LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc :

ALS Vvial : 14 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127044.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.375 11 15 28 rvB4 22925 64002 1.47% 0.232%
2 3.704 236 241 247 rVB2 57394 82824 1.91% 0.300%
3 4.557 374 386 389 rBV 2948070 4344327 100.00% 15.744%
4 5.169 480 490 492 rBV 1938580 3181991 73.24% 11.532%
5 5.540 549 553 556 rBV 1174056 982605 22.62% 3.561%
6 6.057 636 641 642 rBV 186022 238221 5.48% 0.863%
7 6.075 642 644 652 rVB 234098 200430 4.61% 0.726%
8 6.540 718 723 726 rBV 1968397 1871517 43.08% 6.782%
9 6.910 783 786 790 rVB 721946 597503 13.75% 2.165%
10 6.963 792 795 799 rBV 132192 101771 2.34% 0.369%
11 7.234 835 841 844 rBV 120306 103421 2.38% 0.375%
12 7.475 876 882 885 rBV 1898591 2048935 47.16% 7.425%
13 8.087 983 986 989 rBvV 92819 77037 1.77% 0.279%
14 8.198 1001 1005 1008 rBV 890779 732781 16.87% 2.656%
15 8.292 1015 1021 1024 rBV 110904 95908 2.21% 0.348%
16 9.275 1181 1188 1191 rBV 3866430 3322819 76.49% 12.042%
17 9.363 1202 1203 1208 rVB2 46311 43777 1.01% ©0.159%
18 9.745 1265 1268 1275 rVB 107012 100133 2.30% 0.363%
19 9.957 1300 1304 1307 rVB 769954 691804 15.92% 2.507%
20 10.263 1353 1356 1364 rBV3 44840 56335 1.30% 0.204%
21 10.345 1367 1370 1372 rBV 51142 55230 1.27% 0.200%
22 10.739 1434 1437 1444 rBV 396605 408006 9.39% 1.479%
23 10.845 1453 1455 1460 rVB 84641 95234 2.19% 0.345%
24 11.298 1529 1532 1534 rBV 105464 92640 2.13% 0.336%
25 11.328 1534 1537 1542 rVB 113798 110984 2.55% 0.402%
26 11.386 1545 1547 1552 rVB 65068 51560 1.19% 0.187%
27 11.445 1554 1557 1559 rBV 650003 498487 11.47% 1.807%
28 11.469 1559 1561 1567 rVB 148894 161616 3.72% 0.586%
29 11.622 1581 1587 1589 rBv4 133302 179235 4.13% 0.650%
30 11.675 1594 1596 1599 rVB 113190 102540 2.36% 0.372%
31 11.727 1602 1605 1610 rVV 190899 200443 4.61% 0.726%
32 11.886 1630 1632 1634 rBv2 56699 51318 1.18% 0.186%
33 12.022 1653 1655 1657 rBV2 71716 71536 1.65% ©.259%
34 12.133 1672 1674 1677 rBV 297477 237459 5.47% 0.861%
35 12.416 1719 1722 1725 rBV ~ 238852 254868 5.87% 0.924%

36 12.527 1738 1741 1744 rBV 303546 290455 6.69% 1.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS Vvial : 14 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.627 1756 1758 1761 rBV3 155685 190269 4.38% 0.690%
38 12.663 1762 1764 1767 rBV2 344723 326522 7.52% 1.183%
39 12.898 1802 1804 1807 rVB2 483912 361514 8.32%  1.310%
40 13.039 1824 1828 1831 rVB 2285212 2050892 47.21% 7.433%
41 13.257 1863 1865 1868 rBV 507252 424216  9.76%  1.537%
42 13.604 1921 1924 1930 rBV2 605333 725482 16.70% 2.629%
43 13.933 1978 1980 1982 rVB 713222 509374 11.73% 1.846%
44 14.557 2084 2086 2093 rVB 1059677 1205422 27.75% 4.369%

Sum of corrected areas: 27593443
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Feb 2022 17:32
¢ CG\JU
: N1626-12

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
BF127044.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127044.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.557 145.42 ng 4344330 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
Abundance Scan 386 (4.557 min): BF127044.D\data.ms (-374) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
 Ramma e A RRAR
‘ ‘ 67.0 4.20 4.40 4.60 4.80
O e e e e m/z 55.10 91.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B LI L I LR B
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.05 33.48%
‘ L ) 670 | ‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RAREE
2900 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 32.20%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm i EESSES.
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)-  Ramma T RRAR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 27.16%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH SRR § S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 106.51 ng 3181990 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 490 (5.169 min): BF127044.D\data.ms (-480) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 R
| “ 831 4.80 5.00 5.20 5.40 .
ot m/z 59.10 69.32%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B LR R B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  24.47%
0 27\\\ Ly | 830 1070
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #296: Guanidine
43.0 59.0
T
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.10 16.01%
S
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester s EEaEamEEES SRR
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.67%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 T e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Hexylene glycol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.057 7.97 ng 238221 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 83
3 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 42
4 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 40
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 40
Abundance Scan 641 (6.057 min): BF127044.D\data.ms (-636) (-) m/z 59.10 100.00%
59.1
43.0
5000
S RRARNEEAEE
‘ ‘ M 81 0 5.80 6.00 6.20 6.40
Ober el bl e m/z 43.00 60.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10018: Hexylene glycol
59.0
43.0
5000 LB R R B B R
5.80 6.00 6.20 6.40
m/z 56.10 25.28%
850 1030
ol 180 200 [l || 720 ] “116.0
H\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol
59.0
43.0 T ARBERENHE SR
5.80 6.00 6.20 6.40
5000 m/z 41.10 19.35%
85.0
27.
o240 710 L g0 | 1030
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10070: 2,3-Butanediol, 2,3-dimethyl- R R SRRREEE A
59.0 5.80 6.00 6.20 6.40
m/z 45.05 17.69%
5000
18.0 43.0 85.0
bl L .. 1030 118,
A Rama e R R ARAAaY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown6.075 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.075 6.71 ng 200430 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 72
2 Butane, 1-ethoxy- 102 C6H140 000628-81-9 40
3 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 36
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 36
5 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 33
Abundance Scan 644 (6.075 min): BF127044.D\data.ms (-642) (-) m/z 59.10 100.00%
59.1
43.0
5000
85.1 A
1 “‘ ‘ 1031 5.80 6.00 6.20 6.40
O B e m/z 43.00 64.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10018: Hexylene glycol
59.0
43.0
5000
5.80 6.00 6.20 6.40
m/z 56.10  23.35%
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4990: Butane, 1-ethoxy-
59.0
R R RLRREEEA TS
31.0 5.80 6.00 6.20 6.40
5000 m/z 85.10 19.95%
5.0 73.0
0 15.0 ‘\‘ ﬁl‘\ ‘ \‘ | ‘ 87.0 10\2'0
R A Raa L A e  RRRARRARRARERTS s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15679: Hexane, 1-ethoxy- R A REaRA e
31.0 59.0 5.80 6.00 6.20 6.40
m/z 41.10 16.32%
5000
84.0
0
0 | % ‘ 1, “ 101.0115.0 130.0
e e e e e e e e e S ARREEEEEEN RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.963 3.41 ng 101771 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
3 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 47
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 47
Abundance Scan 795 (6.963 min): BF127044.D\data.ms (-792) (-) m/z 57.05 100.00%
57.0
5000 J\
83.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
39 ‘ 6.60 6.80 7.00 7.20
I Ll ‘\ l 112.1 9
ol b m/z 41.05 33.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 \‘\\\\‘\\\\‘\\\\’J}\\\‘\
6.60 6.80 7.00 7.20
29.0 83.0 m/z 43.05 30.33%
\\\ I “N “ | u20
O\\\‘\‘\\\‘\\\‘ ’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentano
57.0
R LARRRE REESERRSES
6.60 6.80 7.00 7.20
5000 m/z 55.05 26.67%
29.0
83.0
Ll L1 2
0 \H‘\\‘kuu‘,m‘u“lu\“HH‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #43530: 1-Decene, 2,4-dimethyl-  RENE BE T o
57.0 6.60 6.80 7.00 7.20
m/z 56.05 21.34%
83.0
5000
29.0
112.0
I v 1680

m/z--> 200 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.234 3.46 ng 103421 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 91
2 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 59
3 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 43
4 Betazole 111 C5H9N3 000105-20-4 38
5 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 9
Abundance Scan 841 (7.234 min): BF127044.D\data.ms (-835) (-) m/z 82.10 100.00%
82.1
5000
54.1 110.1
P e
7.00 7.20 7.40 7.60
0 “‘,““WR‘W ‘yﬂ“uwh“““u““ T m/z 110.10 36.84%
miz--> 20 60 80 100 120 140
Abundance #6617.2-Cydohexen4:one,34nethyb
82.0
5000 390 L L I L L LN B
110.0 7.00 7.20 7.40 7.60
m/z 54.10 32.00%
0 \1\5\.(’)\‘1‘\ \“ \\‘5‘“\.(‘]\”‘\ T \”“\ T T (RSN e
miz-> 20 40 60 80 100 120 140
Abundance #1313: 1H-Pyrazole, 3-methyl-
82.0
S EAEmmEEEE R
7.00 7.20 7.40 7.60
5000 m/z 39.05 29.06%
54.0
27.0
om,m‘!um”“ N
miz--> 20 40 60 80 100 120 140
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl P T T T
82.0 7.00 7.20 7.40 7.60
m/z 53.00 10.01%
5000 30 110.0
27.0
0 \‘h I all ‘65 0 | I 131.0 150. O A L
R T e e e R T R ARREEEEAT L
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Decene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.745 2.89 ng 100133  Acenaphthene-di10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1leH20 000872-05-9 95
2 1-Decanol 158 C10H220 000112-30-1 90
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 87
4 Cyclooctane, 1,5-dimethyl- 140 C10H20 021328-57-4 87
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 86

Abundance Scan 1268 (9.745 min): BF127044.D\data.ms (-1265) () m/z 55.05 100.00%
55.0

83.0
5000
1 9.50 10,00
140.1 : :
0 ‘thw\h\vﬂ\\\}u\%?%Q m/z 41.05 82.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20642: 1-Decene
53.0
5000 o ——
83.0 9.50 10.00
29.0 m/z 56.05 82.37%
111.0
‘ | 140.0
O' \\1‘\\1\‘\\\\}\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #34584: 1-Decano
70.0
43.0 el e
9.50 10.00
m/z 43.05 77 .46%
5000 97.0
ol 28 | 13@4.0 140.0
T \\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13198: Cyclooctane, methyl- —— ——
55.0 9.50 10.00
m/z 69.10 73.37%
5000
29.0 830 1110
0 1280
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

8270-BF021622.M Thu Feb 24 14:24:55 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Carbonic acid, heptadecyl p... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.845 3.82 ng 95234  Phenanthrene-d1e 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptadecyl prop-1... 340 C21H4003 1000382-90-2 83
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 74
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 1455 (10.845 min): BF127044.D\data.ms (-1453) (- m/z 57.10 100.00%
7.1

57.
5000
99.1 10‘56 ‘11‘00‘
LT 2 g 10" % 1
ob— Wl Bl g e m/z 43.1@0  85.15%
miz--> 50 100 150 200 250
Abundance #248891: Carbonic acid, heptadecyl prop-1-en-2-yl ester
57.0
5000 — e
10.50 11.00
97.0 m/z 71.10 66.22%
o1 14|, a2r0 1680 2100 283.0
T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
— —r
10.50 11.00
5000 m/Z 41.05 50.39%
97.0
oF0L L1 a2 160 amo
miz-> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester “ —
57.0 10.50 11.00
m/z 55.10 40.36%
5000
97.0
oP10L Ll L 270 ses0  zeao  aonc T
miz--> 50 100 150 200 250 10.50 11.00

8270-BF021622.M Thu Feb 24 14:24:56 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.72 ng 92640  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1532 (11.298 min): BF127044.D\data.ms (-1529) (-] m/z 57.10 100.00%
57.1

5000 J\JWJL
01 TR
141.0 : :
ob—id | LSRR ‘197_3‘ e e m/z 43.10 68.61%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 L L
11.00 11.50
m/z 71.10 59.62%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 0 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 40.22%
iy R L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #90191: Pentadecane T —
57.0 11.00 11.50
m/z 41.05 33.06%
5000 MLM/JL
212.0
oLl B0 220 et
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF021622.M Thu Feb 24 14:24:58 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.328 4.45 ng 110984  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1537 (11.328 min): BF127044.D\data.ms (-1534) (-] m/z 57.10 100.00%
57.1

5000 w
‘ 113.1 11,00 11.50
192 1 : ’
- MH L 458 P52 23802670 u/ 7110 65.12%
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
30 m/z 43.10  39.44%
1830
0 \2\6‘\0‘\“‘ ‘\ “ o “ \“ T “\ 1 ‘\ — \“‘ T \25‘3\0\ T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
P P
11.00 11.50
5000 m/z 85.10 38.04%
99.0
015-0\‘ 1l HH\ I h‘ u‘ ‘\1410‘ 1830 225.0 296.(
e T B
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 11.00 11.50
m/z 41.10 23.69%
- WWJL
0 L‘ ari ‘\ 410 1830 2390 296
i i e e P P
miz--> 50 100 150 200 250 11.00 11.50

8270-BF021622.M Thu Feb 24 14:25:00 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Pyrimidine, 2-(3,5-dimethyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.622 7.19 ng 179235  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrimidine, 2-(3,5-dimethylpyraz... 250 C15H14N4 1010259-18-6 50
2 Indeno[2,1-c]pyridin-9-one, 3-[2... 250 C16H14N20 311788-69-9 49
3 4-Phenyl-2-(3-fluorophenyl)pyrim... 250 C16H11FN2 076128-69-3 49
4 2-anthracenecarboxylic acid, eth... 250 C17H1402 1000401-35-7 47
5 4a-Methyl-1,3,4,4a,5,12c-hexahyd... 265 C18H19NO 1000300-98-6 40

Abundance Scan 1587 (11.622 min): BF127044.D\data.ms (-1581) (-} m/z 250.20 100.00%

250.2
5000
43q 11 C T
O ‘ 1150 1620 5001 279 1 11.50 12.00
0o i bbb m/z 71.10  20.01%
m/z--> 40 60 80 100120140160 180200220 240260 280
Abundance #135725: Pyrimidine, 2-(3,5-dimethylpyrazol-1-yl)-5-phen
250.0
—r— —

5000
11.50 12.00
m/z 251.20 16.17%
39.0 102.0 1710 509.0 ‘

O TTT \“’H\ \‘w\ “\‘7\\5‘1”0\\‘\‘\ ‘h\ T \‘}"\‘3‘\9.\?\ T \h ‘ T \‘\ T "\ TTT ‘ \‘U‘\ T “\ T \h\ ‘ T \‘\ T ‘ TTTT ‘ T
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #135960: Indeno[2,1-c]pyridin-9-one, 3-[2-(dimethylaminc

250.0
208.0

11.50 12.00

5000 m/z 43.10 13.91%

%

0
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #135908: 4-Phenyl-2-(3-fluorophenyl)pyrimidine
250.0 11.50 12.00
m/z 57.10 13.06%
5000 129.0 MWM
ol 49,0 780 | ‘m 1730 2220 |
P e e S e e —r— ——
m/z--> 40 60 80 100120140160 180200 220240260 280 11.50 12.00

8270-BF021622.M Thu Feb 24 14:25:01 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownll.675 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.675 4.11 ng 102540  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1l-iodo- 408 C20H41I1 1000406-31-8 43
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 43
3 Carbazole 167 C12HSN 000086-74-8 41
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 38
5 2-Propanone, 1,1-diphenyl- 210 C15H140 000781-35-1 38
Abundance Scan 1596 (11.675 min): BF127044.D\data.ms (-1594) (- m/z 57.10 100.00%
57.1
167.1
5000
‘ 9t 1150 1200
225.1 261. : ) ‘
b n“‘NMHM“‘wmz“l ol . WLopd A8l S ) 167,10 74.89%
miz-> 50 100 150 200 250 300
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 b i
11.50 12.00
99.0 m/z 43.10 65.68%
O T “\ \‘ ‘1‘ \L‘\ “‘ f‘ T ‘\ E.S“S\O‘f \1\97‘0\ \2\3\9? T 2\8\].\0‘ T T
miz--> 100 150 200 250 300
Abundance #45506: Decane, 3,6-dimethyl-
57.0
— —
11.50 12.00
5000 m/z 71.10 63.90%
A
3 L
miz--> 50 100 150 200 250 300
Abundance #42483: Carbazole T —
167.0 11.50 12.00
m/z 85.10 42.92%
B NM
o 510 ®0us0 | |
A — ——
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF021622.M Thu Feb 24 14:25:04 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.727 8.04 ng 200443  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1605 (11.727 min): BF127044.D\data.ms (-1602) (-1  m/z 57.10 100.00%
57.1

5000 M
o1 — —
11.50 12.00
140.2
ol dblil 24021832 24822023 m/z 43.10  66.88%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 7 ——
11.50 12.00
m/z 71.10 61.18%
0 \‘ \L ‘ H\ L H‘ | ]W4\1 \01783 022502680
\\\\‘ \\‘\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
11.50 12.00
5000 ITI/Z 85.10 43.21%
ol ‘h“ H | 141 0183 0225.0 281.0 337.0 394.
A A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 11.50 12.00
m/z 41.10 34.13%
- JW/M
41.0
R L
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Thu Feb 24 14:25:05 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.133 9.53 ng 237459  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1674 (12.133 min): BF127044.D\data.ms (-1672) (-, m/z 57.10 100.00%
57.1

5000 MM/J\/WMA/
—— —
Fg-l 1411 102.0 12.00 12.50
ob Al 4L 1920 | 266.1 33343733 ./, 4310 67.79%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
12.00 12.50
9.0 m/z 71.10 57.20%
oL L1 1 #018302250 2950 3520
\\\‘\\\\‘\\\!‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 37.73%
9.0
oLl L1 L, 14101830205 0267.0 3380
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ——
57.0 12.00 12.50
m/z 41.10 31.01%
- /mﬂNw/wwdkaﬁwJ\ﬁJLAANJ
9.0
oLl 11|, 141.0183.0225.0 281.0 337.0 394.
A A A A A A e —— ——
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF021622.M Thu Feb 24 14:25:06 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Hexadecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.416 10.23 ng 254868 Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 80
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 74

Abundance Scan 1722 (12.416 min): BF127044.D\data.ms (-1719) (-] m/z 57.10 100.00%

57.1
5000
P
‘ 1692 12.50
ol JM M Fri221226733194869.4 m/z 43.10  45.25%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 T
12.50
m/z 71.10 44.08%
‘ 13.0 211.0
O\\H‘\\\“\“\J\‘\\“\\\\"\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275538: Hexacosane
57.0
P
12.50
5000 m/z 85.10  30.77%
0 | ‘H‘ il h u .\ ] \?\0\2\2\50 295.0 3660
Pk A S e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —
57.0 12.50
m/z 55.10 25.39%
5000 MWM
169.0
oL LT 1580 250 seng asao o .
m/z--> 50 100 150 200 250 300 350 400 450 12.50

8270-BF021622.M Thu Feb 24 14:25:07 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.527 11.65 ng 290455  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heneicosane 296 C21H44 000629-94-7 93
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1741 (12.527 min): BF127044.D\data.ms (-1738) (-] m/z 57.10 100.00%
57.1

5000 W
T
169.2 2253 12:50
ol hi] M i g3 2900 395.44013 4/, 43,10 70.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — :
12.50
m/z 71.10 64.14%
O h‘\‘”\“‘ \“\\‘\ \“\]_\8\3\0\\2\3\9‘0\\2\9\6‘\0\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
T
12.50
5000 ITI/Z 85.10 50.44%
I ]ﬁ’ 169.0  240.0
oL
miz--> 50 100 150 200 250 300 350 400
Abundance #194589: Heneicosane 7
57.0 12.50
m/z 41.10 33.69%
5000 MM
296.0
H‘\ LoD 000 2250
0 HH‘ww\Mw‘mm”‘_m_m_mw —
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.257 16.66 ng 424216  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1865 (13.257 min): BF127044.D\data.ms (-1863) (1  m/z 57.10 100.00%
57.1
5000
—— —
‘ M 169.2 237.1  325.9 13.00 1350
ol LT[ 1692 2371 | 8259 3095 4814 ., 7110 62.47%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 —r— ——
13.00 13.50
m/z 43.10 62.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 46.51%
ol ‘ [113-0169.0225.0281.0337.0394.0
‘H‘H“W‘H“H‘_‘H,‘H‘_‘H“H‘_‘H“H‘_“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #206617: Sulfurous acid, butyl dodecyl ester —— ——
57.0 13.00 13.50
m/z 55.10 28.54%
5000
3.0
oL LS00 2330 B
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.604  28.49 ng 725482  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Dotriacontane 451 C32H66 000544-85-4 76
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 70

Abundance Scan 1924 (13.604 min): BF127044.D\data.ms (-1921) (1 m/z 57.10 100.00%
57.1

5000
—— —
|H1?7-2 197.2 274.4 1350 1400
o LM LLELE 2202 2744 349.14115 4874 /7 43.10  64.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 7 ——
13.50 14.00
m/z 71.10 64.61%
obd LEZT0 1sm0 900
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
—— —
13.50 14.00
5000 ITI/Z 85.10 54.85%
239.0
o AJETS U200
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane T ——
57.0 13.50 14.00
m/z 55.10  28.66%
5000
ULLEETS aoro a3
O et i e A e S e e e e e 7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 2-Methyltetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.933  20.00 ng 509374  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
Abundance Scan 1980 (13.933 min): BF127044.D\data.ms (-1978) (- m/z 57.10 100.00%
57.1
5000
‘ 14.00
113.1 .
169.2 230.1
b ‘wl& ‘ \huh Pt 2041 8874 453.35159 /7 43.10  66.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262016: 2-Methyltetracosane
57.0
5000 1
14.00
103.0 309.0 m/z 71.10 65.18%
L oo
0 \‘H‘\'\\‘\“\\\1\{\‘“\\‘\H\MJ\‘\‘.\'H\“H\‘\‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
—
14.00
5000 m/z 85.10 52.72%
113.0
oL LLIJL ] 26002250281 03380
R R o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane —
57.0 14.00
m/z 55.10 31.28%
5000
113.0
0 ‘ J || J\ .\ I‘ 1 ‘\116\9‘02250 2950 3670
P e e e e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Eicosane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.557 47.33 ng 1205420  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Eicosane 282 C20H42 000112-95-8 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 2086 (14.557 min): BF127044.D\data.ms (-2084) (- m/z 57.10 100.00%
57.1
5000
T \
‘1 1972 14.50
b meu?_“2?‘1”3“32‘5“3”“""1%“““135?9?3‘5_5 m/z 71.10  70.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 —— :
14.50
‘o 281.0 m/z 43.10 67.79%
O‘\\\’\“\‘\}\J‘\ﬂ!d\%[l:\l-‘!g\:}\.ﬂ\\lf[\\“\‘\\3\\5‘2\.\()\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
T \
14.50
5000 m/z 85.10 57.77%
AT 1970 2820
o_m,w‘wuwa‘_m‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T ‘
57.0 14.50
m/z 41.10 24.31%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127044.D

Acqg On : 23 Feb 2022 17:32
Operator : CG\JU

Sample : N1626-12

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.557 145.4 ng 4344330 1 6.910 597503 20.0
2-Pentanone, 4-... 5.169 106.5 ng 3181996 1 6.910 597503 20.0
Hexylene glycol 6.057 8.0 ng 238221 1 6.910 597503 20.0
unknown6.075 6.075 6.7 ng 200430 1 6.910 597503 20.0
1-Hexanol, 2-et... 6.963 3.4 ng 101771 1 6.910 597503 20.0
2-Cyclohexen-1-... 7.234 3.5 ng 103421 1 6.910 597503 20.0
1-Decene 9.745 2.9 ng 100133 3 9.957 691804 20.0
Carbonic acid, ... 10.845 3.8 ng 95234 4 11.445 498487 20.0
Heptacosane 11.298 3.7 ng 92640 4 11.445 498487 20.0
Hexadecane, 2,6... 11.328 4.5 ng 110984 4 11.445 498487 20.0
Pyrimidine, 2-(... 11.622 7.2 ng 179235 4 11.445 498487 20.0
unknownl11.675 11.675 4.1 ng 102540 4 11.445 498487 20.0
Nonadecane 11.727 8.0 ng 200443 4 11.445 498487 20.0
Pentacosane 12.133 9.5 ng 237459 4 11.445 498487 20.0
Hexadecane, 3-m... 12.416 10.2 ng 254868 4 11.445 498487 20.0
Heptadecane, 2,... 12.527 11.7 ng 290455 4 11.445 498487 20.0
Hexacosane 13.257 16.7 ng 424216 5 14.098 509374 20.0
Heneicosane 13.604 28.5 ng 725482 5 14.098 509374 20.0
2-Methyltetraco... 13.933 20.0 ng 509374 5 14.098 509374 20.0
Eicosane, 9-octyl- 14.557 47.3 ng 1205420 5 14.098 509374 20.0
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