LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123872.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.975 488 491 497 rVB 62492 69383 1.34% 0.220%
2 5.398 560 563 572 rVB 926110 802867 15.51% 2.545%
3 6.416 732 736 749 rVB 601293 595385 11.50%  1.888%
4 6.604 766 768 773 rBV 128738 133019 2.57% 0.422%
5 6.775 793 797 801 rBV 899481 702211 13.57%  2.226%

6 6.934 820 824 827 rBV 3882744 2999657 57.95% 9

7 7.340 888 893 896 rBvV 2977859 2947343 56.94%  9.344%

8 8.057 1011 1015 1019 rBV 1200442 959724 18.54% 3

9 9.139 1194 1199 1202 rBV 5150874 4541142 87.74% 14.397%
9.263 1214 1220 1229 rVB 2017791 1771839 34.23%
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11 9.533 1263 1266 1270 rVB 202081 145437 2.81%
12 9.816 1310 1314 1317 rVB 1230706 968959 18.72%
13 10.404 1411 1414 1422 rBV 1315643 1503722 29.05%
14 10.604 1444 1448 1452 rBV 1009284 967293 18.69%
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15 10.722 1466 1468 1478 rVB2 85424 122404  2.36% 388%
16 11.175 1541 1545 1547 rBV 105318 101116 1.95% 0.321%
17 11.298 1563 1566 1570 rBV 1264842 1043820 20.17%  3.309%
18 11.369 1572 1578 1580 rBVe 45190 69519 1.34% ©.220%
19 11.498 1596 1600 1606 rBV 181361 391743 7.57%  1.242%
20 11.598 1615 1617 1621 rVB 176627 133872 2.59% 0.424%
21 11.698 1632 1634 1636 rVB 77115 61994 1.20% 0.197%
22 11.839 1653 1658 1660 rBV 237369 256840 4.96%  0.814%
23 12.004 1684 1686 1690 rBV 125840 108468 2.10% 0.344%
24 12.280 1730 1733 1737 rBV2 87855 106204 2.05% ©.337%
25 12.392 1749 1752 1756 rBV 177876 209141 4.04% ©.663%

26 12.492 1766 1769 1774 rVB5 51385 58841
27 12.551 1774 1779 1782 rBV 738703 613966 11.

28 12.769 1813 1816 1818 rBV 140458 113445 2.19%
29 12.845 1827 1829 1832 rVB2 87062 78481
30 12.892 1832 1837 1840 rBV 5809309 5175906 100.00% 16.409%

[ Ay
ul 00
N [
R X X
(GG )

w

o)

®

R

31 13.121 1873 1876 1879 rBV 152216 166074 3.21% ©.527%
32 13.339 1909 1913 1915 rBV 208772 189222 3.66% 0.600%
33 13.463 1932 1934 1939 rVB 86575 75916 1.47% 0.241%
34 13.774 1984 1987 1989 rBV 53534 66154 1.28% 0.210%
35 13.810 1989 1993 2008 rVVv3 425275 1003577 19.39%  3.182%

36 13.939 2011 2015 2021 rVB 1109487 948216 18.32%  3.006%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.110 2041 2044 2049 rBV 57308 60467 1.17% ©.192%
38 14.416 2092 2096 2099 rBV 70966 79575 1.54% ©.252%
39 14.715 2144 2147 2154 rVB 77664 82896 1.60% 0.263%
40 15.045 2200 2203 2207 rVB 84632 90605 1.75% 0.287%
41 15.380 2256 2260 2264 rBV 639448 810492 15.66% 2.569%
42 15.415 2264 2266 2271 rVB2 76892 94695 1.83% 0.300%

43 15.839 2334 2338 2348 rVB2 68787 121290 2.34% ©.385%

Sum of corrected areas: 31542920
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123872.D\data.ms

5000000

4000000 6.934

7.340

3000000

2000000

1000000 5.398 6.775
6.416

4.975 K6604
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘Y—Y_j‘\r!_f\ I

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF123872.D\data.ms

12.892

9.139
5000000

4000000

3000000

2000000 9.263

8.057 9.816 10.404 11.298

88900412 53¢9%0, 1 13.1233:%
9.533 11.1 8ds 12 212360513
7 0. 722 . wﬁ A

0 7 — T : ‘ — :
Time--> 8.00 8.50 9.00 9.50 10. 00 10 50 11 OO 11 50 12 OO 12 50 13.00
Abundance TIC: BF123872.D\data.ms

5000000
4000000
3000000

2000000

13.939
1000000

13.81 15.380
\3}163 13.7%4 14.110 14.416 14.715 15.045 154415 15.839
O T T’T"T\ T T ‘ T T T T ‘ T T T T T T T ‘T“’g‘——/¥ ‘ T T T T T T T T T ‘ T
Time--> 13.50 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\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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-methoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.604 3.79 ng 133019 1,4-Dichlorobenzene-d4 6.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 72
2 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 50
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 40
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 40
Abundance Scan 768 (6.604 min): BF123872.D\data.ms (-766) (-) m/z 45.00 100.00%
45.0
5000
R R Ra
‘ 72"0 89 1 104.1 6.20 6.40 6.60 6.80 7.00
Obrrrrreprrrrprrer bbb et M/Z 59.00 30.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9257: Ethanol, 2-(2-methoxyethoxy)-
45.0
N Mo
5000 | LI AL R
29.0 6.20 6.40 6.60 6.80 7.00
m/z 72.00 15.92%
60.0 89.0
O H‘HH‘HmMH\NHM‘H\‘\}.\H\‘H‘H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4706: Acetic acid, hydroxy-, ethyl ester
31.0
‘\\\\‘\\\\’\\\\A‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.22%
61.0
0L 150 ‘ 460 | 760 104.0
A AARRaE e aa e et s e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)- P e Ay
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 8.76%
5000
2900 72.0
oH‘lﬁnqww:\_wwW;m‘M_?9‘-9}87‘;‘?”H_ml_s‘t?;?” ULV V|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 1
R.T. EstConc Area Relative to ISTD R.T.
9.263 36.57 ng 1771840  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HINO2 000103-90-2 47
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
Abundance Scan 1220 (9.263 min): BF123872.D\data.ms (-1214) (-) m/z 43.00 100.00%
3.0
109.1
5000
151.1
o EAREEEERRE SR
85.1 9.00 9.20 9.40 9.60
Ob v wh i, w‘u‘um el et bt e M/z 109.100 59.81%
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 L L L L L LN LR
9.00 9.20 9.40 9.60
69.0 m/z 151.05 30.86%
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 #24972: Pyridine, 2-butyl-, 1-oxide
109.0
AEEmEREE SR
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 20.50%
oL 220 T80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen R AREEERRE R e
109.0 9.00 9.20 9.40 9.60
m/z 57.00 11.66%
5000 151.0
43.0 80.0
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\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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©.404 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.404 31.04 ng 1503720  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 64
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 43
3 Acetaminophen 151 C8HINO2 000103-90-2 38
4 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 38
5 Metacetamol 151 C8HSNO2 000621-42-1 38

Abundance Scan 1414 (10.404 min): BF123872.D\data.ms (-1411) (-] m/z 43.00 100.00%

43.0
109.1
5000
1511 213.2 1050
[ -
om‘w\m‘mnhwwm“wwm_uwH_mwwww‘_ m/z 109.85  58.88%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘ ‘
10.50
m/z 151.05 20.18%
O \\\‘\‘\‘\\“‘P\‘\“\‘H‘ \“\“\ \H‘\\‘\H\‘HHU\“H\‘\“H1\‘\\‘\\‘1\9\\2\‘()\\\\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24949: m-Isopropoxyaniline
109.0
10.50
151.0
80.0
41.0
0“W‘m‘W‘h‘h‘WM‘M‘m\w‘H‘_‘M,H‘W‘H‘“‘H‘H‘q‘u‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24783: Acetaminophen
109.0 1050
m/z 213.20  17.55%
5000
151.0
43.0 80.0
0 .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.722 2.35 ng 122404  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Octacosane 394 (C28H58 000630-02-4 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
Abundance Scan 1468 (10.722 min): BF123872.D\data.ms (-1466) (1  m/z 57.10 100.00%
57.1
— —
‘ 992 1429 1831 331 1050 11.00
(B ““‘MJ“W ”du“w[“ T ““‘1' m/z 43.10 69.51%
mfz--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57.0
5000 o —_t
10.50 11.00
m/z 71.00 42.67%
0599014101830 260
miz--> 100 150 200 250 300
Abundance #163874: Tetradecane, 1-iodo-
57.0 W
— —
10.50 11.00
5000 m/z 41.00 31.36%
e
miz--> 50 100 150 200 250 300
Abundance #141426: Heneicosane —7 e
57.0 10.50 11.00
m/z 85.05 29.62%
5000
99.0
olsel |1 [ M10 ss0 om0 as0 Lk
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownll1.498 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.498 7.51 ng 391743  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dichlorophenethyl alcohol, m... 204 C9H10C1l20 1000365-12-1 35
2 Hexaethylene glycol 282 C12H2607 002615-15-8 32
3 Heptaethylene glycol 326 C14H3008 005617-32-3 32
4 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 32
5 2-Pentadecanol 228 C15H320 001653-34-5 27

Abundance Scan 1600 (11.498 min): BF123872.D\data.ms (-1596) (1  m/z 44.95 100.00%
45.0

5000 1091

J 151.1
11.50
ol “‘ﬂ “V H”‘ M Ll “M ; ‘19“2"9‘ 239‘2 m/z 43.00 77.94%

miz--> 50 100 150 200 250
Abundance  #64842: 2,4-Dichlorophenethyl alcohol, methyl ether
43.0

5000 LN
11.50

m/z 109.10  38.82%

15.0 89.0 123.0 15? 0 20‘4'0
0 - ey ‘\ “H\ ety \‘ — ‘\ LA B s
m/z--> 50 100 150 200 250
Abundance #128695: Hexaethylene glyco
45.0
I —

11.50
5000 m/z 89.00 34.31%

-

133.0
Ca by T 16301950 239.0

m/z--> 50 100 150 200 250
Abundance #165400: Heptaethylene glycol | ssm
45.0 11.50

m/z 151.05  23.41%

5000 89.0
133.0
0 15'0\\\\ H‘ L “‘ m \‘ 177.0207.0 239.0 283 ( A ,

m/z--> 50 100 150 200 250 11.50

o
T
o
1©

@

©

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.598 2.57 ng 133872  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Pentadecane 212 C15H32 000629-62-9 80
4 Octadecane 254 C18H38 000593-45-3 72
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 1617 (11.598 min): BF123872.D\data.ms (-1615) (1  m/z 57.05 100.00%
57.0

5000

=

i
‘ h 99.0 e o1s01 11.50 12.00
bl by i 33692691 207.0 m/z 43.05 59.27%

miz--> 50 100 150 200 250
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0

5000 — —
11.50 12.00

m/z 71.10 43.11%

99.0 140.0
182.0
0—— ‘\“[‘H‘\ “‘ Ay h“ ey !‘ [T \“\ T \2\26\0\ T T T
miz--> 50 100 150 200 250
Abundance #129492: Eicosane
57.0

7
11.50 12.00

5000 m/z 85.10 34.88%
99.0
L2700 %0 1m0 1m0 220 em
A T LA A R e e e IR
m/z--> 50 100 150 200 250
Abundance #71393: Pentadecane 7 ‘
57.0 11.50 12.00

m/z 41.05 24.82%

) MW
27\"0“\‘ L0 1410 ggp02120

ol b b gy 27D 18200080 —
miz-> 50 100 150 200 250 1150 12,00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.92 ng 256840  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1658 (11.839 min): BF123872.D\data.ms (-1653) (1  m/z 43.10 100.00%

431 730
5000
129.0
2132 [ AT
‘\ M \ \ ‘ 1571ﬁ8?1 ‘ 256.1 0 2
Oberrrrrr Lot Sl Wwwmuw‘mwun_Mnm‘ww m/z 59.95 87.57%
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000 Pt 5
129.0 11.50 12.00
171.0 214.0 m/z 73.00 86.01%
o ]
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #95854: Pentadecanoic acid
43.0 73.0
ey e
11.50 12.00
5000 m/z 55.00 78.35%
129.0 242.0
199.0
| e
O bbbl Ml Ll e
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #107549: n-Hexadecanoic acid “ —
60.0 11.50 12.00
m/z 57.10 74.02%
5000 129.0
97.0 157.01g5 02130  256.0
omw“wluJMLwh“‘m‘w‘:,m,HH_‘H_‘m_H“_wm!w — ——
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF042721.M Mon May 10 ©9:15:10 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 2-Bromo dodecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.004 2.08 ng 108468 Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 72

Abundance Scan 1686 (12.004 min): BF123872.D\data.ms (-1684) (1  m/z 57.10 100.00%
57.1

‘ 12.00 |
99.1 .
163.1
b A b L1y 168 2270 L, 4310 69.73%
miz--> 50 100 150 200 250 300
Abundance #100330: 2-Bromo dodecane
57.0
5000 —— ‘
12.00
m/z 71.05 49.29%
99.0 169.0
01\5.\q‘\ ‘\“ ‘H ‘\ ‘h‘ \h‘\ ‘L \‘ \13\5\.0’ T ‘\ T T ’ T T \2\48’.(\) T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
R
12.00
5000 ITI/Z 85.05 34.99%
99.0 183.0
S 7 S 1)
miz--> 50 100 150 200 250 300
Abundance #83025: Hexadecane 7 ‘
57.0 12.00
m/z 41.00 25.66%
o W
o 25J0‘L‘ ! “‘9?'0‘ 141.0 183.0 226.0
i L A B e e A A A A B —
m/z--> 50 100 150 200 250 300 12.00

8270-BF042721.M Mon May 10 ©9:15:11 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 unknownl2.280 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.280 2.03 ng 106204  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 Cyclopropanemethanol, .alpha.,2-... 156 C10H200 056259-16-6 38
3 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 37
4 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 35
5 6,10,13-Trimethyltetradecanol 256 C17H360 1000131-71-0 32

Abundance Scan 1733 (12.280 min): BF123872.D\data.ms (-1730) (1  m/z 57.05 100.00%
57.0

:

5000
97.1
‘\ \ 20.1143.9169.1  206.1229.1 12.09 1259
o"H"‘HwH‘u"Um“wwww_Mw_m‘w m/z 97.10  28.72%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 —— —
12.00 12.50
113.0 m/z 113.05  25.97%
83.0
e e o) 137.0 1680
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #28367: Cyclopropanemethanol, .alpha.,2-bis(1-methylet|
57.0

é

12.00 12.50
5000 95.0 m/z 55.00  25.36%

o

‘\ ‘\ \‘H | ‘ 1380

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #207560: Sulfurous acid, 2-ethylhexyl tetradecyl ester —r P
57.0 12.00 12.50

m/z 43.00 18.72%

o

2

°

5000

113.0

‘ 85.0
I

290
0 || a0 1680 1970
ettt L AA0 1880 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

:

8270-BF042721.M Mon May 10 09:15:11 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 10 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.392 4.01 ng 209141  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 68
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 59

Abundance Scan 1752 (12.392 min): BF123872.D\data.ms (-1749) (-} m/z 57.00 100.00%
57.0

5000
85.0
— ——
| 41116021970 . 12,00 12.50
o“wu‘wu‘Mthmwmueum}wu‘wu‘wu‘wuﬁfﬁ}_??ﬁx m/z 43.10 70.87%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48831: Tridecane
57.0
5000 — e
12.00 12.50
29.0 85.0 m/z 71.10 51.62%
0 ‘\‘ H\ \‘ d‘ \\113 0141 0 184.0
\H‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #202264: Octadecane, 1-iodo-
57.0
— ——
12.00 12.50
5000 85.0 ITI/Z 55.00 37.54%

113.0
d \\M\M Il ‘ \ }5?018302110 2530

‘H_H‘_H“HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #83025: Hexadecane

57.0 12.00 12.50

m/z 85.05 32.63%

o
N
©
o

5000
85.0

290‘

0 J ‘u‘u‘ 113-0141.0169.0197.0 226.0
H‘_“W‘H‘_“w‘H‘_“w‘H‘_“W‘H‘_“W‘H‘_“W‘H‘_‘ — —

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00 12.50

%

8270-BF042721.M Mon May 10 09:15:12 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 11 Bis(2-ethylhexyl) maleate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.551 11.76 ng 613966  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 83
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 35
3 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 30
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 27
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 27
Abundance Scan 1779 (12.551 min): BF123872.D\data.ms (-1774) (1 m/z 57.05 100.00%
57.0
117.
RN T
] ‘ “ 185.0 229.3 1259
(S 0 8 T L O m/z 71.10  56.33%
miz--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
5000 — :
12.50
m/z 116.95 51.43%
N | H\ ‘ \\H‘L 1850 229.0  297.0 341.
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #19208: Heptane, 2,3,4-trimethyl-
57.0
N \
12.50
5000 m/z 43.05 49.,60%
99.0
ol2L0
miz--> 50 100 150 200 250 300
Abundance #28319: Heptane, 3-[(ethenyloxy)methyl]- —— ‘
57.0 12.50
m/z 41.10 42.27%
B W\J“W\\/x
141.0
0150 | | | 970 e
m/z--> 50 100 150 200 250 300 12.50

8270-BF042721.M Mon May 10 09:15:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 12 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.769 2.39 ng 113445 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 72
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64

Abundance Scan 1816 (12.769 min): BF123872.D\data.ms (-1813) (1 m/z 57.10 100.00%
57.1

1250  13.00
99.0 . .
141.0 177.1 211.2 :
— “” h ol i AR 2248 3000 43,10 64.93%
mi/z--> 50 100 150 200 250 300
Abundance #59879: Tetradecane
57.0
5000 LA T T
12.50 13.00
m/z 71.10 48.91%
99.0
O 26‘0 ’H\ ‘!‘ \“‘\ “" \“ T “]\-4\‘1.‘()‘\ T \1\9?.9 T T T ‘ T T T T ‘ 1
mi/z--> 50 100 150 200 250 300
Abundance #71394: Pentadecane
57.0
—— —
12.50 13.00
5000 ITI/Z 85.05 40.32%
99.0
Ll o 2120
L L R T N
m/z--> 50 100 150 200 250 300
Abundance #48841: Undecane, 5-ethyl- — —
57.0 12.50 13.00
m/z 41.00 19.75%
h NwﬂwwﬁwwAJmkvamﬂkm
98.0
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF042721.M Mon May 10 09:15:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 13 Sulfurous acid, butyl undec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.121 3.50 ng 166074 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80

Abundance Scan 1876 (13.121 min): BF123872.D\data.ms (-1873) (1 m/z 57.00 100.00%

57.0
5000
F 9.0 13.00 13.50
oL bl et 1031 28588 ) 4365 71.34%
miz--> 50 100 150 200 250 300 350
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
5000 — e
13.00 13.50
‘ F m/z 71.85 49.55%
9.0
1550
miz--> 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
—r— —
13.00 13.50
5000 ITI/Z 85.05 36.49%
oL L \ | F ‘3‘-410183022502670 323.0 380.
e e e GRS SRR SES TR
miz--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl- —— —
57.0 13.00 13.50
m/z 41.00 24.83%
5000
9.0 140.0
oL LLLLi | amozsoze70 o
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF042721.M Mon May 10 09:15:13 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 14 4,8,12,16-Tetramethylheptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.339 3.99 ng 189222 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 87
2 Piperazine, 1-[2-(2,5-dimethyl-1... 207 C12H21N3 1000318-92-7 50
3 Pyrimidine-2,4,6-trione, 1-butyl... 323 C15H25N503 1000304-28-1 50
4 Pyrrol-2(5H)-one, 4-benzoyl-3-hy... 391 C23H25N303 1000271-56-4 50
5 2,4,4-Trimethyl-1-pentyl methylp... 210 C9H20FO2P 333416-06-1 50
Abundance Scan 1913 (13.339 min): BF123872.D\data.ms (-1909) (1  m/z 98.95 100.00%
99.0
1300 1350
ol \ AL 125121881 22232541 T s 6p  49.45%
miz--> 100 150 200 250 300
Abundance #164514. 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
5000; 430 — —
13.00 13.50
m/z 57.05 31.52%
0 M Ly ) LA 151.0184.0 221.0254.0 291.0324
T \ ’ T T T i T T T T T T T T ‘ T T T T T
miz--> 50 100 150 200 250 300
Abundance #66934: Piperazine, 1-[2-(2,5-dimethyl-1H-pyrrol-1-yl)ethy
99.0
P e
13.00 13.50
5000 m/z 55.00 31.50%
56.0
207.0
oLl ‘ ol 1490
m/fz--> 50 100 150 200 250 300
Abundance #163231: Pyrimidine-2,4,6-trione, 1-butyl-5-[(2-piperazin- — ——
99.0 13.00 13.50
m/z 56.00 24.50%
5000
56.0
ol ‘ |, 1390 182.0 2240 280.0 323.
A e e e T e P e
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF042721.M Mon May 10 09:15:14 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 15 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.810 21.17 ng 1003580 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 46
4 Phthalic acid, butyl tetradecyl ... 418 C26H4204 1000308-91-3 43
5 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 38

Abundance Scan 1993 (13.810 min): BF123872.D\data.ms (-1989) (1  m/z 105.00 100.00%

105.0 149.1
5000 77.0

4?\, (H\ L] 179.1 207.9  245. 1350 1400
O bl bbby L 179.1207.9 245.C 0 149 05 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000

77.0 13. 50 14 00
m/z 77.00 43.11%

45.0
Hw‘HwAwwH‘wth“H\HH\JHM‘HM‘HMH‘MH‘MH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0

o

13 50 14 00
77.0
51.0
olt8o T 1790
AT e e o e e RARENEEREZ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans

104.0 149.0 13. 50 14 00

m/z 83.10 15.59%

h ﬂwwmmﬂwww]\\“wwwwwuw
51.0
78.0
| |

O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 16 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.716 2.05 ng 82896 Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Tetracosane 338 (C24H50 000646-31-1 72
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 2147 (14.715 min): BF123872.D\data.ms (-2144) (| m/z 57.00 100.00%
57.0
5000 M
9.0 i4‘56 is‘od
ol \“““H!“ s 3200, %8‘312‘2‘1‘1‘ L0 31z 4310 63.69%
miz--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57.0
5000 —r— —
14.50 15.00
282.0 m/z 71.88 51.72%
| ‘ ‘ 410 183.0 225.0
0 N‘ﬁ‘\H\W Hﬂ“ dd‘m‘dj T S I
miz--> 50 100 150 200 250 300 350
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0
—— —
14.50 15.00
5000 m/z 85.05 40.31%
99.0
L e
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T —
57.0 14.50 15.00
m/z 55.00 17.53%
99.0
ol Ll L. 141018302250 2670 _ 3380
Ay A P ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 17 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.045 2.24 ng 90605 Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
4 Pentacosane 352 C25H52 000629-99-2 59
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 59

Abundance Scan 2203 (15.045 min): BF123872.D\data.ms (-2200) (1 m/z 57.00 100.00%
57.0

=

5000
15.00 |
111.1 .
Ot ‘\ A ! Lok ‘w“‘w‘w-ﬁ?%g”,w - ‘2‘9‘5"‘1‘ e e m/z 43.00 61.18%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 —— ‘
15.00
m/z 71.10 47.19%
13.0
O i u‘l d} \“ J\‘ h‘ “\ ]Je.\gdou 2\215‘0‘ L ‘30.90 3650 437'
\\\\‘\!\\‘!\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83027: Hexadecane
57.0
R \
15.00
5000 m/z 85.05 37.76%

0 I‘\ “‘ | ]11“3'9“169.0 226.0
T L B B B

=

\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T ‘
57.0 15.00
m/z 55.00  24.80%
o W)\WMM
13.0 239.0
o il 1090 230 5040 520 -
m/z--> 0 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 18 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.839 2.99 ng 121290 Perylene-di2 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2338 (15.839 min): BF123872.D\data.ms (-2334) (1 m/z 57.05 100.00%
57.0

2000 W
— ——
‘ T 1411 44 15.50 16.00
0 \\\J"mm‘MLW\“WHHHMW\H\‘\\\\‘\\\\‘\\\\ m/z 43.05 84.20%
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 — —
15.50 16.00
m/z 71.05 72.71%
O d L\ uh\ u\w H h \\‘4% 91\'83 0%25 0267.0309.0 3890
\\\\[\ \\\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
— ——
15.50 16.00
5000 m/z 85.10 52.11%
o ‘ \L\ Hh\ \h\ M h‘ 14% (\)183-0225'0267'0309'0 3670
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane “ —
57.0 15.50 16.00
m/z 41.00 24.50%
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “““‘ T T e e A — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50721\
Data File : BF123872.D

Acqg On : 7 May 2021 18:23
Operator : JU/CG

Sample : M2307-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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-m... 6.604 3.8 ng 133019 1 6.775 702211 20.0
2,4,7,9-Tetrame... 9.263 36.6 ng 1771840 3 9.816 968959 20.0
unknown10.404 10.404 31.0 ng 1503720 3 9.816 968959 20.0
Hexadecane 10.722 2.4 ng 122404 4 11.298 1043820 20.0
unknown11.498 11.498 7.5 ng 391743 4 11.298 1043820 20.0
Dodecane, 2-met... 11.598 2.6 ng 133872 4 11.298 1043820 20.0
Tridecanoic acid 11.839 4.9 ng 256840 4 11.298 1043820 20.0
2-Bromo dodecane 12.004 2.1 ng 108468 4 11.298 1043820 20.0
unknownl12.280 12.280 2.0 ng 106204 4 11.298 1043820 20.0
Tridecane 12.392 4.0 ng 209141 4 11.298 1043820 20.0
Bis(2-ethylhexy... 12.551 11.8 ng 613966 4 11.298 1043820 20.0
Tetradecane 12.769 2.4 ng 113445 5 13.939 948216 20.0
Sulfurous acid,... 13.121 3.5 ng 166074 5 13.939 948216 20.0
4,8,12,16-Tetra... 13.339 4.0 ng 189222 5 13.939 948216 20.0
1,3-Dioxolane, ... 13.810 21.2 ng 1003580 5 13.939 948216 20.0
Eicosane 14.716 2.0 ng 82896 6 15.380 810492 20.0
Hentriacontane 15.045 2.2 ng 90605 6 15.380 810492 20.0
Heptacosane 15.839 3.0 ng 121290 6 15.380 810492 20.0
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