LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125219.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 15 20 28 rVB 893640 1134174 30.99% 3.197%
2 5.134 514 518 528 rVB 122097 147248 4.02% 0.415%
3 5.528 581 585 589 rBV 3704706 3659792 100.00% 10.318%
4 6.534 751 756 759 rBV 3761970 3365326 91.95%  9.488%
5 6.916 817 821 824 rBV 1408723 1225901 33.50% 3.456%

6 7.475 911 916 919 rBV 2559485 2205078 60.25%
7 8.098 1019 1022 1035 rBV 122601 239980  6.56%
8 8.198 1035 1039 1042 rBV 1674615 1440767 39.37%
9 9.269 1217 1221 1224 rBV 4252933 3488135 95.31%

9.810 1309 1313 1316 rBV 57977 52419 1.43%

OV pA,OO
(W]
(o))
N
R

11  9.951 1333 1337 1340 rBV 1642698 1380263 37.71%
12 10.733 1467 1470 1474 rBV 2104881 1912798 52.27%
13 10.986 1509 1513 1518 rBV6 38726 52500  1.43%
14 11.439 1586 1590 1592 rBV 1419525 1309560 35.78%

o wWwWo uvTw
=
N
[os]
R

15 11.457 1592 1593 1597 rVV 169738 124925 3.41% 352%
16 11.510 1600 1602 1604 rBV 66581 50906 1.39% 0.144%
17 11.951 1674 1677 1682 rBv2 299483 308418 8.43% 0.869%
18 12.051 1691 1694 1696 rBV 53380 50229 1.37% 0.142%
19 12.257 1727 1729 1733 rVB 62451 52884 1.45% 0.149%
20 12.486 1766 1768 1772 rBV3 37470 40782 1.11% 0.115%
21 12.568 1780 1782 1785 rBV 48635 44156 1.21% 124%

22 12.651 1793 1796 1800 rBV 1110476 931503 25.45%
23 12.739 1808 1811 1815 rBV2 190888 176779  4.83%
24 12.880 1829 1835 1839 rBV 1019872 998898 27.29%

ONONO®
IS
)
0
R

25 13.021 1855 1859 1862 rBV 3977127 3349096 91.51% 442%
26 13.204 1888 1890 1893 rVB 97272 87039  2.38% 0.245%
27 13.404 1922 1924 1926 rVB2 76603 51323 1.40% ©.145%
28 13.710 1974 1976 1979 rBV 168528 159266 4.35% ©.449%
29 13.857 1999 2001 2002 rBV 91859 71981 1.97% 0.203%
30 14.080 2034 2039 2041 rBV2 1631260 1972178 53.89% 5.560%

31 14.104 2041 2043 2049 rVB 797946 654814 17.89%
32 15.133 2214 2218 2222 rBV 820134 1305769 35.68%
33 15.209 2228 2231 2234 rVB2 209188 248596 6.79%
34 15.445 2268 2271 2278 rVB 454283 589855 16.12%
35 15.509 2279 2282 2289 rVB 471901 610768 16.69%

PRoOWwWR
N
©
=
B

36 15.580 2289 2294 2297 rBV 1044109 1403722 38.36% 3.957%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.809 2331 2333 2338 rVB3 200841 223032 6.09% ©.629%
38 17.545 2624 2628 2635 rVB 187835 350161 9.57% ©.987%

Sum of corrected areas: 35471021
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Aug 2021 20:22
: M3467-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
BF125219.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF125219.D\data.ms

5.528 6.534

7.475

6.916

2.204

5.134

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BF125219.D\data.ms

9.269 13.021

10.733

8.198 9.951

11.439

12.65% 5 ggo

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

5000003

0
Time-->
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TIC: BF125219.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
2.204 18.50 ng 1134170 1,4-Dichlorobenzene-d4 6.916

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 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 20 (2.204 min): BF125219.D\data.ms (-15) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.0

00 ‘ 220 240 260
HMH‘_H‘_HJﬁﬁ‘wmwluwkmw‘uw‘HWH‘WH‘WH‘WH“ m/z 42.95 41.08%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 B B e
220 240 260
43.0

87.0 m/z 55.00 31.77%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

87.0 S e
220 240  2.60

5000 41.0 55.0 ITI/Z 87.00 22.87%
27.0
11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- e
73.0 2.20 2.40 2.60

m/z 40.95 12.96%

5000

45.0
190 200 || 500 |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.134 2.40 ng 147248 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 518 (5.134 min): BF125219.D\data.ms (-514) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 R R N S RANAN
83.0 4.80 5.00 5.20 5.40
et e el e b m/Z 58.95  62.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 R e  RAREE man e
4.80 5.00 5.20 5.40
101.0 m/z 101.00  19.39%
317'0 L | 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R R RARRRE
4.80 5.00 5.20 5.40
5000 m/z 58.00 18.27%
101.0
150 310 | %80 500 geo
e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R RmmEa L A RRRA
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.87%
5000 41.0
29.
‘ ‘ 87.0
aso Wl me L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.098 3.33 ng 239980 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 53
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50

Abundance Scan 1022 (8.098 min): BF125219.D\data.ms (-1019) (-) m/z 57.00 100.00%
57.0

5000 fL
780 7.808.008.208.40
39 100.0 1312 -80 8.00 8.20 8.
\\\‘\\\\“‘ﬁ‘\\ ”\\“\h‘\“\““\‘\\P\\\\‘\\3‘\-\‘\\\\‘\\\ m/Z 45.00 94.08%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B I B L
29.0 7.80 8.00 8.20 8.40
750 m/z 40.95  32.73%
LI ‘\‘H“\‘\“‘H‘\ \M“\\‘l“\“ \“1‘ \]-\()}0‘.\0\ T ‘ \].\312'\C)‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
AR TR
7.80 8.00 8.20 8.40
5000 m/z 75.00 18.22%
29.0 75.0
100.0
- L. I i A RO ass0
miz--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 7.80 8.00 8.20 8.40
m/z 55.95 16.24%
5000
89.0
27,0
IR L Ly as0 awo
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
11.951 4.71 ng 308418 Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1677 (11.951 min): BF125219.D\data.ms (-1674) (. m/z 72.95 100.00%

43.0 73.0
5000
129.0
13.1 .
L) T e =
L AL e e S I m/z 43.00 94.25%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
Mfio 1o 2130 2560 m/z 60.00 93.17%
N ‘M‘H‘\ W ol Mhu\ ;‘H‘\rn} ‘\ | “ “ “‘ \‘ ““\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
pl =
12.00
5000 129.0 m/z 57.00 87.57%
‘ 199.0 2420
il H‘u“ il M “\M‘L il ‘\“1‘61.0;\‘ \i L ‘\“ ‘
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 55.00 83.90%
43.0
5000
129.0
171.0 214.0
- ‘\“ U\‘M ‘m“” il ‘m‘ “\ ‘\‘ ‘ “\‘ — —
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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.
12.739 2.70 ng 176779  Phenanthrene-die 11.439
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 78
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70

Abundance Scan 1811 (12.739 min): BF125219.D\data.ms (-1808) (1 m/z 43.00 100.00%

5000 Wﬂww
—— —
12.50 13.00
m/z 73.00 94.63%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
41.0
5000 e .
1290 12.50 13.00
m/z 59.95 84.26%
‘ 185.0 241.0 284.0 /
: ‘\“ \“\‘ Hh\ HM\ by | - ‘ . “‘ R ““ :
miz--> 50 150 200 250
Abundance #126199.Pentadecanok:acm
73.0
41.0 . e
Ly e
12.50 13.00
5000 129.0 ITI/Z 57 .00 83.00%
‘ 199.0 2420
; “\‘ H‘ L,Nm Mh” ‘\H H\ ‘ 161‘0‘ ‘ S—— “\‘ ———
miz--> 50 200 250
Abundance #109279.TeUadecan0k:add —— —
73.0 12.50 13.00
41.0 m/z 55.00 81.83%
5000 129.0
185.0
228.0
LM MMH ‘\\L \\ ‘ \‘ \“ L \’ — L‘ T —— —
miz--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.445 8.40 ng 589855 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2271 (15.445 min): BF125219.D\data.ms (-2268) (-1 m/z 252.10 100.00%

252.1
5000
7
, 12‘5-0 2000 15.50
oL 570 il 2000, | 300134413901 ./, 350.05 29.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 22.80%
125.0
39.0 83.0 | 200.0. |
\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0
—
15.50
5000 ITI/Z 125.00 14.01%
126.0
p7.0 740 \H 198.0, |
I I o B A B e o e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene —
252.0 15.50
m/z 126.00  12.15%
5000
126.0
39.0 83.0 “M 200.0, |
B e e e e N —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.809 3.18 ng 223032 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Heptadecenal 252 C17H320 1010144-58-0 83
2 Tetradecanal 212 C14H280 000124-25-4 52
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52
4 11-Tetradecyn-1-o0l acetate 252 C16H2802 033925-72-3 52
5 Hexacosanal 380 C26H520 026627-85-0 50

Abundance Scan 2333 (15.809 min): BF125219.D\data.ms (-2331) (- m/z 82.00 100.00%
.0

82
5000
— ——
‘ 15.50 16.00
il Lol m/z 57.00 95.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138489: 14-Heptadecenal
82.0
5000 [N C
15.50 16.00
m/z 43.00 75.68%
‘ 14‘7-0 22‘1.0
1 [ |
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90089: Tetradecanal
57.0
— ——
15.50 16.00
5000 m/z 83.00 60.00%
9.0
’ 168.0
AR 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #146033: 1,16-Hexadecanediol — —
55.0 15.50 16.00
m/z 96.00 57.59%
5000
i
LM es0 220
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82521\
Data File : BF125219.D

Acqg On : 25 Aug 2021 20:22
Operator : JU/CG

Sample : M3467-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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|
Butane, 2-metho... 2.204 18.5 ng 1134170 1 6.916 1225900 20.0
2-Pentanone, 4-... 5.134 2.4 ng 147248 1 6.916 1225900 20.0
Ethanol, 2-(2-b... 8.098 3.3 ng 239980 2 8.198 1440770 20.0
n-Hexadecanoic ... 11.951 4.7 ng 308418 4 11.439 1309560 20.0
Octadecanoic acid 12.739 2.7 ng 176779 4 11.439 1309560 20.0
Benzo[e]pyrene 15.445 8.4 ng 589855 6 15.580 1403720 20.0
14-Heptadecenal 15.809 3.2 ng 223032 6 15.580 1403720 20.0
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