 64276 72355 2.32% 0.263%
16 12.510 1769 1772 1778 rBV2 42140 74167 2.38% 0.270%
17 12.633 1788 1793 1797 rBV 59251 69965 2.24% 0.255%
18 12.768 1812 1816 1828 rBV 2488028 2307203 73.93% 8.400%
19 13.339 1909 1913 1915 rBV2 40482 37678 1.21% 0.137%
20 13.668 1965 1969 1972 rVB 47277 43615 1.40% 0.159%
21 13.798 1987 1991 1993 rBV 58006 57343 1.84% 0.209%
22 13.827 1993 1996 2005 rVB 737441 801059 25.67% 2.916%
23 13.980 2019 2022 2027 rVB 77681 70052 2.24% 0.255%

24 14.286 2070 2074 2078 rVB 114112 104811 3.36% 0.382%
25 14.580 2120 2124 2128 rBV 158539 154162 4.94% 0.561%

26 14.851 2166 2170 2172 rBV 47368 59879 1.92% 0.218%
27 14.886 2172 2176 2183 rVB2 189545 221433 7.10% 0.806%
28 15.127 2214 2217 2222 rVB 28593 37122 1.19% 0.135%

29 15.239 2230 2236 2254 rVB 735345 1082395 34.68% 3.941%
30 15.621 2296 2301 2307 rVB 123998 172386 5.52% 0.628%

31 16.074 2373 2378 2392 rBV2 70992 128182 4.11% 0.467%
32 16.598 2464 2467 2480 rVB6 31093 86703 2.78% 0.316%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 27468157
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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:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041619\

BF113791.D

16 Apr 2019 14:00

JussJ

K2423-19

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 unknown6.45 Concentration Rank 1

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

6.45 85.53 ng 3028120 1,4-Dichlorobenzene-d4 6.67
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 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 742 (6.451 min): BF113791.D (-738) (-) m/z 132.00 100.00%
5000
68
40 % J 620 'éthé 60 6.80
54 : : . :
o | f7 s L asus _l  "m/z 68.00  39.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IERSENAEE AR LR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.27%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 25.20%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 15.09%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 3 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.14 ng 98929 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 72
Abundance Scan 1639 (11.727 min): BF113791.D (-1636) (-) m/z 72.90 100.00%
60 73
5000 129
9 115 157 213
14321171185 227 256 11.40 11.60 11.80 12.00
0 m/z 42.95 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN UL BN BN SULRS
nmnmnmnm
m/z 59.90 90.29%
ﬂji 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/40 11.60 11.80 12.00
5000 129 m/z 56.95 80.58%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid A BEREE B
43 6078 11.40 11.60 11.80 12.00
m/z 40.95 64 .40%
5000 129
29
oL15 L#“ 143157
m/z--> 20 40 60 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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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

Concentration Rank 6

Peak Number

4 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
14.29 2.62 ng 104811 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2075 (14.292 min): BF113791.D (-2070) (-) m/z 57.00 100.00%
57
85
5000
111|3 W1 183,00 230 282 1400 14.20 14.40 14.60
ol (209 R, e m/z 71.00  71.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R N SR B B
14.00 14.20 14.40 14.60
m/z 43.00 67.57%
29 113
0 \‘ ‘L ‘ “\ It h‘ H‘ “1ﬂ'1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1400 14.20 14.40 14.60
5000 85 m/z 85.00 57.61%
118 1m
o2 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T T T T T T T
57 14.00 14.20 14.40 14.60
m/z 99.00 20.13%
5000 85
R 113141 160 197 2% 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.85 ng 154162 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2124 (14.580 min): BF113791.D (-2120) (-) m/z 57.00 100.00%
57
85
5000

113 14.20 14.40 14.60 14.80
141 169 211 239 267
0....|,' || o et L — m/z 71.00 68.18%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 [TrTrr[rrrr[rrrrprrror|m
14.20 14.40 14.60 14.80
29 3 m/z 43.00 64 .09%
e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
AR B e e
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 52.19%
113
0 29 141 169 197 225 267 295 365 393
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A T T e
57 14.20 14.40 14.60 14.80
m/z 55.00 23.86%
5000 85
29
A NN Y M3 141 169 197 225 253 295 323 367
e A e e S aa e  RRREE B
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.09 ng 221433 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2177 (14.892 min): BF113791.D (-2172) (-) m/z 57.00 100.00%
g7
5000 85
113 141 169 14,60 14.80 15.00 15.20
o....‘, || |0 289 282 m/z 71.00 69.51%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L B B B UM
Mmmmmmmm
29 m/z 43.00 61.73%
ol L [ 141 (169 197 225 254
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 84.95 50.42%
29
oL L1514 169 197 225 253 281 300 337 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e e
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .13%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 7 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 3.19 ng 172386 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2301 (15.621 min): BF113791.D (-2296) (-) m/z 56.95 100.00%
57
5000 85
l 0o - 15140 15160 1580 16,60
0 D O ' S e LT AN - m/z 70.95 66.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LR L B BU
mmmmmmmm
m/z 43.00 57.43%
113 141
oL22 L LT 189 211 239 267 295 323 352
m/z--> 50 100 150 260 2éo 360 3éo 460
Abundance
57
" 1540 15.60 15.80 16.00
5000 85 m/z 85.00 48 .39%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1%0 260 250 360 350 460
Abundance #209566: Octacosane S LEEEa pE e S
7 15.40 15.60 15.80 16.00
m/z 54.90 22.71%
5000 85
29
oL Ll (113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3éo 460 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 8 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.37 ng 128182 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2377 (16.068 min): BF113791.D (-2373) (-) m/z 56.95 100.00%
5000 H
L DA SUNILR SR SR
141 169 205 15.80 16.00 16.20 16.40
o 197 265 m/z 71.00  69.72%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LRI BB SO BRI B
mmmmmmmm
29 m/z 43.00 62.96%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
' 15.80 16.00 16,20 16.40
5000 85 m/z 85.00 53.14%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #105886: Octadecane Ll B T e
57 15.80 16.00 16.20 16.40
m/z 54.90 20.10%
5000 85 ﬁr«\’/\/v\//\w(\/\
29
LT 14 160 197 295 254
m/z--> 55 160 1%0 260 250 300 3éo ' 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113791.D

Acq On : 16 Apr 2019 14:00

Operator : JU/SJ

Sample - K2423-19

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 85.5 ng 3028120 1 6.67 708093 20.0
n-Hexadecanoic acid 11.73 2.1 ng 98929 4 11.19 924188 20.0
Heneicosane 14_.29 2.6 ng 104811 5 13.83 801059 20.0
2-methyloctacosane 14_.58 2.9 ng 154162 6 15.24 1082400 20.0
Octadecane 14.89 4.1 ng 221433 6 15.24 1082400 20.0
Pentacosane 15.62 3.2 ng 172386 6 15.24 1082400 20.0
Octacosane 16.07 2.4 ng 128182 6 15.24 1082400 20.0
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