LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS Vvial : 12 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123592.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 16 rVB 2088994 2084328 37.23% 4.725%
2 5.481 572 577 580 rBV 5903306 5346153 95.49% 12.118%
3 6.492 744 749 752 rBV 5587422 5598736 100.00% 12.691%
4 6.869 809 813 816 rBV 1424387 1264538 22.59% 2.866%
5 7.428 903 908 911 rBV 4128446 3618877 64.64% 8.203%

6 8.151 1027 1031 1034 rBV 2150231 1631899 29.15% 3
7 9.233 1210 1215 1218 rBV 6563028 5303758 94.73% 12.
8 9.622 1278 1281 1285 rBV = 237231 177891 3.18% ©.403%
9 9.910 1326 1330 1334 rBV 2015837 1767848 31.58% 4
10 10.704 1460 1465 1468 rBV 4303150 4153721 74.19% 9

11 11.398 1580 1583 1587 rBV 2149961 1906405 34.05%
12 11.933 1669 1674 1681 rBV 380364 429134 7.66% 0.973%
13 12.992 1850 1854 1857 rBV 5682055 5191371 92.72% 11.768%
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14 13.063 1862 1866 1869 rBV 415092 344284 6.15% ©.780%
15 13.227 1891 1894 1904 rVB 77852 80856 1.44% 0.183%
16 13.568 1950 1952 1955 rBV 88991 77940  1.39% 177%
17 13.686 1968 1972 1977 rVB3 55767 65995 1.18% 150%

18 13.904 2002 2009 2023 rBV2 515906 1123604 20.07%

OCWNO®®
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N
N
R

19 14.045 2029 2033 2039 rVB 1602261 1623187 28.99% 679%
20 14.221 2059 2063 2066 rBV 119801 117916 2.11% 267%
21 14.527 2111 2115 2117 rBV 139810 121669 2.17% ©.276%
22 14.839 2164 2168 2173 rBV 92576 96469 1.72% 0.219%
23 15.186 2223 2227 2232 rVB 74505 80752 1.44% 0.183%
24 15.533 2280 2286 2291 rBv2 991438 1291037 23.06%  2.926%
25 15.574 2291 2293 2301 rVB2 73613 101170 1.81% ©.229%

26 17.727 2654 2659 2666 rVB7 100468 216017  3.86%
27 18.021 2699 2709 2726 rBV7 58954 300284 5.36% 0.681%

©
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Sum of corrected areas: 44115839
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Apr 2021 14:53

: M2048-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123592.D

Ju/CaG

: 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: 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\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116  32.97 ng 2084330 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 5 (2.116 min): BF123592.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R RRRRRRERS s
‘ 90 ‘ 2.202.302.40 2.50
Ob oot b e e iz 43.00 43.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T T[T T T T[T T T TTTT]
430 2.202.302.40 2.50
' 87.0 m/z 55.00 32.78%
29.
20 | ko |
O \‘H\\‘HH‘f\f\‘\f\‘f‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S LNE AEamEaLS
2.202.302.40 2.50
5000 41.0 55.0 m/z 87.10 27.76%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- RARRRsREaRsssasEI
73.0 2.202.302.40 2.50
m/z 41.10 13.70%
5000
45.0
ol 200 || 590 | ,
e e e e e e e R RRRRRRRRRS S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 4.50 ng 429134  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1674 (11.933 min): BF123592.D\data.ms (-1669) (- m/z 43.10 100.00%

43.1 | 73.0
5000
129.1

| 1011 157118512132 o, 12.00
— m/z 60.00 93.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid ﬂwqumﬂmva
60.0
5000 129.0 LT

12.00
m/z 72.95 92.95%

1510185021&0 256.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
s
43.0 12.00
5000 m/z 57.00 85.64%
129.0
1710 2140
101.0 ‘ ‘
0lSOﬂ
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 76.72%
5000 129.0
185.0
H
O%ﬁ?W“MNJWmwkﬁ_ﬁuLM‘HHMAW‘HWHH_!HMHW‘ —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Thiazole, 2-amino-4-(1H-ind... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.063 4.24 ng 344284 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole, 2-amino-4-(1H-indol-3-... 229 C12H11N3S 1000304-18-3 53
2 Naphtho(2,1-f)quinoline 229 C17H11N 000218-08-6 50
3 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 47
4 Naphthalene, 2,6-bis(1,1-dimethy... 244 C18H28 042981-76-0 47
5 Tetralin, 6-acetyl-8-isopropyl-2... 244 C17H240 1000155-43-5 47
Abundance Scan 1866 (13.063 min): BF123592.D\data.ms (-1862) (1  m/z 229.10 100.00%
229.1
5000
114.1 13.00 ‘
881 | 202.1 w -
ob509 881, | 1500176077 Jl | n/z 228.10 38.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #85065: Thiazole, 2-amino-4-(1H-indol-3-yl)-5-methyl-
229.0
5000 el :
13.00
m/z 244.10 24.07%
50.0 1150 1540 1860 /
0\3\3\\?‘\\‘\\‘i‘\\\\“8\?\(\)‘\\\“U‘\‘l\\“‘\\\‘\‘\\‘1\‘\”\\!‘\\\\‘\ “\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #85299: Naphtho(2,1-f)quinoline
229.0
1 I
13.00
5000 m/z 230.10 18.46%
100.0 0
0 750, | | 150.0174.0 - H \H
R il N S it St SR R |
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #97563: Ethanone, 1-(2,3-dihydro-1,1,2,3,3,6-hexamethy — ‘
229.0 13.00
m/z 226.10 17.14%
5000
43.0
91.0 115.0 141.0 18‘7 0 | f\
(] RS NSy S GRS R RIS .S L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF041621\

Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

4 Hexacosyl pentafluoropropio...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.904 13.84 ng 1123600 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
2 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91

5 Tetracosyl

heptafluorobutyrate 550 C28H49F702

Abundance Scan 2009 (13.904 min): BF123592.D\data.ms (-2002) (-]
57.0

111.0
‘ ” \\ \. | .168 1 2483

100 150 200 250 300 350 400 450 500
#237739: Hexacosyl pentafluoropropionate

.0

111.0
J PP7022202780 364.0 510.(

“ﬂl ;

T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

100 150 200 250 300 350 400 450 500
#232315: Hexacosy! trifluoroacetate

.0

111.0

‘ ‘ L ‘ .\167 0222.0278.0336.0 409.0462.0

100 150 200 250 300 350 400 450 500
#235928: Octacosyl trifluoroacetate

.0

111.0

‘ ‘ 1 ‘ ‘\1,67 0222.0278. 0 364.0 437.0490.0

1000351-83-7 91

m/z 57.05 100.00%

-

14.00
m/z 43.05 76.30%

:

14.00
m/z 54.95 59.91%

%

14.00
m/z 83.05 42.49%

o

14.00
m/z 71.10 41.90%

5000
bk
m/z--> 50
Abundance
57
5000
0 \J\ ‘\‘ T
m/z--> 50
Abundance
57
5000
ol
m/z--> 50
Abundance
57
5000
ob-bid !
m/z--> 50

8270-BF041521.M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl7.727 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.727 3.35 ng 216017 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5.alpha.-Pregn-16-en-20-one 300 C21H320 003752-04-3 38
2 Quinoline, 2-phenyl- 205 C15H11N 000612-96-4 25
3 Desacetylanguidine 324 C17H2406 002623-22-5 18
4 3,4-Dimethylbenzamide 149 CY9H11NO 005580-33-6 18
5 4H-1-Benzopyran-4-one, 3,7-dihyd... 300 C16H1206 057396-72-2 15

Abundance Scan 2659 (17.727 min): BF123592.D\data.ms (-2654) (1 m/z 55.00 100.00%

55.0 133.0
204.2 285.3
5000
‘ 354.8 409.1 17 50 18 00
0l “H‘ | ¥ M‘M Il L m/z 133.00  91.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145046: 5.alpha.-Pregn-16-en-20-one
43.0
5000 257.0
1150 1&00
300.0 m/z 204.15 62.17%
Rt
oL L\ ‘H‘H“ “ ‘m“n\n\‘d ‘Hu‘ ‘ ‘H‘ ‘\ s “‘ “ .
m/z--> 5 100 150 200 250 300 350 400
Abundance #65291: Quinoline, 2-phenyl-
205.0
e
17.50 1800
5000 102.0 m/z 285.30 60.63%
‘ 1510
miz--> 50 100 150 200 250 300 350 400
Abundance #164094: Desacetylanguidine T —
43.0 17.50 18.00
124.0 m/z 41.80 57.07%
5000 205.0
‘ 264.0
ol Ikl il L s0s0 IR
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

8270-BF041521.M Mon Apr 19 15:28:42 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, decahydro-4a-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.621  4.65ng 366284 perylene-di2 15.533

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, decahydro-4a-methyl... 204 C15H24
2 Aciphyllene 204 C15H24
3 1H-3a,7-Methanoazulene, octahydr... 204 C15H24
4 1S,2S5,5R-1,4,4-Trimethyltricyclo... 204 C15H24

017066-67-0 64
087745-31-1 45
000508-55-4 43
1000140-07-5 42
003691-12-1 42

m/z 204.10 100.00%

1l Lt

] ‘
18.00

m/z 121.00  78.79%

=
—
—
—

LA A e
18.00

m/z 43.10 72.87%

T T \
18.00

m/z 93.00 68.95%

18.00
m/z 54.95 67.28%

o

5 .alpha.-Guaiene 204 C15H24
Abundance Scan 2709 (18.021 min): BF123592.D\data.ms (-2699) (-]
204.1
431 121.0
5000 9L0 287.3
‘ %451
0 \\M L)
miz--> 50 100 300
Abundance #64525: Naphthalene, decahydro-4a-methy|-1-methylene
105.0 204.0
161.0
5000 67.0
O' “‘ “‘ \ ‘\ T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #64263: Aciphyllene
95.0
147.0 1890
5000
T
obre LA \W‘hwww_m_
m/z--> 50 100 150 200 250 300
Abundance #64519: 1H-3a,7- Methanoazulene octahydro-1,9,9-trime
04.0
121.0
910 161.0
5000
, HMmw_m_m_
150

m/z--> 200 250 300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123592.D

Acqg On : 16 Apr 2021 14:53
Operator : JU/CG

Sample : M2048-18

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : 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|
Butane, 2-metho... 2.116 33.0 ng 2084330 1 6.869 1264540 20.0
n-Hexadecanoic ... 11.933 4.5 ng 429134 4 11.398 1906410 20.0
Thiazole, 2-ami... 13.063 4.2 ng 344284 5 14.045 1623190 20.0
Hexacosyl penta... 13.904 13.8 ng 1123600 5 14.045 1623190 20.0
unknownl7.727 17.727 3.4 ng 216017 6 15.533 1291040 20.0
Naphthalene, de... 18.021 4.7 ng 300284 6 15.533 1291040 20.0
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