LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124178.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 11 rVB 1563819 1469079 89.13% 14.924%
2 5.487 574 578 587 rBB 535950 456450 27.69% 4.637%
3 6.498 746 750 757 rBV 272911 265345 16.10% 2.696%
4 6.857 808 811 814 rBV 263685 200336 12.15% 2.035%
5 7.422 902 907 910 rBV 798896 799205 48.49%  8.119%
6 8.045 1009 1013 1026 rBV 305987 290497 17.62% 2.951%
7 8.139 1026 1029 1036 rVB 300463 308538 18.72%  3.134%
8 8.263 1045 1050 1057 rVB 188282 157132  9.53% 1.596%
9 8.416 1074 1076 1080 rVB 21984 20118 1.22% 0.204%
10 9.222 1208 1213 1216 rBV 1720785 1518572 92.13% 15.427%
11  9.333 1228 1232 1236 rVB 25367 22321 1.35% 0.227%
12 9.898 1324 1328 1331 rBV 376016 321703 19.52% 3.268%
13 10.527 1430 1435 1438 rBV 54451 53611 3.25% 0.545%
14 10.692 1458 1463 1466 rBV 1163988 1085526 65.86% 11.028%
15 10.963 1506 1509 1512 rBV 17509 17656 1.03% 0.173%
16 11.386 1577 1581 1585 rVB 440211 353170 21.43%  3.588%
17 11.774 1644 1647 1650 rVB2 53032 51363 3.12% 0.522%
18 11.910 1666 1670 1674 rBV3 97042 102135 6.20% 1.038%
19 12.186 1714 1717 1719 rBV 20023 17627 1.07% 0.179%
20 12.480 1765 1767 17790 rVB4 25159 22264 1.35% 0.226%
21 12.698 1802 1804 1807 rBV2 49380 43075 2.61% ©.438%
22 12.774 1813 1817 1822 rVB7 15778 30038 1.82% 0.305%
23 12.827 1822 1826 1829 rBV5 10584 17727 1.08% 0.180%
24 12.974 1846 1851 1854 rBV 1742153 1648321 100.00% 16.745%
25 13.892 2003 2007 2014 rBV6 29784 57040 3.46% 0.579%

26 14.027 2026 2030 2035 rVB 291918 271743 16.49% 2.761%
27 15.509 2278 2282 2291 rVB2 190864 243426 14.77%  2.473%

Sum of corrected areas: 9843418
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

BF124178.D
8 Jun 2021 13:51
Ju/CG
. M2615-01
: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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.
2.116 146.66 ng 1469080 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 28
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 25
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 5 (2.116 min): BF124178.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
R ERRRsRaEs
‘ 9.0 ‘ 2.202.302.40 2.50
Obrrrrrerprrrr bbb e e e m/z 43.00 0 41.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T[T T T T[T T [TITT]
430 2.202.302.40 2.50
' 87.0 m/z 55.10 31.61%
29.
0 | ko |
O \H‘\H\‘HH‘HH‘HH‘H\‘\‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SRR
2.202.302.40 2.50
5000 41.0 55.0 m/z 87.10 27.90%
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 RERRREREEEs
30.0 2.202.302.40 2.50
m/z 41.10 14.15%
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.045 18.83 ng 290497 Naphthalene-d8 8.139

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 59
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
5 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 45

Abundance Scan 1013 (8.045 min): BF124178.D\data.ms (-1009) (-) m/z 57.05 100.00%
57.0

5000
41.0
R ARARENEOREE
7.80 8.00 8.20 8.40
100.1 131.1
O \“‘hw “M‘“ M ‘ i e m/z 45.10  80.86%
miz--> 20 40 60 80 100 120 140
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LI L B L L B B B B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 33.29%
O+ T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
PP T T TR
7.80 8.00 8.20 8.40
5000 ITI/Z 56.10 16.77%
41.
75.0
ool L | e
m/z--> 20 40 60 80 100 120 140 JK
Abundance #4468: 3,3-Dimethylbutane-2-ol ERaE H/\m P
57.0 7.80 8.00 8.20 8.40
m/z 75.10 13.79%
41.
5000
87.0
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 1-Methoxycyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.263 10.19 ng 157132 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxycyclohexane 114 C7H140 000931-56-6 50
2 2-Hexene, 1l-methoxy-, (E)- 114 C7H140 056052-83-6 47
3 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 47
4 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 43
5 4-Heptanone 114 C7H140 000123-19-3 43

Abundance Scan 1050 (8.263 min): BF124178.D\data.ms (-1045) (-) m/z 43.10 100.00%
1

43.
71.1
5000
115.1
871 PP S e
8.00 8.20 8.40 8.60
139.0
R me Al “H‘ﬂ ety 1271 m/z 71.1@ 77.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #7490: 1-Methoxycyclohexane
71.0
5000 \H‘ATH‘HH’HH‘HH
410 8.00 8.20 8.40 8.60
‘ 114.0 m/z 69.10 65.36%
0 ’\‘\‘\ \““\‘\ \M‘\“ \‘\ 1 T ‘#V\-O\\‘\\\‘\ LA
miz--> 20 40 60 80 100 120 140 160
Abundance #7581: 2-Hexene, 1-methoxy-, (E)-
71.0 J\
R s
8.00 8.20 8.40 8.60
5000 41.0 m/z 58.00 34.84%
TR
o) S 1 P Y et
miz--> 20 40 60 80 100 120 140 160
Abundance #4123 2-Furanmethanamine, tetrahydro- O BARLE SR
71.0 8.00 8.20 8.40 8.60
m/z 115.10 33.98%
30.0
5000
NI R VU
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Tributyl phosphate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.528 3.33 ng 53611 Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 86
2 Phosphoric acid, dibutyl 3-trifl... 348 C14H28F304P 1000298-93-8 50
3 Spiro(1,3-dioxolane)-2,3"'-(pregn... 476 C27H4007 1000194-70-1 47
4 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 38
5 Tricyclo[5.3.0.0(2,6)]decan-5-on... 272 C13H17Cl04 1000164-70-7 32
Abundance Scan 1435 (10.527 min): BF124178.D\data.ms (-1430) (- m/z 99.00 100.00%
99.0
5000
155.1
1
O
Orrilded oy L m/z 155.18  28.36%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #115150: Tributyl phosphate
99.0
5000 \A\ \A ‘A\ A\ \A A\M‘
10.50
155.0 y;
41.0 1o m/z 41.00 16.38%
0 \‘J\‘\"W‘IHH r‘\‘\‘\[\‘\\\‘\\\.\\2‘6\7\.\()\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #182220: Phosphoric acid, dibutyl 3-trifluoromethyl-3-pen
99.0 MM
: ——
10.50
5000 m/z 56.95 15.54%
41.0
155.0
] ‘ 2110 593,
(A Y TR B A NN S S
miz--> 50 100 150 200 250 300 350 400 450 M WMM“‘M
Abundance #232046: Spiro(1,3-dioxolane)-2,3'-(pregnan-12'-one, 18' MMM —4 M A
99.0 10.50
m/z 125.10 12.49%
5000
43.0
0 ‘ | .11 15902090  300.0 357.0 417.0 476. I
e R T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Hexadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.774 2.91 ng 51363 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 64
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 49
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 43
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 43
Abundance Scan 1647 (11.774 min): BF124178.D\data.ms (-1644) (- m/z 74.10 100.00%
74.1
5000} 43.1
105.1 ! !
143.1 227.2 L T
‘ ‘ ‘ ‘ 185.2 ‘ 9701 11.50 12.00
owHH‘;“m!\m“‘“;“Mww‘uH“lmwluuw‘_‘”‘\w_mm_m m/z 87.00  93.94%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 b ‘AF‘
43.0 11.50 12.00
143.0 m/z 55.00  52.46%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270«
O\‘HH‘HH‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000{ 43.0 m/z 43.10 41.45%
| || 010 1430 1850 2280
O‘M‘HWuM‘Hm‘M‘HH‘W‘LW‘H‘_H‘M‘JM‘H‘HH‘H‘WH‘W

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester —r —
74.0 11.50 12.00

m/z 40.95 31.48%

5000, 43.0

‘ M\ \\‘\‘1010 1430 1850 2270 2700

bl b MRS L 2800, 2270 2oL

7 —
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.910 5.78 ng 102135  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18

Abundance Scan 1670 (11.910 min): BF124178.D\data.ms (-1666) (1 m/z 73.00 100.00%

43.0 |73.0
5000
129.0
: 15721854770 95 12.00
0 m/z 60.10 96.09%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #72647: Tridecanoic acid
73.0
43.0
171.0 12.00
214.0 ITI/Z 43.00 88.34%
L |
O\H‘\EHH{‘HH!H\HU\‘H!}\‘}H“‘\\“M‘\h\‘\\“\\}‘\“H}\‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #50052: Undecanoic acid
60.0
——
12.00
5000 20.0 ITI/Z 41.05 82.15%
129.0
87.0
L Ll ‘H |y, srotso
V) S N T At I —
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #84453: Tetradecanoic acid T
73.0 12.00
43.0 m/z 54.95 81.48%
5000
129.0
185.0 228.0
101.0 ‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51

Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: 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 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.698 2.44 ng 43075  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

284 C18H3602

2 4-Octadecenal
3 n-Nonadecanol-1
4 11-Tricosene

266 C18H340
284 C19H400
322 C23H46

5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02

Abundance Scan 1804 (1
73

2.698 min): BF124178.D\data.ms (-1802) (-

000057-11-4 50
056554-98-4 30
001454-84-8 22
052078-56-5 22
005454-48-8 22

m/z 72.95 100.00%

3.0
43.0
5000
129.0 .y
241.2 -
‘ “ 17‘1'0 2?3.3 ‘ 12.50 13.00
— ““W‘HM‘U ““‘ Wl 1wz ss.ee  95.92%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — T
12.50 13.00
185.0 241.0 284 m/z 57.10 83.46%
O T T T }“
miz--> 50 100 150 200 250
Abundance #115858: 4-Octadecenal
57.0
Co e
12.50 13.00
5000 97.0 m/z 43.05 77.89%
27.0
39.0 252.0
0 | 838090 2070, P20
miz--> 50 100 150 200 250
Abundance #131392: n-Nonadecanol-1 —— —
43.0 12.50 13.00
m/z 59.95 66.30%
5000 83.0
o120, | £20 1s80 200 260 il
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF060321.M Wed 3J

un 09 13:51:37 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 8 unknownl2.774 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.774 2.21 ng 30038 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrolo[2,3-b]pyridine, 3-nit... 223 C13H9N30 023616-56-0 22
2 2,3-Dihydro-benzo[1,4]dioxine-2-... 223 C11H13NO4 1000297-29-5 17
3 2-Heptenoic acid, 4-cyclopropyl-... 194 C12H1802 074793-23-0 16
4 2H-Indazol-3-amine, N-methyl-2-p... 223 C14H13N3 097990-17-5 14
5 6-Cyano-2,5-dimethoxy-4-nitroani... 223 C9H9N304 1000214-34-6 12

Abundance Scan 1817 (12.774 min): BF124178.D\data.ms (-1813) (-] m/z 223.10 100.00%

135.1 2238.1
57.0
5000 M
107.1 ﬂ
81.9
161.3 192. T ‘M \n‘
T T T Y .
o “ ek ““ m/z 135.05 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80171: 1H-Pyrrolo[2,3-b]pyridine, 3-nitroso-2-phenyl-
223.0
5000
76.0 104.0 166.0 192.0 12.50 13.00
51.0 ‘ 139.0 m/z 57.00 52.59%
0 m b ] J\\ il H ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79999: 2,3-Dihydro-benzo[1,4]dioxine-2-carboxylic acid

£

Abundance #56290: 2-Heptenoic acid, 4-cyclopropyl-5-methylene-, m
135.0 12.50 13.00

m/z 45.00 32.87%

135.0
223.0
12.50 13.00
5000 162.0 m/z 41.10  44.58%
55.0 g81.0
107.
o 1920 MWMWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
—— ——

105.0
410 190

5000

165.0

h 1194.0
ol PRI A R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 9 Oxalic acid, cyclobutyl hex... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.20 ng 57040 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 59
2 11-Tricosene 322 C23H46 052078-56-5 58
3 2-Heptafluorobutyroxypentadecane 424 C19H31F702 1000245-50-0 58
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 53
5 1-Heptadecene 238 C17H34 006765-39-5 53

Abundance Scan 2007 (13.892 min): BF124178.D\data.ms (-2003) (- m/z 43.00 100.00%

83.0
5000
166.8 215.2 13.50 14.00
ow“‘ Ly “ DN TR L e m/z 55.00  93.19%
miz--> 50 100 150 200 250 300
Abundance #195550: Oxalic acid, cyclobutyl hexadecyl ester
55.0
5000 — —
13.50 14.00
m/z 83.05 61.89%
O T “\ \‘H ‘ ‘\ Hh‘ ‘H “ \‘ T \1\4?9 L T ‘ T T T T ’2\6\9\0 T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #163017: 11-Tricosene
Ayt e
GO LY
13.50 14.00
5000 83.0 m/z 69.05 61.47%
0 H 25? ;680 2100 266.0 32?-'
— O o
miz--> 50 100 150 200 250 300
Abundance #220101: 2-Heptafluorobutyroxypentadecane r— ——
43.0 13.50 14.00
m/z 57.10 55.05%
5000 83.0
\H Li 320 197 200
0 B 8 T S S —
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF060321.M Wed Jun @9 13:51:38 2021 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124178.D

Acqg On : 8 Jun 2021 13:51
Operator : JU/CG

Sample : M2615-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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... 2.116 146.7 ng 1469080 1 6.857 200336 20.0
Ethanol, 2-(2-b... 8.045 18.8 ng 290497 2 8.139 308538 20.0
1-Methoxycycloh... 8.263 10.2 ng 157132 2 8.139 308538 20.0
Tributyl phosphate 10.528 3.3 ng 53611 3 9.898 321703 20.0
Hexadecanoic ac... 11.774 2.9 ng 51363 4 11.386 353170 20.0
Tridecanoic acid 11.910 5.8 ng 102135 4 11.386 353170 20.0
Octadecanoic acid 12.698 2.4 ng 43075 4 11.386 353170 20.0
unknownl2.774 12.774 2.2 ng 30038 5 14.027 271743 20.0
Oxalic acid, cy... 13.892 4.2 ng 57040 5 14.027 271743 20.0
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