LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140438.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.222 16 22 33 rVB 27275 47740  2.65% ©0.298%
2 3.405 219 223 242 rBV 5128 19865 1.10% 0.124%
3 4.528 407 414 420 rVB4 11765 24626 1.37% 0.154%
4 4.934 474 483 488 rBV3 11583 18926 1.05% ©0.118%
5 5.004 488 495 498 rvw4 27588 50838 2.82% 0.317%
6 5.034 498 500 504 rvw 16648 23533  1.31% 0.147%
7 5.087 504 509 515 rVW2 74814 121767 6.76% 0.760%
8 5.293 538 544 551 rBV 66702 118922 6.60% 0.743%
9 5.357 551 555 559 rw2 51288 85572 4.75% 0.534%
106 5.393 559 561 566 rv 26237 34516 1.92% 0.216%
11 5.469 566 574 575 rVV2 182697 261821 14.53% 1.635%
12 5.498 575 579 587 rVW 1119160 1544709 85.75% 9.646%
13 5.569 587 591 595 rW 45908 66983  3.72% 0.418%
14 5.616 595 599 601 rVW2 17267 26194 1.45% 0.164%
15 5.651 601 605 608 rvv3 41848 72175 4.01% 0.451%
16 5.693 608 612 614 rV 56268 77116  4.28% 0.482%
17 5.722 614 617 623 rVW2 86090 135500 7.52% 0.846%
18 5.781 623 627 638 rVB 126293 171567 9.52% 1.071%
19 5.898 638 647 651 rBV3 51682 92377 5.13% 0.577%
20 5.940 651 654 662 rV4 13576 24817 1.38% 0.155%
21 6.034 664 670 674 rVB3 25897 41127 2.28% 0.257%
22 6.122 679 685 691 rBV4 53424 97552 5.42% 0.609%
23 6.310 712 717 720 rBV3 20737 31469 1.75% 0.197%
24 6.369 720 727 729 rVW3 22638 38228 2.12% 0.239%
25 6.404 729 733 739 rVB3 35138 54010 3.00% 0.337%
26 6.510 745 751 760 rBV 1179380 1560267 86.61% 9.743%
27 6.610 764 768 772 rBV3 22670 37960 2.11% 0.237%
28 6.704 780 784 791 rBV 117373 159786 8.87% 0.998%
29 6.875 807 813 818 rVB 598920 769640 42.72% 4.806%
30 7.016 833 837 841 rBV3 36322 45060 2.50% 0.281%
31 7.140 853 858 861 rBV5 22983 32798 1.82% 0.205%
32 7.257 873 878 883 rBV2 18964 35241 1.96% 0.220%
33 7.434 897 908 912 rBV 722722 993080 55.13% 6.202%
34 7.510 917 921 926 rVB5 10956 18634 1.03% 0.116%
35 7.681 946 950 957 rvVB2 16776 25094 1.39% 0.157%

36 8.151 1022 1030 1043 rBV 719035 958896 53.23% 5.988%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.228 1207 1213 1223 rBV 1352807 1801466 100.00% 11.250%
38 9.910 1323 1329 1338 rBV 744755 980141 54.41% 6.121%
39 10.557 1430 1439 1444 rBV5 12826 26418 1.47% 0.165%
2

40 10.622 1445 1450 1456 rVV 250401 323349 17.95% .019%
41 10.698 1458 1463 1469 rVV 642121 835447 46.38% 5.217%
42 10.757 1469 1473 1479 rVWV 29720 64728 3.59% 0.404%
43 10.810 1479 1482 1490 rVB2 18055 33780 1.88% 0.211%
44 10.933 1499 1503 1510 rVB 35638 49227 2.73% ©.307%
45 11.398 1576 1582 1591 rBV 676308 882469 48.99% 5.511%
46 11.922 1666 1671 1681 rBV2 76155 146006 8.10% 0.912%
47 12.086 1696 1699 1704 rBVS5 13132 21249 1.18% ©.133%
48 12.616 1785 1789 1792 rBV 20298 32123 1.78% ©.201%
49 12.710 1802 1805 1808 rBv4 14854 20445 1.13% 0.128%
50 12.798 1817 1820 1823 rBV3 17755 20188 1.12% 0.126%
51 12.845 1825 1828 1835 rwv2 25672 43093 2.39% ©0.269%
52 12.980 1846 1851 1859 rBV 1098621 1399137 77.67% 8.737%
53 13.463 1929 1933 1940 rVB 220838 294038 16.32% 1.836%
54 14.045 2028 2032 2039 rBV 475392 638795 35.46%  3.989%
55 15.551 2284 2288 2296 rVB 287552 483023 26.81% 3.016%

Sum of corrected areas: 16013528
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140438.D\data.ms
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Abundance TIC: BF140438.D\data.ms
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Abundance TIC: BF140438.D\data.ms

1200000

1000000

800000
14.045

15.551
600000

40000013.463

200000

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF111324.M Mon Nov 18 06:39:56 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53

Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.087 3.16 ng 121767 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 4-Acetonylcycloheptanone 168 C10H1602 086428-60-6 17
3 1-(1,3-0xazol-2-yl)ethan-1-one 111 C5H5NO2 077311-07-0 9
4 Acetone 58 C3H60 000067-64-1 9
5 1-Heptyn-6-one 110 C7H1e0 000928-39-2 9

Abundance Scan 509 (5.087 min): BF140438.D\data.ms (-504) (-) m/z 43.05 100.00%
5000
1111
69.0
P T
‘ ‘H ‘ 4.80 5.00 5.20 5.40
bl L wm/z s9.10 60.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L L B B I IR B
4.80 5.00 5.20 5.40
101.0 m/z 111.10 35.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #43005: 4-Acetonylcycloheptanone
43.0
copoed e e e
4.80 5.00 5.20 5.40
5000 111.0 ITI/Z 69.05 28.08%
‘ 83.0
0“"‘WuJM$‘M%§MuMme“M‘wv“u‘w‘%§99%§?9
m/z--> 20 40 60 80 100 120 140 160
Abundance #6853: 1-(1,3-Oxazol-2-yl)ethan-1-one R RamEEEEET S
43.0 4.80 5.00 5.20 5.40
m/z 101.10 20.42%
5000
111.0
15.0 M 68.0
Ottt e L N Raan
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.293 3.09 ng 118922 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
3 Cyclohexane, 1,3,5-trimethyl- 126 CO9H18 001839-63-0 72
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 64
5 Cyclohexane, 1,1,2-trimethyl- 126 CSH18 007094-26-0 52
Abundance Scan 544 (5.293 min): BF140438.D\data.ms (- 538) ) m/z 69.10 100.00%
69.1 111.
55.0
5000 41.0
84.0 126.1  ARmERtE
M ‘ ‘ 5.00 5.20 5.40 5.60
0 m,m‘_mw;‘m‘u‘m‘m‘:,‘mw““wWH‘lm,m,m m/z 111.10  99.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
55.0
41.0 /\
5000 LA L B LI L L BN
27.0 126.0 5.00 5.20 5.40 5.60
m/z 55.05 69.24%
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
R RERRRE I R
55.0 5.00 5.20 5.40 5.60
5000 41.0 m/z 41.05 46.50%
27.0 126.0
oh20 L Uy BOete |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- R EARREwEaEs R
69.0 111.0 5.00 5.20 5.40 5.60
m/z 43.05 40.72%
55.0
5000
41.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 4 Cyclohexane, 1-bromo-3-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
5.693 2.00 ng 77116  1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 64
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 64
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
4 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 64
5 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 64
Abundance Scan 612 (5.693 min): BF140438.D\data.ms (-608) (-) m/z 97.10 100.00%
97.1
55.1
5000
SRSV W LIV
70 | 126.1 5.40 5.60 5.80 6.00
Ol et 20 m/z 55.10  71.38%

|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51236: Cyclohexane, 1-bromo-3-methyl-
97.0
55.0

5000 AR AR RARA AR ARSE
5.40 5.60 5.80 6.00
m/z 96.10 15.50%
0 H\,27‘%\‘\,w_u??-‘o‘\m‘Hl&?-ewlﬁz-‘q_‘lmf%‘
m/z--> 20 60 80 100 120 140 160 180
Abundance #13276 1-Ethyl-3- methylcyclohexane (c.h)
I,
b e
5.40 5.60 5.80 6.00
5000 m z 41.10 15.31%
126.0
20 | o ||
0 *H!****W*“” *“*1***M**”*\”**\**H\****w*
miz--> 80 100 120 140 160 180
Abundance #13233.2—Hexene,3xL44nnKthL  RARARaREEE SIS
56.0 97.0 5.40 5.60 5.80 6.00

m/z 126.10  12.09%

5000
27.0
‘ 126.0
0 ‘ u q ‘ |

m/z--> 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Nonane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5781 446 ng 171567  1,4-Dichlorobenzene-d4  6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Noname 128 come 000111-84-2 95

003913-02-8 78
1000382-90-5 78
000111-65-9 72

2 1-Octanol, 2-butyl- 186 C12H260
3 Carbonic acid, decyl prop-1-en-2... 242 C14H2603
4 Octane 114 C8H18

5 Octane, 4-methyl- 128 C9H20 002216-34-4 59
Abundance Scan 627 (5.781 min): BF140438.D\data.ms (-623) (-) m/z 43.05 100.00%
43.0
5000
85.1
T N
| H ‘ 1282 5405605806006200
0 HwHHHHwHH_HwHHMH_MWH_H m/z 57.10  86.29%
m/z--> 20 40 80 100 120 140 160 180
Abundance #14520: Nonane
43.0
5000
5.40 5.60 5.80 6.00 6.20
85.0 m/z 41.10  45.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61055: 1-Octanol, 2-butyl-
57.0
e R R RN SRR
5.40 5.60 5.80 6.00 6.20
5000 ITI/Z 85.10 34.04%
29.0 85.0
111 0
0 “ \ ullll MM H‘ ‘H 134 0154 0
“‘_““H‘ B T, Sl .
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester \N R SR
43.0 5.40 5.60 5.80 6.00 6.20
m/z 71.10 24.33%
5000
71.0
97 0
0 Ll W . 1400 185.0 \AM
‘H““W“‘ _“"H““H““H““W““_“ R
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 7 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.898 2.40 ng 92377 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 93
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 83
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 83
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 80
Abundance Scan 647 (5.898 min): BF140438.D\data.ms (-638) (-) m/z 97.10 100.00%
55.0 97.1
5000
41-0 69.0
e ENRLEEEEE SRS
126.1 5.60 5.80 6.00 6.20
83.0
1111
0 ,,F m/z 55.05  89.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 910
5000 LA L B B LA R
5.60 5.80 6.00 6.20
41.0
69.0 m/z 41.05 30.70%
27.0 ‘ ‘ 126.0
0 \\‘HH’\HU‘HH“’“H\“\‘\‘\‘\‘H‘\H}\H‘ﬁﬁ'\ow‘\Hl‘u:lwnw:l‘:lw-.\(\)\‘uu‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
AREmEEEERTLEENE
5.60 5.80 6.00 6.20
5000 m/z 69.05 26.71%
41.0 69.0 126.0
27.0 ‘ ‘
0"_‘HV‘MHHthuvﬁh‘Hmiu‘ﬁﬁg‘u‘hu%ﬁﬁgw‘ww‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane R AREEECE SR
97.0 5.60 5.80 6.00 6.20
55.0
m/z 56.10 15.86%
5000
401 69,0 126.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Cyclopentane, (2-methylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.122 2.54 ng 97552  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 53
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 38
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 30
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 30
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 27
Abundance Scan 685 (6.122 min): BF140438.D\data.ms (-679) (-) m/z 57.10 100.00%
51.1
41.0 83.1
5000
97.1
R R
‘ | | 11‘T"1 | 5.80 6.00 6.20 6.40
Ot Ml el L mjz s5.10  95.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0 69.0
550 83.0
5000 L LI L LI L B R
27.0 5.80 6.00 6.20 6.40
m/z 41.05 72.60%
L oo
O H‘HH‘\HL‘\H\}HH“\H\\‘Hi\‘\\\\"\\H‘H\‘}.‘HH“HH‘HE\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
N BaRaRER T S
5.80 6.00 6.20 6.40
5000 41.0 m/z 83.10 69.69%
27.0 126.0
60.0
SRR 1 TV W O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M\/
Abundance #13012: Ethanone, 1-cyclohexyl- “_/\ﬁ_““‘u““u,
55.0 5.80 6.00 6.20 6.40
m/z 71.10 62.69%
83.0
5000 410
27.0 126.0
s | w0
OFr e e e e e e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Decane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.704 4.15 ng 159786 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 83
4 Nonane 128 C9H20 000111-84-2 80
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 784 (6.704 min): BF140438.D\data.ms (-780) (-) m/z 57.10 100.00%
57.1
- W
R RRammsaatet
914 6.40 6.60 6.80 7.00
| w\ P31 1422 ;
ol bt — 0 m/z 43.10 92.61%
miz--> 50 100 150 200 250 300 350
Abundance #22068: Decane
43.0
5000 L B R A IR R |
6.40 6.60 6.80 7.00
5.0 m/z 41.10 48.04%
L, 20
O\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
R ARARRERE
6.40 6.60 6.80 7.00
5000 m/z 71.10 42 .04%

H % K Hl 0 189.0231.0273.0315.0 _ 386.C

o
=
¥ EE—

-

m/z--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane R RARAREERERENE
57.0 6.40 6.60 6.80 7.00
m/z 85.10  25.75%
5000 J\
oLl Ll |5 % L 1902110 2060 W e L N
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.622 6.60 ng 323349  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1450 (10.622 min): BF140438.D\data.ms (-1445) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.1 _— ——
10.50 11.00
152.1
b prr il e 2280 R miz 77.05  64.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — A
10.50 11.00
51.0 m/z 182.10  53.70%
O \\\‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\]-‘2\6\.\0\‘%\5%\.0‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
—— —
10.50 11.00
5000 182.0 m/z 51.10 24.50%
51.0
150.0
0 H“H1‘““‘“H‘H‘HH“H“HH‘H“M‘HH_H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- e o
105.0 10.50 11.00
m/z 181.10 8.78%
77.0
5000
51.0
0 27.0 | \‘ Ll | ‘ 125.0 1540
R A e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.31 ng 146006  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1671 (11.922 min): BF140438.D\data.ms (-1666) (- m/z 72.95 100.00%
43.1 73.0
5000 1291
213.2 s
‘ 157.1185.1 256.3 12.00
Ol m/z 43.1e 89.33%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 85.81%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— Sy
43.0 12.00
5000 129.0 m/z 57.05 70.37%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.05 69.47%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.463 9.21 ng 294038 Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Octanamide 143 C8H17NO 000629-01-6 59
Abundance Scan 1933 (13.463 min): BF140438.D\data.ms (-1929) (- m/z 59.10 100.00%
59.1
5000 J\A
B
\ 011751 13.50
3 W‘ m JOII5 2382 2811316, ;75,05  69.79%
mfz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T 7
13.50
m/z 55.10 37.14%
18 159 1400 1840 2380 2810
0 : ‘”“‘1“““\”“”‘} ‘1‘”\‘% ot .“\ T \.’ T \.’ I '\ T
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
——
13.50
5000 m/z 41.10 30.97%
ob—4 \“\h Jﬂlﬁ H‘pu‘\‘ ‘\ u} ‘168‘9 ‘2’19‘0‘ ‘25’3‘0‘ IR
miz--> 100 150 200 250 300
Abundance #142058: Hexadecanamide T
59.0 13.50
m/z 43.10 24.20%
ol70 | 1 | 95 01280 1700 2120 250
e e e e e S —
m/z--> 50 100 150 200 250 300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111624\
Data File : BF140438.D

Acqg On : 16 Nov 2024 18:53
Operator : RC/JU

Sample : P4768-04

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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|
2-Pentanone, 4-... 5.087 3.2 ng 121767 1 6.875 769640 20.0
Cyclohexane, 1,... 5.293 3.1 ng 118922 1 6.875 769640 20.0
Cyclohexane, 1-... 5.693 2.0 ng 77116 1 6.875 769640 20.0
Nonane 5.781 4.5 ng 171567 1 6.875 769640 20.0
Cyclohexane, 1-... 5.898 2.4 ng 92377 1 6.875 769640 20.0
Cyclopentane, (... 6.122 2.5 ng 97552 1 6.875 769640 20.0
Decane 6.704 4.2 ng 159786 1 6.875 769640 20.0
Benzophenone 10.622 6.6 ng 323349 3 9.910 980141 20.0
n-Hexadecanoic ... 11.922 3.3 ng 146006 4 11.398 882469 20.0
9-Octadecenamid... 13.463 9.2 ng 294038 5 14.045 638795 20.0
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