LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122913.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 13 16 24 rVB 25330 36877 1.16% 0.171%
2 5.028 497 500 513 rVB 56647 76512 2.40% 0.355%
3 5.439 566 570 595 rBV 2023228 2025203 63.55% 9.383%
4 6.457 739 743 761 rBV 2004985 2168968 68.06% 10.049%
5 6.816 801 804 814 rVB 747984 644552 20.23%  2.986%

6 7.386 896 901 913 rBV 1439539 1351532 42.41% 6.262%
7 8.104 1020 1023 1046 rBV 875340 868852 27.27% 4.026%
8 9.186 1202 1207 1217 rBV 2708745 2603149 81.69% 12.061%
9 9.580 1270 1274 1282 rBV 133713 120539 3.78% 0.558%

9

10 .863 1318 1322 1333 rVB 1103933 1038967 32.60% 4.814%
11 10.657 1453 1457 1468 rBV 1752993 1856687 58.26% 8.603%
12 11.357 1572 1576 1579 rBV 1257260 1102132 34.59% 5.107%
13 11.380 1579 1580 1584 rVB 70079 41636 1.31% 0.193%
14 11.745 1639 1642 1649 rVB 213386 167708 5.26% ©.777%
15 11.886 1662 1666 1676 rBV2 115650 140704 4.42% ©.652%
16 12.433 1755 1759 1761 rBV 939178 772507 24.24%  3.579%
17 12.457 1761 1763 1769 rVB 537322 458884 14.40% 2.126%
18 12.539 1774 1777 1780 rBV 87719 70670 2.22% ©.327%
19 12.574 1780 1783 1793 rBV 90904 87692 2.75% 0.406%
20 12.674 1797 1800 1807 rBV 28428 39510 1.24% 0.183%
21 12.804 1817 1822 1826 rBV 72320 71724  2.25% 0.332%

22 12.951 1841 1847 1850 rBV 3244978 3186628 100.00% 14.765%

23 13.868 1999 2003 2019 rVB2 167519 353814 11.10% 1.639%
24 14.009 2023 2027 2038 rVB 1123609 1112479 34.91% 5.154%
25 14.521 2108 2114 2120 rBV9 15676 36850 1.16% 0.171%
26 15.056 2201 2205 2208 rBV 31247 47743 1.50% 0.221%
27 15.115 2212 2215 2221 rVB2 34363 42659 1.34% 0.198%
28 15.486 2272 2278 2289 rBV 698826 918900 28.84% 4.258%
29 15.921 2348 2352 2358 rVB2 41461 59373 1.86% 0.275%
30 16.427 2434 2438 2441 rVB2 25858 39077 1.23% 0.181%
31 17.009 2533 2537 2545 rVB4 21178 40384 1.27% 0.187%
Sum of corrected areas: 21582912
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\

BF122913.D
4 Jan 2021 17:32
Ju/CG
L5249-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: 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\BF010421\

Data File : BF122913.D

Acqg On : 4 Jan 2021
Operator : JU/CG
Sample : L5249-01
Misc :

17:32

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M

Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

5.028 2.37 ng 76512 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 500 (5.028 min): BF122913.D\data.ms (-497) (-)
3.0

m/z 43.05 100.00%

59.0
5000
101.0 \\\\‘\\\\’\\\\‘\\\\‘\\\
4.80 5.00 5.20 5.40
L | 83.0 9
0Fr et bl e m/z 59.00 64.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B L I B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 25.46%
O\\\‘\\\\‘\\\‘3}“]1\.\0\\“‘}i\\‘\\}\‘\\\\‘\\\\?%(\0\‘\\\]-\0“]\-.\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one
43.0
R R RREREE
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 18.25%
270 55.0
7.
B NS N OO et
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl- B ARmEmEEEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.75%
5000
15.0 710 101.0
21.0 560 | ‘
O et et e 889l SESE  SE—
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\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Hexadecanoic acid, methyl e... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

11.745 3.04 ng 167708  Phenanthrene-die 11.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1642 (11.745 min): BF122913.D\data.ms (-1639) (1 m/z 74.00 100.00%
74.0

5000
43.1

1431 — ——

227.2

M || ror1 1851 17 2701 11.50 12.00
wHH_H“‘mhu‘M‘m_Juwwwuwwm‘mww m/z 87.00 73.92%

miz—> 20 40 60 80 100120140 160 180 200 220 240 260 A

o
(O]

Abundance #119408: Hexadecanoic acid, methyl ester
74.0

5000 —T L
43.0 11.50 12.00

143.0 m/z 43.10 30.45%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270«
\‘\\\\‘\\\\‘\\‘\ T ‘ \‘\ T \“ TT \ \ ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TrTT ‘ TTTT ‘ T \‘\ \‘

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #84485: Tridecanoic acid, methyl ester
74.0

o

%

11.50 12.00
5000{ 43.0 m/z 55.10  24.98%

1430
| H ‘H‘ N 101 0 185. O 228 0

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.05 23.04%

o

%

5000, 43.0

‘ M\ \\‘\‘1010 1430 1850 2270 2700

bl b MRS L 2800, 2270 2oL

m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00

%

8270-BF120520.M Tue Jan 05 10:34:09 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.886 2.55 ng 140704  Phenanthrene-die 11.357
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 1666 (11.886 min): BF122913.D\data.ms (-1662) (1 m/z 73.00 100.00%

73.0
43.0
5000
129.1
2132 S B S
‘ H 157.1185.1 256.1 1150 12.00
oWWHMH‘M‘wh‘w“w‘:“‘ ey ‘Hw‘u_‘m\mwmw‘_ m/z 60.00  73.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
A {\
5000 129.0 T N
11.50 12.00
167.01g5 02130  256.0 m/z 43.05 72.01%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
= —r—
430 11.50 12.00
5000 129.0 m/Z 57.05 62.89%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid — 7
43.0 ,73.0 11.50 12.00
m/z 55.05 56.17%
5000 129.0
199.0
s ) e T
O%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HW‘HWH‘W‘ ~ —
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\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.433 14.02 ng 772507  Phenanthrene-die 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 98
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98

Abundance Scan 1759 (12 433 min): BF122913.D\data.ms (-1755) (- m/z 67.10 100.00%
67.

09.1
L
12.50
263.1
‘HHM‘ \h i %?7‘12‘2‘0‘2‘ i ?94‘ m/z 81.10 89.20%

5000 \LJ
ob— ““‘
miz--> 50 200 250
Abundance #139733:9 12-Octadecad|en0|c acid, methyl ester, (E,E)-
67.0
5000 T
12.50
09.0 m/z 55.10 62.18%
oL— L“ \H‘h‘ H“\ ‘Hh ‘”u‘ H ‘\‘ — “26‘?‘0‘29‘4‘(
miz--> 50 150 200 250
Abundance  #139708: 9, 12 Octadecadlenoic acid, methyl ester
61.0
N
12.50
5000 m/z 95.10 59.43%
29.0 09.0
294.C
ol L\ mH uh ‘uhwuh‘ m L. 2230 26307F
m/z--> 200 250
Abundance #139726: 9,12- Octadecadlen0|c acid (Z,2)-, methyl ester ol
67.0 12.50
m/z 41.05 49.75%
5000
29.0 o 294.C
263.0294-
oL L. \“ | ) mH m “\‘1‘8‘1‘0 2200 | I
miz--> 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.457 8.33 ng 458884  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1763 (12.457 min): BF122913.D\data.ms (-1761) (1 m/z 55.10 100.00%
1

5000 M/L
P
12.50
OLb—— h m/z 41.10 67.31%
miz--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
12.50
230 m/z 69.10  65.97%
180 0 222.0 264.0
ob— L‘ “ d‘ ‘ \\‘H\\H‘ H\HU\ ol el “ T ‘\‘ ] ‘H‘ ‘2‘96‘ 0
miz--> 50 15 200 250 300
Abundance  #141304: 6- Octadecen0|c acid, methyl ester, (2)-
5E
P
12.50
5000 m/z 74.05 55.42%
‘ 37.0 1800 2220 2640
01‘5 ‘O\‘ H ‘u\h\“\ \‘Hw i ‘\ : : }‘ — “\ : ‘2‘96 0
miz--> 50 150 250 300
Abundance #141286: 13—Octadecen0|c a(:|d, methyl ester ey
55.0 12.50
m/z 83.10 51.80%
5000
87.0
264.0
23.0 1800 222.0 ‘
ob— h“ “ ‘HH‘ ‘HM\ \w“\ ‘\\“Hu‘ \H‘M TN — 1“‘ - “‘ ‘2?60 ‘ W
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 unknownl13.868 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.868 6.36 ng 353814 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 47
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 47
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 47
4 2-(2-(2-Ethoxyethoxy)ethoxy)ethy... 282 C15H2205 1000366-98-8 47
5 Phthalic acid, 4,4-dimethylpent-... 320 C19H2804 1000371-14-1 43
Abundance Scan 2003 (13.868 min): BF122913.D\data.ms (-1999) (-  m/z 149.05 100.00%
105.0 149.1
5000 551
P Lo
13.50 14.00
230.0
ob— M“ Al 1910 TPFT 2810 /5 105.00  96.91%
miz--> 50 100 150 200 250
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000 o Ao
13.50 14.00
m/z 77.00 41.83%
45.0
75,0
O\\‘\‘\‘i‘\‘\”\\“‘\\\\l\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
13.50 14.00
5000 m/z 83.10 40.79%
51.0
ol80 | | | 179.0
e e T B S
miz--> 50 100 150 200 250
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester — ——
105.0 149.0 13.50 14.00
m/z 55.10 37.72%
5000
51.0
O lodp l L 2110 287U e O
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010421\
Data File : BF122913.D

Acqg On : 4 Jan 2021 17:32
Operator : JU/CG

Sample : L5249-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
2-Pentanone, 4-... 5.028 2.4 ng 76512 1 6.816 644552 20.0
Hexadecanoic ac... 11.745 3.0 ng 167708 4 11.357 1102130 20.0
n-Hexadecanoic ... 11.886 2.5 ng 140704 4 11.357 1102130 20.0
9,12-Octadecadi... 12.433 14.0 ng 772507 4 11.357 1102130 20.0
9-Octadecenoic ... 12.457 8.3 ng 458884 4 11.357 1102130 20.0
unknownl13.868 13.868 6.4 ng 353814 5 14.009 1112480 20.0
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