LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60779.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.102 13 19 26 rVB3 26617 64007 2.75% 0.251%
2 3.178 26 32 45 rVB 341861 593775 25.54% 2.331%
3 3.690 114 119 127 rBV 53576 88314 3.80% 0.347%
4 5.540 425 434 443 rBV 676847 1069505 46.00% 4.199%
5 7.115 695 702 712 rVB 732152 1219287 52.44% A4.787%
6 7.955 839 845 852 rVB 271803 448393 19.29% 1.760%
7 9.107 1025 1041 1048 rBV 420890 783220 33.69% 3.075%
8 9.283 1066 1071 1075 rBv4 34839 65154 2.80% 0.256%
9 9.430 1083 1096 1102 rBV7 11407 36476 1.57% 0.143%
10 9.612 1121 1127 1133 rBV7 8509 23336 1.00% 0.092%
11  9.677 1133 1138 1145 rVB8 26740 52495 2.26% 0.206%
12 9.853 1162 1168 1171 rBV5 17358 33618 1.45% 0.132%
13 9.888 1171 1174 1179 rVWV3 16574 27410 1.18% 0.108%
14  9.947 1179 1184 1192 rVB7 34623 69362 2.98% 0.272%
15 10.358 1248 1254 1263 rVB6 16474 40197 1.73% ©0.158%
16 10.529 1276 1283 1291 rVB7 24756 68356 2.94% 0.268%
17 10.628 1296 1300 1304 rBV6 16259 27623 1.19% 0.108%
18 10.752 1313 1321 1328 rBV 352293 652814 28.08% 2.563%
19 10.887 1340 1344 1347 rVB6 18692 30002 1.29% 0.118%
20 10.934 1348 1352 1357 rVB3 26129 38318 1.65% ©0.150%
21 11.063 1372 1374 1379 rVB5 19669 23474 1.01% 0.092%
22 11.257 1403 1407 1411 rBVS 30294 46842 2.01% 0.184%
23 11.469 1432 1443 1449 rVB5 45259 130079 5.60% 0.511%
24 11.539 1451 1455 1461 rBvV8 18738 36451 1.57% 0.143%
25 11.668 1473 1477 1482 rBV6 22848 41987 1.81% ©0.165%
26 11.798 1494 1499 1504 rBV 194186 319716 13.75% 1.255%
27 12.050 1538 1542 1546 rBV7 28616 42997 1.85% 0.169%
28 12.209 1566 1569 1575 rBV7 21888 44645 1.92% 0.175%
29 12.503 1615 1619 1624 rVB8 31220 58256 2.51% 0.229%
30 12.556 1624 1628 1630 rBV4 26203 36875 1.59% 0.145%
31 12.626 1637 1640 1644 rBV6 17477 29828 1.28% 0.117%
32 12.708 1652 1654 1660 rVB4 24181 39879 1.72% 0.157%
33 12.885 1680 1684 1692 rVB5 49306 919066 3.95% 0.361%
34 13.037 1703 1710 1715 rVB6 45107 103402 4.45% 0.406%
35 13.102 1717 1721 1724 rBV5 39117 63415 2.73% 0.249%

36 13.143 1724 1728 1733 rVW 256673 352055 15.14%  1.382%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.208 1733 1739 1745 rVV 904181 1410319 60.66% 5.537%
38 13.384 1765 1769 1772 rBV3 51995 94879 4.08% 0.372%
39 13.455 1777 1781 1784 rVWVv2 43648 60574 2.61% 0.238%
40 13.525 1789 1793 1798 rVV3 54141 79856 3.43% 0.313%
41 13.742 1828 1830 1833 rBv4 26894 33362 1.43% 0.131%
42 13.866 1848 1851 1854 rBv4 24596 38017 1.64% 0.149%
43 14.019 1872 1877 1883 rVB 228848 336316 14.47% 1.320%
44 14.089 1884 1889 1893 rVV2 380757 525528 22.60% 2.063%
45 14.142 1893 1898 1902 rVB7 76856 124307 5.35% 0.488%
46 14.301 1921 1925 1929 rBv4 72709 128938 5.55% 0.506%
47 14.430 1943 1947 1955 rVB3 179182 313113 13.47%  1.229%
48 14.500 1955 1959 1964 rBV6 43886 100233 4.31% 0.393%
49 14.583 1965 1973 1982 rBV 603976 1109243 47.71% 4.355%
50 14.800 2006 2010 2011 rBV4 37464 58896 2.53% 0.231%
51 15.064 2051 2055 2060 rVB 111847 178361 7.67% 0.700%
52 15.129 2061 2066 2073 rVB4 128188 200648 8.63% 0.788%
53 15.211 2075 2080 2084 rBV 97662 178505 7.68% 0.701%
54 15.258 2084 2088 2092 rVB3 97568 143426 6.17% 0.563%
55 15.317 2095 2098 2101 rBV5 45068 66003 2.84% 0.259%
56 15.358 2102 2105 2107 rBV3 47631 64755 2.79% ©0.254%
57 15.687 2156 2161 2165 rBV5 59897 115567 4.97% 0.454%
58 15.864 2185 2191 2197 rBV 296567 504443 21.70%  1.980%
59 16.010 2213 2216 2218 rBv4 30951 42912 1.85% 0.168%
60 16.069 2220 2226 2236 rVB 942455 1533120 65.94% 6.019%
61 16.245 2253 2256 2257 rBV3 28671 32866 1.41% 0.129%
62 16.316 2264 2268 2269 rBV 80593 90605 3.90% 0.356%
63 16.345 2269 2273 2286 rVB 625024 963678 41.45%  3.783%
64 16.451 2287 2291 2295 rBV 81646 110947 4.77%  0.436%
65 16.698 2329 2333 2336 rBV3 55547 80820 3.48% 0.317%
66 17.174 2409 2414 2420 rVB 276083 471470 20.28% 1.851%
67 17.332 2435 2441 2451 rBV 670460 1111784 47.82% 4.365%
68 18.243 2593 2596 2604 rVB4 89789 165424  7.12% 0.649%
69 19.013 2723 2727 2730 rBV3 38182 50689 2.18% 0.199%
70 19.124 2743 2746 2752 rVB 41908 60879 2.62% 0.239%
71 19.671 2835 2839 2847 rVB 129678 169263 7.28% 0.664%
72 19.835 2864 2867 2873 rVB3 27302 42665 1.84% 0.167%
73 19.959 2882 2888 2893 rBV 1793539 2324891 100.00% 9.127%
74 20.658 2999 3007 3008 rBV 662408 875601 37.66%  3.437%
75 20.676 3008 3010 3020 rVV 772890 880755 37.88%  3.458%

76 20.764 3021 3025 3034 rVB 111254 167669 7.21% 0.658%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 21.281 3109 3113 3120 rBV 129377 190315 8.19% ©.747%
78 21.598 3160 3167 3179 rBV2 780751 1288357 55.42% 5.058%

79 23.108 3415 3424 3438 rBv4 207345 659014 28.35%  2.587%
80 24.741 3691 3702 3712 rBV2 474452 1400610 60.24%  5.498%

Sum of corrected areas: 25473092
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060779.D\data.ms

1500000

1000000

5.540 7.115

500000
3.178 9107 10.752

7.955

11 2 3.690 ;{Qzll.?‘:;','v"’.
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060779.D\data.ms

19.959

1500000

16.069
1000000 13:208

21.598

500000

20.764 21.281

O L A L B o S T L e T A B S R B L I A B e e R IR
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060779.D\data.ms
1500000
1000000
24.741
500000

23.108

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.178 26.48 ng 593775 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
Abundance  Scan 32 (3.178 min): BG060779.D\data.ms (-26) (-) m/z 73.10 100.00%
73.1
43.0
5000
| ‘ 320 340 3.60
Obere b b 17922068y 43,05 55.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B I B
43.0 3.20 3.40 3.60
' ‘ m/z 55.00 36.90%
O \\\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
I
3.20 3.40 3.60
5000 41.0 m/z 87.10 22.63%
0 97.0 1290
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8502: 2-Methyl-5-hexen-3-ol e
73.0 3.20 3.40 3.60
m/z 41.05 16.14%
43.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60

8270-BGO32924.M Fri Apr 05 12:37:30 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
Data File : BGO60779.D

Acqg On 4 Apr 2024 15:31

Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 (S)-(+)-1,2-Propanediol Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
3.690 3.94 ng 88314 1,4-Dichlorobenzene-d4 7.955
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
3 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 39
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9

5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9

Abundance Scan 119 (3.690 min): BG060779.D\data.ms (-114) (-) m/z 45.00 100.00%
45.0
5000 jk
AR R R R
61.1 3.40 3.60 3.80 4.00
ol el e 9AL 1867 myz 43.e5  17.91%
miz--> 20 40 60 80 100 120 140
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 LA L B I B I L
3.40 3.60 3.80 4.00
m/z 44.00 5.34%
29.0
O\\\\‘\‘\H\\“1‘\\\6%.\0\7\6\.?\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #1091: R-(-)-1,2-propanediol
45.0
R RS RRRN
3.40 3.60 3.80 4.00
5000 m/z 61.10 4.91%
29.0
61.0
o140 L L o
miz-> 20 40 60 80 100 120 140
Abundance #2394: (R)-(-)-3-Methyl-2-butanol R
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.48%
5000
270 73.0
ot w o lemo
m/z--> 20 80 100 120 140 3.40 3.60 3.80 4.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
BGO60779.D
4 Apr 2024 15:31

: MA/JU

: P1952-07

: 9 Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

3  unknown9.283

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.283 2.91 ng 65154 1,4-Dichlorobenzene-d4 7.955
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 38
2 Acetic acid, trichloro-, nonyl e... 288 C11H19C1302 065611-32-7 35
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
4 Cetene 224 C16H32 000629-73-2 27
5 1,2-Cyclooctanediol, trans- 144 C8H1602 042565-22-0 27
Abundance Scan 1071 (9.283 min): BG060779.D\data.ms (-1066) (-) m/z 41.05 100.00%
41.0
R R ERENEEEEEE
M 207.0 258 9.00 9.20 9.40 9.60
0 ‘_m,“ J\‘m_wwwwHww_uwwww m/z 43.05 90.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
5000 L L B LI B L BN
111.0 9.00 9.20 9.40 9.60
m/z 55.05 88.73%
0 ‘ Il ‘H\ ‘H ‘\ M\ \\1 30\16701940 2240 254.0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #183189: Acetic acid, trichloro-, nonyl ester
43.0
R R EEEEEEEE
69.0 9.00 9.20 9.40 9.60
5000 m/z 57.00 82.11%
98.0
ol b d AL Lo amo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7566: Cycloheptane, methyl- N ARAREmEEEEEE SR
55.0 9.00 9.20 9.40 9.60
970 m/z 56.05 61.00%
5000
il #
0‘_HH;HNMNuWH‘MH‘W‘HW‘HW‘H‘_H‘_H‘_‘HM‘HM‘ L .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclohexane, 2-propenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.469 3.99 ng 130079 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 50
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 45
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 38
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
Abundance Scan 1443 (11.469 min): BG060779.D\data.ms (-1432) (- | m/z 83.05 100.00%
55.0 83.0
5000
1451 771
N T ‘ T
121.2 11.50
0 m/z 55.00  98.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
5000 L
11.50
m/z 41.10 63.54%
27‘0 | ‘ I 124.0
0 \\\‘\\‘\\‘\\\M‘\‘}\\‘i \\‘1’\\\\‘1\\\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0 T
11.50
5000 m/z 82.10 57.43%
29 0
0 ) | Il 10501250 1960
“w““_““u e A RBEmmms s
miz--> 80 100 120 140 160 180
Abundance #13247.Cyd0hexane,(14neﬂwkﬁhyb— ——
55.0 83.0 11.50
m/z 43.10 30.44%
5000
27.0 M 126.0
0 H“‘““HL“q‘i“ﬁj“‘W‘u“J““H““““‘ -
m/z--> 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.798 9.80 ng 319716 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
4 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 53
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
Abundance Scan 1499 (11.798 min): BG060779.D\data.ms (-1494) (1 m/z 57.10 100.00%
57.1
1150 12,00
85.1 1131 : .
] M— u“, b T 1490 1833 0 4310 64.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 o —
11.50 12.00
2&0‘ 4o 1130 m/z 71.10 54.54%
O \\\‘\‘\‘\\“M\\“’\\Hf‘\‘f“\\f‘\\1‘\‘\\\]-\4‘.2\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135266: Sulfurous acid, butyl 2-ethylhexyl ester
57.0
. =
11.50 12.00
5000 m/z 41.10 31.73%
29.0
‘ ‘ g85.0 113.0
0 H\‘\‘\H“‘H\‘\‘,\\“m“\‘\H‘H}‘\‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #93821: Oxalic acid, isobutyl pentyl ester T —
57.0 11.50 12.00
m/z 56.05 19.85%
5000
29.0
N | sro ms0 a0
R A e — —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecane, 2,7,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.143 6.35 ng 352055  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59

Abundance Scan 1728 (13.143 min): BG060779.D\data.ms (-1724) (- | m/z 57.10 100.00%
57.1

o \MJ\U\/\
85.1

)
1300 1350

127.1
1552 1831 2104 /7 71.5  61.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

o

5000 e —
13.00 13.50
290‘ 85.0 m/z 43.10 58.47%
113.0
O\‘\M‘\\“‘\\\M“\\‘M\‘w‘\\\“\\M\‘\“\\]_\4‘]-\.9\!‘\\\178‘\3.\0\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 41.05 36.18%
29.0 85.0
113.0
ol L 180 sss0 10200
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 13.00 13.50

m/z 85.10  24.92%

5000 85.0
29.0 141.0
Lo y1180 1 169.0

T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 1H-Indene, octahydro-2,2,4,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.019 6.06 ng 336316  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 64
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 25
5 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 25
Abundance Scan 1877 (14.019 min): BG060779.D\data.ms (-1872) (- | m/z 193.20 100.00%
198.2
411 69.1
123.1
T \
L e ] o
b MM bl b2 L mjz 41.10 52.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
’ 123.0
41.0
5000 —— :
9.0 14.00
m/z 69.10 52.45%
O T \‘\‘\ \‘i“\ T \“‘}“\ \H‘M i H“ \‘\H\ T “1 TT i“‘]\-\S\Z\.‘O\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
T \
123.0 14.00
5000 m/z 55.10 46.77%
150.0
95.0
oltro 20 se0 | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68072: 2-Anthracenamine T ‘
1938.0 14.00
m/z 123.05 45.80%
5000 165.0
97.0
39.0 700 13%0 Iy
Ol et e b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BGO32924.M Fri Apr 05 12:37:37 2024 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
BGO60779.D

4 Apr 2024 15:31
: MA/JU
. P1952-07

: 9

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.089 9.48 ng 525528  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 91
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 87
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 80
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1889 (14.089 min): BG060779.D\data.ms (-1884) (- | m/z 57.10 100.00%
57.1

—

5000
14.00 |
99.1 159.1 .
ol by TTTaee2 s 4310 88.32%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 e ‘
14.00
m/z 71.10 64.50%
99.0
bl |10 w0 w0 0
miz--> 50 100 150 200 250 300
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
T I
14.00
5000 ITI/Z 41.10 38.09%
oL Ll ‘ 13914901830 2530 296.0
L o B L e S S
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 14.00
m/z 85.10 31.23%
5000

99.0 1550
NI U O O )
m/z--> 50 100 150 200 250 300 14.00

.

8270-BGO32924.M Fri Apr 05 12:37:38 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.430 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.430 5.65 ng 313113  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 38
2 2(1H)-Benzocyclooctenone, decahy... 194 C13H220 055103-68-9 30
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 004863-59-6 25
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 25
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 22

Abundance Scan 1947 (14.430 min): BG060779.D\data.ms (-1943) (- | m/z 193.20 100.00%

198.2
5000 123.1

151 14.50
0 ‘U“_M‘H“uum‘_m“wuWm‘u‘u m/z 41.05 76.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-
193.0

5000 920
43.0 L
151.0 14.50

67.0 m/z 55.00 66.99%
22@ w\‘\ ‘\‘\ L, Ll ‘\1230‘\‘ H ‘ ‘

L T B HH L
l f | l I | I I \ I

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69323: 2(1H)-Benzocyclooctenone, decahydro-10a-met

55.0

0 _—

1450

5000 1100 m/z 97.18  55.21%
194.0
1360
1610
0 T

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [LR-(1.al T
41.0 14.50

m/z 69.10 53.76%

5000
123 0

0 mu“_m“m_m‘mWm_m —
miz—> 20 40 60 80 100 120 140 160 180 200 1450

o

8270-BGO32924.M Fri Apr 05 12:37:39 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Naphthalene, 2,3,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.065 3.22 ng 178361  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87

Abundance Scan 2055 (15.064 min): BG060779.D\data.ms (-2051) (- | m/z 170.05 100.00%
170.1

4;

5000 j\f\
m/\/\ A H‘A
128.1 15.00
51.0 /7.0 ‘
Ol porbrpel 20RO ML L30T 2222 55 10 76.77%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
o |

5000
15.00

m/z 169.10  19.14%

40 |
37.0 630 \h il 1069 \‘\ 4-4 ‘

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
oot AL ‘
15.00
5000 ITI/Z 153.00 15.89%
ol 510 84.0 128.0 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- T ‘
170.0 15.00
m/z 152.05 13.01%
B AJMﬂJ\/\fLmﬁjwkjm\wﬁ
128.0
51 0 76.0
o 0700 1020 " Thas0 | yr
m/z--> 40 60 80 100 120 140 160 180 200 220 15.00

8270-BGO32924.M Fri Apr 05 12:37:40 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl5.129 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.129 3.62 ng 200648  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 45
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 43
3 Heneicosane 296 C21H44 000629-94-7 43
4 Tridecane 184 C13H28 000629-50-5 38
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 25

Abundance Scan 2066 (15.129 min): BG060779.D\data.ms (-2061) (- | m/z 57.10 100.00%
7.1

5
5000

7.0
— —
155.1 2042 15.00 15.50
0L— \Wp m/z 43.10 92.35%
mi/z--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 — ——
15.00 15.50

m/z 55.05 79.84%

98.0 170.0
0 \2\6\\0‘\“”“‘\ ‘!‘ \“‘\ H‘ i T e LA R e
m/z--> 50 100 150 200 250
Abundance #59049: Undecane, 2,3-dimethyl-

43.0
T —
15.00 15.50
5000 85.0 m/z 71.10 62.79%
140.0
0 H“‘m“‘u‘!w“u“\ —tr—
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane 7 —
57.0 15.00 15.50
m/z 41.00 60.11%
99.0
015.q‘ L Ll 1410 1830 2250 296.(
T T R B A e A T 7
m/z--> 50 100 150 200 250 15.00 15.50

8270-BGO32924.M Fri Apr 05 12:37:43 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 4,6,8-Trimethylazulene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.211 3.22 ng 178505  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 94

Abundance Scan 2080 (15.211 min): BG060779.D\data.ms (-2075) (- | m/z 170.10 100.00%
170.1

2L

128.0 ; R

=

510 830 ‘ 216.2 og1: 15.00 15.50
0" R m/z 155.10  91.39%
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl- MM
170.0

5000 L
15.00 15.50

m/z 153.00 26.17%

128.0
0 80 [T
O " \‘”\”‘\”H\‘\\‘\ ‘\“\“ L L B B B B
miz--> 50 100 150 200 250
Abundance #45527: 4,6,8-Trimethylazulene
170.0

7
15.00 15.50

5000 m/z 169.10  24.42%
39.0 128.0 ‘
0 L h. i\ ‘\‘?Z:O“ - L‘ “L \“\ ‘\H“ HH — —
m/z--> 50 100 150 200 250
Abundance #45537: Naphthalene, 1,6,7-trimethyl- bl AL ) e
170.0 15.00 15.50

m/z 171.05 17.12%

5000
270 760 1280 ‘
oLl Lobd Lo ‘\HH‘ m‘

A —
miz--> 50 100 150 200 250 15.00 15.50

8270-BGO32924.M Fri Apr 05 12:37:44 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 3,5-Dimethyldodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.864 9.10 ng 504443  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Octadecane 254 C18H38 000593-45-3 64
5 Heptacosane 380 C27H56 000593-49-7 53

Abundance Scan 2191 (15.864 min): BG060779.D\data.ms (-2185) (- | m/z 57.10 100.00%
57.1

-

5000
- —
‘H ‘991 169.1 15.50 16.00
ol b f 14 2309 | |, 207.9239.3 m/z 43.10 47.99%
mfz--> 50 100 150 200 250
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 \

o ‘ ‘
15.50 16.00
m/z 71.10 39.15%

99.0

]-‘5-‘0\“ ‘H\ L

| 16?.0
il T "

T i T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #22072: Octane, 4-ethyl-

o
(4]
!
o

— : \
15.50 16.00

5000 m/z 41.10 25.10%
112.0
o‘adkh‘h S ——
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 15.50 16.00
m/z 85.10 18.95%
- \/«—JJ
99.0
ol 1410 }?39“ 239.0 296 - S
miz--> 50 100 150 200 250 15.50 16.00

8270-BGO32924.M Fri Apr 05 12:37:45 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecane, 2,6,11-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.345 17.34 ng 963678  Phenanthrene-d1e 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
Abundance Scan 2273 (16.345 min): BG060779.D\data.ms (-2269) (- | m/z 57.10 100.00%
57.1
- ALx%\/N\AJKx,M,VNAwﬁ
85.1 = e
H ‘ 113.1 16.00 16.50
Obrprrreterilh b bk 24221882 2141 2441 7 43,10 56.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — e
16.00 16.50
85.0 . .20%
29.0 m/z 71.10 54.20
N ‘ 1130 141.0169.0 197.0
\‘HH‘\H ‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— ==
16.00 16.50
5000 m/z 41.05 25.80%
29.0 85.0
0 71410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane “ T
57.0 16.00 16.50
m/z 85.10 20.36%
5000
85.0
29.0
0 “ | M‘ ,113.0 141.0 169.0 197.0 226.0
W‘Hw‘HW‘HW‘HW‘HW‘Hw‘uw‘uw‘uw‘uw‘uw‘uw — —T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

8270-BGO32924.M Fri Apr 05 12:37:46 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.174 8.48 ng 471470  Phenanthrene-d10 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
2 Undecane 156 C11H24 001120-21-4 80
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80
4 Heptacosane 380 C27H56 000593-49-7 78
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 2414 (17.174 min): BG060779.D\data.ms (-2409) (1 | m/z 57.10 100.00%

57.1
5000

7
113.1 17.00 17.50

181.0
- b ) i1460 S500 2882 m/z 71.10  55.14%

miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T T
17.00 17.50
m/z 43.10 50.43%

99.0
05— \“‘ “ ‘\ ”H‘ \‘H\ “‘ \H‘ T ‘]\_4\‘1‘0\ \18\‘3\0‘ T \2\3\9? T \2\96|(
miz-> 50 100 150 200 250
Abundance #33081: Undecane
57.0

o

e o
17.00 17.50
5000 ITI/Z 85.10 27 .94%
00| jes0 1560
L L | A L
ol b d N e
miz--> 50 100 150 200 250
Abundance #141069: Heptadecane, 3-methyl- —— —
57.0 17.00 17.50
m/z 41.05 24.27%
o WNWWAWMWJ\WWMWWWMM
99.0 225.0
141.0
o T 0 O - Y P SE—
miz--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Undecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.243 2.98 ng 165424  Phenanthrene-di10 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 58
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
3 Nonanoic acid 158 C9H1802 000112-05-0 55
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2596 (18.243 min): BG060779.D\data.ms (-2593) (- | m/z 57.10 100.00%
5711
5000 MM
1290 179.12132 — —
256.1
3 324 18.00 18.50
0! m/z 60.00 98.57%
m/z--> 50 100 150 200 250 300
Abundance #60689: Undecanoic acid
60.0
5000 —r P
18.00 18.50
129.0 m/z 43.10 88.34%
dl ‘ %5 ‘ ‘ 186.0
18.
O\\‘\L““‘”“ ”‘\“\‘np\“\wi\“‘\\\‘\‘\\\\‘ LA B
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
—— —
18.00 18.50
5000 ITI/Z 73.00 80.90%
129.0
83.0 213.0
171.0 ‘
0! 1 ‘1‘”“w““1 al ‘ “ “ “‘u\‘ - ‘ “ o
miz--> 50 100 150 200 250 300
Abundance #35296: Nonanoic acid
60.0 18.00 18.50
m/z 41.00 66.67%
115.0
NI I
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9-Octadecenamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.658 13.59 ng 875601 Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 9-Octadecenamide 281 C18H35NO 003322-62-1 83
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Octanamide 143 C8H17NO 000629-01-6 59
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 49

Abundance Scan 3007 (20.658 min): BG060779.D\data.ms (-2999) (- | m/z 59.00 100.00%

59.0
5000
e o
0 “‘J‘ W‘WW‘W 4okl 198223682 2820 3410 n/7 73,60 52.06%
miz--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (2)-
59.0
5000

— ——
20.50 21.00
m/z 55.05 40.60%

98.0
O' i Mh HH 1’ Q\ ]\-8\4\0‘ T \2\38\‘0\2\8\].\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #174772: 9-Octadecenamide

=3
[oe]
[¢)]
[{e}
o

20.50 21.00
5000 ITI/Z 41.10 35.29%
97.
Ly 017802200 2810
ob—L Al W‘Wﬂwmh‘ S M
m/z--> 50 100 150 200 250 300 350
Abundance #142060: Hexadecanamide = P
59.0 20.50 21.00
m/z 43.05 30.29%
5000
e = —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.676  13.67 ng 880755  Chrysene-di2 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Palmitoleamide 253 C16H31NO 106010-22-4 64
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 43
4 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12C1NO4 1010214-48-1 43
5 14-Hydroxy-14-methylpentadecanoi... 272 C16H3203 091544-39-7 40

Abundance Scan 3010 (20.676 min): BG060779.D\data.ms (-3008) (- | m/z 59.00 100.00%
59.0

=

5000
‘ éo%o 2fod
oLl n ‘” W %54‘ 1106.1230.2281.1 3412 402 ., 72.00  51.85%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 —— —

20.50 21.00
m/z 55.10 41.46%

114.0 281.0
T \.Q\ ‘\H‘ “‘ \M‘ T h”i \H \‘H\ \ ‘ \]\-8\4'\ ? T \2\3$ P\ L ‘ L ’ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #139496: Palmitoleamide

o
[
©
o =

20.50 21.00
5000 m/z 41.10 39.49%

168021002530

%

W T T - et e
m/z--> 50 100 150 200 250 300 350 400
Abundance #49772: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox
59.0 20.50 21.00
m/z 43.10 26.24%
5000 NMWMWWMAMJXJKMWVWAM
117.
o501 MO 170
= e ST T
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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-Nonadecene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.281 2.95 ng 190315 Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 1-Docosene 308 C22H44 001599-67-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91

Abundance Scan 3113 (21.281 min): BG060779.D\data.ms (-3109) (- m/z 57.10 100.00%
57.1

2000 W\L
‘ 111.1 - B
21.00 21.50
210.1 263.0
0 M§l°31913912458 m/z 55.05 93.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 T —
21.00 21.50
m/z 43.10 82.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.(
— —
7.0 21.00 21.50
5000 ITI/Z 83.10 64.17%

Orv—rlm‘m' ” }\|I224'0

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

e

Abundance #209741: 1-Docosene
55.0 21.00 21.50
m/z 69.10 62.55%
5000
‘ 11.0
0 Ulass  amo i et
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31

Operator : MA/JU

Sample : P1952-07

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Hexadecanamide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.108 10.23 ng 659014  Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 9-Octadecenamide 281 C18H35NO 003322-62-1 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 49

Abundance Scan 3424 (23.108 min): BG060779.D\data.ms (-3415) (- | m/z 59.00 100.00%
59.0
5000 /k
2300 2350
ok w“ H‘ ! M | i, 18012261 2983 3690 430. ./, 5505 63.71%
miz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — —
23.00 23.50
‘ m/z 72.10 52.90%
126.0
I “ ‘ \H‘ H J“\M HML\ ol 184.0 28':]'0
0\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #174772: 9-Octadecenamide
59.0
s -
23.00 23.50
5000 m/z 41.00 41.16%
oL Lm0 200 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance #142059: Hexadecanamide —— —
59.0 23.00 23.50
m/z 43.05 37.89%
- NNL
ol ||, 1140 1700 2550
s P e
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60779.D

Acqg On : 4 Apr 2024 15:31
Operator : MA/JU

Sample : P1952-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.178 26.5 ng 593775 1 7.955 448393 20.0
(S)-(+)-1,2-Pro... 3.690 3.9 ng 88314 1 7.955 448393 20.0
unknown9.283 9.283 2.9 ng 65154 1 7.955 448393 20.0
Cyclohexane, 2-... 11.469 4.0 ng 130079 2 10.752 652814 20.0
Octane, 2,6-dim... 11.798 9.8 ng 319716 2 10.752 652814 20.0
Dodecane, 2,7,1... 13.143 6.3 ng 352055 3 14.583 1109240 20.0
1H-Indene, octa... 14.019 6.1 ng 336316 3 14.583 1109240 20.0
Hexadecane 14.089 9.5 ng 525528 3 14.583 1109240 20.0
unknownl14.430 14.430 5.7 ng 313113 3 14.583 1109240 20.0
Naphthalene, 2,... 15.065 3.2 ng 178361 3 14.583 1109240 20.0
unknown15.129 15.129 3.6 ng 200648 3 14.583 1109240 20.0
4,6,8-Trimethyl... 15.211 3.2 ng 178505 3 14.583 1109240 20.0
3,5-Dimethyldod... 15.864 9.1 ng 504443 3 14.583 1109240 20.0
Dodecane, 2,6,1... 16.345 17.3 ng 963678 4 17.332 1111780 20.0
Heptadecane, 2,... 17.174 8.5 ng 471470 4 17.332 1111780 20.0
Undecanoic acid 18.243 3.0 ng 165424 4 17.332 1111780 20.0
9-Octadecenamide 20.658 13.6 ng 875601 5 21.598 1288360 20.0
9-Octadecenamid... 20.676 13.7 ng 880755 5 21.598 1288360 20.0
1-Nonadecene 21.281 3.0 ng 190315 5 21.598 1288360 20.0
Hexadecanamide 23.108 10.2 ng 659014 5 21.598 1288360 20.0
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