LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc :

ALS vial : 9 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126497.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 155 162 165 rBV 38929 69317 2.22% ©.353%
2 3.081 165 169 178 rVB 89471 147524 4.73% 0.752%
3 3.581 246 254 261 rBV 122267 199218 6.39% 1.016%
4 4,298 373 376 384 rVB 59853 76028 2.44%  ©.388%
5 4.892 472 477 481 rBV 35490 42642 1.37% 0.217%
6 4.981 488 492 495 rBV 39590 48913 1.57% 0.249%
7 5.034 498 501 510 rVB3 58957 94304 3.03% 0.481%
8 5.392 558 562 566 rBV 1683863 1643195 52.72% 8.379%
9 6.410 731 735 742 rVB 1255307 1077364 34.57% 5.494%
10 6.781 794 798 801 rBV 790401 612393 19.65% 3.123%
11 6.963 823 829 832 rBV 82139 68754 2.21% 0.351%
12 7.345 886 894 897 rBV 2173473 2214635 71.06% 11.293%
13 7.969 997 1000 1005 rBV 51884 52054 1.67% 0.265%
14 8.063 1012 1016 1019 rBV 1017264 861981 27.66% 4.396%
15 8.939 1160 1165 1179 rVB2 25815 103174 3.31% 0.526%

16 9.145 1195 1200 1203 rBV 3319156 3116767 100.00% 15.
17 9.822 1310 1315 1318 rBV 988380 893626 28.67%
18 10.610 1444 1449 1452 rBV 2051423 1923869 61.73%

rOO®OPLAUV
00
=
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B

19 10.969 1504 1510 1515 rVB6 23049 32278 1.04% 165%
20 11.304 1563 1567 1570 rBV 1046205 854635 27.42% 358%
21 11.357 1572 1576 1581 rBV6 20190 34711 1.11% ©0.177%
22 11.839 1652 1658 1661 rBV 189676 211165 6.78% 1.077%
23 12.010 1685 1687 1694 rVB4 37676 52543 1.69% 0.268%
24 12.498 1763 1770 1774 rBV6 26333 65778 2.11% ©.335%
25 12.621 1787 1791 1797 rBV 109950 134386 4.31% ©0.685%
26 12.898 1833 1838 1841 rBV 2615609 2645870 84.89% 13.492%
27 13.251 1891 1898 1966 rBV2 43649 96290 3.09% 0.491%
28 13.451 1928 1932 1937 rVB 130772 117165 3.76% ©.597%
29 13.739 1977 1981 1984 rBV 38363 50128 1.61% 0.256%
30 13.780 1984 1988 1989 rVV 42999 53008 1.70% 0.270%
31 13.810 1989 1993 1996 rVvv2 175510 257035 8.25% 311%
32 13.845 1996 1999 2007 rVB4 55194 109388 3.51% 558%

33 13.939 2011 2015 2019 rBV 707647 659987 21.18%

OO0 WO R
w
[e))
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B

34 14.039 2027 2032 2037 rVB 109123 111649  3.58% 569%
35 14.357 2081 2086 2092 rBV 62758 92125 2.96% 470%
36 14.827 2163 2166 2173 rVB 48896 69454  2.23%  0.354%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.051 2201 2204 2212 rVB 25797 35530 1.14% 0.181%
38 15.380 2250 2260 2264 rBV 414637 557595 17.89% 2.843%
39 15.951 2353 2357 2364 rVB3 22855 45997 1.48% 0.235%
40 16.386 2428 2431 2440 rVBS8 19585 40752 1.31% 0.208%
41 16.650 2471 2476 2485 rVB6 17895 36870 1.18% 0.188%
Sum of corrected areas: 19610097
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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\BF010522\

BF126497.D
5 Jan 2022 15:28
Ju/CG

¢ M5251-05

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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10.969 11357
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TIC: BF126497.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 2-Butanol, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.040 2.26 ng 69317 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 9
4 2-Decanol, methyl ether 172 C11H240 1000333-83-9 9
5 3-Heptanol 116 C7H160 000589-82-2 9

Abundance Scan 162 (3.040 min): BF126497.D\data.ms (-155) (-) m/z 59.00 100.00%

59.0
5000 ”/\
41.0 69.0 87.0 TR T T T
‘ ‘ 2.80 3.00 3.20 3.40
o“‘,‘w““w“‘Hu::‘w‘wnu““p“‘_‘u“w“ m/z 87.00  23.78%
m/z--> 10 20 30 60 70 80 90
Abundance #5047: 2-Butano|, 2,3-dimethyl-
59.0
5000 UL L L I BN L

2.80 3.00 3.20 3.40

8.0 41.00 19.14%
m/z
310 470 670
O\\\’\\\\‘\\\\‘\\\\‘\‘\‘\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #5025: 2-Pentanol, 2-methyl-
59.0 /\\
o Lo
2.80 3.00 3.20 3.40
5000 m/z 69.00  18.41%
45.0 87.0
50 o0 “ 69.0 ‘
0“‘W““H‘UJH‘J‘H““H:;‘H‘H“H“uw““
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2607: Ethane, 1,1-dimethoxy- AR
59.0 2.80 3.00 3.20 3.40

m/z 42.95 17.92%

5000
75.0
31.0 430
15.0 ‘
R L 89.0

O e e e e e e e R e R RRE
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-Pentanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.081 4.82 ng 147524  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 43
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 42
4 Butane, 2-methoxy- 88 C5H120 006795-87-5 37
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 36
Abundance Scan 169 (3.081 min): BF126497.D\data.ms (-165) (-) m/z 59.00 100.00%

59.0
5000 45.0
87.0

H 2.80 3.00 3.20 3.40
e e e m/z 45,00 41.55%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
45.0 2.80 3.00 3.20 3.40

87.0 m/z 43.00 23.64%

31.0 ‘
H\‘]\-\5\(\)‘\H‘\“HH“‘\‘\H‘H‘\w‘H\\7‘:\3\.\0\‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9493: 3-Hexanol, 4-methyl-
59.0

2.80 3.00 3.20 3.40

o

5000 m/z 87.00 21.31%
31.0 450
‘ 87.0
0330 ULl 130 | acomso
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5047 2-Butanol, 2,3-dimethyl- AR AANEEEREE S
59.0 280300320340

41.00 17.16%

5000
87.0
41.0
0 279 ‘H ‘ T AN

H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H uwuu‘uu‘uu‘uu

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 3-Pentanol, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.581 6.51 ng 199218 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 72
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 47
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 43
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 38
5 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 28
Abundance Scan 254 (3.581 min): BF126497.D\data.ms (-246) (-) m/z 73.10 100.00%
73.1
5000 55.0
43.0
T
‘ 87.1 3.20 3.40 3.60 3.80 4.00
Ol bl myz s5.00 51.43%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5030: 3-Pentanol, 3-methyl-
73.0
5000 L L L B B
55.0 3.20 3.40 3.60 3.80 4.00
43.0 m/z 43.00 30.71%
29.0 H 87.0
O\\‘\\\\‘\\\H“‘\\\\“‘\\\\‘\‘\H\‘\\\\“\}\\‘\\‘\‘\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl-
73.0
R e T
3.20 3.40 3.60 3.80 4.00
5000 55.0 m/z 45.00 27.23%
43.0
27.0
ob 280 ot Ll Ml 850 980
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R a e R
73.0 3.20 3.40 3.60 3.80 4.00
m/z 41.00 10.47%
5000 43.0
58.0
o"_m"‘M‘HH‘HH_‘H_HW:H_H“_HWHH‘ SN YA S N S S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Cyclopentanol, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.298 2.48 ng 76028 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 64
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 49
3 1-Penten-3-0l, 3-methyl- 100 C6H120 000918-85-4 40
4 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 33
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 32
Abundance Scan 376 (4.298 min): BF126497.D\data.ms (-373) (-) m/z 71.05 100.00%
71.0
430 580
5000
850 L L L L B L L B
‘ ‘ ‘ 4.00 4.20 4.40 4.60
b e myz 57.95  66.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4380: Cyclopentanol, 1-methyl-
71.0
43.0
5000 58.0 L B B R B
4.00 4.20 4.40 4.60
270 85.0 m/z 43.00 62.80%
0 H‘:I\-'\S‘\.(\)‘H‘l‘}“‘\Hi“"\“\\“\‘\‘\‘\“H\‘\‘lH\‘\‘\‘\\‘H]\-\O?\.C\)H‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2009: 3-Buten-2-ol, 2-methyl-
71.0
430 LA L B I B A AL
4.00 4.20 4.40 4.60
5000 m/z 85.00 17.99%
59.0
27.0
Obrr e et bt 880
miz--> 10 20 30 40 50 60 70 80 90 100 ﬂ
Abundance #4378: 1-Penten-3-ol, 3-methyl- AR A RARES
71.0 4.00 4.20 4.40 4.60
m/z 57.00 17.43%
43.0
5000
27.0 55.0 85.0
SRS S P T Y D 1 |
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 3-Hexanol, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.034 3.08 ng 94304  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 78
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 53
3 Hexane, 3-methoxy- 116 C7H160 054658-01-4 50
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 50
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 47
Abundance Scan 501 (5.034 min): BF126497.D\data.ms (-498) (-) m/z 73.00 100.00%
3.0
45.0
5000 87.0
9.0 EREEHE, | B S .
‘ H | 101.0 4.80 5.00 5.20 5.40
Obreperrrerereee e b il w7z 45.00 71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9495: 3-Hexanol, 3-methyl-
73.0
45.0
5000 87.0 A\\\\‘\/\\A\‘\\\\‘[\\\\‘\\A\
21.0 4.80 5.00 5.20 5.40
‘ %9.0 1010 m/z 55.00 46.68%
O\H‘H\}‘\Hl“\\H‘\}H‘H}H‘\H\‘i\}\\‘\‘\\u\\\\‘HH‘\H?‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15742: 3-Hexanol, 2,4-dimethyl-
45.0 73.0
4.80 5.00 5.20 5.40
m/z 87.05 41.35%
5000 29.0 87.0
015-°Ji~°105-0128-0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9462: Hexane, 3-methoxy- RAREmEEaRE
45.0 73.0 4.80 5.00 5.20 5.40
m/z 42.95 38.30%
5000 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40

8270-BF122921.M Thu Jan 06 16:17:02 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 6 Indane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.963 2.25 ng 68754 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Tetracyclo[3.3.1.0(2,8).8(4,6)]-... 118 C9H10 1000191-13-7 64
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 53

Abundance Scan 829 (6.963 min): BF126497.D\data.ms (-823) (-) m/z 117.10 100.00%

1171
5000
300 581 g 9L.0 6.60 6.80 7.00 7.20
Ol prerr el bt e bl m/z 118.10 55.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
11y7.0
i
5000 L L L L LI L I
6.60 6.80 7.00 7.20
m/z 115.00 32.62%
39.0 63.0 9L.0
0\\‘H\\’\H‘.\O’\H\".\\\\i‘\\\l‘}‘\‘\\‘\?Zi.‘o\\\\“‘\\\ﬁqﬁ.p‘\\!\“H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
T A
6.60 6.80 7.00 7.20
5000 m/z 91.00 15.40%
91.0
390 580 770 ‘
N N N RO IO NN S .0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A A A
Abundance #10195: Benzene, cyclopropyl- ! ‘ﬂ‘HNN“‘Wﬂ“‘Mk‘M_
117.0 6.60 6.80 7.00 7.20
m/z 116.00 8.00%
5000
91.0
Oy 200 ) 210 020 T80 L aoso
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On 5 Jan 2022 15:28

Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: 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 7 Diethylene glycol dibenzoate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
s.93  2.39ng 103174 Naphthalene-ds 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 ClsHisos 000120-55-8 74

2 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103
3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008

4 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C10H11Bro02
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4

1000368-25-9 64
1000366-97-0 64
003418-21-1 50

1000368-22-4 40

Abundance Scan 1165 (8.939 min): BF126497.D\data.ms (-1160) (-) m/z 105.00 100.00%
1

05.0 149.0
5000
e e
70. 8.60 8.80 9.00 9.20
o- HM‘!W‘M -t m/z 149.00  96.54%
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0
149.0
5000 L L R R B B
8.60 8.80 9.00 9.20
510 m/z 77.00 54.61%
0 b Lo p 2070 250.0283.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #168350: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester
149.0
e e
105.0 8.60 8.80 9.00 9.20 .
5000 m/z 70.00 13.06%
S R PR NN -
miz--> 50 100 150 200 250 300
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc AR R RN R SR
105.0 149.0 8.60 8.80 9.00 9.20
m/z 150.00 12.25%
5000
oL 280, 70‘;%‘\ .| 1930 236.0
e R T
m/z--> 50 100 150 200 250 300 8.60 8.80 9.00 9.20

8270-BF122921.M Thu Jan 06 16:17:03 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.839 4.94 ng 211165 Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1658 (11.839 min): BF126497.D\data.ms (-1652) (-]

m/z 73.00 100.00%

1
430 /30
5000 129.0
1571 213.2 [ RPN
| H‘ 0 185.1 2 seq 1180 12.00
Ol ALl m”m‘wluwwm_“w‘”wwm_m‘_ m/z 59.95 87.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 B T T
11.50 12.00
151018502130 256.0 m/z 43.00 83.38%
0,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109281: Tetradecanoic acid
73.0
P e
43.0 11.50 12.00
5000 ITI/Z 57.05 69.68%
129.0
185.0 228.0
b AL e | |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.00 60.95%
5000 129.0
199.0
s ) e T
o%ﬁgk“JﬂNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF122921.M Thu Jan 06 16:17:04 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.621 4.07 ng 134386  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
Abundance Scan 1791 (12.621 min): BF126497.D\data.ms (-1787) (-, m/z 73.00 100.00%
43.0,73.0
o —
h | 18‘5'1 2411 12,50 13.00
ob— m“UM 1 P “ " m/z 43.05 98.25%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
5000 —r —
129.0 12.50 13.00
m/z 57.00 91.71%
‘ 185.0 5410 284
ok ‘\“ \“\’ M\\ \‘H“‘M”‘L ‘1‘““\‘“1 - . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
12.50 13.00
5000 129.0 m/Z 60.00 89.70%
7.0 1710 2130 2560
o) E— ‘“’ h“ “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““ I “\‘ -
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid =4 ]
43.0 73.0 12.50 13.00
m/z 55.05 72.70%
5000 129.0
‘ 199.0 2420
oL W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.9\‘ \i L ‘\“ . S —
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF122921.M Thu Jan 06 16:17:05 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane

miz-> 50 100 150 200 250 300 350

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.251 2.92 ng 96290  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 (C25H52 000629-99-2 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hentriacontane 437 C31He64 000630-04-6 86

Abundance Scan 1898 (13.251 min): BF126497.D\data.ms (-1891) (1  m/z 57.00 100.00%
57.0
5000 MwmmwwmAm/\MA/mAAA«wﬂ
—— —
‘ ‘ ‘ ‘ 13.00 13.50
oHHW‘“H‘h‘w‘h‘uHWm_m_m_m m/z 71.05  62.48%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r ——
13.00 13.50
9.0 m/z 43.00 60.44%
Ol\ \d\ ‘ “‘ \h‘\h“ \“‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 43.64%
[y — wWhA¥}9$§9250 295.0 3520 memmwAWMNWWM
e A A
—— —

Abundance #307033: Octacosane, 2-methyl-
57.0 13.00 13.50
m/z 55.00 21.18%
- WM
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
il “‘H“‘ T T P P
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF122921.M Thu Jan 06 16:17:06 2022

Page:
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On 5 Jan 2022 15:28

Operator Ju/caG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanamide

EstConc Area

Conce

ntration Rank 6

Relative to ISTD R.T.

13.451  3.55 ng

Hit# of 5

117165  Chrysene-d12

Tentative ID MW MolForm

1 Hexadecanamide
2 Dodecanamide
3 Tetradecanamide

255 C16H33NO
199 C12H25NO
227 C14H29NO

4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3
5 Octanamide 143 C8H17NO

Abundance Scan 1932 (13.451 min): BF126497.D\data.ms (-1928) (-]

000629-54-9 90
001120-16-7 78
000638-58-4 78
061338-98-5 64
000629-01-6 64

m/z 59.00 100.00%

13.50
m/z 72.00 44.89%

59.0
5000
o Lh ) 880 128lisgi1g41 2402
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #142059: Hexadecanamide
59.0
5000
)L 90| | 1860114014901700 2120 255¢
\H‘\H\‘H\\‘H\\‘\\H‘\H\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\

m/z--> 20 40 60 80 100120140 160 180 200 220 240

13.50
m/z 43.05 20.27%

Abundance #74752: Dodecanamide
59.0
—
13.50
5000 ITI/Z 41.00 11.75%
29.0
o 1]y (8801140 1560 1990
rrr e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108043: Tetradecanamide —
59.0 13.50
m/z 55.00 10.78%
5000
2800 1) 1250 1140 1400 1840 2270
O b o po b e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50

8270-BF122921.M Thu Jan 06 16:17:07 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Dioxolane, 2-(methoxyme...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.810 7.79 ng 257035  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805
2 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2

5 Phthalic acid, hexyl 4-methylhep... 362 C22H3404

Abundance Scan 1993 (13.810 min): BF126497.D\data.ms (-1989) (-]

000120-55-8 72
1000297-07-0 53
1000156-71-2 53
007340-22-9 46
1000377-94-1 43

m/z 149.00 100.00%

105.0 149.0
5000
L 70. 17 13. 50 14 00
Ol b b L1790 2810 1es.00  87.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000
13. 50 14 00
m/z 77.00 40.44%
51.0
- N | 179.0
H\‘\\H‘H\\‘\\\\‘\H\‘\H\’\\\\‘\H\‘H\\‘\\H‘H\\’\\\\‘\H\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #232003: 2,3-Dimethyl-4a,8a-diphenyl-hexahydro-[1,4]dic
105.0
13. 50 14 00
5000 m/z 69.95  10.74%
56.0 149.0
0 | “‘ L 178.0210.0 271.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 W”Aﬂ
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- i ——
149.0 13.50 14.00
1050 m/z 156.60  9.70%
5000
45.0 J
Obrrprteebbrr & et preperee e N
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

8270-BF122921.M Thu Jan 06 16:17:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.845 3.31 ng 109388  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Octadecane 254 C18H38 000593-45-3 72

5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

Abundance Scan 1999 (13.845 min): BF126497.D\data.ms (-1996) (-]

57.0
5000
L4 i, e
0 HuM‘WWﬂwwﬂw‘M\‘“M‘H““““H““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000
13.0
O i uhh d‘h:,m‘ h‘ I‘ i 116‘\9? i 2\2\59. . ‘30‘90 3650 437'
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘

m/z--> 50 100 150 200 250 300 350 400

1000309-17-9 72

m/z 57.05 100.00%

=

— —
13.50 14.00
m/z 71.05 64.56%

=

— —
13.50 14.00
m/z 43.00 60.86%

3

Abundance #228591: Tetradecane, 1-iodo-
57.0
— ——
13.50 14.00
5000 ITI/Z 85.05 47.95%
13.0 197.0
0‘wﬂq‘bw“ﬂmu‘h"J“H““““H““““‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #193300: Dodecane, 1-iodo- — —
57.0 13.50 14.00
m/z 99.00 19.41%
5000
155.0 A/J\/W
oJ“‘Mu‘w“M‘“mH_M‘HHWH‘HH_M L ey 1
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF122921.M Thu Jan 06 16:17:09 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On 5 Jan 2022 15:28

Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.039 3.38 ng 111649  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 49
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 47

Abundance Scan 2032 (14.039 min): BF126497.D\data.ms (-2027) (-]
277.1

m/z 277.10 100.00%

5000
77.0 199.0 —" ‘
o | s " |
ol A0 L A0 b b wz 27818 31.18%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00
77.0 199.0 m/z 76.95 24.06%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““ T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T T
14.00
5000 ITI/Z 199.00 19.59%
77.0 183.0
ol 320 | L 180 “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy i
277.0 14.00
m/z 183.00 19.01%
5000
77.0 183.0
Lo T
) SR K Y S il D VAN i S A E———
m/z--> 50 100 150 200 250 300 14.00

8270-BF122921.M Thu Jan 06 16:17:10 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.357 2.79 ng 92125  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Tetratetracontane 619 C44H99 007098-22-8 90
4 Octadecane 254 C18H38 000593-45-3 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86

Abundance Scan 2086 (14.357 min): BF126497.D\data.ms (-2081) (-]
57.0

5000

0\””JlLffﬁt%gi}”ﬁgﬁﬁ‘”ﬁ‘”W‘”\””\””W‘”W‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #212281: Docosane
57.0
5000
1701970 s100
O‘\H\‘H\\‘HIY‘HH"HH‘HH‘\l\H‘HH‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #314331: Triacontane
57.0
5000
7.0
oh ol aor0z603370 4220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.00 100.00%

=

— —
14.00 14.50

m/z 71.05 68.04%

-

— —
14.00 14.50

m/z 43.05 50.10%

C

— —
14.00 14.50

m/z 85.00  48.58%

=

Abundance #347241: Tetratetracontane “ T
57.0 14.00 14.50
m/z 55.00 20.24%
. WWWWA
ol | 1 || £77:0197.0267.0337.0407.0 491.0562.0
[ e e e T T T T e T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BF122921.M Thu Jan 06 16:17:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.827 2.49 ng 69454  Perylene-di12 15.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Nonacosane 408 C29H60 000630-03-5 78
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Undecane, 4-ethyl- 184 C13H28 017312-59-3 59
5 1-Iodoundecane 282 C11H23I 004282-44-4 59

Abundance Scan 2166 (14.827 min): BF126497.D\data.ms (-2163) (-]

57.0
5000
13.1
169.1
0 ‘Mm b Ty 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000
O T \“\ H‘ \h‘\ ‘ \“‘\“\ “ ‘]_\6\9\0\ ‘2\2\5\(\)’ T \2\9\6‘9\ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #307031: Nonacosane
57.0
5000
0 | ‘h uh\ um h u‘ ‘ \ | 9\2\2\5\0\2810 337.0 408'(
i A A e e e

miz-> 50 100 150 200 250 300 350 400

m/z 57.00 100.00%

:

14.50 15.00
m/z 71.05 69.67%

:

14.50 15.00
m/z 85.10 57.83%

;

14.50 15.00
m/z 43.00 53.06%

?

Abundance #193300: Dodecane, 1-iodo- — —
57.0 14.50 15.00
m/z 41.00 22.57%
. A//\WMW/\/WW
155.0
oL dyp0, . — S—
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126497.D

Acqg On : 5 Jan 2022 15:28
Operator : JU/CG

Sample : M5251-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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|
2-Butanol, 2,3-... 3.040 2.3 ng 69317 1 6.781 612393 20.0
2-Pentanol, 2-m... 3.081 4.8 ng 147524 1 6.781 612393 20.0
3-Pentanol, 3-m... 3.581 6.5 ng 199218 1 6.781 612393 20.0
Cyclopentanol, ... 4.298 2.5 ng 76028 1 6.781 612393 20.0
3-Hexanol, 3-me... 5.034 3.1 ng 94304 1 6.781 612393 20.0
Indane 6.963 2.3 ng 68754 1 6.781 612393 20.0
Diethylene glyc... 8.939 2.4 ng 103174 2 8.063 861981 20.0
n-Hexadecanoic ... 11.839 4.9 ng 211165 4 11.304 854635 20.0
Octadecanoic acid 12.621 4.1 ng 134386 5 13.939 659987 20.0
Heneicosane 13.251 2.9 ng 96290 5 13.939 659987 20.0
Hexadecanamide 13.451 3.5 ng 117165 5 13.939 659987 20.0
1,3-Dioxolane, ... 13.810 7.8 ng 257035 5 13.939 659987 20.0
Hentriacontane 13.845 3.3 ng 109388 5 13.939 659987 20.0
Triphenylphosph... 14.039 3.4 ng 111649 5 13.939 659987 20.0
Docosane 14.357 2.8 ng 92125 5 13.939 659987 20.0
Nonacosane 14.827 2.5 ng 69454 6 15.380 557595 20.0
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