LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acqg On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 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-BF021221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123209.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 15 rVB 420775 535305 12.56% 1.609%
2 5.487 573 578 581 rBV 3586095 3364551 78.93% 10.111%
3 6.492 744 749 765 rVB 3214131 3595407 84.34% 10.805%
4 6.869 809 813 816 rBV 1104536 859107 20.15% 2.582%
5 7.428 903 908 911 rBV 2281721 2243900 52.64% 6.743%

6 8.151 1027 1031 1e35 rBV 1388579 1157757 27.16%

7 9.228 1209 1214 1218 rBV 4165519 4011764 94.11% 12.

8 9.345 1230 1234 1246 rVB 684882 658228 15.44%

9 9.622 1277 1281 1285 rBV 271168 212536  4.99%
9.910 1323 1330 1333 rBV 1563483 1293084 30.33%
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11 10.492 1426 1429 1440 rBV 208513 315740 7.41%
12 10.698 1459 1464 1468 rBV 2677008 2708726 63.54%
13 11.398 1579 1583 1586 rBV 1473311 1371386 32.17%
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14 11.422 1586 1587 1590 rVV 206119 139838  3.28% 420%
15 11.474 1590 1596 1598 rVB2 44377 54927  1.29% 165%
16 11.892 1664 1667 1670 rBV3 35576 52873 1.24% 0.159%
17 11.927 1670 1673 1684 rVB2 606106 623704 14.63% 1.874%
18 12.016 1684 1688 1691 rBV 52477 60485 1.42% ©.182%
19 12.539 1774 1777 1782 rVB 52648 52453 1.23% 0.158%
20 12.616 1787 1790 1793 rVW 667538 528873 12.41%  1.589%

21 12.651 1793 1796 1799 rVB 122091 106999 2.51%
22 12.716 1804 1807 1812 rBV2 213280 237030 5.56%
23 12.845 1823 1829 1832 rBV 530858 486891 11.42%
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24 12.992 1848 1854 1860 rVB 4431328 4262935 100.00% 12.811%
25 13.174 1883 1885 1888 rVB 52118 44986 1.06% 135%
26 13.280 1898 1903 1905 rVB4 46991 51540 1.21% 0.155%
27 13.533 1942 1946 1948 rBV 42010 45169 1.06% ©.136%
28 13.568 1950 1952 1960 rVB6 30786 52230 1.23% ©.157%
29 13.680 1969 1971 1976 rVB 58715 56856 1.33% 0.171%
30 13.792 1985 1996 1993 rBV3 42219 68381 1.60% ©.205%
31 13.904 2004 2009 2026 rBV6 195569 621805 14.59%  1.869%
32 14.051 2026 2034 2036 rVV 1271224 1391796 32.65% 4.183%
33 14.074 2036 2038 2044 rVB 184783 170115 3.99% 0.511%
34 14.174 2052 2055 2059 rVB 273049 223823 5.25% ©.673%
35 14.521 2109 2114 2117 rBV3 58330 79850 1.87% ©.240%
36 14.563 2117 2121 2123 rBv4 36849 46379 1.09% 0.139%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acqg On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 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-BF021221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.827 2164 2166 2171 rVB2 37269 43130 1.01% 0.130%
38 14.910 2177 2180 2186 rVB3 33935 47574 1.12% 0.143%
39 15.092 2207 2211 2219 rVB 117531 235771 5.53% 0.709%
40 15.174 2221 2225 2228 rVB 62098 67727 1.59% 0.204%
41 15.398 2260 2263 2266 rVB 52856 57437 1.35% 0.173%
42 15.457 2270 2273 2279 rBV 49077 65264 1.53% 0.196%
43 15.527 2280 2285 2289 rBV 724110 891943 20.92% 2.680%
44 15.998 2361 2365 2370 rVB 58048 80061 1.88% 0.241%
Sum of corrected areas: 33276336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0

Time-->
Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\

BF123209.D
: 15 Feb 2021 17:28
Ju/CG
. M1402-01
: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BF123209.D\data.ms

5.487
6.492

7.428

6.869

140

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF123209.D\data.ms

12.

9.228 D92

10.698

9.910
8.151 11.398

9.345

I o]

9.622

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

— 7 — L A
9.50 10.00 10.50 11.00

TIC: BF123209.D\data.ms

14.051

15.998

Time-->

8270-BF021221

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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.
2.140 12.46 ng 535305 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 40
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 9 (2.140 min): BF123209.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
R RAREARREARES SRS
01 ‘ 2.202.302.402.50
Oberrrreprrrerrele B2 L m/z 43.05  35.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN AR RN R
55.0 2.202.302.402.50
410 87.0 m/z 87.10  27.33%
27.0
O \H‘\H\‘H\m“h\\‘i1\‘\\‘\‘\{‘\“H\\"‘\l\\‘\\H‘H\\‘\;H’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RS —
2.202.302.402.50
5000 41.0 55.0 m/z 55.00 26.16%
27.0
Obrgrrerelrrt oo ey 120, 1290,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1877: Acetamide, N-ethyl- R RaaRa R
30.0 2.202.302.402.50
m/z 41.00 12.23%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50

8270-BF021221.M Tue Feb 16 15:51:23 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.345 10.18 ng 658228  Acenaphthene-die 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 59
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
5 Metacetamol 151 C8HSNO2 000621-42-1 59

Abundance Scan 1234 (9.345 min): BF123209.D\data.ms (-1230) (-) m/z 43.00 100.00%
3.0

43 109.1
5000 151.1
A RRR RS o
‘ 69"0 | 9.00 9.20 9.40 9.60
Ottt M e m/z 109.10 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \‘\\\\‘/\\\\\‘\\\\’\\\\‘\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 49.01%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109.0
e RARRmEES S
9.00 9.20 9.40 9.60
5000 151.0 ITI/Z 41.05 20.85%
43.0 80.0
L N I S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide NIRRT e R EEEE
109.0 9.00 9.20 9.40 9.60
m/z 69.05 14.71%
5000 151.0
o - - W PSS
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 unknownl@.492 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.492 4.88 ng 315740  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 59
2 Acetaminophen 151 C8H9NO2 000103-90-2 46
3 Metacetamol 151 C8HINO2 000621-42-1 46
4 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 43
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 43
Abundance Scan 1429 (10.492 min): BF123209.D\data.ms (-1426) (-, 43.00 100.00%
43.0
109.1
5000
151.1 213.2
10 50
0F J“‘wJ\‘u‘w”w‘ W‘ ‘wwUWm_meww?f‘sﬁ m/z 109.85  77.57%
m/z--> 20 40 60 80 100120140160180200220240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1050
m/z 151.05 32.45%
| kA
O \H‘\‘\‘H“P\‘\“\H‘\“\‘\\H‘H‘\H\‘\\Hl‘\“\H‘\“\\1\‘H‘H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #24781: Acetaminophen
109.0 A
T ‘ \/\ T
10.50
5000 151.0 ITI/Z 213.20 27.10%
43.0  g0.0
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #24779: Metacetamol —r
109.0 10.50
m/z 41.05 23.57%
5000 151.0
43.0
80.0
Y S D O O — a—
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.927 9.10 ng 623704  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25

Abundance Scan 1673 (11.927 min): BF123209.D\data.ms (-1670) (- m/z 73.00 100.00%

43.0 73.0
5000
129.0
213.2 ]
‘ 1 10 157.1185.1 ‘ 256.1 12.00
0 m,w‘f‘:‘m‘lu I “Mm‘w“ah ek bt L L nz a3.e5  88.55%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 12.00
213.0 m/z 60.00 82.64%
L) HH 157.0185.0
O\H’\l\\‘}‘\\”\”\H‘{‘\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #72647: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/Z 55.05 70.59%
171.0
R0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 57.10 69.66%
5000 129.0
199.0
s e T
O%ﬁﬁhwﬁﬂﬂWwNwmwWMMMWHHMJHJHWH‘WHH_H‘_‘ 7
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.716 3.46 ng 237030  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1807 (12.716 min): BF123209.D\data.ms (-1804) (- m/z 43.05 100.00%

43.0 73.0
5000 129.1
—— —
12.50 13.00
0 m/z 73.00 98.28%
m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 . T
12.50 13.00
‘ 185.0 2410 284 m/z 57.10 82.60%
ob—— }‘H’ h“ \‘H‘n‘\\““‘\ \M “H}m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 60.00 78.59%
‘ 199.0 2420
ol W,HL il HHM“H H\h‘\‘ il ‘\“1‘6@0{\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #39474: n-Decanoic acid sy Py
73.0 12.50 13.00
m/z 55.05 73.45%
129.0
5000
43.0
o, ! A LR — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.904 8.94 ng 621805 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2009 (13.904 min): BF123209.D\data.ms (-2004) (- m/z 57.05 100.00%

57.0
7.1
5000
e
39.2 230.1 302.1 .
0L ‘e“ i “ L ‘H‘HH‘ j‘m “‘J“““““‘]Wu??'hum TV m/z 55.85 89.87%
mlz--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
7.0
5000 L
14.00
m/z 43.05 87.40%
169.0 238.0
0 \“\ ‘f““‘\ H\‘ ‘1“ ‘\““\ “\‘ ”\ “\ T —— ‘\ T \2\8\3\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 1
14.00
5000 m/z 83.05 86.26%
39.0 210.0
oiso | LLLLIRR0 | 2100250 ase
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane ——
57.0 14.00
97.0 m/z 69.10 80.26%
B W\L
39.0
ot LLLLLLE2? 1980 2690 3200 -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acq On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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 7 unknownl4.174 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.174 3.22 ng 223823 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzocyclobutene, 1,1'-bis- 206 C1l6H14 121754-51-6 47
2 Benzeneacetonitrile, .alpha.-(ph... 205 C15H11N 002510-95-4 43
3 Benzene, 1-methyl-4-[(4-propylph... 234 C18H18 184161-94-2 43
4 Phenanthrene-9-carboxaldehyde 206 C15H100 004707-71-5 42
5 Phthalazine, 1-phenyl- 206 C14H10N2 007188-22-9 38
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021521\
Data File : BF123209.D

Acqg On : 15 Feb 2021 17:28
Operator : JU/CG

Sample : M1402-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021221.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... 2.140 12.5 ng 535305 1 6.869 859107 20.0
2,4,7,9-Tetrame... 9.345 10.2 ng 658228 3 9.910 1293080 20.0
unknown10.492 10.492 4.9 ng 315740 3 9.910 1293080 20.0
n-Hexadecanoic ... 11.927 9.1 ng 623704 4 11.398 1371390 20.0
Octadecanoic acid 12.716 3.5 ng 237030 4 11.398 1371390 20.0
Heptadecyl hept... 13.904 8.9 ng 621805 5 14.051 1391800 20.0
unknownl4.174 14.174 3.2 ng 223823 5 14.051 1391800 20.0
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