LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 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 M\METHODS\8270-BM060520 .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

5.034 359 365 382 rBV 2750606 3979643 36.71% 8.095%
6.610 625 633 648 rBV 2912109 4612117 42.55% 9.381%
rBv 420026 627051 5.78% 1.275%
7.716 813 821 832 rBV 2276908 3534473 32.61% 7.189%
8.545 954 962 973 rBV 1988130 3232980 29.83% 6.576%
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10.157 1229 1236 1251 rBV 504818 845616 7.80% 1.720%
12.663 1655 1662 1677 rBV 4881482 7026535 64.82% 14.292%
12.968 1706 1714 1723 rBV 284181 426166 3.93% 0.867%
13.527 1802 1809 1818 rBV 434093 635812 5.87% 1.293%
14.051 1891 1898 1906 rBV 771835 1087176 10.03% 2.211%

=
QO ~NO®

11 15.557 2147 2154 2168 rBV 4282836 5868947 54.14% 11.938%
12 16.804 2360 2366 2378 rVB 909455 1272812 11.74% 2.589%
13 17.739 2520 2525 2535 rBV 86771 137600 1.27% 0.280%
14 19.286 2782 2788 2796 rBV3 53747 109823 1.01% 0.223%
15 19.468 2812 2819 2823 rBV 8480532 10839347 100.00% 22.047%

16 20.768 3035 3040 3049 rBvV 580409 816836 7.54% 1.661%
17 21.015 3077 3082 3087 rBV 1175210 1476769 13.62% 3.004%
18 22.038 3252 3256 3267 rBV 613003 829038 7.65% 1.686%
19 23.103 3431 3437 3445 rVB 875179 1520326 14.03% 3.092%
20 23.703 3535 3539 3549 rVB3 132410 284735 2.63% 0.579%

Sum of corrected areas: 49163802
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM026415.D
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Abundance TIC: BM026415.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.97 7.84 ng 426166 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
3 Metacetamol 151 C8H9NO2 000621-42-1 53
4 Pvridine., 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 53
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 43
Abundance Scan 1714 (12.968 min): BM026415.D (-1706) (-) m/z 43.05 100.00%
43
109
5000 151
57 69 85 12,60 12.80 13.00 13.20
123 169 : : : :
Ol bttt B8l SAS AT 9207 /7 109.10  60.63Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RUUNURLAR SRR UGS
12.60 12.80 13.00 13.20
57 69 g5 m/z 151.20 38.94%
o1 2 L 1B | M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 109
1260 12.80 13.00 13.20
5000 m/z 41.05 22 .95%
80
151
91 123
G R R S S WL B B SR SR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109 12.60 12.80 13.00 13.20
m/z 69.10 12.51%
5000 151
43
80
ol 15 27 “ 54 65 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 6
R.T. EstConc Area Relative to ISTD R.T.
17.74 2.16 ng 137600 Phenanthrene-d10 16.80
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2525 (17.739 min): BM026415.D (-2520) (-) m/z 43.10 100.00%
43 73
5000
o 129
213 R B DU B AR
1 US| 143157171185169" 007 256 oo 17.40 17.60 17.80 18.00
Okt m/z 73.10 97.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 L B SR PR UM

T T I
17.40 17.60 17.80 18.00

83
m/z 60.10 90.19%
213
JH, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
T T TR
43 57 17.40 17.60 17.80 18.00
5000 m/z 41.05 83.26%
129
29 87 115 171185 214
0l.15 ip1 152 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid L e L
43 73 17.40 17.60 17.80 18.00
i m/z 55.05 78.93%
29
5000
L | 143157171185 7°
Ot T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.77 11.06 ng 816836 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3040 (20.768 min): BM026415.D (-3035) (-) m/z 57.10 100.00%
37 o5
5000 l l
111
139 207 20.40 20.60 20.80 21.00
ol A AL ll |08 207236 280 343 415 475 | n/7 43.05  99.01%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 AU USRS
20.40 20.60 20.80 21.00
29 111 m/z 55.10 95 .56%
o141} || | 13 167 106 223 252 280
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
83 20.40 20.60 20.80 21.00
5000, o m/z 83.05 79.86%
111
o 139 168 196
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R RRRRE R e
57 20.40 20.60 20.80 21.00
83 m/z 69.10 74.68%
5000 111
29 169
o L[ 1% |, #0255 406
m'z--> 0 50 100 150 200 250 300 350 400 450 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.04 11.23 ng 829038 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 96
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Hexanamide 115 C6H13NO 000628-02-4 50
Abundance Scan 3256 (22.038 min): BM026415.D (-3252) (-) m/z 59.05 100.00%
5000 \
8 114 2180 22,00 22,20 22.40
140 : : : :
o Ay (0195221 254281 320 355 402431 490 | sz 72,10 63.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-
5
5000 T T T T TR T T
21.80 22.00 22.20 22.40
29 m/z 55.10 50.94%
83 126
ol PRI E e L ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
" 21.80 22,00 22,20 22.40
5000 m/z 41.10 36.05%
137
83 112
o 165193 240267294 337
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #83610: Tetradecanamide R B e
50 21.80 22.00 22.20 22.40
m/z 43.10 34 .65%
5000
29 J97 128, 184 227
o) ——— Wl .L.‘.....‘......................... A ottt
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.80 22.00 22.20 22.40

8270-BM060520.M Wed Jun 17 07:10:17 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026415.D

Aca On : 16 Jun 2020 16:53

Operator : JU/CG

Sample : L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.70 3.75 ng 284735 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 Cvclooctacosane 392 C28H56 000297-24-5 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 83
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 83
Abundance Scan 3538 (23.697 min): BM026415.D (-3535) (-) m/z 57.10 100.00%
g7
83
5000
LA AR NI NI SR
139 209 281 23.40 23.60 23.80 24.00
168 249 356

Y ST 38rAl> A "m/z 55.10  73.43%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LA B L L L L L L L
23. 40 23. 60 23. 80 24 00
29 125 169 m/z 43.10 71.00%
ML Tt e
m/z--> 0 50 250 300 350 400 450
Abundance
57
83 R IEE R
23.40 23.60 23.80 24.00
5000 m/z 69.10 67.07%
111
29
o 139 167 196 222 250 278 306 335 364 >
L e o L e e e TR L o o o o i b
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210518: 1-Heptacosanol i B o S
43 23.40 23.60 23.80 24.00
m/z 83.10 66.51%
97
5000 18 | |71

5

125
o J1| JNJ l | 154182210238 281300337 378
EREIEEE BP R e SIS A S LT L T s

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 40 23. 60 23. 80 24 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061620\
Data File : BM026415.D

Acq On : 16 Jun 2020 16:53

Operator : JU/CG

Sample - L3020-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
2,4,7,9-Tetrameth... 12.97 7.8 ng 426166 3 14.05 1087180 20.0
n-Hexadecanoic acid 17.74 2.2 ng 137600 4 16.80 1272810 20.0
5-Eicosene, (E)- 20.77 11.1 ng 816836 5 21.02 1476770 20.0
9-Octadecenamide, ... 22.04 11.2 ng 829038 5 21.02 1476770 20.0
Heptafluorobutyri... 23.70 3.8 ng 284735 6 23.10 1520330 20.0
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