LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc :

ALS Vvial : 22 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127028.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.545 550 554 558 rVB 610146 534321 52.85% 4.485%
2 6.357 687 692 696 rBvV2 48358 57208 5.66% 0.480%
3 6.551 721 725 730 rVB 637549 574600 56.84% 4.823%
4 6.928 785 789 794 rBV 619696 490044 48.47%  4.113%
5 7.281 843 849 851 rBV 55229 74817 7.40% 0.628%
6 7.486 881 884 887 rVB 413169 338386 33.47%  2.840%
7 7.557 893 896 901 rVB4 55184 70623 6.99% 0.593%
8 7.945 952 962 965 rBvV 147747 209060 20.68% 1.755%
9 8.139 992 995 999 rVB2 77549 86470 8.55% 0.726%
10 8.210 1004 1007 1010 rBV 690633 532284 52.65% 4.468%
11 8.551 1060 1065 1068 rBV 170235 202759 20.06% 1.702%
12 8.616 1073 1076 1085 rVB4 33916 63268 6.26% 0.531%
13 9.033 1144 1147 1153 rBv4 34790 57848 5.72% 0.486%
14 9.116 1157 1161 1166 rBV 154621 168874 16.70% 1.417%
15 9.216 1172 1178 1181 rVB6 46051 72441  7.17% ©0.608%
16 9.280 1186 1189 1193 rVB 707678 559975 55.39% 4.700%
17 9.380 1204 1206 1210 rVB2 84074 70270 6.95% ©.590%
18 9.651 1244 1252 1256 rBV4 129074 180268 17.83% 1.513%
19 9.769 1269 1272 1277 rVB3 47224 53585 5.30% 0.450%
20 9.874 1284 1290 1294 rBv4 43774 85868 8.49% 0.721%
21  9.969 1303 1306 1311 rVB 648353 549816 54.38% 4.615%
22 10.169 1336 1340 1345 rBV 344666 349235 34.54% 2.931%
23 10.369 1369 1374 1375 rBV4 33254 53538 5.30% 0.449%
24 10.386 1375 1377 1380 rVB2 78527 65344 6.46% 0.548%
25 10.604 1411 1414 1417 rBV 93740 95358 9.43% 0.800%

26 10.651 1419 1422 1426 rVB3 119513 120884 11.96%
27 10.757 1437 1440 1445 rBV 344473 353023 34.92%
28 10.863 1455 1458 1464 rBv2 243139 391856 38.76%
29 11.121 1498 1502 1505 rBV 354910 318661 31.52%
30 11.316 1532 1535 1537 rBV = 362234 324330 32.08%
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31 11.345 1537 1540 1546 rVB 469304 497142 49.17%
32 11.463 1557 1560 1563 rBV 600493 519377 51.37%
33 11.557 1574 1576 1579 rBV2 142371 142238 14.07%
34 11.586 1579 1581 1584 rVv2 98810 96764  9.57%
35 11.692 1597 1599 1602 rVB 267821 249989 24.73%

NOR DD
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36 11.745 1605 1608 1611 rVV 481788 416767 41.22% 3.498%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.992 1646 1650 1654 rBV 850676 1010987 100.00%  8.486%
38 12.157 1675 1678 1681 rBV 347663 372931 36.89% 3.130%
39 12.439 1723 1726 1729 rBV 470117 493436 48.81% 4.142%
40 12.545 1742 1744 1747 rBV 327647 315491 31.21% 2.648%

41 13.039 1825 1828 1829 rBV 653361 694115 68.66% 5.826%

Sum of corrected areas: 11914251
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127028.D\data.ms

5000000
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3000000

2000000

1000000
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6.357 A 7.281 557
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Abundance TIC: BF127028.D\data.ms
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Abundance TIC: BF127028.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.945 7.86 ng 209060 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 64
3 Hexanoic acid 116 C6H1202 000142-62-1 58
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
Abundance Scan 962 (7.945 min): BF127028.D\data.ms (-952) (-) m/z 59.95 100.00%
60.0
5000
101.1

m ‘ ‘ “ ‘ 7.60 7.80 8.00 8.20
ob— w,“‘ il e m/z 73.05  70.96%

mlz--> 50 100 150 200 250 300 350

Abundance #24056: Octanoic acid

60.0
5000 N UL B DU B
7.60 7.80 8.00 8.20
101.0 m/z 43.05 44.06%
Olwswd\ LH"‘“ “\‘\“H‘\ \‘\]\_4\4‘0\ L e B
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
e AR RmaES S
127.0 7.60 7.80 8.00 8.20
5000 m/z 41.05 44 .,05%
oLl L MJ AL 2160 2730 3%
miz--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid R A RRaRE RS
60.0 7.60 7.80 8.00 8.20
m/z 55.10 41.62%
- Vk}bﬂﬂmwvameA“AJmMJ
otsliigo0 o
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.139 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.139 3.25 ng 86470 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 43
2 1,3,5-Trithiocycloheptane 152 C4H8S3 081451-19-6 43
3 2-(2-Methoxyethoxy)ethyl acetate 162 C7H1404 1000351-95-4 38
4 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 38
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 27

Abundance Scan 995 (8.139 min): BF127028.D\data.ms (-992) ( ) m/z 55.10 100.00%

55.1 152.
87.0
5000
IR RRREE
36 110.0127 0 7.80 8.00 8.20 8.40
0! H“‘wwm”w L m/z 152.080  92.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29622: 1,2,4-Trithiolane, 3,5-dimethyl-
152.0
59.0
5000 L L B I B R
920 7.80 8.00 8.20 8.40
L m/z 43.10 87.75%
O\\\‘\\\\‘\\\‘\‘m‘\‘\\‘l‘\‘\‘\”\‘\\\\‘\\\\‘\\‘\‘\
miz--> 20 60 80 100 120 140 160
Abundance #29616. 1,3,5-Trithiocycloheptane
59.0 152.0
IR RRREE
87.0 7.80 8.00 8.20 8.40
5000 m/z 58.10 83.01%
41. UU 106 0124.0
OF ,“, L
miz--> 20 40 60 100 120 140 160
Abundance #38277:2{2—Meth0xyethoxyyahylacekne T T T
43.0 7.80 8.00 8.20 8.40
87.0 m/z 87.00  80.03%
5000
N I 1 W N PP L1, O
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Nonanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.551 7.62 ng 202759 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid 144 C8H1602 000124-07-2 59
3 Pentanoic acid 102 C5H1002 000109-52-4 52
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47
Abundance Scan 1065 (8.551 min): BF127028.D\data.ms (-1060) (-) m/z 60.00 100.00%
60.0
41.1
5000
115.1
m I ‘ 87‘-0 ‘ £360 8.20 8.40 8.60 8.80
bl 3880 7 73,10 81.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35298: Nonanoic acid
60.0
41.0
5000 LI L B L LN BN B
8.20 8.40 8.60 8.80
115.0 m/z 57.10  64.92%
87.0 ‘
0 \1\5\'(‘)\‘!‘\ T “\‘1“‘\‘\ “h ‘\ T U“i‘\ T T \‘\ T \]\-5\‘8‘(\)
miz--> 20 40 60 80 100 120 140 160
Abundance #24056: Octanoic acid
60.0
T
8.20 8.40 8.60 8.80
5000 43.0 m/z 41.10 53.61%
g4, 1010
0brr F?‘;b ‘W‘ AL NH“ ek 1290
miz--> 20 40 60 80 100 120 140 160
Abundance #4774: Pentanoic acid R R Raa s
60.0 8.20 8.40 8.60 8.80
m/z 55.05 45.34%
5000
41.0
87.0
0 ‘M ‘\“\H‘ Al e e -
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.116 6.14 ng 168874  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Nonanoic acid 158 C9H1802 000112-05-0 53
3 Octanoic acid 144 C8H1602 000124-07-2 47
4 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 47
5 Hexanoic acid 116 C6H1202 000142-62-1 46

Abundance Scan 1161 (9.116 min): BF127028.D\data.ms (-1157) () m/z 60.00 100.00%

60.0
41.0
5000
129.1
870 8.80 9.00 9.20 9.40
1101 : : : :
o‘H,‘H“;“‘Hh!w“‘:“\“‘H‘J“Mwuhuw‘wmuwh“,‘1‘7;2:? m/z 73.10  92.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46961: n-Decanoic acid
60.0
5000 410 L I L B L B I I R |
129.0 8.80 9.00 9.20 9.40
m/z 55.05 63.67%
‘ 87.0 172.0
O \\]-\Si()\“\ T \‘i‘\‘\ \”1“‘\‘1“1‘\ ‘Hh ‘\ T \H“].\]:ﬂ\‘.\ ‘ T \‘\ T “\1\5\3\.?\ T 1 .\ ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #35299: Nonanoic acid
60.0
R R Al
8.80 9.00 9.20 9.40
5000 41.0 ITI/Z 41.05 61.03%
115.0
87.0
NPT 0| Y . 0
m/z--> 20 40 60 80 100 120 140 160
Abundance #24060: Octanoic acid R RamE e RAREE R
60.0 8.80 9.00 9.20 9.40
m/z 43.10 56.88%
5000
41,0 101.0
olazoy U L lee | | asso
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Undecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.651 6.56 ng 180268  Acenaphthene-di10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 87
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Nonanoic acid 158 C9H1802 000112-05-0 47
4 Octanoic acid 144 C8H1602 000124-07-2 43
5 Undecanoic acid, 10-bromo- 264 C11H21Br02 018294-93-4 43

Abundance Scan 1252 (9.651 min): BF127028.D\data.ms (-1244) () m/z 60.00 100.00%

60.0
5000
85.1
39 129.1 —T 1 I —
156.1 9.50 10.00
o 16,9 bk 1852 7 72.95  96.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60691: Undecanoic acid
60.0
5000 lte o
29.0 9.50 10.00
85.0 129.0 1860 m/z 43.10  74.44%
01 \“”H“? \‘1“‘1\0\%.9’ H‘\“\ T “1 \1\5\‘7‘9\ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46965: n-Decanoic acid
60.0
— —
9.50 10.00
5000 129.0 m/z 41.18  65.68%
29.0 870
b L AL gong | 1 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35298: Nonanoic acid T ——
60.0 9.50 10.00
m/z 55.10 60.58%
5000
29.0 115.0
87.0
L || 1ss0
Ol T — —
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36

Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 6 Dodecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.169 12.70 ng 349235  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C1eH2002 000334-48-5 59
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 38

Abundance Scan 1340 (10.169 min): BF127028.D\data.ms (-1336) (- m/z 73.05 100.00%

73.0
41.1
5000
- 1290 157.1 - S
10.00 10.50
oww‘gHH LJJ “‘ “““““‘1‘7‘?‘2“29?“2 m/z 60.00  95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 T — }\
65 0 129.0 1570 10.00 10.50
29.0 ' m/z 41.10 74.82%
200.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid
60.0
e o
10.00 10.50
5000 ITI/Z 43.10 68.16%
29.0 85.0 129.0
186.0
1570
0 L aoro
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid 7 —
73.0 10.00 10.50
m/z 55.10 66.06%
129.0
5000
43.0
LR | 1720
[ SS 5 e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.604 3.47 ng 95358  Acenaphthene-di1e 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 50
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 50
3 4-Decanone 156 C10H200 000624-16-8 47
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 43
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43
Abundance Scan 1414 (10.604 min): BF127028.D\data.ms (-1411) (- m/z 57.10 100.00%
57.1
5000 M/\A/M}LJA
70.1
113.1 —— —
‘ ‘ 10.50 11.00
ob— \;‘ ol \LM\HM \\MMH Al \‘H\’W \M\H‘\Z‘OZ'Z‘ e m/z 43.10 80.83%
miz-> 50 100 150 200 250
Abundance #45479: Dodecane
43.0
5000 — ——
85.0 10.50 11.00
m/z 71.10 80.67%
L, gers w00
O\\\i‘”‘\‘\‘\‘\u‘\”\“\ \"\1\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
— —
10.50 11.00
5000 m/z 55.10 41.42%
‘ ‘ 113.0 196.0
oLl T a0 80 aemo
miz--> 50 100 150 200 250
Abundance #32833: 4-Decanone T ——
43.0 10.50 11.00
m/z 41.10 38.51%
5000
T VAM¢WAwMMﬁANMwﬂ»NJW
LLLL L oo

o

—
miz--> 50 100 150 200 250 10.50 11.00

8270-BF021622.M Wed Feb 23 14:41:27 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.651 4.40 ng 120884  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Octanoic acid 144 C8H1602 000124-07-2 49
5 Xylose 150 C5H1005 000058-86-6 38

Abundance Scan 1422 (10.651 min): BF127028.D\data.ms (-1419) (. m/z 73.00 100.00%

43.1
5000
129.1
97.1 1712 s P
m H 2142 10.50 11.00
O m/z 60.00 95.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92063: Tridecanoic acid
e
43.0 730
5000 129.0 e )
10.50 11.00
171.0 m/z 43.10 73.17%
00 LA O
Oq‘\s\‘()\‘\\\“\‘\\ \‘\‘H!\\\‘H“‘\\‘}H\’\‘\‘\\‘\\\\“\\\\‘\‘\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46963: n-Decanoic acid
60.0
—— —
10.50 11.00
29.0 o
5000 m/z 55.10 71.11%
129.0
LT
0! T LA D T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid T ——
60.0 10.50 11.00
m/z 41.10 69.64%
5000 129.0
29.0 85.0 157.0
Ly
0“‘_L‘AJ“”‘NﬁwLMMHHH‘WN‘ML‘H“H“H“L“W‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF021622.M Wed Feb 23 14:41:32 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.863 15.09 ng 391856  Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptadecane 240 C17H36 000629-78-7 81
3 Nonadecane 268 C19H40 000629-92-5 74
4 Tridecane 184 C13H28 000629-50-5 72
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 1458 (10.863 min): BF127028.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1

3

5000 85.1
10.50 11.00
113.1
Olrrrprrrebeb b b 22069 240.1 m/z 43.10 81.01%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107218: Hexadecane
57.0
5000 — ——
10.50 11.00
85.0 o
20.0 m/z 71.10 63.56%
0 “ ‘ L | H‘ 113.0141.0169.0197.0226.0
\H‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123960: Heptadecane
57.0
— ——
85.0 10.50 11.00
5000 ITI/Z 85.10 40.04%
290
0 b 11016901070 2400
HwH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158600: Nonadecane T T
57.0 10.50 11.00
m/z 41.05 40.01%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
Hw‘HWHH‘HHMH‘_HWH‘WHH_‘HMHWH‘WHH_‘HMH‘ — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF021622.M Wed Feb 23 14:41:34 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.121  12.27 ng 318661 Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 1502 (11.121 min): BF127028.D\data.ms (-1498) (-] m/z 73.05 100.00%

43.1 73.0
5000 129.0
= =
H‘ 11.00 11.50
O Frrrprrrrfites m/z 60.10 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109282: Tetradecanoic acid
43.0 |73.0
5000 129.0 228.0 T T
11.00 11.50
185.0 m/z 43.10  89.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
11.00 11.50
5000 129.0 ITI/Z 55.10 84.02%
199.0
e e T T
ool MR 0 0L
m/z--> 20 40 60 80 100120140160180200220240
Abundance #92070: Tridecanoic acid 7 —
73.0 11.00 11.50
m/z 41.10 81.77%
43.0
5000
129.0
171.0 214.0
017,‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF021622.M Wed Feb 23 14:41:36 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.316 12.49 ng 324330 Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1535 (11.316 min): BF127028.D\data.ms (-1532) (- m/z 57.10 100.00%
57.1

5000 85.1

a

1131 11.00 11.50

‘ [115-1141.2169.2197.2205 2 254.4 0
_‘Hmuhwﬁ‘muﬂ‘ww‘uw‘uwu‘WH‘WHH,HH‘HH_‘HM m/z 43.10  69.69%

0 It
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141058: Octadecane
57.0
5000 85.0 N I
11.00 11.50
20,0 m/z 71.10 61.13%
ol Ly L 014101690167 0205,0254.0
‘HH‘HH’H\\‘\\H‘HH’HH‘\\H‘\H\‘HH‘\\H’\H\‘\H\‘HH’\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— ——
11.00 11.50
5000 85.0 m/Z 85.10 46.00%
Lidp 0 o
0‘HH‘Huwﬁwwu‘Huwmwuu‘uuﬂuwuu,uuwuwuu,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #261137: Hexadecane, 1-iodo- o T
57.0 11.00 11.50
m/z 41.10 36.04%
- T JLAMNﬂumekaWWNﬂﬂA
29.0
O i~ oA B
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50

8270-BF021622.M Wed Feb 23 14:41:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.345 19.14 ng 497142  Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87

Abundance Scan 1540 (11.345 min): BF127028.D\data.ms (-1537) (- m/z 57.10 100.00%
57.1

5000 MM
11‘06 El.l‘Sd
) 411 183.2 ' :
- M | [4L 1832 20202533 m/z 71.10  66.77%
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 — —
11.00 11.50
m/z 43.10 45.58%
99.
O T 2\61\0‘\“‘ ‘ H‘ H‘ “‘ H‘ \ T ]\-4} ‘O‘\ ?-8\3\0‘ T T 2\4\0’0 T T T T
miz--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
P P
11.00 11.50
5000 m/z 85.10 43.33%
‘ 99.0
N L R
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 11.00 11.50
m/z 41.10 28.78%
- M
0 L‘ L1 ‘\ | 1410 1830 2300 296
‘ ““ T O e e R — P
miz--> 100 150 200 250 11.00 11.50

8270-BF021622.M Wed Feb 23 14:41:43 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pentadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.557 5.48 ng 142238  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 60
2 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 43
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 43
4 Oxalic acid, 2-ethylhexyl undecy... 356 C21H4004 1000309-39-4 38
5 Hexadecane 226 C16H34 000544-76-3 38
Abundance Scan 1576 (11.557 min): BF127028.D\data.ms (-1574) (-] 43.10 100.00%
43.1
5000
85.1
129.0
199.2 ) 11 50
ob— \;‘\‘M M M‘M‘H ‘ Ll :!T(\S?"\l‘ ‘ \‘ L “‘24‘2‘2‘ - ‘3?6‘" 57.10 94.63%
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
41.0
5000 129.0
11 50
1990 2420 55.10  60.25%
0“‘ H\\‘Hu h!w\‘ il ‘l‘ﬁ ‘0‘ ‘ - e
m/z--> 50 100 150 200 250 300
Abundance #113920: Tetradecane, 1-chloro-
57.0
91.0
11 50
5000 71.10 57.61%
oz‘a\\‘o\“w al, u\ \ MH Hh ‘H‘"‘O\‘ ‘17‘5‘0‘ ‘ ‘232‘0 ——
miz--> 50 100 150 200 250 300
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0 1150
73.00 52.84%
5000
97.0
oslol L L asao oo
m/z--> 50 100 150 200 250 300 1150

8270-BF021622.M Wed Feb 23 14:41:48 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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, 2,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.586 3.73 ng 96764  Phenanthrene-d1e 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 68
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 68
3 Hexadecane 226 C16H34 000544-76-3 68
4 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 64
5 Tridecane 184 C13H28 000629-50-5 58

Abundance Scan 1581 (11.586 min): BF127028.D\data.ms (-1579) (-] m/z 57.10 100.00%
57.1

5000
97.1
T \
11.50
139.1 225.3
oL P ‘17‘4(0“‘ g s 2‘69"4‘ 39459 m/z 43.10 72.98%
m/z--> 50 100 150 200 250 300
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
5000 —— :
11.50
m/z 71.10 52.69%
99.0
Olwswq‘\ i “‘\ ‘\“ \”\‘H‘ T \p\-4\1‘0\ :\L8\3\0‘ L s B B e B
m/z--> 50 100 150 200 250 300
Abundance #141061: Heptadecane, 2-methyl-
57.0
T \
11.50
5000 ITI/Z 41.10 45.32%
99.0
‘ ‘ ‘ %41'0 211.0
ol bl LT aso
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane T
57.0 11.50
m/z 55.10 37.53%
5000
99.0
oaol L[], 1410 1ms0 280 .
m/z--> 50 100 150 200 250 300 11.50

8270-BF021622.M Wed Feb 23 14:41:52 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.692 9.63 ng 249989  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1599 (11.692 min): BF127028.D\data.ms (-1597) (-] m/z 57.10 100.00%
57.1

5000 W
9.1 T T
11.50 12.00
141.2183.2
ol d b, h“ Lapiiops 24942003 m/z 71.10  81.30%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —r —
11.50 12.00
9.0 m/z 43.10 69.79%
O ‘ \L\ Hh\ \h\ \“‘ h‘ 1‘_4\‘19 ;83.0225'0267'0309'0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 52.53%
9.0
oLl | 1] ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane T —
57.0 11.50 12.00
m/z 41.10 29.12%
5000
9.0
ol d L] 1020 200 I
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:41:55 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.745 16.05 ng 416767  Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 89
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87

Abundance Scan 1608 (11.745 min): BF127028.D\data.ms (-1605) (- m/z 57.10 100.00%

57.1
5000
—— —
9.1 11.50 12.00
ol AL 3L 1972 26833081 ./ 43,10 65.30%
mlz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 —r —
11.50 12.00
m/z 71.10 60.20%
0 \‘ \L ‘\ H\ ) H‘ \‘ :!\-4\1\0]\'8\302250 2680
\\\\‘ \\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
11.50 12.00
5000 m/z 85.10 42.52%
ol ‘L‘ ”h‘ i M | 14}91830225026703090 367.(
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 11.50 12.00
m/z 41.10 33.02%
5000 M
41.0
RERRNE| h\ [¥0ms0zs0 200 T
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:41:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.992 38.93 ng 1010990  Phenanthrene-d10 11.463
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan1650(11992num BF127028.D\data.ms (-1646) (- m/z 73.10 100.00%

5000
129.1
213.2 R
‘ 1711 ‘ 256.3 12.00
0l g LU L L 381 s Ge.e 84.79%
m/z--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
12.00
4 1710 213.0 256.0 m/z 43.10 82.56%
0 L T \M‘ “‘H‘ \‘H“\h\‘ \ ‘\ T \‘\ “ \“\ ‘\ T “‘\ T L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid
73.0
——
12.00
5000 m/z 55.10 76.81%
29
129.0
‘ 171.0 2140
A
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —
73.0 12.00
m/z 41.10 75.60%
5000 129.0
199.0 2420
0 w\h”“\\\‘u‘\“ﬁ‘o‘“H““H“H —
m/z--> 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.157 14.36 ng 372931 Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
5 Hexadecane 226 Cl16H34 000544-76-3 86
Abundance Scan 1678 (12.157 min); BF127028.D\data.ms (-1675) (1  m/z 57.10 100.00%
57.1
£000 M
—— —
| 91 W1 2072 ‘ 12.00 12.50
ol AL bl 4L 207224522824 3%5. L. 4310 66.16%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 —r ——
12.00 12.50
m/z 71.10 59.78%
9.0 140.0
182.0
O T \\‘\“‘\‘\“\“‘\“ \‘\‘\ h \\\“\‘\22\6\.(\)‘ L ‘ T \\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
12.00 12.50
5000 m/z 85.10 46.32%
‘ 9.0
41.0
olso | L1l | 1400250 2960
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T ——
57.0 12.00 12.50
m/z 41.10 29.18%
5000 M
oL L 171419 1630 2250 2680
e e —— —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.439 19.00 ng 493436  Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 83
3 Heneicosane 296 C21H44 000629-94-7 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hentriacontane 437 C31He64 000630-04-6 72

Abundance Scan 1726 (12.439 min): BF127028.D\data.ms (-1723) (. m/z 57.10 100.00%
57.1

5000
13.1 12'50
"~ 169.2 : :
oma“‘u\wj‘ma‘mu_"‘2‘6‘5714‘?71‘7‘-?7?7‘1:?‘“““‘59:' m/z 71.10  54.27%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #275538: Hexacosane
57.0
5000

—
12.50
m/z 43.10 44.56%

b i‘\\u 02250 2950 366.0
O\\‘\\‘\“\\“I\l\‘\‘\‘\\‘\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141057: Octadecane
57.0
—
12.50
5000 ITI/Z 85.10 30.91%
| 139 1600 2540
O A A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane T
57.0 12.50
m/z 41.10 19.59%
5000
113.0
L) 1690 2250 2960
ol b1 [P0 2250 2980 —
m/z--> 0 50 100 150 200 250 300 350 400 450 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.545 12.15 ng 315491 Phenanthrene-d10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 81

Abundance Scan 1744 (12.545 min): BF127028.D\data.ms (-1742) (-~ m/z 57.10 100.00%
57.1

. M
1250 |
7.1 ’
o_u“m‘wfaﬁ«w‘H%}5"2“27“7:‘1‘5“‘?‘-“‘“”Hw‘_m_wm m/z 43.10  73.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 — :
12.50
m/z 71.10 61.09%
126.0
O‘\\\ ‘\J\\J\J‘\i\]\\“i\\\“\%%6\;(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
T \
12.50
5000 ITI/Z 85.10 46.06%
o /] 1 || 127:0197.0267.0337.0407.0 491.0562.0 m
P e S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211086: Tridecane, 1-iodo- —— ‘
57.0 12.50
m/z 41.10 36.41%
5000 MM
‘ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127028.D

Acqg On : 23 Feb 2022 00:36
Operator : CG\JU

Sample : N1626-02 2X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
Octanoic acid 7.945 7.9 ng 209060 2 8.210 532284 20.0
unknown8.139 8.139 3.3 ng 86470 2 8.210 532284 20.0
Nonanoic acid 8.551 7.6 ng 202759 2 8.210 532284 20.0
n-Decanoic acid 9.116 6.1 ng 168874 3 9.969 549816 20.0
Undecanoic acid 9.651 6.6 ng 180268 3  9.969 1549816 20.0
Dodecanoic acid 10.169 12.7 ng 349235 3 9.969 549816 20.0
Dodecane 10.604 3.5 ng 95358 3 9.969 549816 20.0
Tridecanoic acid 10.651 4.4 ng 120884 3 9.969 549816 20.0
Hexadecane 10.863 15.1 ng 391856 4 11.463 519377 20.0
Tetradecanoic acid 11.121 12.3 ng 318661 4 11.463 519377 20.0
Octadecane 11.316 12.5 ng 324330 4 11.463 519377 20.0
Heptadecane 11.345 19.1 ng 497142 4 11.463 519377 20.0
Pentadecanoic acid 11.557 5.5 ng 142238 4 11.463 519377 20.0
Dodecane, 2,5-d... 11.586 3.7 ng 96764 4 11.463 519377 20.0
Hexacosane 11.692 9.6 ng 249989 4 11.463 519377 20.0
Nonadecane 11.745 16.1 ng 416767 4 11.463 519377 20.0
n-Hexadecanoic ... 11.992 38.9 ng 1010990 4 11.463 519377 20.0
Dodecane, 2-met... 12.157 14.4 ng 372931 4 11.463 519377 20.0
Heneicosane 12.439 19.0 ng 493436 4 11.463 519377 20.0
Tridecane, 6-pr... 12.545 12.2 ng 315491 4 11.463 519377 20.0
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