LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acqg On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc :

ALS Vvial : 4  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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131968.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.146 6 10 17 rVB 57164 83225 2.79% 0.415%
2 4.998 488 495 504 rVB 707149 1032196 34.59% 5.151%
3 5.404 559 564 567 rBV 2395972 2339766 78.42% 11.677%
4 6.428 732 738 741 rBV 2299225 2386170 79.97% 11.908%
5 6.781 795 798 802 rBV 557073 494506 16.57% 2.468%
6 7.357 890 896 899 rBV 1564216 1600221 53.63% 7.986%
7 8.075 1013 1018 1021 rBV 700553 631041 21.15% 3.149%
8 9.157 1196 1202 1205 rBV 3310023 2983713 100.00% 14.890%
9 9.833 1309 1317 1320 rBV 926048 777284 26.05% 3.879%
10 9.969 1337 1340 1345 rBV 162375 140724 4.72% 0.702%
11 10.551 1434 1439 1443 rBV 99215 88776  2.98% 0.443%
12 10.627 1446 1452 1456 rBV 2011085 2071974 69.44% 10.340%
13 10.974 1507 1511 1518 rVB7 23124 36282 1.22% 0.181%
14 11.327 1567 1571 1574 rVB 908279 809001 27.11% 4.037%
15 11.857 1654 1661 1664 rBV 127478 160856 5.39% 0.803%
16 12.004 1682 1686 1688 rBV 51125 62567 2.10% 0.312%
17 12.033 1688 1691 1700 rVB2 75146 110883 3.72% ©.553%
18 12.104 1700 1703 1711 rVB 60629 54175 1.82% 0.270%
19 12.921 1837 1842 1845 rBV 3420133 2964337 99.35% 14.794%
20 13.486 1931 1938 1941 rVB2 24483 35023 1.17% 0.175%

21 13.815 1990 1994 2009 rBV 182264 247535 8.30%
22 13.974 2017 2021 2025 rVB 588014 492570 16.51%
23 14.745 2147 2152 2156 rVB5 19988 36319 1.22%
24 15.439 2265 2270 2276 rVB 325818 398938 13.37%
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Sum of corrected areas: 20038082
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Jan 2023 17:52
: CG\JU
. 0l1043-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
BF131968.D

: 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131968.D\data.ms

5.404 6.428

7.357

4.998
6.781

.146

LN
L L L L B I L L L I L L L I L L L L L L I D I B R L

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131968.D\data.ms
9.157 12.921

10.627

9.833 11.327
8.075

9.969
10?4L 10974 o :

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

ok 13. 486 N 14.745

TIC: BF131968.D\data.ms

13.974

15.439
13.815

Time-->

T ‘ T T ‘ T T T T T T T T T T ‘ T
13. 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.146 3.37 ng 83225 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11C102 035502-06-8 40
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Bro02 036255-44-4 38
4 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 36
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 36
Abundance  Scan 10 (2.146 min): BF131968.D\data.ms (-6) (-) m/z 75.00 100.00%
75.0
5000 45.1 A
R ERRRE e  aaanaE
‘ 103.0 1791 2.202.302.402.502.60
Ol ettt A S mjz 73.10 68.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 NN RN R RN R
2.202.302.402.502.60
m/z 45.10 41.847%
o ‘ ‘ ‘550 | 1030
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19652: Propane, 3-chloro-1,1-dimethoxy-
75.0
o MR W
2.202.302.402.502.60
5000 45.0 m/z 41.00  26.33%
107.0
oL 250 ] .. 1870
‘H“"w““‘u““u““u‘““_““H““‘
m/z--> 60 80 100 120 140 160 180
Abundance  #57089: 3-Bromopropionaldehyde dimethyl acetal P AR R
75.0 2.202.302.402.502.60
m/z 47.00 23.66%
5000
45.0
151.0
ol 260 ‘\ 95.0 123.0 H 181.0
A e e G e
m/z--> 20 40 60 80 100 120 140 160 180 2.202.302.402.502.60
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\

BF131968.D

: 09 Jan 2023 17:52
: CG\JU
. 0l1043-01

: 4  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

4.998 41.75 ng

Hit# of 5

1032200

Tentative ID

1 2-Pentanone, 4-hydroxy-4-methyl-
2 Acetic acid, cyano-, 1,1-dimethy... 141

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 6.786

MW MolForm CAS# Qual

116 C6H1202 000123-42-2 56

C7H11NO2

3 2,3-Butanedione, monooxime
4 1-Propen-2-0l, acetate
5 Morpholine, 4-methyl-

101 C4H7NO2
100 C5H802
101 C5H11NO

001116-98-9 23
000057-71-6 17
000108-22-5 10
000109-02-4 9

Abundance Scan 495 (4.998 min): BF131968.D\data.ms (-488) (-)

43.0
59.0
5000
101.0
“‘\ \‘\‘\ 83\.0 L
0l bl e
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
15.0 101.0
‘ A | 83.0 !
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0

m/z 43.00 100.00%

4.60 4.80 5.00 5.20 5.40

m/z 59.00 63.58%

4.60 4.80 5.00 5.20 5.40

m/z 101.00  23.56%

4.60 4.80 5.00 5.20 5.40

m/z 58.00 14.60%

5000 41.0
o L 12891420
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R A RAREE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.38%
5000
101.0
15.0
S AR W TUB. A WY NS |
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

8270-BF010923.M Tue Jan

10 11:24:36 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52

Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Juglone Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
9.969 3.62 ng 140724  Acenaphthene-di0 9.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Juglone 174 C1eH603 000481-39-0 98
2 8-Quinolinol, 5-nitroso- 174 C9H6EN202 003565-26-2 43
3 3-(3-Methoxyphenyl)-1H-pyrazole 174 C1OH10N20 1000410-63-5 43
4 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 38
5 1-(3-Pyridinylmethyl)-3-piperidi... 275 C16H25N30 1000469-14-7 38
Abundance Scan 1340 (9.969 min): BF131968.D\data.ms (-1337) (-) m/z 174.00 100.00%
174.0
118.0
5000
63.0 92.0
4
380 ) \JL \‘ ] o
0l el el m/z 118,00 54.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48892: Juglone
174.0
118.0 |
5000 ‘ iobd
63.0 :
92.0 m/z 92.00 34.64%
146.0
380 H I
O\\\‘\\\\‘H‘\\\‘\"\\“‘\’\\‘\‘\‘\\\\“"\\\\‘\‘\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49857: 8-Quinolinol, 5-nitroso-
116.0 174.0
\A\ ‘ T \/\\
89.0 10.00
5000 ' m/z 63.00 33.74%
63.0 144.0
0 ‘1‘5‘?»:‘\”&“““ el ,w““w,ww
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48772: 3-(3-Methoxyphenyl)-1H-pyrazole ey A
174.0 10.00
m/z 120.00  28.23%
5000 770
131.0
510‘ 102.0 ‘
N0 0 O O N -
m/z--> 20 80 100 120 140 160 180 10.00

8270-BF010923.M Tue Jan 10 11:24:38 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.551 2.28 ng 88776  Acenaphthene-d1e 9.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 83
3 Azobenzene 182 C12H1eN2 000103-33-3 64
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 53
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 53
Abundance Scan 1439 (10.551 min): BF131968.D\data.ms (-1434) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
A ‘
10.50
152.0
O b2l e m/z 76,95 79.23%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56922: Benzophenone
105.0
77.0
5000 R :
182.0 10.50
m/z 182.05  47.49%
o270 | 4 ) 1520
\H‘HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
77.0
N T
10.50
m/z 50.95 31.20%
5000 182.0
28.0
0 Y T PR M‘ “ ‘ 15%0 Il 272(
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56775: Azobenzene Py W“Wwﬂhmw
77.0 10.50
m/z 50.10 8.63%
5000
182.0
105.0
39.0‘ | ‘ 152.0 )\
Ob v e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 10.50

8270-BF010923.M Tue Jan 10 11:24:39 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.98 ng 160856  Phenanthrene-di0 11.327
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1661 (11.857 min): BF131968.D\data.ms (-1654) (- m/z 73.00 100.00%
73.0
43.0
5000
128.9
213.2 = e
H HH) 157118151 ‘ 2561 11.50 12.00
oHwH‘;Mww“M‘M‘u““uw‘wwuu“‘m‘H‘H_Hu\mwmw‘_ m/z 43.05 82.59%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 — —
129.0 11.50 12.00
213.0 m/z 59.95 82.27%
H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L\‘\““\\H‘”h“\”\‘\i‘\\H‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= —
43.0 11.50 12.00
5000 129.0 m/z 41.05 65.30%
171.0
‘ 214.0
o?
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.00 62.78%
5000 129.0
99.0
s e T
0%§Rk“jﬂﬁWwNwmWﬂWwMWHH‘HHJHW‘HWHH‘HH_ ki —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
¢ ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

BF010923.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 trans-Sinapyl alcohol

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
12.033 2.74 ng 110883 Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 64
3 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 47
4 1H-Naphtho[2,1-b]pyran-1-one, 3-... 210 C14H1002 005891-82-7 42
5 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1ON20 057636-32-5 30

Abundance Scan 1691 (12.033 min): BF131968.D\data.ms (-1688) (- m/z 210.05 100.00%
167.0 210.1
5000
77.0
1211
530 M | 12.00
0 "wm‘mm_w m/z 167.00  90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 e
1200
77.0 121.0 ‘ m/z 154.00  44.39%
0t ‘ i ‘\‘\‘ ‘w ““\“ : “H\‘ MM‘ ‘HH\‘\ : \‘\H\“\‘\ : \mm‘ ‘H\‘ I ‘\\‘\L : ‘M““ R ““ =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
TIRYIATIT | L MY S
12.00
5000 77.0 m/z 149.00 33.95%
121.0
53|0
29.0
0 ‘_“wl‘\”“‘w_“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86899: 4-Ethoxy-2,5-dimethoxybenzaldehyde
167.0 210.0 12.00
m/z 77.00 29.22%
5000 136.0
69. 111.0
39.0 | ‘ ‘
0 mWH_“HJ‘Jm,uJu_mpm‘wH‘Hmww‘w —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF010923.M Tue Jan 10 11:24:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acq On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.815 10.05 ng 247535  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1994 (13.815 min): BF131968.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0
— —
{ hﬁjl 209.0281.1 13.50 14.00
0l _wJML%pmcuﬁ‘_Hﬁwu‘wu‘wu‘wu‘wu‘wu‘wu‘_ m/z 43.05 91.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — e
13.50 14.00
m/z 55.05 83.37%
FS'O 252.0
O HJ‘\\\‘\‘HJ‘\“\‘\!%[‘\“H\‘H‘H“\.H\‘H\\3‘6\19\.\()‘\\H‘\\\\‘\\\\‘\\\\‘\§ﬂ§\.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— —
13.50 14.00
5000 m/z 83.05 73.28%
%5.0
o MMl 280 ao
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester “ —
57.0 13.50 14.00
m/z 69.05 67.42%
5000
5.0196.0
0l \‘ J\WL'\" M 38110 %69'9 [T \59%'0 I
e T e — — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00

8270-BF010923.M Tue Jan 10 11:24:41 2023 Page: 9



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010923\
Data File : BF131968.D

Acqg On : 09 Jan 2023 17:52
Operator : CG\JU

Sample : 01043-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 1,1-di... 2.146 3.4 ng 83225 1 6.786 494506 20.0
2-Pentanone, 4-... 4.998 41.8 ng 1032200 1 6.786 494506 20.0
Juglone 9.969 3.6 ng 140724 3 9.833 777284 20.0
Benzophenone 10.551 2.3 ng 88776 3 9.833 777284 20.0
n-Hexadecanoic ... 11.857 4.0 ng 160856 4 11.327 809001 20.0
trans-Sinapyl a... 12.033 2.7 ng 110883 4 11.327 809001 20.0
Pentadecafluoro... 13.815 10.1 ng 247535 5 13.974 492570 20.0
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