LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 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-BF022719_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 5.340 548 553 556 rBVY 3594789 3396318 70.27% 8.721%
2 6.363 722 727 734 rBV 3362027 3698615 76.52% 9.497%
3 6.498 745 750 753 rBV 3971280 3657790 75.67% 9.393%
4 6.728 785 789 793 rBV 1244934 992555 20.53% 2.549%
5 6.886 812 816 819 rBV 3368146 2848489 58.93% 7.314%
6 7.286 879 884 887 rBV 2362912 2242807 46.40% 5.759%
7 8.010 1003 1007 1014 rBV 1291096 1233560 25.52% 3.168%
8 9.086 1186 1190 1204 rBV 4606819 4333738 89.66% 11.128%
9 9.480 1253 1257 1269 rVB 266339 259582 5.37% 0.667%
10 9.757 1300 1304 1313 rBV 1465469 1469365 30.40% 3.773%

11 10.545 1433 1438 1450 rBV 2836716 2976322 61.58% 7.643%
12 11.233 1552 1555 1570 rVB 1512988 1650627 34.15% 4_.239%
13 11.774 1644 1647 1651 rBV 230712 263158 5.44% 0.676%
14 11.810 1651 1653 1657 rVB2 113453 118835 2.46% 0.305%
15 12.363 1745 1747 1750 rVB 96931 77760 1.61% 0.200%

16 12.557 1777 1780 1788 rBV 124239 185691 3.84% 0.477%
17 12.816 1820 1824 1828 rBV 4528399 4833563 100.00% 12.412%
18 12.868 1830 1833 1842 rVB 77107 84609 1.75% 0.217%
19 13.339 1910 1913 1917 rVB 52461 49316 1.02% 0.127%
20 13.727 1972 1979 1985 rBV2 153401 270486 5.60% 0.695%

21 13.774 1985 1987 1994 rVV 49241 58174 1.20% 0.149%
22 13.863 1997 2002 2016 rVB 1571301 1814139 37.53% 4.658%
23 14.345 2081 2084 2091 rBV2 85016 104589 2.16% 0.269%
24 14.639 2131 2134 2138 rVB 122906 109079 2.26% 0.280%
25 14.710 2142 2146 2150 rVB 195173 180029 3.72% 0.462%

26 14.957 2184 2188 2195 rBV 129264 149852 3.10% 0.385%
27 15.262 2235 2240 2245 rBV 1054270 1388052 28.72% 3.564%
28 15.309 2245 2248 2253 rVB 120638 166430 3.44% 0.427%
29 15.709 2312 2316 2322 rBV 94995 142112 2.94% 0.365%
30 16.180 2391 2396 2403 rBV 67225 119101 2.46% 0.306%

31 16.727 2484 2489 2496 rVB2 34381 68604 1.42% 0.176%

Sum of corrected areas: 38943347
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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\BF030819\

BF112946.D

8 Mar 2019 16:05

JussJ

K1787-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 73.70 ng 3657790 1,4-Dichlorobenzene-d4 6.73
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF112946.D (-745) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 620 640 6.60 6.80
54 104 : : : :
o — T ??:.I.'....,..f??,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.00 41.91%
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 IR LR L
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.74%
1 33 ‘
0'W'”'P'”I”J“'h'P'”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 66.00 27.03%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R ma

132 6.20 6.40 6.60 6.80
m/z 68.95 16.09%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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.
11.77 3.19 ng 263158 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1646 (11.769 min): BF112946.D (-1644) (-) m/z 73.00 100.00%
60 73
5000 AA\N__‘
129
97 B EaE R e e SRR
Lo 143187171185,99%18 0 o5g 1140 11.60 11.80 12.00
0 m/z 42.95 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L DA D B SRS B
nmnmnmnm
m/z 60.00 85.94Y%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 1160 11.80 12.00
5000 129 m/z 57.00 72 .84%
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 #72647: Tridecanoic acid L R B,
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 66.75%
129
5000 -
143157 214
0 e A
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\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 8
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.05 ng 185691 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1781 (12.563 min): BF112946.D (-1777) (-) m/z 72.95 100.00%
43 7B
57
5000 129
241
199213227 12.20 12.40 12.60 12.80
0! m/z 43.00 92.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 AR AR B R
nmnmnmnm
m/z 60.00 83.07%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.20 12.40 12.60 12.80
5000 129 m/z 57.00 74 .88%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R B
73 12.20 12.40 12.60 12.80
43 m/z 54.95 70.31%
5
5000 129
185 228
01115 | 143,05171
OI ...... T H‘ “.‘..‘..?-.57.....‘..]:99..2?-.3.l‘......|....|... I B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 1-Hexadecanesulfonyl chloride Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.73 2.98 ng 270486 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90

Abundance Scan 1979 (13.727 min): BF112946.D (-1972) (-) m/z 57.00 100.00%
57
83
5000
111
ISR N SN BN UGS
149 13.40 13.60 13.80 14.00
209
oLl ||.“.H,~-~....,'....,..25.‘1.,....,....,. m/z 43.00 80.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
5000 AR AN IR IR
13.40 13.60 13.80 14.00
29 - m/z 55.00 69.48%
224
ol d m\ ‘ H\ L i h “1‘?,7,1,?6, R G
m/z--> 50 200 250 300 350 400
Abundance
57
o1 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 m/z 82.95 64 .29%
125
0 22 i 153 18202224 252 297 398
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- N R o R n
57 13.40 13.60 13.80 14.00
m/z 71.00 58.81%
83
5000
29 111
168 196
Olllktwlllulw 139.||| 227 25.8...|....|.... ; e S B
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.59 ng 180029 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2146 (14.710 min): BF112946.D (-2142) (-) m/z 69.00 100.00%
69 1
5000
137 14.40 14.60 14.80 15.00
ol I adyd gl et 180 31 oe1 34 707 80.95  57.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! LN AU SR B
14.40 14.60 14.80 15.00
o5 m/z 41.00 23.76%
137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 1460 14.80 1500
5000 m/z 95.00 14 .34%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... LB L
69 14.40 14.60 14.80 15.00
m/z 67.95 11.78%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Eicosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.16 ng 149852 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2189 (14.962 min): BF112946.D (-2184) (-) m/z 57.00 100.00%
g7
5000
3 141 183 %1 252 281 369 1460 14.80 15.00 15.20
o2 m/z 71.00 72.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl-
57
5000 R DL S UL SR B
85 14.60 14.80 15.00 15.20
m/z 43.00 58.83%
0 11} wh nhw \‘\ \‘ 1?“-3 | 141 169 197 253 281
m/z--> 50 100 150 200 2%0 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 84.95 54 .59%
. 29 13 141 160 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T e
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .05%
85
5000
29 113
oL e L1 169 197 225 253 29
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 7

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

15.71 2.05 ng 142112 Perylene-d12 15.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2316 (15.709 min): BF112946.D (-2312) (-) m/z 57.00 100.00%
57
5000 85
13 S it
141 169 207 355 15.40 15.60 15.80 16.00
o — .|,'.~l. .J.||, e O PN | N m/z 71.00 72.04%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 LA L L L L L LB L |
15.40 15.60 15.80 16.00
- m/z 43.00 60.96%
113 141
0 ..‘k;\ru‘h.h.ﬂ L 1%, %97.%2?.2?3. —— ?%8,. ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
R o
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 50.95%
113
0 29 141 169 197 225 267 295 365 393
T T T T T e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane et S S
57 15.40 15.60 15.80 16.00
m/z 55.00 21.47%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
R e T e e T R o
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030819\
Data File : BF112946.D

Acq On : 8 Mar 2019 16:05

Operator : JU/SJ

Sample : K1787-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 73.7 ng 3657790 1 6.73 992555 20.0
n-Hexadecanoic acid 11.77 3.2 ng 263158 4 11.23 1650630 20.0
Octadecanoic acid 12.56 2.0 ng 185691 5 13.86 1814140 20.0
1-Hexadecanesulfo... 13.73 3.0 ng 270486 5 13.86 1814140 20.0
Squalene 14.71 2.6 ng 180029 6 15.26 1388050 20.0
Eicosane, 2-methyl- 14.96 2.2 ng 149852 6 15.26 1388050 20.0
Tetracosane 15.71 2.0 ng 142112 6 15.26 1388050 20.0
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