LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc :

ALS Vvial : 19 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9376.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.063 9 13 22 rVB 450791 658827 4.29% 0.338%
2 3.652 106 113 125 rVB 104772 284916 1.86% 0.146%
3 4.181 161 203 205 rBV 1370188 9162525 59.69% 4.703%
4 4,799 297 308 316 rBV 283769 571000 3.72% 0.293%
5 4.940 323 332 342 rVB 240313 504899 3.29% 0.259%
6 5.110 353 361 378 rBV 1911422 3302434 21.52% 1.695%
7 5.381 396 407 411 rBV 212424 480326 3.13% 0.247%
8 5.428 411 415 423 rVB3 246332 432055 2.81% ©.222%
9 6.481 588 594 600 rBv 470326 764589 4.98% 0.392%
106 6.898 656 665 677 rBV 204486 443119 2.89% 0.227%
11 7.022 680 686 696 rBv2 120659 299584 1.95% 0.154%
12 7.681 783 798 804 rBV 97796 293561 1.91% 0.151%
13 7.816 815 821 829 rVB 1197178 2078889 13.54% 1.067%
14 7.898 829 835 847 rBV 489013 1179832 7.69% 0.606%
15 8.045 855 860 864 rBV 328202 583636 3.80% 0.300%
16 8.110 864 871 885 rVB 458186 1133668 7.39% 0.582%
17 8.469 921 932 944 rBV3 104591 319153 2.08% 0.164%
18 8.610 951 956 967 rVB2 480423 1052021 6.85% 0.540%
19 8.845 988 996 1002 rBV 560104 1144131 7.45% 0.587%
20 8.969 1012 1017 1024 rVB 320898 603602 3.93% 0.310%
21  9.051 1024 1031 1047 rBV 1062455 2847761 18.55% 1.462%
22 9.198 1047 1056 1066 rBV6 242035 1021551 6.66% 0.524%
23 9.310 1067 1075 1098 rVB4 687063 2785931 18.15% 1.430%
24  9.492 1098 1106 1108 rBV3 1751880 3594355 23.42%  1.845%
25 9.551 1111 1116 1121 rBV 1194645 2628018 17.12% 1.349%

26 9.963 1181 1186 1189 rBV2 159176 277085 1.81%
27 10.028 1191 1197 1200 rVV3 439717 944357  6.15%
28 10.092 1200 1208 1212 rVV 1345274 3110482 20.26%
29 10.163 1214 1220 1227 rVB 630511 1163312 7.58%
30 10.251 1230 1235 1240 rBV2 261364 450682 2.94%
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31 10.369 1247 1255 1258 rBv4 153187 392077 2
32 10.439 1258 1267 1272 rVV2 563825 1400335 9
33 10.545 1281 1285 1291 rVB2 667927 1265753 8.25%
34 10.616 1291 1297 1303 rVB 1685763 3059711 19.
35 10.686 1303 1309 1313 rBV2 4183071 8440629 54.99%

PR OOO®
o))
Ul
(]
B

36 10.804 1324 1329 1334 rBV4 370625 646565 4.21% ©.332%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc :

ALS Vvial : 19 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.028 1342 1367 1371 rBV 3414200 15225945 99.20% 7.815%
38 11.181 1381 1393 1398 rBV2 6841333 15349427 100.00% 7.879%
39 11.239 1398 1403 1408 rVV 4191287 7124671 46.42% 3.657%
40 11.298 1411 1413 1417 rVB 442566 524502 3.42% 0.269%
41 11.463 1433 1441 1446 rBV7 478098 1385731 9.03% 0.711%
42 11.557 1446 1457 1461 rVB2 1919383 4761160 31.02% 2.444%
43 11.598 1461 1464 1468 rVB 400958 483992 3.15% 0.248%
44 11.686 1471 1479 1488 rBV7 773469 3043228 19.83% 1.562%
45 11.775 1488 1494 1495 rBV4 476280 791466 5.16% 0.406%
46 11.822 1500 1502 1506 rVB 1162277 1483127 9.66% 0.761%
47 11.898 1512 1515 1519 rVB 227941 281937 1.84% 0.145%
48 11.975 1519 1528 1533 rVB2 1124062 2443196 15.92% 1.254%
49 12.028 1533 1537 1539 rBV2 206462 300925 1.96% 0.154%
50 12.063 1539 1543 1546 rBV3 429239 766144 4.99% 0.393%
51 12.104 1546 1550 1552 rBV3 261599 373323 2.43% 0.192%
52 12.180 1558 1563 1569 rvVv 395851 665186 4.33% 0.341%
53 12.275 1570 1579 1591 rVV5 1601560 4671068 30.43%  2.398%
54 12.375 1591 1596 1604 rVV3 465432 1162369 7.57% ©.597%
55 12.457 1604 1610 1613 rvv4 282109 616050 4.01% 0.316%
56 12.498 1613 1617 1623 rVV 560660 910163 5.93% 0.467%
57 12.563 1623 1628 1634 rVB 446242 785975 5.12% 0.403%
58 12.704 1647 1652 1660 rVB2 317343 579716 3.78% 0.298%
59 12.816 1661 1671 1676 rBvV 1839370 3488375 22.73% 1.791%
60 12.892 1681 1684 1691 rVB3 227642 403305 2.63% 0.207%
61 12.992 1696 1701 1707 rVV2 646362 1361333 8.87% 0.699%
62 13.080 1711 1716 1730 rVB 860753 1727039 11.25% 0.886%
63 13.380 1762 1767 1771 rBV2 213262 367012 2.39% 0.188%
64 13.439 1772 1777 1787 rVB4 644957 1390682 9.06% 0.714%
65 13.669 1812 1816 1822 rVB2 264166 410000 2.67% 0.210%
66 13.816 1837 1841 1846 rBV 242577 402102 2.62% 0.206%
67 13.922 1853 1859 1868 rBV 1789457 3118153 20.31% 1.601%
68 14.216 1904 1909 1916 rBV2 489000 995327 6.48% 0.511%
69 14.380 1933 1937 1944 rBV5 360060 793519 5.17% 0.407%
70 14.463 1944 1951 1956 rBV 2374777 4481728 29.20% 2.300%
71 14.704 1987 1992 1999 rBV 331218 601815 3.92% 0.309%
72 14.910 2024 2027 2035 rVB 457402 675732 4.40% 0.347%
73 14.998 2039 2042 2049 rVB4 234093 417425 2.72% 0.214%
74 15.333 2096 2099 2102 rVB 262626 310258 2.02% 0.159%
75 15.957 2201 2205 2213 rBV3 744715 1360538 8.86% 0.698%

76 16.121 2230 2233 2236 rBV2 314265 425200 2.77% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc :

ALS Vvial : 19 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.198 2243 2246 2248 rBV 477216 647384  4.22%  0.332%
78 16.445 2284 2288 2298 rBV3 1173729 1694521 11.04% ©.870%
79 16.780 2342 2345 2348 rBV 401360 441827 2.88% 0.227%
80 16.998 2379 2382 2383 rBV 553984 563899 3.67% 0.289%
81 17.033 2384 2388 2403 rVB2 4076505 7590249 49.45%  3.896%
82 17.163 2406 2410 2415 rVB 2550797 3564455 23.22% 1.830%
83 17.221 2416 2420 2426 rVB 2503341 3532242 23.01% 1.813%
84 17.333 2436 2439 2444 rVB2 1953550 2797584 18.23% 1.436%
85 17.433 2453 2456 2460 rVB2 545239 664234 4.33% 0.341%
86 18.021 2552 2556 2560 rBV2 1441677 2570698 16.75%  1.320%
87 18.427 2621 2625 2629 rBV2 1736780 3086073 20.11% 1.584%
88 18.868 2697 2700 2704 rBV 2215602 2838747 18.49% 1.457%
89 19.039 2726 2729 2733 rBV2 1751975 2334741 15.21% 1.198%
90 19.257 2762 2766 2770 rBV 2510694 4644099 30.26% 2.384%
91 21.462 3137 3141 3145 rBV 8892236 12071417 78.64% 6.196%

Sum of corrected areas: 194822385
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Mar 2022 21:28
: CG/IU
: N1886-05 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
BP009376.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP009376.D\data.ms
11.181
9.5
5.110 9.
4.181 7 %gg %ﬂ o
:’gsé T T ‘3-\6\5\2 T ’/\l\ T T ‘ \4\..?9’4%5& T ‘ T T ‘ L \6\-4‘8\1\ 6\8(?2\ T T ’?G\J‘\i%\miw\s;%?]\&)\g\. ‘ T i T ‘ T \g\.‘ T \\ T ‘ T T ’ T \ ‘ T

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BP009376.D\data.ms

0
Time-->
Abundance
2.5e+07

2e+07

1.5e+07

1le+07

5000000

0
Time--> 20

CNV NN A N
T T T

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP009376.D\data.ms
21.462

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Butanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.181 88.15 ng 9162530 1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 9
2 Pentanoic acid 102 C5H1002 000109-52-4 3
3 Formamidoxime 60 CH4AN20 000624-82-8 9

4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 9
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

Abundance Scan 203 (4.181 min): BP009376.D\data.ms (-161) (-) m/z 59.95 100.00%

60.0
5000

”“\ 3.80 4.00 4.20 4.40 4.60

ob ALl 1929 211127783421 44225023 1) 7300 38.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 T T T T I T T
3.80 4.00 4.20 4.40 4.60
m/z 42.00 22.12%
Oh\” \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
RS e e s
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.10 21.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #351: Formamidoxime FEET o [T
60.0 3.80 4.00 4.20 4.40 4.60

m/z 45.00 17.52%

5000

L e S Ra s A A A IRARaans
miz--> 0 50 100 150 200 250 300 350 400 450 500 550  3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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-Furanmethanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.116 31.77 ng 3302430 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Furanmethanol 98 C5H602 000098-00-0 98
2 3-Furanmethanol 98 C5H602 004412-91-3 60
3 Methylenecyclopropanecarboxylic ... 98 C5H602 062266-36-8 50
4 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 47
5 6-Methoxy-2,6-dihydropyran-3-one 128 C6H803 1000411-44-4 38
Abundance Scan 361 (5 110 min): BP009376.D\data.ms (-353) (-) m/z 98.00 100.00%

98.0
5000

| ” 480500520540

oLl 16492202026 3550 ENULIN: /2 100 58.70%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #3470: 2-Furanmethanol
98.0
39.
5000 T T T T T[T T[T T T T iTTT]

4.80 5.00 5.20 5.40
m/z 41.05 54.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3474: 3-Furanmethanol
98.0

4.80 5.00 5.20 5.40

o

5000 m/z 97.00 52.76%
39.0
01\“’"“!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3512: Methylenecyclopropanecarboxylic acid SRR REEmEEaEae
98.0 4.80 5.00 5.20 5.40

m/z 39.00 49.00%

o HH’ JA‘/\W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknown9.051 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.051 27.40 ng 2847760 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 43
2 Ether, 6-methylheptyl vinyl 156 C10H200 010573-35-0 43
3 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 43
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1031 (9.051 min): BP009376.D\data.ms (-1024) (-) m/z 57.10 100.00%
1

57.
5000
R R NaRRES LRSS EEER i
‘ 156.1 o 8.80 9.00 9.20 9.40
Olrrrihdili, 1561 272.0 3409 4291 5405 n/; s5.05  75.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5001: 1-Pentanol, 2-methyl-
43.0
5000 L B I L I LN B
8.80 9.00 9.20 9.40
‘ m/z 71.05 71.50%
0‘\\U\l "l\f\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32934: Ether, 6-methylheptyl vinyl
43.0
R R AREREEaRE O
8.80 9.00 9.20 9.40
5000 m/z 70.05 70.55%
10.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7584: 1-Hexene, 5,5-dimethyl- R A RRRNEEE R
57.0 8.80 9.00 9.20 9.40
m/z 43.05 66.07%
) ﬂ«¥/¥ﬂ\/\\/\/\\J[/
o“,"l s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP@@9376.D

Acqg On : 11 Mar 2022 21:28

Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 4 2-Pentene, 3-ethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.310 18.21 ng 2785930  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 52
2 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 52
3 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 49
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 49
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 47

Abundance Scan 1075 (9.310 min): BP009376.D\data.ms (-1067) (-)
69.0

m/z 69.05 100.00%

%

5000
e ., X
1550 9.00 9.20 9.40 9.60
ol bl ) 1950 2212282.0342.8 409.9 47935305 ./, 55,00  70.94%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3729: 2-Pentene, 3-ethyl-
41.0
5000 I RN RN R

9.00 9.20 9.40 9.60
m/z 41.10 64.66%

Ol‘lﬂ.$ 0

[\‘ LA B B B L I B R B R L LR R B I

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

N

Abundance #3669: (R)-(+)-3-Methylcyclopentanone
9.0
R I RAaaausna
9.00 9.20 9.40 9.60
5000 m/z 70.05 51.50%
0“‘1,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15776: (S)-3-Ethyl-4-methylpentanol P e
69.0 9.00 9.20 9.40 9.60
m/z 98.10 46.90%
) ,hj\/v\j\\J\xL“J\
I FAVASSRVAZY B e ¢
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Cyclopropanecarboxylic acid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.492  23.49 ng 3594360 Naphthalene-d8 10.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, non... 212 C13H2402 060128-06-5 59
2 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 53
3 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 50
4 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 50
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 50

Abundance Scan 1106 (9.492 min): BP009376.D\data.ms (-1098) (-) m/z 69.05 100.00%
69.0

5000

=

| ’ 9.20 9.40 9.60 9.80
oL, 1431 209.2268,5327.8 4171 5054/, 55,95  73.53%

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

Abundance  #89853: Cyclopropanecarboxylic acid, nonyl ester
69.¢

o

2

5000 L B R B L L B
9.20 9.40 9.60 9.80
m/z 41.10 65.71%
1l deo
O‘\\“\’\‘1\”‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
T RBBARRswasss wms
9.20 9.40 9.60 9.80
5000 m/z 57.05 56.01%
OJ“,‘uwb-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0 9.20 9.40 9.60 9.80
m/z 70.05 38.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

8270E-BP@30522.M Mon Mar 14 13:06:27 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown9.551 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.551 17.18 ng 2628020 Naphthalene-d8 10.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 43
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 35
3 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202 1000447-27-3 35
4 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 35
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 35

Abundance Scan 1116 (9.551 min): BP009376.D\data.ms (-1111) (-) m/z 57.10 100.00%
57.1

S

5000
\
\ \" 251 5001 281.8343.1 414.9473.8534.8 550
0y ot L BV SRR PSS RS E oo m/z 56.10  68.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 1 ‘

9.50
m/z 43.10 58.26%

h»; %250

]

Abundance  #125243: 2-Propyl-1-pentanol, chlorodifluoroacetate
57.0 9.50

m/z 83.10 51.78%

5000 /////l
L s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

O‘\\T!‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
T \
9.50
5000 m/z 41.10 51.80%
o‘“Uﬂﬁm‘M\“H““‘_““‘H‘,“‘w““‘u““‘u““‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.092 20.33 ng 3110480 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 95
2 Heptanoic acid 130 C7H1402 000111-14-8 53
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
Abundance Scan 1208 (10.092 min): BP009376.D\data.ms (-1200) (-  m/z 60.00 100.00%
60.0
5000
T T
Ll
b Al 2290192.9 26103421 4583 543C  n/; 73.00 80.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24060: Octanoic acid
60.0
5000 — :
10.00
“ ’ m/z 41.10 34.79%
O‘\\”\“‘l"\\‘m\‘j\‘]\_14\4‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15393: Heptanoic acid
60.0 /M
—
10.00
5000 m/z 43.10 34.24%
obllllgoo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9146: Hexanoic acid T ‘
60.0 10.00
m/z 55.05 26.32%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 .alpha.-Terpineol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.687 55.17 ng 8440630 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 90
2 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 87
3 L-.alpha.-Terpineol 154 C10H180 010482-56-1 68
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@Hl6 000488-97-1 46
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 42
Abundance Scan 1309 (10.686 min): BP009376.D\data.ms (-1303) (- m/z 59.00 100.00%
59.0
21.1
5000 /\
—
10.50 11.00
o Uil 2069 2809 3548414.947325316 [/, o305  67.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30998: .alpha.-Terpineol
59.0
21.0
5000 N

\ ——
10.50 11.00

m/z 121.10  56.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31331: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trin
59.0
—r— —
10.50 11.00
m/z 81.10 42.58%
5000 21.0
OMHJ““J,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31006: L-.alpha.-Terpineol s =
59.0 10.50 11.00
m/z 136.05 39.57%
5000 21.0
OHK\H‘JMJ.,‘ Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 4-Methyloctanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.028 99.53 ng 15225900 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyloctanoic acid 158 C9H1802 054947-74-9 90
2 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 50
3 Cyclobutanecarboxylic acid, 2-bu... 156 C9H1602 1000282-60-4 27
4 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 22
5 Formic acid, neopentyl ester 116 C6H1202 1000367-90-3 22

Abundance Scan 1367 (11.028 min): BP009376.D\data.ms (-1342) (- m/z 57.10 100.00%
57.1

=

5000
T \
\ H [1129-1190.0 266.9 354.8415.2475.1534.7 1100
Ol 7 190.0 2009 354.8415.2475.15347  m/z 73.00  74.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35313: 4-Methyloctanoic acid
57.0
5000 A :
11.00
m/z 43.10 68.76%
L peoo
O‘\‘\\\" \I\l\[‘\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9223: Pentanoic acid, 4-methyl-
57.0
T \
11.00
5000 m/z 55.10 67.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #33899: Cyclobutanecarboxylic acid, 2-butyl ester —— ‘
55.0 11.00

m/z 41.10 46.84%

5000

~

\ 27.0
(O e e  Ea R A A RARRAEEER —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.181 100.33 ng 15349400 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
2 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 53
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
4 Methane, diethoxy- 104 C5H1202 000462-95-3 53
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
Abundance Scan 1393 (11.181 min): BP009376.D\data.ms (-1381) (-  m/z 59.05 100.00%
59.0
5000 \
——r —
“ { 146.0 11.00 11.50
Ob AL, 1460205.2267.0 341.2399.2450.0517.5 1/, 163.05  30.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 —— ——
11.00 11.50
m/z 41.10 25.73%
O 1‘.“‘\ A
‘\\\\‘ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy

-

59.0
e -
11.00 11.50
5000 ITI/Z 57.10 24.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2'-oxybis- P "
59.0 11.00 11.50
m/z 45.05 15.26%
- 4LA//qQJ/U\\,A/K\,
o%h, A -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP@30522.M Mon Mar 14 13:06:31 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.239 46.57 ng 7124670  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 90
2 Methane, diethoxy- 104 C5H1202 000462-95-3 78
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 64
5 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 64
Abundance Scan 1403 (11.239 min): BP009376.D\data.ms (-1398) (- m/z 59.05 100.00%
59.0
5000
— —
H 146.1 11.00 11.50
Ol f5572:5.209.02080 371143354965 m/z 103.18  29.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 —— ——
11.00 11.50
m/z 57.10 22.66%
H ‘ ‘ 146.0
O‘\\‘u“[‘ T\‘\"\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5365: Methane, diethoxy-
31.0
— —
11.00 11.50
5000 m/z 45.05 19.64%
103.0
0‘\1\ \"H‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)- = =
59.0 11.00 11.50
m/z 41.10 19.36%
) «Aj\/bb
OJM, — <
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Nonanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.557 31.12 ng 4761160 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 46
5 Butanoic acid 88 C4H802 000107-92-6 43

Abundance Scan 1457 (11.557 min): BP009376.D\data.ms (-1446) (- m/z 60.00 100.00%

60.0
5000
129.0 L — T
11
of - lllidll, 207926693260 415147725349 |, 7300 67.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0
5000 =T
11.50
1r9-0 m/z 57.10 55.84%
O‘L\JJJJ!\\!’W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24060: Octanoic acid
60.0
T I
11.50
5000 ITI/Z 41.10 45.04%
llase
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid T
60.0 11.50
m/z 55.10 39.28%
- w/WA\AA//qK/\quvﬂ#
OM,‘ Vel
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP030522.M Mon Mar 14 13:06:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Cyclopropane, octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.686 19.89 ng 3043230 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, octyl- 154 C11H22 001472-09-9 60
2 1-Octyl trifluoroacetate 226 C10H17F302 002561-21-9 46
3 Cyclooctane 112 C8H16 000292-64-8 42
4 2-Octanol, trifluoroacetate 226 C10H17F302 000332-83-2 38
5 2-Nonenal, (E)- 146 C9H160 018829-56-6 30
Abundance Scan 1479 (11.686 min): BP009376.D\data.ms (-1471) (- m/z 55.05 100.00%
55.0
5000
B —
103'1 11.50 12.00
o MMALLL, 1720 282134063987 5193 ./, 41,05 92.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31425: Cyclopropane, octyl-
55.0
5000 < A
11.50 12.00
m/z 69.10 91.57%
oL pzeo
‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106100: 1-Octyl trifluoroacetate
69.0
— —
11.50 12.00
5000 m/z 43.10 86.26%
\M |}, 1570
L L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7496: Cyclooctane T —
56.0 11.50 12.00
m/z 87.00 80.92%
B MM\\/U
o”\,Hmo J v Wl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP0@30522.M Mon Mar 14 13:06:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknownl2.275 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.275 30.53 ng 4671070 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1010374-45-7 35
2 7-Tetradecanol 214 C14H300 003981-79-1 35
3 1-Methylpentyl isobutyrate 172 C1eH2002 1000429-31-7 27
4 Carbonic acid, decyl nonyl ester 328 C20H4003 1000383-15-8 25
5 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 25

Abundance Scan 1579 (12.275 min): BP009376.D\data.ms (-1570) (-  m/z 43.10 100.00%

3.1
5000 15.1
—r —
‘ ‘ 12.00 12.50
Ol MMALRA, 2081 2761 3551 463.25243  n/; 69.10  92.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14763: L-Homoserine lactone, N,N-dimethyl-
71.0

3

5000 T ——
129.0 12.00 12.50
m/z 41.10 91.46%
O‘\‘\“HII“LJ!‘\i\\‘!\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92351: 7-Tetradecano
69.0
— —
12.00 12.50
5000 m/z 55.10 88.56%
i ]ﬁs’-olge.o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47007: 1-Methylpentyl isobutyrate T —
43.0 12.00 12.50
m/z 57.10 78.40%
5000
115.0
o‘H“‘”“Hu‘w‘m_‘H,Hu,mWm‘w_mwwmm e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP0@30522.M Mon Mar 14 13:06:34 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Benzenesulfonamide, N-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.033  42.98 ng 7590250  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-butyl- 213 C1OH15N02S 003622-84-2 94
2 N-(2-Cyano-ethyl)-benzenesulfona... 210 C9H10N202S 002619-21-8 74
3 N-Octylbenzenesulfonamide 269 C14H23N02S 016358-32-0 64
4 2-propenoic acid, 2-methyl-, 2-[... 269 C12H15N04S 1000401-71-8 64
5 N-Benzenesulfonyloxy-2,2-bis(tri... 335 C1@H7F6NO3S 055734-41-3 50

Abundance Scan 2388 (17.033 min): BP009376.D\data.ms (-2384) (- m/z 141.00 100.00%
771.0 141.0

5000
17.00 |
213.1 .
Olprrrbdislee L LS5 2748  383.0442.4502.1 /7 77,00 99.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90632: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 —=
17.00
m/z 170.00 94.23%
213.0
5.
O‘\\\l\h“\\\\‘\\\l‘\l\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88006: N-(2-Cyano-ethyl)-benzenesulfonamide

717.0
T T
17.00
5000 141.0 m/z 51.00 18.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159232: N-Octylbenzenesulfonamide —
141.0 17.00
770 m/z 78.e0 11.12%
5000
o‘wm.’. 20 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl7.163 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.163 20.18 ng 3564460  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 3-m... 262 C17H2602 074793-59-2 37
2 1H-Pyrrole, 1-pentyl- 137 CSH15N 000699-22-9 32
3 2-Ethenoxy-1,7,7-trimethylbicycl... 180 C12H200 1000432-15-0 32
4 3-Cyclohexen-1-o0l, 1-methyl-4-(1... 154 C10H180 000586-82-3 22
5 Bis(2-furfuryl)disulfide 226 C10H1002S2 004437-20-1 14

Abundance Scan 2410 (17.163 min): BP009376.D\data.ms (-2406) (- m/z 81.10 100.00%

81.1
5000
254.2
—r —
Hm “ # 1 i ‘ 17.00 1750
o s o AITL ) 33493980 463.15253  m/z 137.65  57.24%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #150937. Cyclopentanecarboxylic acid, 3-methylene-, 1,7
81.0
5000 — i
17.00 17.50
m/z 57.10 42.30%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #19334: 1H-Pyrrole, 1-pentyl-
81.0
—r —
17.00 17.50
5000 ITI/Z 59.00 39.88%
“ m }h A b \1\31 0
0 B At A M A e
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #54911: 2-Ethenoxy-1,7,7-trimethylbicyclo(2.2.1)heptane e ==
81.0 17.00 17.50
m/z 45.00 33.00%
5000
H 138.0
oJH““H‘“J‘“_‘H"m_m_m‘mwm‘HHWH‘MW Sy N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.427 17.47 ng 3086070  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2625 (18.427 min): BP009376.D\data.ms (-2621) (- m/z 57.10 100.00%
57.1

5000 WW
——
Hlf 1672 18.50
bl ALf[, 1972 28013418 4320489.3547. /7 7119  77.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 igsd
m/z 43.10 61.35%
RS 1070 2820
O\‘\\‘\\\\‘\\\T‘ﬂ\‘%\‘\‘f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176393: Nonadecane, 9-methyl-
57.0
——
18.50
5000 m/z 85.18  58.73%
140.0
oy poozeo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane —
57.0 18.50
m/z 41.10 30.14%
5000 W
o \‘ || 1279 1970 267.0  367.0
"w“‘w"H‘“H"‘H"H“‘H“‘H“H“‘H“_“‘_ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Eicosane, 10-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.868 16.07 ng 2838750  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
2 Eicosane 282 C20H42 000112-95-8 86
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2700 (18.868 min): BP009376.D\data.ms (-2697) (- m/z 57.10 100.00%
57.1

oo W\/j\/\/
\ 1850 1900
i . .
0 ‘w‘MLftm&?Z;.%ﬁ‘??:?%%s_‘l_““4‘39;‘1&59‘-5547-3 n/z 71.10  72.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — —
18.50 19.00
m/z 85.10 48.32%
O\\\‘\\\I\J‘\J\l\\‘i\h\\2\%\]-\(\)\‘2\\8\]-\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
P P
18.50 19.00
5000 m/z 43.10  46.91%
| 127.0 1970 282.0
0 m‘_‘Lwﬁﬁﬁhmup‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- — —
57.0 18.50 19.00
m/z 41.10 27.49%
5000
‘ } L 365.0
oL llUff gm0 2670 380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1@-Methylnonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.257 26.30 ng 4644100  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2766 (19.257 min): BP009376.D\data.ms (-2762) (-~ m/z 57.10 100.00%
57.1
5000
—— —
MIEG.l 1962 2953 19.00 19.50
b kb LU P20 29933612 427.9 5363 ;0 71,19 95.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0
5000 —r ——
19.00 19.50
154.0 m/z 85.10  78.05%
0‘\\I‘\‘\"‘\J!‘\ll\”‘\“\A\\‘}\\\\‘\\\\2‘(‘??;0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141070: Heptadecane, 8-methyl-
57.0
—— —
19.00 19.50
5000 m/z 43.10 64.15%
126.0
oL L, 2500
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T ——
57.0 19.00 19.50
m/z 41.10 34.12%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Triphenylphosphine oxide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.462 20.00 ng 12071400  Chrysene-d12 21.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 38
5 Oxoprophines 277 C17H11NO3 1000128-51-1 9

Abundance Scan 3141 (21.462 min): BP009376.D\data.ms (-3137) (- m/z 277.10 100.00%

277.1
5000
199.0 L
77.0 H‘ 21.50
Ob b 4L 1L | 387.3401246135196 1/, 578.19  34.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.50
77.0 199.0 m/z 199.00 16.86%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\\\‘\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

%

T
21.50
5000 m/z 201.10  16.31%

77.0 183.0

o

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy ]
277.0 21.50

m/z 183.00 14.71%

o

B

5000

~
~
o
=
o]
w
o

0 | L\M \hthi ‘

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031122\
Data File : BP0@9376.D

Acqg On : 11 Mar 2022 21:28
Operator : CG/JU

Sample : N1886-05 10X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butanoic acid 4.181 88.2 ng 9162530 1 7.816 2078890 20.0
2-Furanmethanol 5.110 31.8 ng 3302430 1 7.816 2078890 20.0
unknown9.051 9.051 27.4 ng 2847760 1  7.816 2078890 20.0
2-Pentene, 3-et... 9.310 18.2 ng 2785930 2 10.616 3059710 20.0
Cyclopropanecar... 9.492 23.5 ng 3594360 2 10.616 3059710 20.0
unknown9.551 9.551 17.2 ng 2628020 2 10.616 3059710 20.0
Octanoic acid 10.092 20.3 ng 3110480 2 10.616 3059710 20.0
.alpha.-Terpineol 10.687 55.2 ng 8440630 2 10.616 3059710 20.0
4-Methyloctanoi... 11.028 99.5 ng 15225900 2 10.616 3059710 20.0
1-Propanol, 2-(... 11.181 100.3 ng 15349400 2 10.616 3059710 20.0
2-Propanol, 1-(... 11.239 46.6 ng 7124670 2 10.616 3059710 20.0
Nonanoic acid 11.557 31.1 ng 4761160 2 10.616 3059710 20.0
Cyclopropane, o... 11.686 19.9 ng 3043230 2 10.616 3059710 20.0
unknown12.275 12.275 30.5 ng 4671070 2 10.616 3059710 20.0
Benzenesulfonam... 17.033 43.0 ng 7590250 4 17.221 3532240 20.0
unknownl17.163 17.163 20.2 ng 3564460 4 17.221 3532240 20.0
Eicosane 18.427 17.5 ng 3086070 4 17.221 3532240 20.0
Eicosane, 10-me... 18.868 16.1 ng 2838750 4 17.221 3532240 20.0
10-Methylnonade... 19.257 26.3 ng 4644100 4 17.221 3532240 20.0
Triphenylphosph... 21.462 20.0 ng 12071400 5 21.339 12071400 20.0
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