LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acqg On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc :

ALS vial : 7 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF1314@3.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.246 21 27 33 rVB 1363022 1761732 63.32% 8.410%
2 3.345 207 214 219 rBv2 25507 45215 1.63% 0.216%
3  4.116 339 345 349 rBV 30639 37159 1.34% 0.177%
4 4.492 403 409 418 rVV2 73519 103293 3.71% 0.493%
5 4.575 418 423 427 rVB 83228 89173 3.20% 0.426%
6 5.169 520 524 531 rVB 190946 199453 7.17% 0.952%
7 5.557 586 590 594 rBV 1290548 1210458 43.50% 5.779%
8 6.563 756 761 768 rBV 939685 795810 28.60%  3.799%
9 6.639 768 774 776 rVWV 50485 42490 1.53% 0.203%
106 6.957 824 828 831 rBV 609851 546177 19.63% 2.607%
11 7.110 847 854 856 rBv3 37261 60316 2.17% ©.288%
12 7.133 856 858 862 rvB 400259 304394 10.94% 1.453%
13 7.198 866 869 874 rVB2 83029 82166  2.95% 0.392%
14 7.275 877 882 884 rBV3 39599 47081 1.69% ©.225%
15 7.345 891 894 898 rBV 86754 68918 2.48% ©0.329%
16 7.463 908 914 915 rBV3 38453 64857  2.33%  0.310%
17 7.486 915 918 920 rVW 121581 144271 5.19% 0.689%
18 7.522 920 924 927 rVB2 1878699 1779751 63.96% 8.496%
19 7.639 941 944 951 rVB2 44576 47153 1.69% 0.225%
20 7.722 955 958 960 rVW 176173 139401 5.01% 0.665%
21 7.751 960 963 966 rVV 135120 105905 3.81% 0.506%
22 7.804 967 972 975 rwv2 61933 61666 2.22% 0.294%
23 7.886 983 986 988 rBvV2 38897 32505 1.17% ©.155%
24 7.910 988 990 997 rVB2 51035 60808 2.19% 0.290%
25 7.975 997 1001 1004 rBV 158457 138220 4.97% 0.660%
26 8.080 1016 1019 1021 rBV 70121 50579 1.82% 0.241%
27  8.245 1041 1047 1052 rBV 837614 822266 29.55% 3.925%
28 8.286 1052 1054 1058 rVB 43679 38309 1.38% 0.183%
29 8.498 1085 1090 1095 rBV3 95013 138691 4.98% 0.662%
30 8.763 1130 1135 1137 rBV4 32654 41954 1.51% ©.200%
31 8.833 1144 1147 1151 rBV2 94922 79859 2.87% 0.381%
32 9.057 1178 1185 1188 rBV2 71444 77344 2.78% 0.369%
33 9.327 1226 1231 1234 rVB 3144540 2782439 100.00% 13.283%
34 9.663 1284 1288 1290 rBvV2 24981 30431 1.09% ©.145%
35 10.010 1341 1347 1350 rBV 1018669 826143 29.69%  3.944%
36 10.245 1384 1387 1393 rBV 30923 34515 1.24% 0.165%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acqg On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc :

ALS vial : 7 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.498 1427 1430 1437 rVB4 29630 43873 1.58% 0.209%
38 10.727 1465 1469 1472 rVB 353984 265916 9.56% 1.269%
39 10.804 1477 1482 1485 rBV 2083634 1860444 66.86% 8.882%
40 11.504 1598 1601 1605 rBV 916934 785692 28.24% 3.751%
41 11.610 1616 1619 1624 rvVB2 45776 49942 1.79% 0.238%
42 12.027 1686 1690 1695 rBV 457705 399646 14.36% 1.908%
43 12.280 1730 1733 1736 rBV 50417 42621 1.53% 0.203%
44 12.815 1821 1824 1832 rBvV 157493 157916 5.68% 0.754%
45 13.104 1868 1873 1876 rBV 3062387 2725494 97.95% 13.011%
46 14.004 2022 2026 2039 rBV 272723 402169 14.45% 1.920%
47 14.162 2049 2053 2056 rBV 632580 520029 18.69% 2.483%
48 14.262 2065 2070 2073 rBvV 96059 92993 3.34% 0.444%
49 15.039 2199 2202 2206 rVB 35975 37023 1.33% 0.177%
50 15.698 2309 2314 2318 rBv2 358089 467027 16.78% 2.230%
51 15.733 2318 2320 2324 rVB 29040 33694 1.21% 0.161%
52 16.209 2396 2401 2405 rBvV 27759 38555 1.39% 0.184%
53 16.280 2408 2413 2421 rBV9 19420 52268 1.88% 0.250%
54 16.762 2490 2495 2502 rBV5 23715 43517 1.56% 0.208%
55 17.409 2600 2605 2613 rVB5 17304 37262 1.34% 0.178%
Sum of corrected areas: 20946983

8270-BF112122.M Thu Dec 01 13:06:35 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131403.D\data.ms
3000000

2500000
2000000 7.522
1500000

2.246 5.557

1000000 6.563

500000

5.169
3.345 4116 44905 639

o\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF131403.D\data.ms
3000000 9.327 13.104

2500000

10.804
2000000

1500000

10.010

1000000 11.504

12.027

. 12.815
N = | 19 — ‘1610 12.280
Time--> . . 9 50 10.00 10.50 11.00 11 50 12 00 12 50 13 OO

Abundance TIC: BF131403.D\data.ms
3000000

500000

2500000
2000000
1500000

1000000
14.162

500000 14.004 15.698

. 4262 15039 15733 168080  16.762 17.409
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 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\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.246 64.51 ng 1761730  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 27 (2.246 min): BF131403.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
5000 43.0
550 87.1
T LA W
‘ ‘ 220 2.40 260
O bl e b L1012 43 00 46.37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L B B B B
43.0 220 240 2.60
5.0 87.0 m/z 55.05  32.94%
29.0 ‘
O\\‘\\\\’\\\\“\\\\“\\\\’\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
410 o, 87.0 220 240 260
5000 ’ m/z 87.10 26.32%
29.0
5o || H
Oty ‘ w‘ A .
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5032: 3-Pentanol, 3-methyl- A ma e
73.0 220 2.40 260
m/z 41.10 14.85%
5000
55.0
87.0
oo 0@
0 L 1 |

m/z--> 10 20 30 40 50 60 70 80 90 100 220 2.40 260

8270-BF112122.M Thu Dec 01 13:06:38 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Di-sec-Butyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.492 3.78 ng 103293 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 74
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 59
3 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 56
4 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 50
5 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 50
Abundance Scan 409 (4.492 min): BF131403.D\data.ms (-403) (-) m/z 57.10 100.00%
57.1
101.1
A e e
‘ 83.1 4.20 4.40 4.60 4.80
Ol s L L B0 s 4a.05 98, 30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15682: Di-sec-Butyl ether
45.0
5000 UL L B I LA BN
59.0 4.20 4.40 4.60 4.80
29.0 101.0 m/z 59.00 55.82%
‘ 83.0
OH‘H\‘\“\H\“\‘\M‘Hw‘“\\H‘\‘H\‘\‘H\‘\H\‘\\H‘H\.\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
SN | ViNS—Y
4.20 4.40 4.60 4.80
5000 m/z 41.00 48.28%
41.0
2710 101.0
o T Ll 730 870 1350 1300
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15696: 3-Hexanol, 3-ethyl-
45.0 59.0 4.20 4.40 4.60 4.80
101.0 . .06%
870 m/z 101.10  37.06
5000 29.0
0#'0,' NS £ S S,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Butane, 1-(1-methylpropoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.575 3.27 ng 89173 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 78
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 74
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 59
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 37

Abundance Scan 423 (4.575 min): BF131403.D\data.ms (-418) (-) m/z 57.00 100.00%

57.0
5000 21.0
101.1
A e
83.0 ‘ 4.20 4.40 4.60 4.80
b el L m/z 45.00  77.59%
m/z--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether
45.0
5000 290 LI LA L L LA B R
101.0 4.20 4.40 4.60 4.80
L m/z 41.00  38.33%
83.0
O T \““}‘\ \‘\ﬁ‘.\ow \‘\ “\ L ‘:!-3\0\(\)‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
e P R
4.20 4.40 4.60 4.80
5000 m/z 101.10 26.00%
41.0
101.0
o250 | 70 | a0
I A e
miz--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether T
57.0 4.20 4.40 4.60 4.80
101.0 m/z 59.00  21.38%
5000 41.0
73.0
0229 A “ 260 SRS U6 S
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.169 7.30 ng 199453 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 524 (5.169 min): BF131403.D\data.ms (-520) (-) m/z 43.00 100.00%
43.0
59.0
5000
101. e R
‘ 83.0 01.0 4.80 5.00 5.20 5.40
Y S R NS+ < B m/z 59.00  54.76%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N LA LA BN I
59.0 4.80 5.00 5.20 5.40
m/z 101.00 16.50%
0 27\\\ Ll i 830 10‘10
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A Ramaa R EES S
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 14.65%
126.0
bl Al L 1280130
m/z--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime A R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.12%
5000
101.0
o130 . 600 840
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\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.110 2.21 ng 60316 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 Cl1oH14 000527-84-4 83
2 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 46
3 p-Cymene 134 C10H14 000099-87-6 46
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 38
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 38
Abundance Scan 854 (7.110 min): BF131403.D\data. ms(847)() m/z 119.10 100.00%
57.0 11p.
88.0
41.0
5000
73.0 134.1
‘ | ‘ ‘ | P ‘ 6.80 7.00 7.20 7.40

owmww\mww:‘Mm‘ﬂ_‘m‘m_ww““‘waw m/z 57.05 85.42%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16991: o-Cymene
119.0
5000
91.0 6.80 7.00 7.20 7.40
134.0 m/z 88.00  69.02%
39.0 65.0 ‘

O \\‘l\\s\\o‘\\\\‘\\\\“‘\H\NHH‘}‘\‘H‘\HM“\H\‘M‘H\‘\‘“\\‘H‘\‘\l\\\\‘\\‘\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-

119.0 ﬂ
b
6.80 7.00 7.20 7.40
5000 ITI/Z 41.05 61.38%
91.0
134.0
39. 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene R R
119.0 6.80 7.00 7.20 7.40
m/z 43.00 41.57%
5000
91.0
134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:06:41 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.133 11.15 ng 304394  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
3 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 64

4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Deltacyclene 118 C9H1e 007785-10-6 59

Abundance Scan 858 (7.133 min): BF131403.D\data.ms (-856) (-) m/z 117.05 100.00%

117.1
5000
A e R
39.0 63.0 77.0 9]‘_,0 6.80 7.00 7.20 7.40
Obrrerrererrrer et e oM m/z 118,10 55.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 \\‘\\\\‘\\\\’\\\\‘\\/\\\‘

6.80 7.00 7.20 7.40

390 g0 91.0 m/z 115.00 32.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
m/z 91.00 16.60%
5000 91.0
510 650
SN 0 O Y 1|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10185: (Z2)-1-Phenylpropene
117.0 6.80 7.00 7.20 7.40
m/z 62.95 9.56%
5000
91.0
510 650 g Aj\
TR Y RN I PO I8
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1,4-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.198 3.01 ng 82166  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 86
Abundance Scan 869 (7.198 min): BF131403.D\data.ms (-866) (-) m/z 119.10 100.00%
119.1
5000
91.0
51.0
| ‘ | 75“} ‘ m ‘ ! 135.1 6.80 7.00 7.20 7.40 7.60
0 e bt A m/z 105,10 94.84%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 A‘\\\\‘/\\\\\‘\\\\‘\\\\’\\
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.05 44.11%
41.0 65.0 ‘ ‘ 135.0
O\‘\\\\‘\‘\‘\\“‘\\“\\“\‘\\\“‘\\H\‘\‘ \\‘\‘l\\\‘\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 90.95 26.67%
91.0
390 650 | ‘ 135.0
| 1T N | , |
Y AR IR N Pt Y 1 i il
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 17.36%
5000
91.0
150 39"‘0 60 | 1850
O e e e
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1-methyl-4-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.345 2.52 ng 68918 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 95
2 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 91
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 C1eH14 000135-98-8 90
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
Abundance Scan 894 (7.345 min): BF131403.D\data.ms (-891) (-) m/z 105.10 100.00%
105.1
5000
134.1 AMM
77.0 I \ \ \ \
390 g7q 7.00 7.20 7.40 7.60

0‘WHH‘HH_‘JpH‘WHQHMWHJMHHﬁ‘uwmu_mw‘uwuuwu m/z 134.05  23.547%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17052: Benzene, 1-methyl-4-propyl-

105.0
5000 AMA)\AA
7.00 7.20 7.40 7.60
134.0 m/z 77.00 13.52%
77.0
OH‘H\\‘%Z\"()HH“H?]‘T\.?\‘\‘\‘H‘\Hm‘HH‘MH\‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.00 10.79%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 7.00 7.20 7.40 7.60
m/z 106.00 10.48%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:06:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknown7.463 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.463 2.37 ng 64857  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Penten-3-0l, 2-methyl- 100 C6H120 002088-07-5 30
2 Butane, 1-ethoxy- 102 C6H140 000628-81-9 27
3 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 27
4 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 27
5 2-Hexyl butyrate 172 C10H2002 1000428-84-6 27
Abundance Scan 914 (7.463 min): BF131403.D\data.ms (-908) (-) m/z 43.00 100.00%
43.0 59.0
5000
74.0
AR AT
‘ | ‘ ‘ | 990 1501289 7.20 7.40 7.60 7.80
0 WH‘w_HJ,HHm!‘\W;U‘mhWm‘}mH‘Mwm,w m/z 59.00 87.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4389: 1-Penten-3-ol, 2-methyl-
71.0
43.0
5000
7.20 7.40 7.60 7.80
85.0 m/z 71.10 79.89%
27.0 ‘ 57.0 | ‘ 100.0
0 H‘HH‘Hi‘\“‘\\\N’M‘\\i‘\m\‘\“\\‘H“l\\\“1\\\‘\\H"HH‘HH‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4990: Butane, 1-ethoxy-
59.0
31.0 7.20 7.40 7.60 7.80
5000 m/z 55.00 41.75%
5.0 73.0
R A L e RARAARaREIEEATS L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4390: Cyclopentanol, 1-methyl- R RER=EE AL
71.0 7.20 7.40 7.60 7.80
m/z 41.05 37.65%
43.0
5000
27.0 57,0 850
0 u‘u‘u‘m‘\“um‘,‘m‘u‘\‘1‘\H‘\m‘1\HNH‘\\‘\\1\9(})\.9\‘””_\”,\”\ G
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80

8270-BF112122.M Thu Dec 01 13:06:44 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.722 3.39 ng 139401 Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 94
4 o-Cymene 134 CleHi4 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 94
Abundance Scan 958 (7.722 min): BF131403.D\data.ms (-955) (-) m/z 119.10 100.00%
119.1
5000 134.0
300 650 OO0 7.40 7.60 7.80 8.00
Obreprereprresrerere s bt | m/z 134,00 37.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.00 15.47%
39.0 65.0
0 \\‘1\\5\.\0‘\\\‘\‘\\H“‘\H\i‘i‘u\’\‘M\‘\H‘“‘H\\“i‘\u‘\W\\’\\M\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  10.19%
91.0
0 “%ﬁ(ﬂ“ﬁ“ﬁ?(?“wh"?ﬁ{ﬂ“ﬁ\‘u‘JH‘W‘wu,‘hhk“WJJH“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 115.00 8.35%
134.0
5000
39.0 65.0 91.0 J\/\/L
0‘W‘kuﬁ_H«MHJNH“waﬂmuum‘uwmwuwk‘uJﬁwu L ‘W‘H“H‘W‘MM_‘H{
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF112122.M Thu Dec 01 13:06:45 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

7.751 2.58 ng 105905 Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
Abundance Scan 963 (7.751 min): BF131403.D\data.ms (-960) (-) m/z 119.10 100.00%

119.1

%

5000 134.1
91.0
390 650 | 7.40 7.60 7.80 8.00
Oberrrrerrer et beeey et bbbl m/z 134.05  39.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 /\/\A\‘\\\\‘\\\\‘\\\\‘\\\\’\
7.40 7.60 7.80 8.00
91.0 m/z 91.00 17.28%
410 630 ‘
O \\‘\\H‘H\‘\‘\\H‘\H\“‘\\\’\\.H‘\H‘U‘H\\‘\\H‘\w\\’Hml\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  11.97%
41.0 6 0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.00 9.05%
134.0
5000
91.0
39.0 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF112122.M Thu Dec 01 13:06:46 2022 Page: 14



Data Path :

Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzene, 2-ethenyl-1,4-dime...

7.975 3.36 ng 138220

Concentration Rank 11

Relative to ISTD R.T.

Naphthalene-d8

002039-89-6 96
000824-22-6 94
000874-35-1 93
000824-90-8 91
000934-10-1 90

m/z 117.10 100.00%

-

7.60 7.80 8.00 8.20

m/z 132.05 34.72%
L AT %
7.60 7.80 8.00 8.20

m/z 115.00  27.06%

3

7.60 7.80 8.00 8.20

m/z 131.05 18.59%

=

7.60 7.80 8.00 8.20

m/z 91.00 14.05%

3

Hit# of 5 Tentative ID MW MolForm
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12
4 1-Phenyl-1-butene 132 C1eH12
5 3-Phenylbut-1-ene 132 C1eH12
Abundance Scan 1001 (7.975 min): BF131403.D\data.ms (-997) (-)
11y.1
5000
91.0 ‘ #‘
51.0
A LT S
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0
27.0 =10 1:+3 0
Ot T \‘\.\ \“i‘\ \“U T “‘H \7ﬁ4”.1ﬁ)“ el ‘”r“\ T J“ \‘!H \‘ \ T
miz--> 20 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
39.0 91.0
| ] I 1#3-0
Ol e e e
m/z--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
39.0 91.0
] I 143-0
0 ““‘V‘ At WGl
m/z--> 20 40 60 80 100 120 140

7.60 7.80 8.00 8.20

8270-BF112122.M Thu Dec 01 13:06:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.498 3.37 ng 138691 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-0l1, 2,3-dihydro- 134 C9H1e0 006351-10-6 87
2 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 81
3 Benzaldehyde, 3,4-dimethyl- 134 C9H1e0 005973-71-7 52
4 Benzene, 1l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 49
5 1,2-Benzenediol, O-(4-ethylbenzo... 300 C17H1605 1000330-50-2 47

Abundance Scan 1090 (8.498 min): BF131403.D\data.ms (-1085) (-) m/z 133.00 100.00%
138.0

5000
77 0 115.0
5]" 0 ‘ ‘H 162.0 8.20 8.40 8.60 8.80
] SR ‘w‘wu“‘w‘ 8L Ml 1820 s 134,05 53.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17582: 1H-Inden-1-ol, 2,3-dihydro-
133.0
5000 LA L B L I LA LA B
115.0 8.20 8.40 8.60 8.80

m/z 114.95  25.78%

51.0 1.0
0 ““2‘7\"(‘)‘\‘”\‘ ‘1““\‘\7\11\p\\“}\“‘1“\\1“\\‘}‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17579: 1H-Inden-5-ol, 2,3-dihydro- )\\A/‘
138.0 M\M

LA L I B L B B

8.20 8.40 8.60 8.80

5000 ITI/Z 77 .00 23.83%
77.0 105.0
51 0
27.0 ‘ ‘
POl OO T S
m/z--> 20 40 60 80 100 120 140 160
Abundance #17578: Benzaldehyde, 3,4-dimethyl-  RRA R
133.0 8.20 8.40 8.60 8.80
m/z 105.05 23.05%
105.0
5000
77.0
T h
0 m_‘h “‘ : “‘\M e ll M HMH[\&\,HH_HWHH
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF112122.M Thu Dec 01 13:06:48 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.027 10.17 ng 399646  Phenanthrene-di0 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 78

Abundance Scan 1690 (12.027 min): BF131403.D\data.ms (-1686) (- m/z 43.05 100.00%

43.0 |73.0
5000
129.1
213.2  — ‘
‘ 157.1185.1 12.00
0“WH‘“JH m/z 60.00 95.57%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92063: Tridecanoic acid
43.0 73.0
5000 129.0 T ‘
12.00
171.0 m/z 73.00 94.01%
e e
O J\‘ﬁ'?‘}\\‘“‘\\”\“ \‘1\‘\‘”!‘\\‘\““\\‘M‘\‘\‘H“H}\“HH‘\‘\H‘H\‘\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
] \
12.00
5000 ITI/Z 55.05 82.80%

o |

126199: Pentadecanoic acid : .
43.0 73.0 12.00

m/z 57.00  79.46%

5000 129.0
199.0
e | e
15.00 || gl il i \m ul L ‘ ‘

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

129.0
213.0
‘ H 157.0185.0 ‘
0 ]“ﬁ‘q“‘ HH‘H M“HHH““\‘ ‘H‘Hh ‘\‘H‘\‘ ;“\HH“‘H‘“““ ”\“H\‘ ‘ ‘\‘H‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance # : i i |

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.815 4.02 ng 157916  Phenanthrene-di10 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 55
Abundance Scan 1824 (12.815 min): BF131403.D\data.ms (-1821) (- m/z 43.00 100.00%
3.0
73.0
5000
— —
‘ 12.50 13.00
— m/z 60.00 94.86%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 30
5000 = s
129.0 12.50 13.00
‘ 185.0 Juto 284 m/z 55.00 83.33%
0L \“ \“\‘ W \‘H“‘HM”‘L nr\‘u‘\‘u\\; i - . - ‘L - “\‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
430 730 256.0
— —
12.50 13.00
5000 m/z 73.00 81.59%
129.0
213.0
TP
oL N ‘“ Il M\‘ HH““HHM“\ \‘\‘H‘\ Lt syl | “‘ “‘ “‘u\‘ T ‘ “ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — T
43.0 73.0 12.50 13.00
m/z 57.05 81.08%
5000 129.0
oL— [ H\“H‘n I “H‘H“ \\h\‘\‘ ‘M‘\‘u; “‘ ‘1‘61‘- ““ ‘i N “‘ E—— - s
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15

Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Bromoacetic acid, hexadecyl... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
14.004 15.47 ng 402169  Chrysene-d12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 2026 (14.004 min): BF131403.D\data.ms (-2022) (- m/z 56.95 100.00%
57.0

- A_\AJ\\L
T
“ “\ | 1541 201.0 265.0 1490
0 mmm‘w Ly 2010 2090 m/z 55.10  91.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
5000 L I
14.00
‘ m/z 43.85 90.06%
41.0 196.0
O T \‘\“““\H\ f ‘H H ‘M ‘m\”\ T \“‘ T \h\ T ‘2\6\9.\0\ ‘ L ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
—r—
14.00
5000 ITI/Z 83.05 71.67%
\ e
oL L Topoesso aoe
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene =
55.0 14.00
m/z 68.95 67.68%
5000
110
oL \u as40 880 SN
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.262 3.58 ng 92993  Chrysene-d12 14.162
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
3 Butylaldehyde, 4-benzyloxy-4-[2,... 278 C16H2204 149180-87-0 47
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
5 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11N302 1000460-07-9 37
Abundance Scan 2070 (14.262 min): BF131403.D\data.ms (-2065) (- m/z 277.10 100.00%
277.1
5000 ﬁ
201.1
77.0 T T
152.0
470 ‘ 1070 “ H yar1 14.00 1450
oYl S m/z 278.10 36.38%
miz--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —r— —
14.00 14.50
77.0 199.0 m/z 201.10 22.60%
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
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 199.00 20.26%
77.0
152.0 183.0
470 ‘ H
AN L LN N T N
m/z--> 50 100 150 200 250
Abundance #170901: Butylaldehyde, 4-benzyloxy-4-[2,2,-dimethyl-4-
277.0 14.00 14.50
m/z 183.00  18.94%
5000
43.0 91.0 199.0
167.0 =77 ‘
ol ‘L‘mi‘ ‘\“ L H‘ ““hh ‘m‘wn‘}?%q ‘M‘ “\‘\ il M‘ - ‘2‘47"0‘\\ , L
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acq On : 25 Nov 2022 19:15

Operator : CG\JU

Sample : N5741-11

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 n-Tetracosanol-1 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
16.280 2.24 ng 52268 Perylene-di2 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 72
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 64
3 Hexadecyl propyl ether 284 C19H400 1000406-27-9 58
4 Propyl triacontyl ether 481 C33H680 1000406-28-6 52
5 Butyl triacontyl ether 495 (C34H700 1000406-41-2 52

Abundance Scan 2413 (16.280 min): BF131403.D\data.ms (-2408) (-} | m/z 57.05 100.00%
57.0
97.0
5000
38.9 —— —
17T9 | 24‘9-1 341.0 16.00 16.50
0’ Il m/z ss.ee 92.33%
m/z--> 50 100 150 200 250 300 350
Abundance #264239: n-Tetracosanol-1
510 970
5000 —r ——
16.00 16.50
‘ jﬁgo e m/z 43.05 82.80%
01\8\9# \‘ “\‘ h ‘\H‘ T ‘\ ‘h‘ ‘h ‘\ ﬂ-? 2‘\2\9\0\ ‘26\6\(\)\ T b \L\ T
miz--> 50 100 150 200 250 300 350
Abundance #249112: 1-Docosanol, methyl ether
45.0 83.0
—— —
16.00 16.50
5000 ITI/Z 83.05 60.13%
25,0
3080
ol LALLLL L 370 aa00 220 3080
m/z--> 50 100 150 200 250 300 350
Abundance #179258: Hexadecyl propyl ether T 1
43.0 16.00 16.50
m/z 97.05 59.91%
5000
83.0
250 224.0
OH“‘H 168.0 —r —r
m/z--> 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131403.D

Acqg On : 25 Nov 2022 19:15
Operator : CG\JU

Sample : N5741-11

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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|
Butane, 2-metho... 2.246 64.5 ng 1761730 1 6.957 546177 20.0
Di-sec-Butyl ether 4.492 3.8 ng 103293 1 6.957 546177 20.0
Butane, 1-(1-me... 4.575 3.3 ng 89173 1 6.957 546177 20.0
2-Pentanone, 4-... 5.169 7.3 ng 199453 1  6.957 546177 20.0
o-Cymene 7.110 2.2 ng 60316 1 6.957 546177 20.0
Indane 7.133 11.2 ng 304394 1 6.957 546177 20.0
Benzene, 1,4-di... 7.198 3.0 ng 82166 1 6.957 546177 20.0
Benzene, 1-meth.. 7.345 2.5 ng 68918 1 6.957 546177 20.0
unknown?7.463 7.463 2.4 ng 64857 1 6.957 546177 20.0
Benzene, 1,2,4,... 7.722 3.4 ng 139401 2  8.245 822266 20.0
Benzene, 1,2,3,... 7.751 2.6 ng 105905 2 8.245 822266 20.0
Benzene, 2-ethe... 7.975 3.4 ng 138220 2 8.245 822266 20.0
1H-Inden-1-01, 8.498 3.4 ng 138691 2 8.245 822266 20.0
Tridecanoic acid 12.027 10.2 ng 399646 4 11.504 785692 20.0
Octadecanoic acid  12.815 4.0 ng 157916 4 11.504 785692 20.0
Bromoacetic aci... 14.004 15.5 ng 402169 5 14.162 520029 20.0
Triphenylphosph... 14.262 3.6 ng 92993 5 14.162 520029 20.0
n-Tetracosanol-1 16.280 2.2 ng 52268 6 15.698 467027 20.0

8270-BF112122.M Thu Dec 01 13:06:54 2022 Pag 22



