LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13 Instrument :
Operator : CG/JU BNA_F

Sample - L1592-01 ClientSampleld :
Misc - FK-BPM-04-005-ABCD
ALS Vial : 3 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-BF022020.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 5.387 557 561 582 rBVY 3641419 3680157 69.01% 8.217%
2 6.404 729 734 746 rBVY 3261546 3576768 67.07% 7.986%
3 6.757 790 794 798 rBVY 1252628 1029555 19.31% 2.299%
4 6.916 816 821 824 rBVY 3647892 3312288 62.11% 7 .396%
5 7.322 884 890 893 rBVY 2401520 2444773 45.84% 5.459%
6 8.039 1007 1012 1015 rBV 1447089 1349320 25.30% 3.013%
7 9.116 1189 1195 1198 rBVY 5238229 5081439 95.28% 11.346%
8 9.504 1257 1261 1265 rBV 357698 289945 5.44% 0.647%
9 9.727 1292 1299 1305 rBv4 34986 78621 1.47% 0.176%
10 9.786 1305 1309 1313 rVB 1742681 1639551 30.74% 3.661%
11 9.992 1340 1344 1352 rBvV2 30757 55834 1.05% 0.125%
12 10.480 1423 1427 1433 rVB 37162 61392 1.15% 0.137%
13 10.574 1438 1443 1447 rBVY 3328318 3319586 62.25% 7.412%
14 10.727 1465 1469 1474 rVB3 47854 74059 1.39% 0.165%

15 10.927 1498 1503 1512 rVB4 79865 156994 2.94% 0.351%

16 11.269 1557 1561 1565 rBV 1921848 1679975 31.50% 3.751%
17 11.804 1646 1652 1665 rBV 687100 975008 18.28% 2.177%
18 11.945 1672 1676 1679 rBV 142491 248459 4.66% 0.555%
19 11.974 1679 1681 1690 rVvB2 174105 287426 5.39% 0.642%
20 12.504 1766 1771 1779 rVB9 29728 63032 1.18% 0.141%

21 12.586 1779 1785 1794 rBV 330693 490621 9.20% 1.095%
22 12.857 1826 1831 1834 rBV 5463078 5332985 100.00% 11.907%
23 13.086 1868 1870 1876 rVB2 58464 58048 1.09% 0.130%
24 13.427 1922 1928 1931 rBV2 98129 112078 2.10% 0.250%
25 13.751 1977 1983 1992 rBV4 573220 870255 16.32% 1.943%

26 13.874 1999 2004 2005 rBV3 85155 118640 2.22% 0.265%
27 13.904 2005 2009 2017 rVB 1454203 1419127 26.61% 3.169%
28 14.074 2033 2038 2047 rVB 349503 428669 8.04% 0.957%
29 14.374 2084 2089 2101 rVB 633671 710094 13.32% 1.585%
30 14.674 2134 2140 2148 rBV 904515 1089874 20.44% 2.433%

31 14.992 2188 2194 2200 rBV 898120 1132344 21.23% 2.528%
32 15.327 2246 2251 2253 rBV 1029362 1300608 24.39% 2.904%
33 15.351 2253 2255 2263 rVB 820120 992710 18.61% 2.216%
34 15.762 2318 2325 2330 rBV 504741 791902 14.85% 1.768%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

3?22'6 i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.233 2399 2405 2414 rVB 214558 418080 7.84% 0.933%

36 16.792 2496 2500 2509 rVB4 58506 117622 2.21% 0.263%

Sum of corrected areas: 44787839
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

Sample : L1592-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

FK-BPM-04-005-ABCD

Abundance TIC: BF118967.D
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I
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Abundance TIC: BF118967.D
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Abundance TIC: BF118967.D
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2000000
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15.76
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R I
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.80 11.61 ng 975008 Phenanthrene-d10 11.27
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 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 25
Abundance Scan 1651 (11.798 min): BF118967.D (-1646) (-) m/z 73.00 100.00%
73
a3
5000 129
97 115 213 LRI PRI SN SN
143107171185 100 | 507 256 11.40 11.60 11.80 12.00 12.20
o} m/z 60.00 72.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00 12.20
m/z 43.05 64 .54Y%
7JJ 143157171185199213
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

£

Abundance
43 60 73
L Bl A
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 55.05 56.52%
87 242
143 199
115 185
101 157171 213

Oyt gl e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid T SR L e e
43 60 73 11.40 11.60 11.80 12.00 12.20

m/z 57.10 56.03%
5000
29
129
“ T7 115 ‘ 71 214

oot bl I L 82T | e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.95 2.96 ng 248459 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 93
2 2-Propenoic acid. 3-(2.3-dimetho... 208 C11H1204 007345-82-6 46
3 Asarone 208 C12H1603 002883-98-9 46
4 3.4-Dimethoxvcinnamic acid 208 C11H1204 002316-26-9 42
5 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 41

Abundance Scan 1677 (11.951 min): BF118967.D (-1672) (- m/z 208.10 100.00%

208

165

5000

B8

11.60 11.80 12.00 12.20
m/z 165.00 52.68%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208
5000 165 LN L LI L L L B B

1160 11.80 12.00 12.20
m/z 137.00  44.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

177 208
B REEEE REE s R R
11.60 11.80 12.00 12.20
5000 1 m/z 180.00 31.42%
77 134
51 91
105 148
27 39 63 161 191

O e B o o B L e e e i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67452: Asarone

11.60 11.80 12.00 12.20
m/z 77.00  27.90%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 4-Chloro-3-methoxy-1H-2-ben... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.97 3.42 ng 287426 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-3-methoxv-1H-2-benzopvr... 210 C10H7CIO0O3 024672-89-7 59
2 3-Phenvilbicvclo(3.2.2)nona-3.6-d... 210 C15H140 073830-83-8 50
3 Imidazol4.5-elll1.41diazepin-8(1H... 210 C8H10N40S 1000142-41-3 35
4 1-Hvdroxv-6-methyvlphenazine 210 C13H10N20 014031-08-4 35
5 6-Methoxy-4-piperidin-1-yl-1H-[1... 210 C9H14N402 1000300-24-3 30
Abundance Scan 1680 (11.969 min): BF118967.D (-1679) (- m/z 210.10 100.00%
16 210
5000 s
w55 | 103 121 10
8 | 135 ‘ | 194 | 243 11.60 11.80 12.00 12.20
o ol w b L 294 T Tm/z 167.00  96.22%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68948: 4-Chloro-3-methoxy-1H-2-benzopyran-1-one
167
5000 AR AR IR
210 1160 11.80 12.00 12.20
n 182 m/z 149.00 34.20%
50 62 75 89 | 3 139
||||??||'|||'II|||II' .alllllul:”|I ||:I"I'I |]|-5|1| A ||]|-9|5|||||||||||||
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
210
167 11.60 11.80 12.00 12.20
5000 m/z 154.00 30.43%
154
91 181
0730 55 (7 103t1°128141 103
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69797: Imidazo[4,5-€][1,4]diazepin-8(1H)-one, 4,5,6,7-tet...
210 11.60 11.80 12.00 12.20
m/z 182.05 27 .04%
5000
194
53 68 85 oy 112124138 152165 181 |
OIIIHIH\HHHH‘H\I‘ \M\M w\\ \IH\H,M‘I‘M ‘”‘..“‘...‘. ..‘l.l....l... S S Stk
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.59 6.91 ng 490621 Chrysene-di12 13.90
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 62
3 Dodecanoic acid 200 C12H2402 000143-07-7 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1786 (12.592 min): BF118967.D (-1779) (-) m/z 73.00 100.00%

-

5000
12.20 12.40 12.60 12.80 13.00
Ot rrprrrr it m/z 59.95 66.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 7,
5000 LA B L L L L L L L L LB
12 20 12. 40 12 60 12. 80 13. 00
m/z 43.05 63.83%
. 143157171
R RSN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
R e e e
3 12.20 12.40 12.60 12.80 13.00
5000 43 57 129 m/z 57.00 61.90%
87 185
115 228
143157171 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid L L e
73 12.20 12.40 12.60 12.80 13.00
m/z 55.00 52.04%
43
57
5000
ZT T7 ! ‘ 143157171 ‘
A0 T vl ) I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 6 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 12.26 ng 870255 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 90
4 1-Octadecene 252 C18H36 000112-88-9 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89

Abundance Scan 1983 (13.751 min): BF118967.D (-1977) (-) m/z 57.05 100.00%
57 g3
5000 11
J\l“g 1540 1360 1380 1400
0 ..-.,....,..1.1.|,m..1??,21.9.??2..25.‘9,....,....,....,...., m/z 83.05 80.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
13.40 13.60 13.80 14.00
m/z 43.05 76 .86%
29 139 169 510238 g,
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
13.40 13.60 13.80 14.00
5000 83 m/z 97.05 74 .76%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #164026: 1-Hexadecanesulfonyl chloride R SRR
57 13.40 13.60 13.80 14.00
83 m/z 71.05 72 .52%
5000 111
29
0J<Lﬁwwmznw
m/z--> 50 100 150 200 250 300 350 400 450 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 7 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.07 6.04 ng 428669 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2037 (14.068 min): BF118967.D (-2033) (-) m/z 57.10 100.00%
7
85
5000
AN SUNRI SR B
13.80 14.00 14.20 14.40
0 135 220258 295 m/z 71.10 87.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
13.80 14.00 14.20 14.40
113 m/z 85.05 67.37%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
113.80 14.00 14.20 14.40
5000 85 m/z 43.05 58.75%
0 29 13 141 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane LS B m e e S e
57 13.80 14.00 14.20 14.40
m/z 41.00 23.53%
85
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 13.I80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 8 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .37 10.01 ng 710094 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2088 (14.368 min): BF118967.D (-2084) (-) m/z 57.05 100.00%
57
85
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
J I | d113 141 169 197 225 253 205 14.00 14.20 14.40 14.60
bl by e m/z 71.10 91.67%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.00 14.20 14.40 14.60
113 m/z 85.10 64 .50%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
85 14.00 14.20 14.40 14.60
5000 m/z 43.05 58.58%
29
0 13 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #117648: Octadecane, 2-methyl- N B e
43 14.00 14.20 14.40 14.60
m/z 55.05 24 .15%
| M
5000
99
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.67 16.76 ng 1089870 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2139 (14.668 min): BF118967.D (-2134) (-) m/z 57.10 100.00%
57
85
5000
] ﬂ1}3 141 169 197 225 253 281 309 337 410 14.40 14,60 14.80 15.00
e e m/z 71.05 89.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5000

14.40 14.60 14.80 15.00
m/z 85.10 66.70%

141 169 197 225 253

296

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.40 14.60 14.80 15.00
5000 m/z 43.05 59.65%
85
29
o 113 141 169 197 225 253 281 323 351 380
T e = a-L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B RS e
57 14.40 14.60 14.80 15.00
m/z 55.00 24 _08%
5000 85
113
o 29 | ‘ [T, 242 160 197 225 267 295 365 393
M il L AL A L PRGN sk e
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\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 10 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .99 17.41 ng 1132340 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2194 (14.992 min): BF118967.D (-2188) (-) m/z 57.10 100.00%
g7
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.60 14.80 15.00 15.20 15.40

d | 4141 169 197 205 267 295 323 351 408

ol el e Sl S0l B8 'm/z 71.10 91.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_v_v—rv_r
14.60 14.80 15.00 15.20 15.40
m/z 85.05 68.04%

113
o 20| | || ') 142 169 197 225 267 205 365 393
T T S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
g5 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.05 56.40%
29 113
o 141 169 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane R e B e Al
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 22_.73%
85
5000
0 %QW I J 191 160 107 225 355 22
L S e e e e e taiiiae.
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 11 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.76 12.18 ng 791902 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2325 (15.762 min): BF118967.D (-2318) (-) m/z 57.05 100.00%
57
85
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
141 169 197 15.40 15.60 15.80 16.00
I ” Lo i0297,225 288 295328 365 | “nsz 71.05  92.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85
15.40 15.60 15.80 16.00
13 m/z 85.05 69.45%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> §o 100 150 200 2éo 360 3%0 460
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 52.34Y%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane LB B R et
57 15.40 15.60 15.80 16.00
m/z 55.05 23.98%
85
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 2&'30 3(')0 3%0 4(|)O 15'40 15 60 15. 80 16 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118967.D

Aca On : 20 Feb 2020 19:13

Operator : CG/JU

ﬁ?ggle i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 12 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.23 6.43 ng 418080 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2405 (16.233 min): BF118967.D (-2399) (-) m/z 57.05 100.00%

85
5000

3

16.00 16.20 16.40 16.60
m/z 71.05  84.94%

) 141 169 197 295 253 282 333355

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane

-

5000 85
16.00 16.20 16.40 16.60

m/z 85.05 65.67%

113
L 169 197 1225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400
Abundance

-

16.00 16.20 16.40 16.60

5000 85 m/z 43.00 53.41%
13 941
oL29 169 197 225 253 281 309 337 365 393 422
e e = T MBS Lt b R SRR SHLL
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane A B A S
57 16.00 16.20 16.40 16.60
m/z 99.05 22.63%
5000 85
113
o 20| ||| ﬂ | 141 169 197 225 267 295 365 393
LENLINLE BN R L LI LB LI L L L L BN B LB —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022020\

Data File : BF118967.D

Acq On : 20 Feb 2020 19:13

Operator : CG/JU

3?22'6 i L1592-01 FK-BPM-04-005-ABCD
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Hexadecanoic acid 11.80 11.6 ng 975008 4 11.27 1679980 20.0
3,5-Dimethoxy-4-h... 11.95 3.0 ng 248459 4 11.27 1679980 20.0
4-Chloro-3-methox... 11.97 3.4 ng 287426 4 11.27 1679980 20.0
Octadecanoic acid 12.59 6.9 ng 490621 5 13.90 1419130 20.0
Heptadecyl heptaf... 13.75 12.3 ng 870255 5 13.90 1419130 20.0
Triacontane 14.07 6.0 ng 428669 5 13.90 1419130 20.0
2-methyloctacosane 14 .37 10.0 ng 710094 5 13.90 1419130 20.0
Heneicosane 14.67 16.8 ng 1089870 6 15.33 1300610 20.0
Eicosane 14.99 17.4 ng 1132340 6 15.33 1300610 20.0
Tetracosane 15.76 12.2 ng 791902 6 15.33 1300610 20.0
Octacosane 16.23 6.4 ng 418080 6 15.33 1300610 20.0
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