LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 5.304 543 547 570 rBV 2415260 2696972 86.73% 10.761%
2 6.339 718 723 739 rBVvV2 2871633 3109707 100.00% 12.407%
3 6.457 739 743 760 rVvB 2717633 2818603 90.64% 11.246%
4 6.686 778 782 792 rBVY 702673 634668 20.41% 2.532%
5 6.839 804 808 825 rvB 2223568 2148872 69.10% 8.574%
6 7.251 874 878 890 rBV 1475458 1372269 44.13% 5.475%
7 7.969 996 1000 1018 rBVY 827601 766354 24.64% 3.058%
8 9.039 1178 1182 1186 rBVY 2958096 2855569 91.83% 11.393%
9 9.433 1246 1249 1259 rBV 295038 260244 8.37% 1.038%
10 9.716 1293 1297 1310 rVB 908710 782382 25.16% 3.122%

11 10.504 1427 1431 1449 rBV 1707827 1695329 54.52% 6.764%
12 11.198 1545 1549 1558 rBV 862111 784280 25.22% 3.129%
13 11.733 1637 1640 1650 rBV 308607 372251 11.97% 1.485%
14 12.515 1770 1773 1779 rBV 105185 152637 4.91% 0.609%

15 12.633 1790 1793 1796 rBV 40666 39517 1.27% 0.158%
16 12.774 1813 1817 1820 rBV 2656361 2624132 84.39% 10.470%
17 12.798 1820 1821 1824 rVB 66529 54158 1.74% 0.216%
18 13.827 1993 1996 1999 rVB 623948 536576 17.25% 2.141%
19 13.992 2022 2024 2027 rBV 98488 99347 3.19% 0.396%

20 14.298 2073 2076 2078 rBV 131083 127423 4._.10% 0.508%

21 14.586 2123 2125 2131 rVB 220325 217954 7.01% 0.870%
22 14.898 2175 2178 2184 rVB 226631 256043 8.23% 1.022%
23 15.239 2231 2236 2242 rBV2 412816 657928 21.16% 2.625%

Sum of corrected areas: 25063215
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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\BF040419\

BF113608.D
5 Apr 2019  3:17
JussJ
K2221-01
22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 unknown6.46 Concentration Rank 1

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

6.46 88.82 ng 2818600 1,4-Dichlorobenzene-d4 6.69
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 744 (6.463 min): BF113608.D (-739) (-) m/z 132.00 100.00%
32
5000 68
© 5|l g P04 g "k oa0 680 Gho
o R . A8 .30 1 V- AR . I | N m/z 68.00 38.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN AR SR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.95%
31 4 ‘
0'W'”'P'”I”J“'h'J'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 65.95 24 .36%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 68.95 14 .42%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 9.49 ng 372251 Phenanthrene-d10 11.20
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1639 (11.727 min): BF113608.D (-1637) (-) m/z 42.95 100.00%
60 73
5000 129 vl“
o7 115 213 R DA P RN U
143157171 192 097 256 11.40 11.60 11.80 12.00
0 m/z 72.90 99.22%
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 B B BN BULILRE
umnmnmnm
m/ 60.00 90.60%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 - 129 m/z 56.95 74 .10%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid AR EREmmm
43 60 73 11.40 11.60 11.80 12.00
m/z 40.95 73.42%
5000 129
29
199
143157171185 242
015 T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 4 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.52 5.69 ng 152637 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1774 (12.521 min): BF113608.D (-1770) (-) m/z 43.00 100.00%
43 60
5000
300 327 12120 12.40 12.60 12.80
0 m/z 59.90 89.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 | 73
5000 129
12.20 12.40 12.60 12.80
m/z 72.90 89.67%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 12.20 12.40 12.60 12.80
5000 m/z 57.00 85.24%
129
o7 185 228
27
o 113 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid AR e R RR
43 60 12.20 12.40 12.60 12.80
m/z 54.95 79.04%
5000
157 185 213 256
o 239

T T
12.20 12.40 12.60 12.80

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.70 ng 99347 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Heptadecane 240 C17H36 000629-78-7 81
4 Triacontane 422 C30H62 000638-68-6 81
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 74
Abundance Scan 2024 (13.992 min): BF113608.D (-2022) (-) m/z 57.00 100.00%
5000 V/ﬁﬁf\\dv,vwﬁ~w-~“J\”““W
LN IR SR SR B
13.60 13.80 14.00 14.20 14.40
155
o 183 214 242267 307331 362383 429 mn/z  43.00 61.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 LN IR AU S B
13.60 13.80 14.00 14.20 14.40
113 m/z 71.00 60.85%
141
0 .J,h.U‘N.ﬂ J.A.ﬂ,“.kl??qz}% ??9 %67.. ?%q T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 85 m/z 84.95 47 .90%
29 113 169
Oy }%q N N '?48"' L NN DU SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane [TT T T[T T[T T T[T Trr [T
57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 22.16%
o 5 W
29
ol b [H%141 160 196 240
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 13.|60 13.|80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.30 4.75 ng 127423 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octacosane 394 C28H58 000630-02-4 95
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 2076 (14.298 min): BF113608.D (-2073) (-) m/z 57.00 100.00%
57
5000 85 N,_ﬁjL-w~th-w-Jk’”""
UL NI B B
141 101 14.00 14.20 14.40 14.60
W .Jl Li- " 109100 219240263 299 341 369390417 | nz77 71.00  66.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 L BN BULBULA B SULA
14. oo 14. 20 14. 40 14. 60
m/z 43.00 61.74%
omwme@mmmmmﬁ
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
14.00 14.20 14.40 1460
5000 a5 m/z 85.00 50.78%
29
o 113 141 169 197 205 253 281 309 337 365 394
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance #175565: Tricosane, 2-methyl- R R B
43 14.00 14.20 14.40 14.60
m/z 55.00 25.97%
5000 71 M
oL L | )% 127 155 183 211 230 267 2% 323
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 3%0 4c'Jo 14. oo 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 Dotriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 6.63 ng 217954 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontane 451 C32H66 000544-85-4 94
2 Octacosane 394 C28H58 000630-02-4 76
3 Heneicosane 296 C21H44 000629-94-7 72
4 Triacontane 422 C30H62 000638-68-6 64
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 64
Abundance Scan 2126 (14.592 min): BF113608.D (-2123) (-) m/z 57.00 100.00%
7
5000

14.20 14.40 14.60 14.80 15.00
m/z 71.00 64.03%

113 149
169 197 225249 281305329 358382 421446 472
mz-> 0 50 100 150 200 250 300 350 400 450

01

Abundance #227194: Dotriacontane
57
85
5000 TT T T [T T T T[T T T T[T TT T 7T
14 20 14. 40 14. 60 14. 80 15. 00
3.1 m/z 43.00 53.70%
4l ..,. T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R B R E B
14.20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.00 51.98%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane A B R e
7 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.96%
85
5000
29

N 1\ | 141169 197 225 253 296

0
m/z--> 0 50 100 150 200 250 300 350 400 450 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.90 7.78 ng 256043 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 89
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87

Abundance Scan 2178 (14.898 min): BF113608.D (-2175) (-) m/z 57.00 100.00%

g7
5000 85

14.60 14.80 15.00 15.20

113
141 169 197 239 281306 337 368 403 434 462

ol UL ALy M 169 107 239 281306 337 368 403 434462 U 7T 00 6. 70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 R AR PR UL U
85 14 60 14. 80 15. 00 15. 20

m/z 43.00 58.37%

| | 13141169 197 225 253 281 323 351 380

0 ....,...‘.,....‘,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
e I
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 49.71%
29
. 113141 160 107 225253 205323 367
T o o . e L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane R R e R
57 14.60 14.80 15.00 15.20
m/z 41.00 18.10%
85
5000
29 113
o | ] 141169 197 225 253 296
e B e I
m/z--> 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. 00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040419\
Data File : BF113608.D

Acq On : 5 Apr 2019 3:17

Operator : JU/SJ

Sample : K2221-01

Misc :

ALS Vial : 22 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 .46 6.46 88.8 ng 2818600 1 6.69 634668 20.0
n-Hexadecanoic acid 11.73 9.5 ng 372251 4 11.20 784280 20.0
Octadecanoic acid 12.52 5.7 ng 152637 5 13.83 536576 20.0
Docosane 13.99 3.7 ng 99347 5 13.83 536576 20.0
Tetracosane 14 .30 4.8 ng 127423 5 13.83 536576 20.0
Dotriacontane 14_.59 6.6 ng 217954 6 15.23 657928 20.0
Heptacosane 14.90 7.8 ng 256043 6 15.23 657928 20.0
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