LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@091323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135244.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.758 97 114 123 rBV 257723 655812 3.71% 0.367%
2 3.334 196 212 220 rBV3 77109 203247 1.15% 0.114%
3 3.587 247 255 269 rBV 108843 274270 1.55% 0.153%
4 3.722 269 278 287 rBV3 775714 2059000 11.65% 1.152%
5 3.881 297 305 311 rBV 909386 1747034 9.88% 0.977%
6 4.028 321 330 335 rBV3 747224 1279980 7.24% 0.716%
7 4.075 335 338 350 rVB 330674 539624 3.05% 0.302%
8 4.181 350 356 360 rBV3 254530 457593  2.59% 0.256%
9 4.234 360 365 374 rVB 296138 609430 3.45% 0.341%
106 4.375 383 389 401 rBV 2601832 4357076 24.65% 2.438%
11 4.487 401 408 416 rVB 518263 761320 4.31% 0.426%
12 4.581 421 424 431 rVB2 213824 289422 1.64% 0.162%
13 4.646 431 435 439 rBV 237103 336098 1.90% ©0.188%
14  4.699 439 444 447 rBV 622941 783671 4.43% 0.438%
15 4.734 447 450 454 rVB3 195647 225700 1.28% 0.126%
16 4.775 454 457 459 rBV2 156792 219541 1.24% 0.123%
17 4.810 459 463 467 rVV 1083340 1369885 7.75% 0.766%
18 4.863 467 472 473 rVWW2 411049 620037 3.51% 0.347%
19 4.899 473 478 486 rVV3 2500683 5219710 29.53% 2.920%
20 4.963 486 489 494 rVV 1523278 1970864 11.15% 1.103%
21 5.004 494 496 498 rVv2 377393 479278 2.71% 0.268%
22 5.028 498 500 505 rVv2 515348 663110 3.75% 0.371%
23  5.093 509 511 515 rVB 334014 341243 1.93% 0.191%
24 5.169 520 524 527 rBV 2219478 2983060 16.88% 1.669%
25 5.263 536 540 542 rBV 1924846 2739700 15.50% 1.533%
26 5.293 542 545 551 rVV 2519718 4886732 27.65% 2.734%
27 5.375 551 559 570 rVB3 7045985 17676229 100.00%  9.890%
28 5.457 576 573 576 rBV 740739 657716 3.72% 0.368%
29 5.540 583 587 591 rBv2 1595247 2681981 15.17% 1.501%
30 5.587 591 595 597 rVV 1323823 1712743 9.69% 0.958%
31 5.622 597 601 608 rVV2 4710787 8205804 46.42%  4.591%
32 5.693 608 613 619 rVB 5414200 8431898 47.70% 4.718%
33 5.793 625 630 634 rBV3 2044173 3185190 18.02% 1.782%
34 5.846 634 639 641 rBV2 893608 1222096 6.91% 0.684%
35 5.922 646 652 658 rBV2 2720722 4814122 27.24%  2.693%

36 5.975 658 661 666 rBVv2 409580 621580  3.52%

©
w
N
0
R

8270-BF091123.M Thu Sep 14 13:33:15 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@091323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.022 666 669 676 rBV2 4170274 8480380 47.98% 4.745%
38 6.081 676 679 687 rVB 1653495 2763716 15.64% 1.546%
39 6.210 697 701 707 rBV2 1928729 3888246 22.00% 2.175%
40 6.316 707 719 722 rBV3 5915479 17052711 96.47% 9.541%
41 6.381 727 730 740 rVV4 3963514 11104280 62.82% 6.213%
42 6.469 742 745 750 rVB 2712454 3713010 21.01% 2.077%
43 6.522 750 754 758 rBV3 1235007 2528749 14.31% 1.415%
44 6.628 765 772 773 rBV 5497040 11021068 62.35% 6.166%
45 6.804 799 802 805 rBV2 2241253 3174087 17.96% 1.776%
46 6.845 806 809 812 rVVv2 1686049 2467671 13.96% 1.381%
47 6.934 821 824 827 rBV3 1179750 1685397 9.53% 0.943%
48 7.063 842 846 848 rBV2 2238986 3167711 17.92% 1.772%
49 12.833 1822 1827 1832 rVB3 3322857 5818259 32.92% 3.255%
50 13.174 1880 1885 1887 rBV 3546413 4325126 24.47% 2.420%
51 13.498 1936 1940 1943 rVB 3575282 3846687 21.76% 2.152%
52 13.604 1956 1958 1960 rBV 497775 409115 2.31% 0.229%
53 13.822 1991 1995 2000 rVB 2609261 3058808 17.30% 1.711%
54 13.974 2019 2021 2031 rVB2 599516 906430 5.13% 0.507%
55 14.127 2044 2047 2058 rVB 1795855 2161738 12.23% 1.209%
56 14.433 2095 2099 2103 rVB 830319 800273 4.53% 0.448%
57 14.733 2147 2150 2155 rVB 368370 368108 2.08% 0.206%
58 15.074 2204 2208 2213 rVB 176606 221258 1.25% 0.124%
59 15.421 2262 2267 2270 rBV 413502 488497 2.76% 0.273%

Sum of corrected areas: 178733121
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Sep 2023 02:46
¢ CG\JU
: 04392-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\
BF135244.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

o

TIC: BF135244.D\data.ms

3.72%:881 028
2.758 3.334 3.587 4074834/

Time-->

AN = Pt AN
L L e Y e e I R RRAN (L L L B

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF135244.D\data.ms

12.833
13.174

0
Time-->

— T 7 — — T 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF135244.D\data.ms

13.498

— N

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.375  27.45 ng 4357080 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 83
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 78
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 78
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59

Abundance Scan 389 (4.375 min): BF135244.D\data.ms (-383) (-) m/z 43.05 100.00%

43.0
5000
85.1
e A REARARE
H 67&) | 142 400420440460
0ttt e m/z 41.10 47.19%
miz--> 20 40 60 80 100 120 140 160
Abundance #8623: Octane
43.0
5000 T T T T TR T T
4.00 4.20 4.40 4.60
85.0 m/z 57.10 41.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
4.00 4.20 4.40 4.60
5000 m/z 85.10 32.35%
85.0
0. 260 ‘\m I 67\{0 | ““ 129.0  161.0
B i B B T
m/z--> 20 40 60 80 100 120 140 160
Abundance #48249: Hydroxylamine, O-decyl-
43.0 4.00 4.20 4.40 4.60
m/z 56.05 24.76%
5000 71.0
0 M I | ano | 1400 173.0
i s L ma e s e AR
miz--> 20 40 60 80 100 120 140 160 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown4.899 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.899 32.89 ng 5219710 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 49
2 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 45
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 43
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43
5 Eicosyl octyl ether 410 C28H580 1000406-38-8 39

Abundance Scan 478 (4.899 mm) BF135244.D\data.ms (-473) (-) m/z 57.10 100.00%

57.1
5000
411
831 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ . 4.60 4.80 5.00 5.20
o_HwHH‘HHMHwH‘HmH‘H‘_“H‘H“_“1“1‘3‘1“‘1‘2‘%‘1‘” m/z 41.10  33.24%
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14538: Octane, 3-methyl-
57.0
5000 T T T T T T
430 4.60 4.80 5.00 5.20
200 | m/z 43.10 31.82%
98.0
0 | H 710 I 113.0 128.0
‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #35393: Formic acid, 2-ethylhexyl ester
57.0
4.60 4.80 5.00 5.20
5000 410 83.0 m/z 55.10 31.38%
1) I
O rrrrr e W ettt e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14561: Heptane, 2,5-dimethyl- S ARsEEEE SRS
57.0 4.60 4.80 5.00 5.20
m/z 83.10 24.91%
5000 43.0
29.0
71.0 99.0
0 1 ‘ ‘\‘ | 850 " 113.0 128.0
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Acetic acid, 2-ethylbutyl e... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.169 18.80 ng 2983060 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-ethylbutyl ester 144 C8H1602 010031-87-5 53
2 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 53
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
5 1-Octene, 3,4-dimethyl- 140 C10H20 056728-11-1 50
Abundance Scan 524 (5.169 min): BF135244.D\data.ms (-520) (-) m/z 43.10 100.00%
431
5000
o8t 1 U\Jk/\ﬁ\/’\/‘b
o ANRERRSREESSRE
‘ ‘ H ‘ L 4.80 5.00 5.20 5.40
Ol Wl 010 1292 ns 41.10 42.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24174: Acetic acid, 2-ethylbutyl ester
43.0
5000 B R B e e o
84.0 4.80 5.00 5.20 5.40
m/z 55.10 42.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45510: Decane, 5,6-dimethyl-
43.0
T
4.80 5.00 5.20 5.40
5000 84.0 m/z 69.10 37.31%
0 1 “\‘ \“65.3‘ 130 4410 1700
e et
m/z--> 20 40 60 80 100 120 140 160
Abundance #8637: Hexane, 2,4-dimethyl- T
43.0 4.80 5.00 5.20 5.40
m/z 111.10  32.47%
85.0
- ,ﬂ\ﬂ«\ﬁ\¥,
0 15.0 H I \‘ 67T‘b ‘\ 114.0 M

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\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Nonane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.293 30.79 ng 4886730 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47

Abundance Scan 545 (5.293 min): BF135244.D\data.ms (-542) (-) m/z 57.10 100.00%

57.1
39 e
83.1 113.1 5.00 5.20 5.40 5.60
oHwHH‘imM‘u‘_,wmHW:“_WWH,H m/z 43.10  75.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22077: Nonane, 3-methyl-
57.0
5000 T T T T T R T
5.00 5.20 5.40 5.60
m/z 41.10 48.19%
ZTO ‘ 85.0 112.0
0\\\‘\‘\\\“‘\\\uﬂ‘\\‘”\’M\\\‘\\!‘\‘\\\’]\4‘.2\-\0\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0
T ARARREwaESEEE
5.00 5.20 5.40 5.60
5000 m/z 42.10 40.45%
29.0
0 L1 H‘ | 870 1150 161.0
B R a
m/z--> 20 40 60 80 100 120 140 160
Abundance  #241464: Sulfurous acid, decyl 2-ethylhexyl ester A AR
57.0 5.00 5.20 5.40 5.60
m/z 71.10  35.49%
5000
20 ‘ ne 141.0
S S T VSN L./ A A N i
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 8
R.T. EstConc Area Relative to ISTD R.T.
5.693 53.13 ng 8431900 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 78
3 Octane 114 C8H18 000111-65-9 64
4 Decane 142 C1eH22 000124-18-5 59
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59

Abundance Scan 613 (5.693 min): BF135244.D\data.ms (-608) (-) m/z 43.10 100.00%

43.1
5000
85.1
R T
40 5. . .
| “ M 128.2 5.40 5.60 5.80 6.00 ]
ottt m/z 57.10 94.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14521: Nonane
43.0
5000 TR T T T T T T
5.40 5.60 5.80 6.00
85.0 m/z 41.10 46.62%
L desg | 1o
0 \\\‘\1\\i}\\\‘\\\\‘f\\\[\\\\‘\1\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 80 100 120 140 160 180
Abundance  #125959: Carbonlc acid, decyl prop-1-en-2-yl ester
43.0
RARARmEESE
5.40 5.60 5.80 6.00
5000 m/z 85.10 29.58%
71.0
0 \‘ I 97\\0 L 140.0 185.0
L ma B R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8620: Octane T T
43.0 5.40 5.60 5.80 6.00
m/z 71.10 21.61%
5000
85.0
‘H‘“H“‘H‘“H“H“‘H“‘H“‘H“‘H“‘H R ERARAREESEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\

BF135244.D

: 14 Sep 2023 02:46
¢ CG\JU
: 04392-01

: 23 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

5.793 20.07 ng

Hit# of 5

7 1-Ethyl-4-methylcyclohexane

Concentration Rank 17

EstConc Area Relative to ISTD R.T.
3185190 1,4-Dichlorobenzene-d4 6.781

Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 91
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 83
4 Cyclohexane, 1-ethyl-2-methyl-, . 126 C9H18 004923-77-7 83
. 126 C9H18 006236-88-0 83

5 Cyclohexane, 1-ethyl-4-methyl-,

Abundance Scan 630 (5.793 min): BF135244.D\data.ms (-625) (-) m/z 55.10 100.00%
55.1
97.1
5000
R R RERRRRRE
37 1 | ‘ 81.1 26.1 5.40 5.60 5.80 6.00 6.20
Ol el 1422 ey 10 81.02%
miz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 [ L L B
5.40 5.60 5.80 6.00 6.20
126.0 m/z 41.10 30.31%
39‘0 ‘ 810 ‘
0 \\\‘\U\\‘i“\\\H‘\“\‘i‘\\“\\\\‘[\\‘\\‘\‘\\\‘\\\
miz-—-> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
7.0
55.0
R AR R
5.40 5.60 5.80 6.00 6.20
5000 m/z 69.10  27.09%
126.0
39‘0 ‘ 81.0 ‘
ol 140 b b Wl L
m/z--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane Rmaas A R
55.0 97.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 14.99%
5000
126.0
39‘0 ‘ 81.0 ‘
(I “;”‘ SN N | P S N —
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00 6.20
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Data Path :

Data File : BF135244.D

Acqg On : 14 Sep 2023 ©
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23

Quant Method
Quant Title

TIC Library

2:46

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 8 unknown5.9
R.T. EstConc
5.922 30.33 ng

Hit# of 5 Tentative I

1 Cyclohexanol, 2-(1,1-dimethyleth... 156

2 7-Methylbicyclo[4.2.0]0
3 Hexenyl tiglate, 4Z-
4 3-Hexen-1-o0l, acetate,

22 Concentration Rank 13
Area Relative to ISTD R.T.
4814120 1,4-Dichlorobenzene-d4 6.781
D MW MolForm CASH# Qual
C10H200 013491-79-7 47
ctane 124 CSH16 1000210-90-2 45
182 C11H1802 1000383-63-6 43
(E)- 142 C8H1402 003681-82-1 35
82 C6H10 001120-62-3 35

5 Cyclopentene, 3-methyl-

Abundance Scan 652 (5.922 min): BF135244.D\data.ms (-646) (-) m/z 57.10 100.00%
57.1
411 82.1
5000
‘ 560580 6.00 6.20
9.1 .60 5.80 6.00 6.
1241
okl wMu all_uill, ﬁmh et 1422 s 43,10 71.46%
miz--> 20 40 60 80 100 120 140
Abundance #32979: Cyclohexanol, 2-(1,1-dimethylethyl)-
57.0 82.0
5000 410 L L B B R
5.60 5.80 6.00 6.20
m/z 67.05 65.97%
99.0 1230
0 \1\5\.0‘ T ‘\“\ T ““‘\ T \“H“‘ T }“‘\ T “‘ ‘\ T ‘\“i T T T ‘ ‘\ T ’\]3\‘8‘-0\ T
miz--> 20 40 60 80 100 120 140
Abundance #12191: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
DTy
5.60 5.80 6.00 6.20
5000 10 m/z 41.10  60.60%
SN0 Y AR
m/z--> 20 40 60 80 100 120 140
Abundance #56596: Hexenyl tiglate, 4Z- AR RARRRRRE R EE SRR
67.0 5.60 5.80 6.00 6.20
82.0 m/z 82.10 59.37%
5000
41.0
L oo
0t e e AR EREERS:
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20

8270-BF091123.M Thu Sep 14 13:33:24 2023

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown6.022 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.022 53.44 ng 8480380 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 38
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 38
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 35
4 Oxirane, (3-methylbutyl)- 114 C7H140 053229-41-7 35
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 30
Abundance Scan 669 (6.022 min): BF135244.D\data.ms (-666) (-) m/z 57.10 100.00%
57.1
41.1 831
5000
R e
‘ ‘ ‘ 9$ 1 113.1 5.60 5.80 6.00 6.20 6.40
Obrerprrerprrrtlerpdll il e 80 b 1422 0 sz 5510 77.22%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 R e e
24100 5.60 5.80 6.00 6.20 6.40
m/z 41.10 61.69%
113.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22081: Nonane, 3-methyl-
57.0
R e
5.60 5.80 6.00 6.20 6.40
5000 m/z 43.10 55.03%
41,0
0. 280 | . 850 112049701420
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22104: Octane, 2,6-dimethyl- R R O
57.0 5.60 5.80 6.00 6.20 6.40
m/z 83.10 54.60%
5000
41,0
113.0
ok 280 M e e 2320 D M T
miz--> 20 30 40 50 60 70 80 90 100110120130140 5.60 5.80 6.00 6.20 6.40

8270-BF091123.M Thu Sep 14 13:33:26 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decane, 2,5,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6210 2450 ng 3888250  1,4-Dichlorobenzene-d4  6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 Cl32s 062108-23-0 53

2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 46
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 35
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 35
Abundance Scan 701 (6 210 min): BF135244.D\data.ms (-697) (-) m/z 57.10 100.00%
57.1
R RaREE e RARBAR
HH 1251 5.80 6.00 6.20 6.40 6.60
0 A e m/z 43.10 82.36%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 T T T T T
5.80 6.00 6.20 6.40 6.60
m/z 41.10 50.61%
0 ‘HHH‘UH\"]\??‘O\\H']‘\?O\\‘O\\H‘\H\‘HH‘HH‘\\H‘H\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
s R
85.0 5.80 6.00 6.20 6.40 6.60
5000 m/z 67.05 32.14%
L T —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester R A RERARmEEEE SR
57.0 5.80 6.00 6.20 6.40 6.60
m/z 55.10 30.80%
5000 85.0 M
29.0
0 Ll ﬂ 12501540 196.0224.0  269.(
e A e e e e e s Ra
miz--> 20 40 60 80 100120140160 180200220240260 5.80 6.00 6.20 6.40 6.60

8270-BF091123.M Thu Sep 14 13:33:27 2023

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.316 107.45 ng 17052700 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 719 (6.316 min): BF135244.D\data.ms (-707) (-) m/z 105.05 100.00%
105.1
5000
57.1 120.1
411
“ 77.1 6.00 6.20 6.40 6.60
Obr el sl W 1402 ey 1e 32, a0%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T T T
120.0 6.00 6.20 6.40 6.60
m/z 120.05 32.48%
77.0
0 \1\5\-0‘ T \3\9“.0\ T ‘\5\9’.(‘)\‘\ T \M‘ T \‘\‘ T ‘M‘\ \‘\H“\ LA B
m/z--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 43.10 26.94%
120.0
77.0
P .. B TN Y S
m/z--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene AR
105.0 6.00 6.20 6.40 6.60
m/z 41.10 16.94%
120.0
5000
39.0 77.0
P o I YO Y (- A
mlz--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60

8270-BF091123.M Thu Sep 14 13:33:28 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.469  23.40 ng 3713010 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 745 (6.469 min): BF135244.D\data.ms (-742) (-) m/z 105.10 100.00%
105.1
5000 /\W
T
510 71 6.20 6.40 6.60 6.80
Ol btk Ll 1412 192906 10 20, 86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.20 6.40 6.60 6.80
m/z 77.10 12.44%
77.0
0 ‘1‘5‘.(‘)“‘?‘9‘"(‘)“‘ T “\‘\ T \M‘\\M T ‘H‘\ \‘\H“\ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10695: Mesitylene
105.0
R R ARaREE
6.20 6.40 6.60 6.80
5000 m/z 91.10 12.24%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: Benzene, 1-ethyl-4-methyl- R A RAREmEEEEE
105.0 6.20 6.40 6.60 6.80
m/z 79.10 10.74%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF091123.M Thu Sep 14 13:33:29 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.628 69.44 ng 11021100 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 92
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 92
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 55
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 55

Abundance Scan 772 (6.628 min): BF135244.D\data.ms (-765) (-) m/z 57.10 100.00%

57.1 105.1
5000 2111
i R 6h0 85070
0 “i‘s P (T “ bl “1‘3“1(1‘ ‘1“1"‘2{‘2‘ - m/z 43.10  92.94%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 LB e e e e
6.40 6.60 6.80 7.00
m/z 105.10 89.18%
s10 170 121.0
0\\\‘2\7\.(\)\“\\“\”\”“\‘\\\H‘\\‘\\‘h‘\\‘\“‘\-\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
e e
6.40 6.60 6.80 7.00
5000 m/z 120.10  40.75%
39.0 77.0
I B oI N v s
m/z--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 41.10 39.83%
h W
270 510 770 121.0
I VI AP O N N
miz--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF091123.M Thu Sep 14 13:33:30 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzene, 1-methyl-3-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.063 19.96 ng 3167716 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 76
2 2-Tolyloxirane 134 CSH1e0 002783-26-8 70
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 68
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 64
Abundance Scan 846 (7.063 min): BF135244.D\data.ms (-842) (-) m/z 105.10 100.00%
105.1
5000
57.1
134.1 S S N
39 771 6.80 7.00 7.20 7.40
0 1l Lo M L . 156.2 m/z 57.10 32.519
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . . 0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000 T T T T
6.80 7.00 7.20 7.40
134.0 m/z 134.05  22.89%
77.0
0 \1\5\.(‘)\‘\ \3\9“-‘0\\\5\7-9\‘\ T \H‘ T \H T “i‘\ \‘\“ T [T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17529: 2-Tolyloxirane
105.0
o ARRERaEREESSAE R
6.80 7.00 7.20 7.40
5000 m/z 43.10 21.33%
134.0
77.0
P LA e N O N NS
m/z--> 20 40 60 80 100 120 140 160
Abundance #17049: Benzene, 1-methyl-4-propyl- R RERRaEEEE T
105.0 6.80 7.00 7.20 7.40
m/z 106.10  14.39%
5000
134.0
0 159 ‘ 3%0 579‘ 77? ‘ Ww T I
o e e  AREEEERE SR
mlz--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF091123.M Thu Sep 14 13:33:31 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tridecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.833 128.38 ng 5818260 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Heptadecane 240 C17H36 000629-78-7 76
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 1827 (12.833 min): BF135244.D\data.ms (-1822) (- m/z 57.10 100.00%
57.1
0 M
— ——
9‘-1 141.2 183 222‘01 12.50 13.00
ol b il 18121832 | | 267.2 3103346: ./, 43,16  68.39%
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
12.50 13.00
m/z 71.10 61.18%
99.0 183.0
05 \‘H\‘ ‘\ “\ ““ \“‘\ “‘ \‘ \1\4\‘1.‘9\ T \‘\ LA B \3‘1\0.\0\ ™
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
— ——
12.50 13.00
5000 m/z 85.10 43.71%
99.0
otso Ll L 1| 1e10ms0 200
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- “ 7
57.0 12.50 13.00
m/z 41.10 26.38%
o M
9.0 4550 197.0
o 0 Wt — e
miz--> 50 100 150 200 250 300 12.50 13.00

8270-BF091123.M Thu Sep 14 13:33:32 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.175 95.43 ng 4325130  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1885 (13.174 min): BF135244.D\data.ms (-1880) (- m/z 57.10 100.00%

57.1
5000

_—
‘ | 99‘-1 12 1832 13.00 13.50
ol A il 18121832 239228133243 ;4310 65.69%
miz-> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0
5000 S— i
13.00 13.50

m/z 71.10 62.16%

99.0
L1140 ter0 asse 3240
d e bl e A | L L | L ! L I
LI ‘ L ‘ T ‘ T 1T ‘ =TT T ‘ T T ’ T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

T
13.00 13.50

o

5000 m/z 85.10 44.51%
99.0
0 \‘ \L ‘ H\ L H‘ u‘ ’\!4‘\10\ 1830 2250 26§0
A e LA A e o e o
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T T
57.0 13.00 13.50

m/z 41.10 24.59%

- W
99.0 183.0
\H\ ‘n ! 141'0

310.0

L
— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF091123.M Thu Sep 14 13:33:33 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.498 84.88 ng 3846690 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 0935599-77-0 90
5 Tetracosane 338 (C24H50 000646-31-1 90
Abundance Scan 1940 (13.498 min): BF135244.D\data.ms (-1936) (- m/z 57.10 100.00%
57.1
0 Mm
——
‘ ‘ u \9\1 141.218322252267.1  338.3 13:50
oL A a7 L 00 e a0l 2905 m/z 43.10  63.50%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 R
13.50
m/z 71.10 61.73%
0 M e ‘\ | 1410183022502670 323.0 380.
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\
m/z--> 0 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
——
13.50
5000 m/z 85.10 44.51%
9.0
0150 F
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane —
57.0 13.50
m/z 41.10 24.59%
5000
‘ 9.0
41
o150 | L1 [ ¥0t8s0z50 2980 -
mlz--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.822 67.49 ng 3058810 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1995 (13.822 min): BF135244.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
- M
— —
‘ ‘ 9‘-1 1.2 1832 13.50 14.00
ol Al 14121832 2441 20533374 L7110 61.04%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — —=
13.50 14.00
9.0 m/z 43.10 58.54%
: 239.0
ol by 110880 FP am105230
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
— ——
13.50 14.00
5000 m/z 85.10 45.03%
9.0 155.0 225.0
oL L b
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane — T
57.0 13.50 14.00
m/z 41.10 21.61%
5000
9.0
0 \‘m . 1410183.02250 2820
A — —
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\
BF135244.D

Sep 2023 02:46

¢ CG\JU
: 04392-01

. 23

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 19 Pentacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.127 47.70 ng 2161740  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2047 (14.127 min): BF135244.D\data.ms (-2044) (- m/z 57.10 100.00%
57.1
—— —
‘ ‘ 9.1 14121832 14.00 14.50
oAb il 14121832 244.1 20533352 3824 . 4319 61.04%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — —
14.00 14.50
m/z 71.10 55.46%
0 | “\ ‘h ‘ h u‘ | \ | ) 2250267030903520
\\\‘ \\‘\\\‘\\\\1\\1‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
14.00 14.50
5000 m/z 85.10 40.50%
oL L‘h F ‘1410183022502670 323.0 380.0
i B B
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T T
57.0 14.00 14.50
m/z 55.05 20.87%
- VML
9.0 183.0
0 o T swoo E——
m/z--> 0 100 150 200 250 300 350 14.00 14.50
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Data Path :
Data File :
Acqg On : 14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091323\
BF135244.D

Sep 2023 02:46

Operator : CG\JU

Sample
Misc
ALS vial : 23

Quant Method
Quant Title

TIC Library

: 04392-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 20 Octacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.433 17.66 ng 800273  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 99
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2099 (14.433 min): BF135244.D\data.ms (-2095) (- m/z 57.10 100.00%
57.1
- “M
——
‘ 9‘0 121092 14.50
oLk d i 14121832 2431 205.3337.33804 ./, 43.10  59.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 T
14.50
m/z 71.10 53.93%
N \ | ‘\ | 1‘4‘1 0183.0225.0267.0 323.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
—
14.50
5000 m/z 85.10 40.63%
ol h‘ | ‘ “ 141.0183.0225.0 281.0 337.0 394.C
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane —
57.0 14.50
m/z 55.05 22.45%
5000
‘ 9.0
141.
o150 L |1 | WH0ms0zs0 a0 o
miz--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@091323\
Data File : BF135244.D

Acqg On : 14 Sep 2023 02:46
Operator : CG\JU

Sample : 04392-01

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Octane 4.375 27.4 ng 4357080 1 6.781 3174090 20.0
unknown4.899 4.899 32.9 ng 5219710 1 6.781 3174090 20.0
Acetic acid, 2-... 5.169 18.8 ng 2983060 1 6.781 3174090 20.0
Nonane, 3-methyl- 5.293 30.8 ng 4886730 1 6.781 3174090 20.0
Nonane 5.693 53.1 ng 8431900 1 6.781 3174090 20.0
1-Ethyl-4-methy... 5.793 20.1 ng 3185190 1 6.781 3174090 20.0
unknown5.922 5.922 30.3 ng 4814120 1 6.781 3174090 20.0
unknown6.022 6.022 53.4 ng 8480380 1 6.781 3174090 20.0
Decane, 2,5,6-t... 6.210 24.5 ng 3888250 1 6.781 3174090 20.0
Benzene, 1l-ethy... 6.316 107.5 ng 17052700 1 6.781 3174090 20.0
Benzene, 1l-ethy... 6.469 23.4 ng 3713010 1 6.781 3174090 20.0
Benzene, 1,2,3-... 6.628 69.4 ng 11021100 1 6.781 3174090 20.0
Benzene, 1-meth... 7.063 20.0 ng 3167710 1 6.781 3174090 20.0
Tridecane, 1-iodo- 12.833 128.4 ng 5818260 5 13.974 906430 20.0
Tricosane 13.175 95.4 ng 4325130 5 13.974 906430 20.0
Heptacosane 13.498 84.9 ng 3846690 5 13.974 906430 20.0
Heptadecane, 9-... 13.822 67.5 ng 3058810 5 13.974 906430 20.0
Pentacosane 14.127 47.7 ng 2161740 5 13.974 906430 20.0
Octacosane 14.433 17.7 ng 800273 5 13.974 906430 20.0
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