LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@71321\
Data File : BP0@6207.D

Acqg On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS Vvial : 13  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_ P\Methods\8270E-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06207.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 393 399 420 rBV 1197220 2033605 20.48% 4.736%
2 7.046 666 673 694 rBvV 562615 1178324 11.87% 2.744%
3 7.852 803 810 821 rBV 590506 996425 10.04%  2.321%
4 9.022 1001 1009 1034 rBV 1721386 3184324 32.07% 7.416%
5 10.446 1244 1251 1271 rBV 535950 1327308 13.37% 3.091%

6 10.657 1279 1287 1305 rVB 768972 1382193 13.92% 3.219%
7 13.116 1697 1705 1719 rBV 4767475 7222923 72.75% 16.822%
8 13.387 1747 1751 1760 rVB 129514 211508 2.13% ©0.493%
9 14.487 1932 1938 1950 rBV 1169278 1777401 17.90% 4.139%
10 15.986 2187 2193 2210 rBV 3316247 5055962 50.93% 11.775%

11 17.239 2400 2406 2413 rBV 1360121 1933424 19.47% 4.503%
12 17.898 2514 2518 2523 rBV 164067 205342 2.07% 0.478%
13 18.122 2552 2556 2565 rBV 283105 433550 4.37% 1.010%
14 19.027 2707 2710 2714 rVB 382816 425939  4.29%  0.992%
15 19.157 2729 2732 2737 rVB 98460 109171 1.10% ©.254%
16 19.351 2761 2765 2774 rBV3 105387 183479 1.85% 0.427%
17 19.792 2834 2840 2848 rBV 8301666 9927970 100.00% 23.122%
18 20.551 2967 2969 2974 rVB4 101112 109255 1.10% ©.254%
19 21.021 3045 3049 3057 rBV2 295668 455633 4.59% 1.061%
20 21.092 3058 3061 3066 rBV 119643 172957 1.74% 0.403%
21 21.316 3095 3099 3107 rBV 1660779 2131059 21.47% 4.963%

22 23.698 3498 3504 3518 rVB2 1195909 2480223 24.98% 5.776%

Sum of corrected areas: 42937975
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006207.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.445 19.21 ng 1327310 Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 53
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52

Abundance Scan 1251 (10.446 min): BP006207.D\data.ms (-1244) (-  m/z 57.05 100.00%

57.0
5000
=
’ ‘ 1321 10.50
b bRl [F2] 2083 281.0 3730 48865481 ./, 4505  96.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
m/z 41.05 37.69%
O‘\\Jl\“\‘J\h\“"\‘u\v]\_?%.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
=
10.50
5000 ITI/Z 75.05 20.88%
o‘“"\L“M“‘wwWH‘HH_HWm,uu,mWm_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65550: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- o
45.0 10.50
m/z 56.10 16.26%
5000
ol“mmomao‘“ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.387 2.38 ng 211508  Acenaphthene-die 14.486
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 p-Isopropoxyaniline 151 CSH13NO 007664-66-6 53
3 Acetaminophen 151 C8H9NO2 000103-90-2 53
4 Metacetamol 151 C8H9NO2 000621-42-1 53
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 38
Abundance Scan 1751 (13.387 min): BP006207.D\data.ms (-1747) (- m/z 43.10 100.00%
43.1 109.1
5000
— ——
’ ‘ 68.9 ‘ 13.00 13.50
ok hdbdahy 007 2681 3408 41484746 548, 1/, 199.05 97.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 | J\ .
13.00 13.50
m/z 151.00 61.37%
g 20
O‘\\“\\\‘flh\ﬂ\‘u\“\M“‘IWMH\A\L\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24948: p-Isopropoxyaniline
109.0 A
— e
13.00 13.50
5000 m/z 41.05 23.67%
39.9
O it e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen — T
109.0 13.00 13.50
m/z 85.05 17.20%
5000
43.0
T A — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.898 2.12 ng 205342  Phenanthrene-die 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Methyl stearate 298 C19H3802 000112-61-8 80

Abundance Scan 2518 (17.898 min): BP006207.D\data.ms (-2514) (- m/z 74.00 100.00%

74.0
5000
143. T T
‘ L‘ TO 227.2 17.50 18.00
ob Al Ll iyl 4 2840 3549 4607 5382 ., g7 05  go.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — A
17.50 18.00
143.0 m/z 43.10  37.45%
‘ ‘ \ 227.0
O\\\\l‘J\J\‘\J”\J“‘\”\\\\“\\‘\‘\“\\‘\‘\’\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —r
17.50 18.00
5000 m/z 55.05  34.35%
L 80z
0‘ﬂ\ﬂ#ﬁwm%ﬂ_umwth‘m‘_‘u“u‘_‘u‘u‘w‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95860: Methyl tetradecanoate “ —
74.0 17.50 18.00
m/z 41.10 28.49%
5000
‘J ‘ 1430 511 ¢
OHJH‘”‘J"MMﬂ_m\sﬁ»,"H‘m“HHWHWHWH_ . e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.122 4.48 ng 433550  Phenanthrene-d10 17.239
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2556 (18.122 min): BP006207.D\data.ms (-2552) (-  m/z 73.00 100.00%

3

5000 y‘L
2132 — T —
i
ol Wm m‘m??“‘P?’f‘%?f“)?%‘ﬁ??ﬂ?ﬁ?‘? m/z 60.05 80.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 1 1
18.00 18.50
H 213.0 m/z 43.05 79.53%
O‘\\\\I" l‘"\“\“}\“\\!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
— —
18.00 18.50
5000 m/z 55.10 66.00%

199.0

OLSOL HHII 1390, ”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #131261: Octadecanoic acid
73.0 18.00 18.50
m/z 57.10 65.98%
5000
H 1850 2840
04 ‘!‘i{“‘“lu“uJ‘MMm_H‘wmWm_mwuww = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 8-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.027 4.41 ng 425939  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99

Abundance Scan 2710 (19.027 min): BP006207.D\data.ms (-2707) (- m/z 55.10 100.00%
55.1

.

264 1 19.00

4.0
Hw_w“mwu%ﬁ Q.| 3281 40094611 5351 0 4110 70.68%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
58.0

o

%

5000
19.00

264.0
' m/z 69.10 67.18%
’I‘ il

M‘MMMFF ‘HJ\ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-

o

.

55.0
19.00
5000 m/z 74.05 60.52%
‘ ’ 264.0
o“l'*”“M"»'ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141285: 10-Octadecenoic acid, methyl ester e :
55.0 19.00
m/z 83.10 56.20%
5000
264.0
il
o‘HHqHWNWMWﬁgﬁ?ﬂ‘W‘HHM‘H‘HH‘H‘W‘H‘_‘H“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acq On : 13 Jul 2021 18:52

Operator : CG/JU

Sample : M2999-01 :
Misc : FRAC-TANK-N43502

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.022 4.28 ng 455633 Chrysene-d12 21.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3049 (21.021 min): BP006207.D\data.ms (-3045) (-  m/z 83.10 100.00%

83.1
5000
L“ 7.0 21.00 |
281.1 :
- mﬁuﬁmH‘LJH_m_3“‘9“2”"4‘39“1‘499‘?‘5“}?‘ m/z 57.10 99.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal
43.0
5000 — ‘
hh1o 21.00
' m/z 55.05 92.48%
‘\\\ ’\!\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcoho
83.0
T \
21.00
5000 ITI/Z 97.05 91.15%
ol M | ‘l | h \F‘F?IO 22202800
et A et e e e e
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol T ‘
55.0 21.00
m/z 69.05 88.94%
5000
125.0
oh 11 1‘&»19602660 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071321\
Data File : BP0@6207.D

Acqg On : 13 Jul 2021 18:52
Operator : CG/JU

Sample : M2999-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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|
Ethanol, 2-(2-b... 10.445 19.2 ng 1327310 2 10.657 1382190 20.0
2,4,7,9-Tetrame... 13.387 2.4 ng 211508 3 14.486 1777400 20.0
Hexadecanoic ac... 17.898 2.1 ng 205342 4 17.239 1933420 20.0
n-Hexadecanoic ... 18.122 4.5 ng 433550 4 17.239 1933420 20.0
8-Octadecenoic ... 19.027 4.4 ng 425939 4 17.239 1933420 20.0
E-15-Heptadecenal 21.022 4.3 ng 455633 5 21.316 2131060 20.0
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