LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acqg On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc :

ALS Vvial : 20 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 P\Methods\8270E-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13457.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.223 3 6 21 rVB 3804965 5752760 7.31% 1.001%
2 3.846 107 112 127 rBV 1693947 3127009 3.98% 0.544%
3 3.964 127 132 146 rVB2 1324422 2417838 3.07% 0.421%
4 4.446 203 214 249 rBV 29551200 68435259 87.00% 11.904%
5 5.399 367 376 383 rBV 2808779 5881630 7.48% 1.023%
6 5.752 429 436 442 rBV 797217 1524779 1.94% 0.265%
7 5.846 447 452 461 rVV 1826455 2999244 3.81% 0.522%
8 5.964 466 472 477 rVV 1764841 3305245 4.20% 0.575%
9 6.011 477 480 491 rVB 580438 992238 1.26% 0.173%
10 6.869 620 626 633 rBV2 2795153 4426288 5.63% 0.770%
11 7.022 635 652 653 rBV2 1544807 4813424 6.12% ©.837%
12 7.099 661 665 667 rBvV2 649303 1102213 1.40% 0.192%
13 7.252 687 691 696 rVB 607162 875562 1.11% 0.152%
14 7.405 712 717 723 rVB 2926779 4165037 5.29% ©.725%
15 7.611 744 752 759 rVV 1331555 2217347 2.82% ©0.386%
16 7.775 772 780 792 rVB2 522157 1255424 1.60% 0.218%
17 7.922 794 805 812 rBV 1757140 2714921 3.45% 0.472%
18 8.169 839 847 853 rBV2 623486 1622558 2.06% 0.282%
19 8.316 862 872 883 rBV3 1073074 2394621 3.04% 0.417%
20 8.475 892 899 903 rBV 1067198 2122621 2.70% 0.369%
21 8.540 903 910 920 rvB3 5121855 12725593 16.18% 2.214%
22 8.663 926 931 943 rVB2 757149 1542760 1.96% 0.268%
23 8.799 949 954 958 rBvV 819787 1520811 1.93% 0.265%
24 9.087 996 1003 1006 rBV 9928509 16299417 20.72%  2.835%
25 9.116 1006 1008 1015 rVB 4490830 6243493 7.94% 1.086%
26 9.252 1024 1031 1041 rVB2 3530978 6650141 8.45% 1.157%
27 9.799 1115 1124 1132 rVB 635939 1482722 1.88% ©0.258%
28 9.916 1139 1144 1150 rVV 2478282 4230628 5.38% 0.736%
29 9.969 1150 1153 1162 rVB2 492189 919908 1.17% 0.160%
30 10.105 1169 1176 1179 rVV 1304109 2715261 3.45% 0.472%
31 10.693 1265 1276 1280 rBV6 1321467 4137524 5.26% 0.720%
32 10.734 1280 1283 1293 rVB 2737293 4525710 5.75% 0.787%
33 10.822 1293 1298 1307 rVB 547480 975258 1.24% 0.170%
34 11.022 1326 1332 1337 rVB 1027069 1575381 2.00% 0.274%
35 11.140 1349 1352 1367 rVB3 379272 956079 1.22% 0.166%
36 11.316 1376 1382 1386 rBV 538969 1025851 1.30% 0.178%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acqg On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc :

ALS Vvial : 20 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 P\Methods\8270E-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.416 1390 1399 1405 rVV 12631697 21535116 27.38%  3.746%
38 11.469 1405 1408 1413 rVV3 505670 940647 1.20% ©.164%

39 11.522 1413 1417 1420 rVV 1255813 2074064 2.64% 0.361%
40 11.575 1420 1426 1432 rVV2 1973325 4043990 5.14% ©.703%
41 11.675 1432 1443 1448 rVV2 4372013 9328627 11.86% 1.623%
42 11.722 1448 1451 1461 rVB3 694981 1272809 1.62% 0.221%
43 11.946 1485 1489 1498 rVB 532498 995962 1.27% 0.173%
44 12.087 1508 1513 1517 rBV 520338 874300 1.11% ©.152%
45 12.146 1517 1523 1532 rVB 6114473 9736135 12.38%  1.694%

46 12.228 1532 1537 1542 rVB 666575 960716 1.22% 0.167%
47 12.381 1551 1563 1571 rBV5 731319 1868063 2.37% ©.325%
48 12.475 1572 1579 1585 rBV 13837583 20671959 26.28%  3.596%
49 12.540 1585 1590 1599 rVB5 477991 1288811 1.64% 0.224%
50 12.775 1623 1630 1634 rBV 6598197 10712341 13.62% 1.863%

51 12.846 1634 1642 1650 rVV 15694511 29343171 37.30% 5.104%

52 13.022 1667 1672 1686 rVB2 6405789 11575137 14.71% 2.014%
53 13.134 1687 1691 1696 rBV 1102535 1516298 1.93% 0.264%
54 13.210 1696 1704 1712 rVB2 3391676 6187089 7.87% 1.076%
55 13.287 1712 1717 1721 rBV 1114714 1813907 2.31% 0.316%
56 13.593 1760 1769 1776 rVB 4399315 8499507 10.80% 1.479%
57 13.757 1788 1797 1801 rBV3 744097 1584817 2.01% 0.276%
58 14.122 1853 1859 1863 rBV4 746298 1450609 1.84% ©.252%
59 14.193 1863 1871 1875 rBV2 4512624 8184753 10.40% 1.424%
60 14.369 1891 1901 1906 rBV2 4305298 9447315 12.01% 1.643%
61 14.493 1918 1922 1929 rVB 537565 859305 1.09% 0.149%
62 14.569 1929 1935 1941 rBV 4501209 6630316  8.43% 1.153%
63 14.628 1941 1945 1951 rVB 778802 1100618 1.40% ©0.191%
64 15.069 2016 2020 2025 rBV3 744524 995138 1.27% ©0.173%
65 15.240 2045 2049 2056 rVB3 535711 872244 1.11% ©.152%
66 15.563 2097 2104 2106 rBV5 540353 991160 1.26% 0.172%
67 15.598 2106 2110 2119 rVB2 854207 1601503 2.04%  ©0.279%
68 15.722 2127 2131 2135 rBV2 804394 1051182 1.34% ©.183%
69 15.928 2161 2166 2173 rBV 586918 1096901 1.39% 0.191%
70 16.069 2185 2190 2195 rBV2 1382124 2169071 2.76% ©.377%

71 17.328 2399 2404 2412 rBV 6687787 9981846 12.69% 1.736%
72 17.686 2461 2465 2477 rVB2 607003 1057645 1.34% 0.184%
73 18.222 2548 2556 2584 rVV 25846332 61620014 78.33% 10.719%
74 18.945 2676 2679 2688 rBV 927981 1474526 1.87% 0.256%
75 19.216 2719 2725 2729 rBV2 1822978 2851530 3.62% 0.496%

76 19.345 2734 2747 2756 rBV 27798378 78663466 100.00% 13.684%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acqg On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vvial : 20 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 P\Methods\8270E-BP121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 19.445 2761 2764 2781 rVB 10625774 16648235 21.16%  2.896%
78 19.880 2834 2838 2841 rBV 2761899 3247638 4.13% ©.565%

79 19.933 2844 2847 2855 rVB2 1857319 2949143 3.75% ©.513%
80 20.175 2885 2888 2892 rBV 1890180 2433862 3.09% 0.423%
81 20.216 2893 2895 2900 rVB 1534750 1675468 2.13% 0.291%
82 20.557 2951 2953 2957 rVB 1380191 1413961 1.80% 0.246%
83 21.045 3033 3036 3040 rVB2 2261215 2461000 3.13% 0.428%
84 21.416 3095 3099 3105 rBV 6831253 9300046 11.82% 1.618%
85 23.886 3516 3519 3527 rVB2 3470308 6144388 7.81% 1.069%

Sum of corrected areas: 574868904
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013457.D\data.ms
se+07 4.446
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2e+07

1.5e+07
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Abundance TIC: BP013457.D\data.ms
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Abundgaenf& TIC: BP013457.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 Butanal, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.223 42.38 ng 5752760 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
2 Pentanal 86 C5H100 000110-62-3 59
3 Ethanol, 2-(2-propenyloxy)- 102 C5H1002 000111-45-5 12
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 9
5 1-Sec-butyldiaziridine 100 C5H12N2 033657-34-0 9

Abundance Scan 6 (3.223 min): BP013457.D\data.ms (-3) (-) m/z 44.00 100.00%

44.0
5000 L
A RRAREEENEEEES S
‘ 3.303.403.503.60
(
bl 145.1203.9267.1 3550 431.1489.1547( ./, 41 19  63.69%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #1961: Butanal, 3-methyl-
44.0
5000 U R R A R
3.303.403.503.60
m/z 43.10  53.29%
O‘\J\T “‘}\‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1915: Pentanal
44.0
R AAAREEENEENENSEEE
3.303.403.50 3.60
5000 m/z 57.10 42 .49%
ol J,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4841: Ethanol, 2-(2-propenyloxy)- R RRNENENN RN R
41.0 3.303.403.503.60
m/z 58.10  37.31%
5000
0 n\‘ ’101 0
e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.446 504.14 ng 68435300 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Butanal 72 C4H80 000123-72-8 38
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 32
4 1-Butanol, 2-methyl-, (S)- 88 C5H120 001565-80-6 22
5 Glutaraldehyde 100 C5H802 000111-30-8 14
Abundance Scan 214 (4.446 min): BP013457.D\data.ms (-203) (-) m/z 44.05 100.00%

44.0
5000

m ”s 3o 3302 4.20 4.40 4.60 4.80
1] 1281 7. 2388.4446,4506.4 .
oyl 1281 2370 330.2388.4446.4506.4 n/; s6.10  97.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4251: Hexana
56.0

5000 s
4.20 4.40 4.60 4.80

m/z 41.10 97.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #739: Butana
44.0

4.20 4.40 4.60 4.80

5000 m/z 57.10 72.32%
O‘WH"“m‘WH‘mWm‘mwm‘uH‘mwm‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1959: Butanal, 3-methyl- R ARAEREEEERE SR
44.0 4.20 4.40 4.60 4.80

m/z 43.05 69.97%

5000 jk
ol ‘JJ m ’ |

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 1-Hexanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.399 43.33 ng 5881630 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 72
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 72
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 59

4 Hexyl chloroformate 164 C7H13C102 006092-54-2 56
5 1-Butanol 74 C4H1e0 000071-36-3 53

Abundance Scan 376 (5.399 min): BP013457.D\data.ms (-367) (-) m/z 56.10 100.00%

56.1

o

5000
BEAREEEENE SRS
\ ‘ l 5.00 5.20 5.40 5.60 5.80
by, 1281 207.1266.9 34174011 487.0545: /7, 43.e5 61.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4967: 1-Hexanol
1 J
5000 BEEEE R
5.00 5.20 5.40 5.60 5.80
m/z 55.05 57.20%
O\I\I"ll“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15426: Formic acid, hexyl ester
56.0
T T
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.10 50.64%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1678: Cyclopropane, propyl- T T T
56.0 5.00 5.20 5.40 5.60 5.80
m/z 42.10 42.75%
) ‘“LJ\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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-Heptenal, (E)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.869 32.61 ng 4426290 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 76
2 2-Heptenal, (Z)- 112 C7H120 057266-86-1 58
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 53
4 3-Ethylcyclopentanone 112 C7H120 010264-55-8 53
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
Abundance Scan 626 (6.869 min): BP013457.D\data.ms (-620) (-) m/z 41.10 100.00%
41.1
- M
e hRAs aEE T
\ F‘F‘Z 1 ) 6.60 6.80 7.00 7.20
ol e 190.9  283.0 354.9 429.0490.1548°  ;n/z s55.00  89.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7340: 2-Heptenal, (E)-
41.0
5000 LI L B B R
6.60 6.80 7.00 7.20
m/z 83.00 88.90%
} 12.0
O‘\‘\‘\ "\J\‘\\\H‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7336: 2-Heptenal, (2)-
41.0
E  BERAREEEEENE
6.60 6.80 7.00 7.20
5000 m/z 57.00 69.01%
\ “ i
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3748: Cyclohexane, methyl- R AR ARE T
83.0 6.60 6.80 7.00 7.20
m/z 39.05 53.87%
h M
o}?:?,nwu‘u_m_ww_ww_m_m_ww_ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS vial : 20

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
7.022 35.46 ng 4813420 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 78
2 Pentanoic acid 102 C5H1002 000109-52-4 59
3 Propanedioic acid, propyl- 146 Ce6H1004 000616-62-6 56
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 42
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 36

Abundance Scan 652 (7.022 min): BP013457.D\data.ms (-635) (-)
60.0

m/z 60.00 100.00%

~

5000
e
mHllgo 193.0 281.1 356.0414.8474.8532.7 0.606.80 7.007.20 7.49
0 MAl1119,0 193.0 2811 356.0414.8474.8532.7  m/z 73.00  46.86%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid
60.0
5000 N L L R R
6.60 6.80 7.00 7.20 7.40
‘ m/z 41.10 39.17%
. I
‘\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #4772: Pentanoic acid
60.0
e ARERamaa T
6.60 6.80 7.00 7.20 7.40
5000 ITI/Z 43.10 29.45%
o_‘“ﬂm“' ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25222: Propanedioic acid, propyl- e REEammRaEE SRR
50.0 6.60 6.80 7.00 7.20 7.40
m/z 55.00 25.02%
h M
O‘H‘N\' “‘i\m‘uu‘uu‘uu‘\\u‘\\H‘HHWHWHWH‘\ R RERREEE e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 Furan, 2-pentyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.405 30.68 ng 4165040  1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
2 2-n-Butyl furan 124 C8H120 004466-24-4 64
3 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 36
4 Furan, 2-propyl- 110 C7H100 004229-91-8 33
5 Ethanone, 1-(2-methyl-2-cyclopen... 124 C8H120 001767-84-6 33
Abundance Scan 717 (7.405 min): BP013457.D\data.ms (-712) (-) m/z 81.00 100.00%
81.0
5000
\ 13b 1 7.00 7.20 7.40 7.60 7.80
O bund i 53071982 266.83269 43134891 /7 g2.e0  21.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20160: Furan, 2-pentyl-
81.0
5000
7.00 7.20 7.40 7.60 7.80
m/z 53.05 17.76%
o230l |, 139.0
‘\\\\‘\\ \‘!!\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11984: 2-n-Butyl furan
81.0
e AANBRAAAREEEEE NS
7.00 7.20 7.40 7.60 7.80
5000 m/z 138.05 14.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3252: 1,5-Hexadiene, 2-methyl- R R R
81.0 7.00 7.20 7.40 7.60 7.80
m/z 39.10 7.58%
: M
015-Ll‘-’ll, T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60 7.80

8270E-BP121322.M Thu Jan 12 13:24:11 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 Acetic caproic anhydride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.540 93.75 ng 12725600  1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic caproic anhydride 158 C8H1403 092351-84-3 64
2 6-Iodohexanal 226 C6H11IO0 1000411-49-9 64
3 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 59
4 n-Caproic acid vinyl ester 142 C8H1402 003050-69-9 53
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 53

Abundance Scan 910 (8.540 min): BP013457.D\data.ms (-903) (-) m/z 43.10 100.00%

43.1
R R AR
8.20 8.40 8.60 8.80
ol hUMOLO 20802691 3369 415247455826 1/, 99.05 51.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35081: Acetic caproic anhydride
43.0
5000 L L R B R
8.20 8.40 8.60 8.80
m/z 41.10 39.70%
bl 2150
‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107297: 6-lodohexana
99.0
29 LN L L B R I R A
8.20 8.40 8.60 8.80
5000 m/z 71.05 37.36%
O R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91837: Hexanoic acid, anhydride T T
99.0 8.20 8.40 8.60 8.80
m/z 55.10  27.44%
5000
41.0
07 LL' 1?&0\ SRASRRAAAARSSARASRARNRRARS
I e B I B B R R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270E-BP121322.M Thu Jan 12 13:24:13 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45

Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 8 Nonanal Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
9.252  48.99 ng 6650140 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 72
2 Oxirane, octyl- 156 C10H200 002404-44-6 38
3 3-Methyl-isoxazol-5(4H)-one 99 C4H5NO02 001517-96-0 22
4 3-Methyl-5-hydroxy-isoxazole 99 C4H5NO02 045469-93-0 22
5 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 22

Abundance Scan 1031 (9.252 min): BP013457.D\data.ms (-1024) (-) m/z 57.10 100.00%

57.

5000

%.

A
‘ " 9.00 9.20 9.40 9.60
0l Hw‘r’nu_w?ﬁ?"z 3249 4288 5043 ./, 41,05 98.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22960: Nonanal
57.0
5000 T[T T T T[T [T [rTT
9.00 9.20 9.40 9.60
} m/z 43.10 70.96%
‘ 4.0
O‘\‘\\"J\‘\\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32874: Oxirane, octyl-
71.0
e ERARERAEE SR
9.00 9.20 9.40 9.60
5000 m/z 55.05 65.88%
S (T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3869: 3-Methyl-isoxazol-5(4H)-one R e A RRRERRE
41.0 9.00 9.20 9.40 9.60
m/z 71.00 58.51%
99.0
5000
o S /AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270E-BP121322.M Thu Jan 12 13:24:22 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 unknownll.416 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.416 95.17 ng 21535100  Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Acetyl-3,4,5,6-tetrahydropyridine 125 C7H11NO 027300-27-2 38
2 Spiro(3.4)silaoctane 126 C7H14Si 1000433-94-6 38
3 Cyclohexanone, 2-butyl- 154 C10H180 001126-18-7 38
4 Cycloheptane 98 C7H14 000291-64-5 35
5 1-Nonene 126 C9H18 000124-11-8 35
Abundance Scan 1399 (11.416 min): BP013457.D\data.ms (-1390) (- m/z 55.00 100.00%
55.0
25.1
5000
—r—
} ‘ 11.50
ol dddddy L 2091 277.9 355.2417.2473.75303 | y/; 43,05  88.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12405: 2-Acetyl-3,4,5,6-tetrahydropyridine
43.0
125.0
5000 1
11.50
m/z 98.00 66.28%
0 \\‘r“”\‘}\l\‘i\‘\\‘\\\\‘H\\’\\\\‘\\H‘HH’HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12900: Spiro(3.4)silaoctane
98.0
==
11.50
5000 ITI/Z 125.10 61.30%
29,
L £ N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31034: Cyclohexanone, 2-butyl- ———
98.0 11.50
m/z 83.00 60.51%
41.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP121322.M Thu Jan 12 13:24:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 10 2-Decenal, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.675 41.23 ng 9328630  Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 64
2 2-Decenal, (Z)- 154 C10H180 002497-25-8 62
3 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 53
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 49
5 2-Heptenal, (E)- 112 C7H120 018829-55-5 49

Abundance Scan 1443 (11.675 min): BP013457.D\data.ms (-1432) (-] ' m/z 41.10 100.00%

41.1
5000

'80 L R
|

| 11.50 12.00
ok ‘HJLWJ164¥ 2410 35484149 489.3546. ' n/z 43.10 92.83%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30981: 2-Decenal, (E)-
41.0

5000 7 ===
11.50 12.00
%ﬁ m/z 55.10 87.59%
Ot LLNWL‘W‘”‘W‘”\‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30977: 2-Decenal, (2)-
41.0
1ﬂ50 1200
5000 ITI/Z 70.00 72.33%
8.0
0 A ‘I|‘|"||‘L‘\IH‘\.‘|\““"HH“H“HH‘HH‘HH‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77855: 2-Undecanethiol, 2-methyl- —_— ; 7*4\
41.0 11.50 12.00

m/z 57.00 58.53%

h J\/MM
[|seo

0 ""wwwwwwH_ww_ww_ — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP121322.M Thu Jan 12 13:24:24 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 11 2,4-Decadienal, (E,Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.146 43.03 ng 9736140  Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Decadienal, (E,Z)- 152 C10H160 025152-83-4 97
2 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 91
3 2,4-Decadienal 152 C10H160 002363-88-4 90
4 2,4-Nonadienal 138 C9H140 006750-03-4 86
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 78
Abundance Scan 1523 (12.146 min): BP013457.D\data.ms (-1517) (- m/z 81.00 100.00%
81.0
A /h
—
‘ l ‘ } | 1521 12.00 12.50
oL Abhll, 25212111 207.1354.0412.0470.8528.9 1/, 4116 35.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29143: 2,4-Decadienal, (E,Z)-
81.0
5000 e e
12.00 12.50
m/z 39.05 21.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
= =
12.00 12.50
5000 m/z 55.10 20.93%
152.0
o@-ﬂ‘ﬂ“‘rww‘mHH_‘H_‘H_m_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29102: 2,4-Decadienal —T T
81.0 12.00 12.50
m/z 67.05 20.73%
5000 /\’
0"‘““l‘u“\l“u}“\m“uH"‘H_m‘mwmWm‘mwmw L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP121322.M Thu Jan 12 13:24:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 12 2,4-Decadienal, (E,E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.475 o135 ng 20672000 Naphthalene-ds 16.740

Hit# of 5 Tentative ID MW MolForm CAS# Qual

ecadienal, (E,E)- 152 C10H160 025152-84-5 93
ecad1ena1 152 C10H160 002363-88-4 91
-Nonadienal, (E,E)- 138 C9H140 005910-87-2 78
onadienal 138 C9H140 006750-03-4 78
ctadienal, (E,E)- 124 C8H120 030361-28-5 72

-l>-l>-l>-l>-l>
OZZUU

Abundance Scan 1579 (12.475 min): BP013457.D\data.ms (-1572) (- m/z 81.00 100.00%

81.0
5000
“ﬂ‘l} 152.0  241.2302.1361.8420.2478.1536.0 12.50
o ‘Hupn a2 902.1 361.9220. 2478 15200 m/z 41.05  28.33%
miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29155: 2,4-Decadienal, (E,E)-
81.0
5000 AU

12.50
m/z 67.05 17.55%

J 152.0
Ol‘-\S\IPJHLW“Hl\Ih[%f‘\\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29102: 2,4-Decadiena
81.0
=

12.50
5000 m/z 39.10 17.02%

_

2

hﬂ‘ﬂl 152.0
0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20172: 2,4-Nonadienal, (E,E)-
81.0 12.50
m/z 55.05 15.05%

oSO 0 Uk

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

8270E-BP121322.M Thu Jan 12 13:24:32 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 unknownl2.775 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.775 32.31 ng 107123060  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Dimethylpyrrolidine 99 C6H13N 1000326-00-9 38
2 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 38
3 2-Nonylcyclopentanone 210 C14H260 1000433-19-9 38
4 2-Methylpiperidine 99 C6H13N 000109-05-7 38
5 2-Butylcyclopenanone 140 C9H160 1000433-20-1 38

Abundance Scan 1630 (12.775 min): BP013457.D\data.ms (-1623) (- m/z 84.00 100.00%

84.0
5000
S

1 |\ 12.50 13.00
ol dddl, [154.1 2188 280.8342.0402.0461.25202 1/, 43,10 93.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3986: 1,2-Dimethylpyrrolidine
84.0
5000 e Ay
12.50 13.00

m/z 55.00  85.39%

\\“1\“'\"\\\J”‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #7386: Cyclopentanone, 2-ethyl-
84.0

T
12.50 13.00

o

5000 m/z 125.10 44 .63%
1}
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #87557: 2-Nonylcyclopentanone — ——
84.0 12.50 13.00

m/z 41.10 41.36%

5000
27\‘4H| 1 2190

o : :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP121322.M Thu Jan 12 13:24:34 2023
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

BPO13457.D

: 11 Jan 2023 22:45
: CG/JU
: 01064-07 10X

: 20 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknownl2.846 Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
12.846 88.51 ng 29343200  Acenaphthene-d1e 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 3,3,4,4-tetramethyl- 142 C9H180 000865-66-7 38

2 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 38
3 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 38
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 35
Abundance Scan 1642 (12.846 min): BP013457.D\data.ms (-1634) (- m/z 57.00 100.00%
57.0
- L
— T
\ ” ‘ 12.50 13.00
0 H‘fJH“‘M""%0‘7”1‘39?‘3““355‘"1‘41‘3‘1“‘7?‘4‘5?9“3‘ m/z 43.10  66.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23097: 2-Pentanone, 3,3,4,4-tetramethyl-
57.0
5000 = AN
12.50 13.00
m/z 41.10 31.31%
| ‘ ‘ ‘127 0
O \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
i P
12.50 13.00
5000 ITI/Z 86.00 29.64%
‘ ” ?5 0 238.0 505.0
(RS N 0t
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74027: Heptane, 2,2,3,3,5,6,6-heptamethyl- — —
57.0 12.50 13.00
m/z 55.10 27.22%
olobhld 900080 L UL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP121322.M Thu Jan 12 13:24:35 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 2-Undecenal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.022 34.92 ng 11575100  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Undecenal 168 C11H200 002463-77-6 58
2 2-Tridecenal, (E)- 196 C13H240 007069-41-2 52
3 2-Undecenal, E- 168 C11H200 053448-07-0 49
4 2-Decenal, (E)- 154 C10H180 003913-81-3 47
5 2-Methylene cyclopentanol 98 C6H100 020461-31-8 43

Abundance Scan 1672 (13.022 min): BP013457.D\data.ms (-1667) (- m/z 85.00 100.00%

83.0
5000
T T
13.00
obrAbhILy 25012070 289835404133 4931 .. 4116 99.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43319: 2-Undecena
70.0
5000 T ‘
13.00
m/z 55.05 81.91%
O‘\‘L‘\ [J\i\“ll}lllﬂ‘.slolo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71621: 2-Tridecenal, (E)-
41.0
T \
13.00
5000 ITI/Z 57.05 78.46%
o LS oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #43329: 2-Undecenal, E- =
41.0 13.00
m/z 70.00 75.64%
5000
' Jh“1240
R S S e ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 16 unknown13.593 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.593 25.64 ng 8499510  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pyrrolidinecarboxaldehyde 99 C5HSNO 003760-54-1 22
2 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 22
3 Acetoxyacetic acid, 3-methylbut-... 188 C9H1604 1000355-69-8 16
4 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 14
5 3-Isoxazolamine, 5-methyl- 98 C4H6N20 001072-67-9 14

Abundance Scan 1769 (13.593 min): BP013457.D\data.ms (-1760) (- m/z 43.10 100.00%

43.1
101.0
5000

13.50

obr i)l 1621 2413 3269 4042 47515332 /. 95,00  78.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3935: 1-Pyrrolidinecarboxaldehyde
43.0
5000 T
13.50
m/z 101.00 57.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91838: Hexanoic acid, anhydride
99.0
13.50
5000 ITI/Z 99.10 54.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

Abundance  #63387: Acetoxyacetic acid, 3-methylbut-2-yl ester
43.0 101.0 13.50

m/z 71.05  49.54%

:

O bbbt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 unknownl4.369 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.369  28.50 ng 9447320  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Succinic acid, 2,4-dimethylpent-... 258 C14H2604 1010349-25-6 32
2 Tricyclohexanone triperoxide 300 C15H2406 1000357-14-9 25
3 3,4,4-Trimethyl-3-pentanol 130 C8H180 007294-05-5 12
4 Succinic acid, tridec-2-yn-1-yl ... 380 C23H4004 1000389-62-1 12
5 1,3-Dioxolane, 4,5-dimethyl-2-pe... 312 C20H4002 056599-61-2 12

Abundance Scan 1901 (14.369 min): BP013457.D\data.ms (-1891) (- m/z 73.00 100.00%
3.0

9.

N

5000
143.1
= =
\ { w 14.00 14.50
bbbl s | 2089 2811 35604168 4909 n/7 101.00  65.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145600: Succinic acid, 2,4-dimethylpent-3-yl propyl este
101.0
5000 7 T
14.00 14.50
m/z 43.10 62.50%
43.
O‘\\\\J’?\d\\\‘\‘\1\\‘f\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199032: Tricyclohexanone triperoxide
55.0
— —r
14.00 14.50
5000 ITI/Z 55.00 57.23%
o"‘1\!',\‘”“_‘HWH‘w‘HHWH_wmwm,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15763: 3,4,4-Trimethyl-3-pentanol — ——
73.0 14.00 14.50
m/z 41.10 39.55%
h NM
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP121322.M Thu Jan 12 13:24:39 2023 Page: 21



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
BPO13457.D

: 11 Jan 2023 22:45
: CG/JU
: 01064-07 10X

2

(7]

hod :

le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 18 n-Hexadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.222 123.46 ng 61620000  Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2556 (18.222 min): BP013457.D\data.ms (-2548) (- m/z 73.00 100.00%
73.0
5000
213.2
— —
N
ol Ju*wm Lyl L 12871 3562 427448545440 ./ 6o 00  87.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ]
18.00 18.50
H 213.0 m/z 43.10 84.34%
O‘\\\\I" \L‘"\L“}\HL\\f\\“\\‘\W‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 57.10 70.10%
171.0
O‘Hkﬁ }MW‘N“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid — T
73.0 18.00 18.50
m/z 55.10 68.34%
5000
199.0
olstL, HHn,,ém N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 19 cis-Vaccenic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.345 157.61 ng 78663500  Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 93
3 Palmitoleic acid 254 C16H3002 000373-49-9 93
4 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 91
Abundance Scan 2747 (19.345 min): BP013457.D\data.ms (-2734) (- m/z 55.10 100.00%
55.1
5000 JL—‘
— ——
m 264.3 19.00 19.50
ol ““'w"h"'w' 1932 | 3251 402346335224 .., 69.19 67.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
5000 — —
19.00 19.50
m/z 41.10 66.58%
H ’ 264.0
O‘\\\!WJ" ““N \l\‘nh\h\‘nl‘\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
— ——
19.00 19.50
5000 m/z 83.10 55.84%
} 264.0
o_HJ,J “l‘ ww“‘«"'ﬁ{' ﬁmew “““‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid = —
55.0 19.00 19.50
m/z 43.10 46.75%
5000
l JH 236.0
o_m,m uu“‘"w\lmu_‘“‘_H‘_m_ww_ww_ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\

Library Search Compound Report

Data File : BP@13457.D

Acq On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc

ALS vial : 20

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Octadecanoic acid Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
19.445 35.80 ng 16648200  Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2764 (19.445 min): BP013457.D\data.ms (-2761) (- m/z 73.00 100.00%
3.0
5000
241.2
——
H | \ £ 19.50
ob Al d LT, 3081 3971 47168323 ., 4319 92.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
“ 1850  284.0 m/z 60.00 87.87%
O‘\\"\U’ “I‘ h“‘f“\\“‘\\\\‘\‘\\\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
——
19.50
5000 m/z 57.10 78.45%
L } 199.0
01500 “‘NMM,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.10 65.50%
5000
L 228.0
\ h 143.0 \
O‘HLMJ‘“Hhﬂpm‘W‘H‘_‘H_‘H‘H‘W‘H‘“‘H,H‘W‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011123\
Data File : BP@13457.D

Acqg On : 11 Jan 2023 22:45
Operator : CG/JU

Sample : 01064-07 10X

Misc :

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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|
Butanal, 3-methyl- 3.223 42.4 ng 5752760 1 7.922 2714920 20.0
Hexanal 4.446 504.1 ng 68435300 1 7.922 2714920 20.0
1-Hexanol 5.399 43.3 ng 5881630 1 7.922 2714920 20.0
2-Heptenal, (E)- 6.869 32.6 ng 4426290 1 7.922 2714920 20.0
Hexanoic acid 7.022 35.5 ng 4813420 1 7.922 2714920 20.0
Furan, 2-pentyl- 7.405 30.7 ng 4165040 1 7.922 2714920 20.0
Acetic caproic ... 8.540 93.8 ng 12725600 1 7.922 2714920 20.0
Nonanal 9.252 49.0 ng 6650140 1 7.922 2714920 20.0
unknownll.416 11.416 95.2 ng 21535100 2 10.740 4525710 20.0
2-Decenal, (E)- 11.675 41.2 ng 9328630 2 10.740 4525710 20.0
2,4-Decadienal,... 12.146 43.0 ng 9736140 2 10.740 4525710 20.0
2,4-Decadienal,... 12.475 91.3 ng 20672000 2 10.740 4525710 20.0
unknownl12.775 12.775 32.3 ng 10712300 3 14.569 6630320 20.0
unknown12.846 12.846 88.5 ng 29343200 3 14.569 6630320 20.0
2-Undecenal 13.022 34.9 ng 11575100 3 14.569 6630320 20.0
unknownl13.593 13.593 25.6 ng 8499510 3 14.569 6630320 20.0
unknownl4. 369 14.369 28.5 ng 9447320 3 14.569 6630320 20.0
n-Hexadecanoic ... 18.222 123.5 ng 61620000 4 17.328 9981850 20.0
cis-Vaccenic acid 19.345 157.6 ng 78663500 4 17.328 9981850 20.0
Octadecanoic acid 19.445 35.8 ng 16648200 5 21.416 9300050 20.0
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