LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc :

ALS vial : 6 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128874.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.440 190 196 203 rBV 38605 66288 1.02% 0.213%
2 4.363 345 353 356 rBV 2419939 3274385 50.31% 10.527%
3 5.022 453 465 468 rVB 3065164 6508247 100.00% 20.925%
4 5.422 530 533 539 rBV 142962 132823 2.04% 0.427%
5 6.428 701 704 713 rBV 1013288 889765 13.67% 2.861%
6 6.575 726 729 732 rBV 124020 109587 1.68% 0.352%
7 6.604 732 734 739 rVB 123249 96311 1.48% 0.310%
8 6.769 759 762 766 rBV 633365 556493 8.55% 1.789%
9 7.157 826 828 845 rVB 53296 77157 1.19% 0.248%
10 7.340 852 859 862 rBV 1657747 1672443 25.70% 5.377%
11 8.057 974 981 984 rVB 858941 738940 11.35% 2.376%
12 8.487 1051 1054 1074 rVB8 43081 147885 2.27% 0.475%
13 9.134 1159 1164 1167 rVB 3633458 3207074 49.28% 10.311%
14 9.810 1274 1279 1283 rBV 1067386 869733 13.36% 2.796%
15 11.298 1528 1532 1535 rBV 1122562 899868 13.83% 2.893%

16 12.386 1711 1717 1720 rBV 113604 142960 2
17 12.422 1720 1723 1727 rVB3 53708 85620 1.32%
18 12.604 1751 1754 1757 rBV2 70525 79771 1
19 12.757 1778 1780 1782 rBV 126188 106023 1
20 12.892 1798 1803 1806 rBV 3539536 3151324 48.42% 10.132%
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21 13.104 1836 1839 1844 rBV2 405671 511586 7.86% 1.645%
22 13.363 1880 1883 1887 rVB3 62679 65957 1.01% 0.212%
23 13.427 1891 1894 1896 rVV 82462 76868 1.18% 0.247%
24 13.457 1896 1899 1906 rVB 352632 392126 6.03% 1.261%
25 13.786 1952 1955 1958 rBV 409977 348047 5.35% 1.119%
26 13.922 1975 1978 1979 rBV 386536 313338 4.81% 1.007%
27 13.939 1979 1981 1985 rVB2 791190 815832 12.54% 2.623%
28 14.104 2005 2009 2013 rBV 591159 503308 7.73% 1.618%
29 14.410 2058 2061 2065 rVB 723598 620440  9.53%  1.995%
30 14.533 2079 2082 2084 rBV 503581 488686  7.51% 1.571%
31 14.716 2109 2113 2118 rVB 576581 603162  9.27% 939%

32 15.039 2165 2168 2173 rVB 448972 516334  7.93%
33 15.186 2189 2193 2198 rVB 810190 892154 13.71%
34 15.398 2225 2229 2241 rVB2 464219 852121 13.09%
35 15.833 2299 2303 2309 rVB 184989 256450 3.94%
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36 16.004 2327 2332 2339 rVB 290214 450847 6.93% 1.450%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.321 2382 2386 2400 rVB 103532 208622 3.21% 0.671%
38 16.898 2479 2484 2493 rVB2 62602 129459 1.99% 0.416%
39 17.768 2626 2632 2643 rVB2 98819 245302 3.77% 0.789%

Sum of corrected areas: 31103336
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128874.D\data.ms
3500000

5.022
3000000

2500000 4.363

2000000
7.340
1500000

1000000 6.428
6.769

500000

3.440 5.422 BHH 7.157
0\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m\\\‘\\\\‘\

‘ T
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF128874.D\data.ms
3500000 9.134 12.892

3000000
2500000
2000000

1500000
9.810 11.298

10000007 8.057

500000

8.487

0—7— = ‘ —T —T —T =T == —1 —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF128874.D\data.ms

3500000

3000000

2500000

2000000

1500000

15.186

1000000 13.939 14410

500000 15.8%9'004

16.321 16.898 17.768

0

T T T T ‘ T T ‘ T T T T ‘ T 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\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.363 117.68 ng 3274390 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
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, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 353 (4.363 min): BF128874.D\data.ms (-345) (-) m/z 55.05 100.00%
55.0 83.1
5000 43.0
98.1
T
‘ 67.1 4.00 4.20 4.40 4.60
O b e e b e m/z 83.10 94.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L L L L B BN B
29.0 98.0 4.00 4.20 4.40 4.60
m/z 43.05 39.11%
15.0
O\\\‘\\‘\\‘\\}\‘\\\1}‘1\\\“\‘\1\‘\?\7\.?\\\\‘\}\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 R ERAREERES SR
290 43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 30.90%
98.0
15.0
67.0
N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- A R mamas B
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10  28.94%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
oH“H‘HWH_H:Um;‘MWHWkulwmu‘uw NS § S ——
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\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 233.90 ng 6508250 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 465 (5.022 min): BF128874.D\data.ms (-453) (-) m/z 43.05 100.00%
43.0
590.1
5000
101.1
‘ 831 4.60 4.80 5.00 5.20 5.40
ol e S m/z 59.10  64.15%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B RN R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 20.41%
2710 ‘ 83.0 ‘
O\\\‘\‘\“\\“‘\\\‘}“\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10  15.24%
87.0
26.0
R e B o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.72%
5000 41.0 /\
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.575 3.94 ng 109587 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 59
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 45

Abundance Scan 729 (6.575 min): BF128874.D\data.ms (-726) (-) m/z 59.10 100.00%

59.1
5000
41. 103.1
T
“ 71 6.20 6.40 6.60 6.80
bbbt 0 m/z 45.10  55.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \‘\\\\‘/\\\\\‘\\\\‘\\\\’\
6.20 6.40 6.60 6.80
a1 103.0 m/z 103.10  28.59%
ol 120 w“ “H gy 730 “ 130.0
H‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\’HH‘HH‘HH‘HH‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
59.0
A REaaaEREE S
6.20 6.40 6.60 6.80
5000 m/z 41.05 27.21%
103.0
31.0
75.0
Obrrprrrr et redbe e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5402: Ethane, 1-ethoxy-1-methoxy- R R
59.0 6.20 6.40 6.60 6.80
m/z 73.05 22.47%
5000
29.0 89.0
SO .Y A SN LN VA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.604 3.46 ng 96311 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 78
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 56
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
Abundance Scan 734 (6.604 min): BF128874.D\data.ms (-732) (-) m/z 59.05 100.00%
59.0
5000
41. 103.1
R e A
M 751 ‘ 6.20 6.40 6.60 6.80 7.00
0 HWHw“HM‘m_m‘Jm_m_m m/z 45.10  54.86%
miz--> 20 60 80 100 120 140
Abundance  #26719: 2—Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
41. 103.0 m/z 103.10  27.56%
o0 . 0 ‘ 130.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
R R ARRE
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.10 26.11%
103.0
31.0
75.0
ot e e e
miz--> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)- R N RARRE
59.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10  25.99%
5000
31.0
103.0
IR T T N N ¥ Y773 O (W S
m/z--> 20 40 60 80 100 120 140 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\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Cyclobutane, 1,2-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.157 2.77 ng 77157  1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 90
2 1-Octanol 130 C8H180 000111-87-5 64
3 1-Hexene 84 C6H12 000592-41-6 58
4 Cyclobutane, butyl- 112 C8H16 013152-44-8 53
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 47
Abundance Scan 828 (7.157 min): BF128874.D\data.ms (-826) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.1
84.1
“H‘W‘H‘,H‘W‘H,‘
| | ‘ 97.1 6.80 7.00 7.20 7.40 .
a2 e [ e L L R e m/z 41.05 82.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7606: Cyclobutane, 1,2-diethyl-
56.0
41.0
5000 L SR BRI B LI BN B
700 6.80 7.00 7.20 7.40
270 84.0 m/z 55.05 81.20%
O\\\‘\\\\‘\\\‘}“\H\‘}\‘\\\‘\w‘\‘\H‘\“‘\\\\‘\H\\‘\g\?\(‘)\\\l\]‘-\z\\o\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
41.0 56.0
A S e T
70 70.0 6.80 7.00 7.20 7.40
5000 ' 84.0 m/z 43.10  51.28%
0 14.0 97.0 112.0
R R o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1639: 1-Hexene R A RAREERaT
41.0 56.0 6.80 7.00 7.20 7.40
m/z 69.10  49.31%
5000
27.0
69.0 84.0
o‘H‘m‘wl“w}w‘u‘:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59

Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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 Cyclopropane, octyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.487 4.00 ng 147885 Naphthalene-d8 8.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, octyl- 154 C11H22 001472-09-9 72
2 1-Decanol 158 C10H220 000112-30-1 64
3 1-Octene, 3,7-dimethyl- 140 C1eH20 004984-01-4 64
4 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 62
5 1-Octene 112 C8H16 000111-66-0 49

Abundance Scan 1054 (8.487 min): BF128874.D\data.ms (-1051) (-) m/z 55.10 100.00%
551
83.0
5000
39 . \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ ‘ ‘ ‘ 11”2 1 8.20 8.40 8.60 8.80
0Ll u“mhmH‘_‘m_m_m m/z 43.05 96.05%
miz--> 20 40 60 80 100 120 140
Abundance #31425: Cyclopropane, octyl-
55.0
5000 L L L L L B I IR B
29.0 83.0 8.20 8.40 8.60 8.80
m/z 56.05 95.19%
O\\\‘\‘}\\‘i\ ““‘!“““\"{“‘?‘%%.‘0““““]"5‘4:"0
miz--> 20 40 60 80 100 120 140
Abundance
43.0
70.0 P
 AAHEeE R TS
8.20 8.40 8.60 8.80
5000 ITI/Z 70.00 93.19%
97.0
0 26.0 119.0 140.0
e B L
miz-> 20 40 60 80 100 120 140
Abundance #20693: 1-Octene, 3,7-dimethyl-
55.0 8.20 8.40 8.60 8.80
m/z 41.05 86.30%
5000
27.0
83.0 111.0
L T 7
ok Al S C
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Methoxyacetic acid, 2-tetra... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.386 3.18 ng 142960  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1717 (12.386 min): BF128874.D\data.ms (-1711) (|  m/z 57.10 100.00%
57.1
1200 1250
27.1 ' :
o‘Hmuimm,mﬁ%‘r"ﬁz“gﬁ'gwwwwwm_mw m/z 43.10  70.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 — —
12.00 12.50
m/z 71.05 56.44%
Liperosre
O\\\ “\l‘\\“\‘\\“\\"\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
P e
12.00 12.50
5000 m/z 41.10 40.79%
0 127.0197.0267.0337.0  463.0 561.0
T T T ) TP T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester P —
57.0 12.00 12.50
m/z 85.10 37.93%
B JWAAN;WMAWﬂJLAWVWWRM)
okl ‘4%5-?196-0, il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Behenyl acrylate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.104 12.54 ng 511586  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenyl acrylate 380 C25H4802 018299-85-9 58
2 hexadecyl acrylate 296 C19H3602 013402-02-3 49
3 2-Propenoic acid, pentadecyl ester 282 C18H3402 043080-23-5 49
4 1-Docosene 308 C22H44 001599-67-3 35
5 2-Propenoic acid, tridecyl ester 254 C16H3002 003076-04-8 35

Abundance Scan 1839 (13.104 min): BF128874.D\data.ms (-1836) (- m/z 55.10 100.00%

558.1
5000
7.1

— ——
325.9
254.0 13.00 13.50
or M¥3?]1%§f?‘u “wu““‘mh“““ m/z 43.10 46.40%

m/z--> 50 100 150 200 250 300 350
Abundance #287938: Behenyl acrylate
55.0

5000 — e
7.0 13.00 13.50

m/z 57.10  44.86%

T T ‘ \ T ‘ \ \ \ ‘ L \ \ T \ T \ T
m/z--> 50 100 150 200 250 300 350
Abundance
55.0

T
13.00 13.50

5000 97.0 m/z 83.10 35.06%
0 1410 1960  267.0
T [ [ T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #176249: 2-Propenoic acid, pentadecyl ester — ——
55.0 13.00 13.50

m/z 41.10 34.46%

\\‘ \“‘\ \M\ 210.0

0° A — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.457 9.61 ng 392126  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 81
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 80
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
Abundance Scan 1899 (13.457 min): BF128874.D\data.ms (-1896) (- m/z 57.10 100.00%
57.1
9.1 1350
41.1 2 359 9 .
ol bl 341118322252 2900 3899 . 4316 66.18%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
13.50
9.0 m/z 71.10 54.69%
| ‘ 14101830250 2820
O\“\‘\“‘\ \“\h‘\“\\\‘““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
13.50
5000 m/z 85.10 41.17%
99.0
0 141.0183.0225.0267.0 323.0 380.(
e e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- T
43.0 13.50
m/z 55.05 25.80%
5000 5.0
126.0 .
o 0 N - —_—
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.786 8.53 ng 348047 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 91
Abundance Scan 1955 (13.786 min): BF128874.D\data.ms (-1952) (- m/z 57.10 100.00%
57.1
— —
‘ 141.2 197 2 13.50 14.00
o1k ‘u“u‘\ Lot Jre 2983 3092 0 nyz 43.10  67.00%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
13.50 14.00
m/z 71.10 57.84%
ol \ || ‘\ ‘1‘410183022502670 323.0 380.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance
57.0
—— —
13.50 14.00
5000 m/z 85.10 43.78%
99.0
0 141.0183.0  254.0
e e T
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T —
57.0 13.50 14.00
m/z 41.10 25.94%
5000
9.0
0 15(4 Il H i h‘ | ] 141 0183 0225.0 296.0
e e e —— —
m/z--> 0 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.104 12.34 ng 503308 Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90

Abundance Scan 2009 (14.104 min): BF128874.D\data.ms (-2005) (- m/z 57.10 100.00%

57.1
5000

—
14.00 14.50

1412
ol b “‘ Lu7CAB32 230.3282132343664  y ;43,10 65.51%
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
14.00 14.50

m/z 71.10 54.49%
\

9.0 140.0
T ey
mi/z--> 50 100 150 200 250 300 350
Abundance
57.0

—
14.00 14.50

o

5000 m/z 85.10 40.86%
99.0
0 141.0183.0225.0 281.0 337.0 394.
I B S O FSL AL B B B B B B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane — ——
57.0 14.00 14.50

m/z 55.10  25.48%

e
I

oLl )|,  141018302250267.0 3380
AL A 7 383.0225.0267.0 3380 — _—

m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.410 15.21 ng 620440  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 97
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2061 (14.410 min): BF128874.D\data.ms (-2058) (- m/z 57.10 100.00%
57.1
o m
1450
ol LA “ L ‘1‘3‘1‘2‘1‘?3‘2‘?2‘5‘3‘ 281132333665 /7 43.10  66.15%
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 1
14.50
9.0 m/z 71.10 56.10%
oL 14101830225026703000 3660
\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
43.0
——
14.50
5000 85.0 m/z 85.10 42.01%
127.0 195.0
ob—b b by oy, 1123902800
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —
57.0 14.50
m/z 55.10 24.41%
oL L i F ‘%410183022502670 3230 380.0
““‘“,““““““““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.716 14.16 ng 603162  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2113 (14.716 min): BF128874.D\data.ms (-2109) (-} | m/z 57.10 100.00%

57.1
5000

——
‘ ‘ | 9.1 101 1183 22952 14.50 15.00
ol AL L1 37-0183.22252267.3 3374 394, ., 4310 62.30%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
14.50 15.00

m/z 71.10  55.23%

ol B H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

—
14.50 15.00

5000 m/z 85.10 43.69%
99.0
0150 141.0183.0225.0267.0309.0  380.0
e B e e HR AL A E A RS S e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane — —
57.0 14.50 15.00

m/z 55.10  22.56%

0 ‘ uh\ \‘\\ M h‘ 14% 917830225'0267'0309'0 367.0
L B e L B B I — T

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\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.039 12.12 ng 516334  Perylene-d12 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
4 Tricosane 324 (C23H48 000638-67-5 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2168 (15.039 min): BF128874.D\data.ms (-2165) (- m/z 57.10 100.00%
57.1
0.1 T
15.00
141 2
ot ““ Lil 141218320052 2054 3513 m/z 43.10  66.01%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — ‘
15.00
80 m/z 71.10 56.10%
Ols.oi . 141018302250  296.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance
57.0
T \
15.00
5000 m/z 85.10 43.04%
0
0 141.0183.0225.0 281.0 337.0 394.
T e T T e
m/z--> 0 50 100 150 200 250 300 350
Abundance #229650: Heptadecane, 9-hexyl- ——
43.0 15.00
m/z 55.10  25.45%
o i Mu
210.0
ol Al e T aer0 3230 -
m/z--> 0 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1,2-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.186 20.94 ng 892154  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 91
2 Phthalic acid, octyl trans-hex-3... 360 C22H3204 1000360-48-6 90
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
4 Phthalic acid, butyl hept-3-yl e... 320 C19H2804 1000356-98-7 78
5 Phthalic acid, 7-bromoheptyl hep... 440 C22H33Bro04 1000415-52-1 78

Abundance Scan 2193 (15.186 min): BF128874.D\data.ms (-2189) (- m/z 149.05 100.00%
149.1

-

5000
431 1041 9791 15.00 15.50
ol 2081 | 189123412791 3614 ., 4310 12.32%
mlz--> 50 100 150 200 250 300 350
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
5000 T

‘ —
15.00 15.50
m/z 150.00 10.19%

o 0 1040 279.0
\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
149.0
P P
15.00 15.50
5000 82.0 ITI/Z 57.10 9.57%
41.0 279.0
o - e e
m/z--> 50 100 150 200 250 300 350
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester P ——
149.0 15.00 15.50
m/z 41.10 9.30%
5000
43.0 293.0
0 bAoA e e —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :
: 20 Jun 2022 13:59
: CG\JU

: N3373-13

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\

BF128874.D

: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 16 Tridecane, 1-iodo- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.833 6.02 ng 256450  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2303 (15.833 min): BF128874.D\data.ms (-2299) (- m/z 57.10 100.00%
57.1
1550  16.00
13.1 . .
169.2 |
- ,I Adf 022, 2534 3280 416 ., 43.1¢  58.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — ——
15.50 16.00
m/z 71.10 52.13%
183.0
13.0
O\‘“\H\“’\‘1‘\‘\“\‘\‘\\“‘\\\\‘\\\\‘\\\\\?"1\0.\0\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
P e
15.50 16.00
5000 m/z 85.10 38.09%
o 13.0 1690 2400
T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl- — —
57.0 15.50 16.00
m/z 55.10 21.21%
5000
155.0
ol dhie T 50
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF060222.M Tue Jun 21 18:20:23 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Didecyl phthalate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.004 10.58 ng 450847  Perylene-di12 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Didecyl phthalate 446 C28H4604 000084-77-5 90
2 Phthalic acid, 6-ethyl-3-octyl h... 404 C25H4004 1000315-17-7 90
3 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 86
4 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
Abundance Scan 2332 (16.004 min): BF128874.D\data.ms (-2327) (- m/z 149.00 100.00%
149.0
5000 //\¥
43.1 16.00 |
| 104.0 307.2 :
ol Al 2040 | 19812390 O7C 3651 L. 4310 12.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #324472: Didecyl phthalate
149.0
5000 —— :
16.00
m/z 150.00 9.68%
43.0
O\\\“‘M\‘\‘\‘]\_O’{.(\)\\ \‘\\\‘\\\\‘\\\??T.\o\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
T
16.00
5000 m/z 55.05 8.98%
57.0 104.0 265.0308.0 404.0 WVV‘M‘»J%
B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #312599: 1,2-Benzenedicarboxylic acid, decyl octyl ester 7 ‘
149.0 16.00
m/z 57.10 8.84%
5000
43.0
279.0
olilijdoa0 210y, .
m/z--> 50 100 150 200 250 300 350 400 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\

Quant Method
Quant Title

TIC Library

BF128874.D
: 20 Jun 2022 13:59
: CG\JU
¢ N3373-13
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 18 Tetracosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.321 4.90 ng 208622  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2386 (16.321 min): BF128874.D\data.ms (-2382) (| m/z 57.10 100.00%
57.1
9.1 P —r—
‘ L] 169.2510,0250.2 3411 10.00 1650
ol LAl g SERD.029D.2298.1 AL 3803 1y s 43.10  65.54%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — ——
16.00 16.50
m/z 71.10 58.05%
9.0
0 | ‘L ‘ ||| 1 141.0183.0225.0267.0  338.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
16.00 16.50
5000 m/z 85.10 43.09%
99.0
0 141.0183.0225.0267.0 323.0 380.0
T T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #325756: Docosane, 11-decyl- “ —
57.0 16.00 16.50
m/z 55.10 24.19%
. U\%—/\WM
ol 4 ‘\ ||| 1410183.0225.0267.0%%7 %350 0302,
— e e — —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Eicosane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.898 3.04 ng 129459  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 76
3 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 64
4 Nonadecane 268 C19H40 000629-92-5 60
5 Octacosane 394 (C28H58 000630-02-4 58
Abundance Scan 2484 (16.898 min): BF128874.D\data.ms (-2479) (- m/z 57.10 100.00%
57.1
5000 WNW“WMJhw]\WWMKMwWWﬂ
113.2 T LT
16.50 17.00
187.0 253 3 319.2 429.2
0 _HH \‘ \qu‘;uw i 08 422 g 7110 54.78%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 — ——
16.50 17.00
m/z 43.10 50.75%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— ——
16.50 17.00
5000 m/z 85.10 29.56%
253.0
20 113.0 1690 WWWAJ\MWWNVW
R B e e AR ma
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #333759: Tritriacontane, 2-methyl- “ ——
57.0 16.50 17.00
m/z 99.05 19.64%
- M\/\qu
0 | ‘ I‘\ ‘ H H | \169 0225 0 379. 043\5 0
A e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 20 tri(2-Ethylhexyl) trimellitate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.768 5.76 ng 245302  Perylene-di2 15.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 tri(2-Ethylhexyl) trimellitate 546 C33H5406 003319-31-1 53
2 Furo[2,3-H]coumarine, 6-methyl-1... 305 C19H15NO3 1000270-15-3 43
3 4-(Morpholin-4-yl)-6-(2-phenylet... 305 C18H15N302 1000387-57-0 43
4 Terephthalic acid, octyl 2-pheno... 398 C24H3005 1000416-04-7 38
5 S5H-Chromeno[4,3-d]pyrimidin-5-on... 305 C17H11N303 038370-06-8 37

Abundance Scan 2632 (17.768 min): BF128874.D\data.ms (-2626) (- m/z 305.10 100.00%

3056.1
5000 °7-1
193.0
—r —
113.2 , 17.50 18.00
Obbhdt i b Ll 288 L B 57.10 48.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #343463: tri(2-Ethylhexyl) trimellitate
305.0
57.0
5000 — —
193.0 17.50 18.00
m/z 193.00  32.83%

o

‘ ‘ 113.0
435.(
\\\“\\h\‘\\\\“‘\\‘\\“\‘\\\2‘6\0\0\\‘\\\\‘\\\\‘\\\‘\‘
m/z--> 100 150 200 250 300 350 400
Abundance
305.0

T
17.50 18.00
5000 m/z 71.10  26.38%

91.0 248.0
39.0
o 137.0191.0 WVN/\_A/LNN\’\M
R R e T B AN B A e !
m/z--> 50 100 150 200 250 300 350 400

Abundance #205715: 4-(Morpholin-4-yl)-6-(2-phenylethynyl)-2,1,3-be e —
305.0 17.50 18.00
m/z 43.10 25.74%

5000
247.0

?

190.0

30.0 770 126.0 | ‘
Ot i P ok g ¢ o 1l ‘m‘\‘\‘ bl

m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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,... 4.363 117.7 ng 3274390 1 6.769 556493 20.0
2-Pentanone, 4-... 5.022 233.9 ng 6508250 1 6.769 556493 20.0
2-Propanol, 1-(... 6.575 3.9 ng 109587 1 6.769 556493 20.0
1-Propanol, 2-(... 6.604 3.5 ng 96311 1 6.769 556493 20.0
Cyclobutane, 1,... 7.157 2.8 ng 77157 1 6.769 556493 20.0
Cyclopropane, o... 8.487 4.0 ng 147885 2 8.057 738940 20.0
Methoxyacetic a... 12.386 3.2 ng 142960 4 11.298 899868 20.0
Behenyl acrylate 13.104 12.5 ng 511586 5 13.945 815832 20.0
Eicosane 13.457 9.6 ng 392126 5 13.945 815832 20.0
Heptacosane 13.786 8.5 ng 348047 5 13.945 815832 20.0
Dodecane, 2-met... 14.104 12.3 ng 503308 5 13.945 815832 20.0
Hexacosane 14.410 15.2 ng 620440 5 13.945 815832 20.0
Octacosane 14.716 14.2 ng 603162 6 15.398 852121 20.0
Heneicosane 15.039 12.1 ng 516334 6 15.398 852121 120.0
1,2-Benzenedica... 15.186 20.9 ng 892154 6 15.398 852121 20.0
Tridecane, 1-iodo- 15.833 6.0 ng 256450 6 15.398 852121 20.0
Didecyl phthalate 16.004 10.6 ng 450847 6 15.398 852121 20.0
Tetracosane 16.321 4.9 ng 208622 6 15.398 852121 20.0
Eicosane, 2-met... 16.898 3.0 ng 129459 6 15.398 852121 20.0
tri(2-Ethylhexy... 17.768 5.8 ng 245302 6 15.398 852121 20.0
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