LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc :

ALS Vvial : 12 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: BF127042.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.522 546 550 553 rVB 1787861 1538276 92.26% 6.619%
2 6.534 717 722 725 rBV 1827288 1617461 97.01% 6.960%
3 6.904 782 785 790 rBV 636674 506911 30.40% 2.181%
4 7.469 877 881 883 rBV 1310651 1062561 63.73% 4.572%
5 7.492 883 885 889 rVvB 155539 111141 6.67% 0.478%
6 8.187 1000 1003 1006 rBV 690226 556581 33.38%  2.395%
7 9.263 1182 1186 1189 rVB 2295437 1667386 100.00% 7.175%
8 9.334 1196 1198 1200 rBV 160761 126369 7.58% 0.544%
9 9.363 1200 1203 1208 rVB 537313 471447 28.27% 2.029%
10 9.598 1240 1243 1246 rBV 131402 152028 9.12% 0.654%
11  9.686 1255 1258 1261 rVB2 153175 121418 7.28% 0.522%
12 9.751 1265 1269 1272 rVB3 143427 163825 9.83% 0.705%
13 9.863 1284 1288 1291 rBvV2 245320 204831 12.28% 0.881%
14  9.945 1299 1302 1305 rVB 662022 502639 30.15% 2.163%
15 10.139 1330 1335 1340 rVB3 122604 177531 10.65% 0.764%

16 10.186 1340 1343 1347 rBV2 184617 165314 9.91%
17 10.263 1352 1356 1358 rBV2 163659 177376 10.64%
18 10.363 1366 1373 1376 rBV2 461344 568629 34.10%
19 10.586 1407 1411 1413 rVB 280220 277985 16.67%
20 10.733 1433 1436 1439 rBV 1034117 861489 51.67%

WRNO®
IS
IS
N
R

21 10.839 1451 1454 1459 rBV2 907080 1361869 81.68%
22 11.033 1484 1487 1489 rBV2 186629 193327 11.59%
23 11.069 1491 1493 1495 rVB 158014 126814 7.61%
24 11.128 1500 1503 1566 rBV 166348 141707  8.50%
25 11.163 1507 1509 1511 rBV 144146 139322  8.36%

[CRCRCER N
Ul
I
o)
R

26 11.292 1528 1531 1533 rBV 1069337 848083 50.86%
27 11.322 1533 1536 1542 rVB 1211312 1137857 68.24%
28 11.433 1552 1555 1558 rBvV2 622968 682075 40.91%
29 11.563 1575 1577 1581 rVB 186042 160705 9.64%
30 11.604 1581 1584 1588 rBV3 313471 443614 26.61%

R ONMW
O
w
Ul
R

31 11.639 1588 1590 1592 rBV 238141 212984 12.77%
32 11.675 1593 1596 1599 rVWW 570556 547631 32.84%
33 11.722 1601 1604 1607 rVV 1271121 1027302 61.61%
34 11.886 1630 1632 1634 rBV2 353716 358599 21.51%
35 11.957 1642 1644 1646 rBV 373785 305179 18.30%

PR AN
IS
N
[
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36 12.133 1671 1674 1677 rBV 1145839 966803 57.98% 4.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS Vvial : 12 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 12.422 1720 1723 1726 rBV 1222960 1239256 74.32% 5.332%
38 12.533 1739 1742 1744 rBV 1139962 1131897 67.88% 4.871%
39 12.639 1757 1760 1763 rBV3 882254 1183556 70.98% 5.093%

Sum of corrected areas: 23239778
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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: BF127042.D\data.ms

le+07
8000000
6000000

4000000

2000000 5.522 6.534

7.469
6.904
7492

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L B L B R B B LR LI B R R I

1 \
Time--> 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 TIC: BF127042.D\data.ms

le+07
8000000
6000000
4000000

2000000

0 et e LAl A = — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF127042.D\data.ms
le+07
8000000
6000000

4000000

2000000

0 ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.751 6.52 ng 163825  Acenaphthene-di10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2 Undec-10-ynoic acid, dodecyl ester 350 C23H4202 1010406-16-5 49
3 Pentadecafluorooctanoic acid, un... 568 C19H23F1502 1010406-04-1 49
4 Cyclododecane 168 C12H24 000294-62-2 46

5 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 46

Abundance Scan 1269 (9.751 min): BF127042.D\data.ms (-1265) () m/z 57.10 100.00%
1.1

177.2
5000
— T —
121'\‘ “ 9.50 10.00
ol AL w‘!ﬂwwﬂ S m/z 41.10  96.83%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
41.0
5000 7 ——
9.50 10.00
95.0 ‘ m/z 55.05  94.37%
0 ‘\" “IM‘.M Wu ‘L\“‘Hd}nw ‘lh‘l‘m} Ld‘\‘ “J“\‘ “ .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #259948: Undec-10-ynoic acid, dodecyl ester
55.0
—— —
9.50 10.00
5000 m/z 43.10 80.85%
oLl MM 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #344981: Pentadecafluorooctanoic acid, undecy! ester — T
43.0 9.50 10.00
m/z 69.10 64.61%
5000
1 WW
154.0
oL bbbl ULl [ 2190 omio  ms0 asei T
m/z--> 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.863 8.15 ng 204831  Acenaphthene-di10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1288 (9.863 min): BF127042.D\data.ms (-1284) (-) m/z 57.10 100.00%
57.1

5000
85.0
= —
9.50 10.00
113.1
0 H‘_HJ‘MHH‘W”WHu‘_““““‘%5‘5_1”1‘?‘3”3‘ 2123 m/z 43.10  73.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 - —
9.50 10.00
2.0 850 m/z 71.18  50.79%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
= —
9.50 10.00
5000 85.0 m/z 41.10  35.54%
29.0
DLl 1130 1410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90200: Tridecane, 4,8-dimethyl- — —
57.0 9.50 10.00
m/z 85.05 35.25%
5000 29.0
85.0
o L L 0 0 1650 10
RN N T TSNS U M SRSt S o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 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 3 Naphthalene, 1,6,7-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.139 7.06 ng 177531  Acenaphthene-di10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87

Abundance Scan 1335 (10.139 min): BF127042.D\data.ms (-1330) (-  m/z 155.10 100.00%
155.1
5000
w0 - u e s
87.0 : :
ol 3l L1980 /7 170.10 77.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 ‘ MJ\/\ M\J\V
10.00 10.50
m/z 153.00 21.94%
128.0
51.0 76.0
O \\\‘\\\\“ T \‘\ T “H \H\HU‘HU\ \J-\()‘Z\.\()\‘\ ‘ \‘!‘\ \““\ \‘ ‘\“\M\ T ‘ LI ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0 JJR
10.00 10.50
5000 m/z 115.05 18.40%
0 270 5170 m 76\\.(?\\ 1020 \ 12\?()\\ f L ‘
e et e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45527: 4,6,8-Trimethylazulene T T
170.0 10.00 10.50
m/z 59.95 16.42%
5000
39.0 128.0
.0 63.0
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\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33

Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 4 Naphthalene, 2,3,6-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.186 6.58 ng 165314  Acenaphthene-di10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 70
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 70
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 64
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 49

Abundance Scan 1343 (10.186 min): BF127042.D\data.ms (-1340) (1 m/z 170.10 100.00%
170.1

57.1
5000 AA
2112 10.00 10.50
0 911211, m/z 155.05  99.08%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 M T ‘ T T ‘ T
10.00 10.50
m/z 57.10 72.57%
128.0
51.0 76.0
O T \“ T \‘\ T “H \H\HU‘HU\ \]-\()’2\.\0\ ‘\ ‘ \‘!‘\ \“q-\s\‘ ‘ \“\M\ T ‘ TTTT ’ TTTT
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
—T —
10.00 10.50
5000 m/z 43.10  55.63%
84.0 128.0
LA Lo 2 B Y E—
miz--> 40 60 80 100 120 140 160 180 200
Abundance #45541: Naphthalene, 1,4,6-trimethyl- —— —
170.0 10.00 10.50
m/z 71.10 49.36%
5000
o 510 840 128.0 H
copo e peieepec el e 5 —
m/z--> 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\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 4,6,8-Trimethylazulene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.263 7.06 ng 177376  Acenaphthene-di10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 60

Abundance Scan 1356 (10.263 min): BF127042.D\data.ms (-1352) (-  m/z 155.10 100.00%
1

15
5000
180 1 Il\ T ‘ T T T
' 205.2 10.00 10.50
0! ' m/z 170.10  91.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 T M}\/\ \M T
10.00 10.50
128.0 m/z 55.10 52.15%
0 \\\‘2\7‘\.9\“'\5\]-‘\'9‘H\‘7‘\6‘“.’0w\\]-\0’2\.\0\‘\’\‘!‘\.\"‘\\J\w‘\“\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
e o
10.00 10.50
5000 m/z 69.10  46.23%
115.0
obrrryrr 50 T80 b bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45526: 4,6,8-Trimethylazulene 7 7
170.0 10.00 10.50
m/z 41.10 41.91%
5000
115.0
ol 22020 A AN A
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\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 6 Tetradecane, 6,9-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.363 22.63 ng 568629  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 93
2 Dodecane 170 C12H26 000112-40-3 91
3 2,3-Dimethyldodecane 198 C14H30 006117-98-2 90
4 Nonadecane 268 C19H40 000629-92-5 83
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
Abundance Scan 1373 (10.363 min): BF127042.D\data.ms (-1366) (- m/z 57.10 100.00%
57.1
5000
o4 LWJUJ
= ]
155.1 10.00 10.50
113.1
0M18222562 m/z 43.10  76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107238: Tetradecane, 6,9-dimethyl-
57.0
5000 — e
29.0 10.00 10.50
85.0 o
m/z 71.10 59.62%
155.0
0 h 1 ‘ J113.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
= “
10.00 10.50
5000 m/z 41.10 39.02%
85.0
29.0
ol L) 1120 1410 1700
H‘_“w‘H“H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74007: 2,3-Dimethyldodecane — —
43.0 10.00 10.50
710 m/z 85.10  36.68%
5000
154.0
99.0
oﬁmeLMWMWﬁﬁ%mkﬁﬁawwm‘ BN PRV S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.586 11.06 ng 277985  Acenaphthene-di10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 1411 (10.586 min): BF127042.D\data.ms (-1407) (1 m/z 57.10 100.00%
57.1

‘ % 1050 |
141.0 183.2 :
oh w“ Ll e 2398 m/z 71.18  47.38%
mlz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 = ‘
10.50
m/z 43.10 44.46%
0 |1 g F | | 14101830 239.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
10.50
5000 ITI/Z 41.10 25.18%
oL L \ | F ‘3‘-410183022502670 323.0 380.
-y e e e
miz--> 50 100 150 200 250 300 350
Abundance #59087: Decane, 2,6,8-trimethyl- ——
57.0 10.50
m/z 85.10 24.34%
) W‘Mh
99.0
oHu‘um\m‘““‘15‘5‘9”‘m‘_m_m_m =,
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF021622.M Thu Feb 24 14:22:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.839 39.93 ng 1361870  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1454 (10.839 min): BF127042.D\data.ms (-1451) (- m/z 57.10 100.00%
1

57
5000 85.1
‘ 1050  11.00
11319412 ' '
Obrrrerdh m‘h A AT A2169.1107.2 2408 nyz 43.10 75.36%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane
57.0
85.0
5000 - —
10.50 11.00
m/z 71.10 62.29%
29.
9\ ° H 113.0141.0169.0 240.0
O H\‘\‘\ T \“‘{ T f“ \‘\H} T “w‘\ T \H‘ T \‘}‘\ ‘ \“\ TT ’H\.\ \”\ ‘ T \‘\.\ “\]_ng.\o\\ T ’ TTTT i \.\ TT ‘ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
= —
10.50 11.00
5000 85.0 m/z 85.10 41.29%
29.0
e e e A e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane T —
57.0 10.50 11.00
m/z 41.10 38.52%
5000 85.0
29.0
113.0
bk b 3001 0160010702260 - D St
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF021622.M Thu Feb 24 14:22:40 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.292 24.87 ng 848083  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1531 (11.292 min): BF127042.D\data.ms (-1528) (-1 m/z 57.10 100.00%
57.1

5000 85.1

=

1131 11.00 11.50

‘ 141.1
b P 1411160.1197.292512503 T s 16 6g.97%

0 0,
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #141058: Octadecane
57.0
5000 85.0 N T
11.00 11.50
0.0 m/z 71.10 61.33%
: 113.0
141.0
O ‘ \‘\‘\ T “‘\ T \H ‘ T \H} T ‘w‘\ T \L T \‘}‘\ ‘ \“\ TT “\ T \‘\].‘\6? ‘O‘\‘]—ng \0\%‘25 \(\)’2\\5)\ﬁ‘\0\ TT ‘ T
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #141070: Heptadecane, 8-methyl-
57.0
T —
85.0 11.00 11.50
5000 m/z 85.10 43.37%
126.0
154-0
0 H H\ L \ ‘ ‘ 183.0211. 0239 0
_Hw‘HWHH‘HHVH‘_HW‘HWHH‘HHVH‘_HWH‘WHH‘
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 11.00 11.50
m/z 41.10 34.37%
5000 85.0
H 1400  1g5¢
0“HW‘H‘_M‘ﬂm‘wu‘_‘HW‘H_‘HNHH,HH‘H‘WH‘WH‘W‘ — —
m/z--> 20 40 60 80 100120140160 180200220240 260 11.00 11.50

8270-BF021622.M Thu Feb 24 14:22:41 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.322 33.36 ng 1137860  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1536 (11.322 min): BF127042.D\data.ms (-1533) (- m/z 57.10 100.00%
57.1

11‘0(5 11‘56
411 1832 : :
ol L i “ S 22122531 m/z 71.10  70.30%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
11.00 11.50
m/z 43.10 46.92%
0 ‘\‘ iyl ‘\ 110 1830 2390 296
T T T T ‘ \ T \ \ T T \ T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
— ——
11.00 11.50
5000 m/z 85.10 40.95%
99.0
015-0\‘ 1 \HH\ I h‘ u‘ ‘\1410‘ 1830 225.0 296.(
e L A e
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T T
57.0 11.00 11.50
m/z 41.10 27.75%
- M
99.0
GL‘ | ‘ 141.0 183.0 240.0
OHH‘MH”H“\H;“HH‘HH“HH — ——
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF021622.M Thu Feb 24 14:22:42 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.604 13.01 ng 443614  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 83
2 Tritetracontane 605 C43H88 007098-21-7 83
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 83
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 83
5 1-Bromodocosane 388 C22H45Br 006938-66-5 83

Abundance Scan 1584 (11.604 min): BF127042.D\data.ms (-1581) (- m/z 57.10 100.00%
57.

1
5000
—— —
J’ J ﬂl 71 250 1 11.50 12.00
O e b e m/z 43.10  61.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 —r —
11.50 12.00
m/z 71.10 56.24%
o] IFT0em026703370 4530 se10
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
—— —
11.50 12.00
5000 ITI/Z 41.10 47 .59%
0 i j 1127:0197.0 267.0 337.0 463.0 533.0 604.0 W
b A A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro- T —
57.0 11.50 12.00
m/z 55.10 43.92%
5000 W
o H.RH%%-O 3040 I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.50 12.00

8270-BF021622.M Thu Feb 24 14:22:42 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Cyclohexane, nonadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.639 6.25 ng 212984  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 64
2 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 62
3 Heptylcyclohexane 182 C13H26 005617-41-4 62
4 Dodecylcyclohexane 252 C18H36 001795-17-1 59
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53

Abundance Scan 1590 (11.639 min): BF127042.D\data.ms (-1588) (1 m/z 83.10 100.00%
1

83
5000
41.1]
135.1 LN T
1812 0503 11.50 12.00
0. bl ABL2 2523 m/z 82.10  65.64%
miz--> 50 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
5000 — ——
11.50 12.00
43. m/z 55.10 60.93%
ol H 4\‘ M\‘ 1l ‘\“ :\LZ\SO 167.0 266.0 359'(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #85369: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0
—— —
210 11.50 12.00
5000/ | m/z 41.10  34.76%
‘ 208.0
ol ilpl 120660 |
m/z--> 50 100 150 200 250 300 350
Abundance #56964: Heptylcyclohexane T —
83.0 11.50 12.00
m/z 43.10 24.86%
5000
41.0
bbbl o
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Thu Feb 24 14:22:43 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Octacosane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.675 16.06 ng 547631  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1596 (11.675 min): BF127042.D\data.ms (-1593) (- m/z 57.10 100.00%

57.1
5000
‘ ' 1150  12.00
141.1 . .
ol L1 w‘wL Li 18322241 2783 m/z 71.10  85.80%
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — e
11.50 12.00
m/z 43.10 70.80%
0 “\ h\ Ji \‘ H‘ \ | 01830 239.0 296.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—r —
11.50 12.00
5000 ITI/Z 85.10 51.59%
ol “‘ “‘\ H | 141.0183.0225.0267.0309.0 365.0
AR “““ e e
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T —
57.0 11.50 12.00
m/z 55.10 27.75%
5000 M
0 I “\ \h\ h‘ u‘ 14\1 \O]\'S\\?’ 0225 0 2950 352.0
R B e SRR —r —r
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Thu Feb 24 14:22:44 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.722 30.12 ng 1027300  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1604 (11.722 min): BF127042.D\data.ms (-1601) (1 m/z 57.10 100.00%
57.1

5000 W
—r —
99.1 412 11.50 12.00
ol d by 2412 1832 2252 2683 ., 43,19 67.38%
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — e
11.50 12.00
m/z 71.10 62.68%
99.0
oL 210] || ") 1410 1830 2050 2680
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—r —
11.50 12.00
5000 m/Z 85.10 45.51%
99.0 140.0
182.0
ob— MMHu by T 2260
miz-> 50 100 150 200 250
Abundance #123960: Heptadecane T —
57.0 11.50 12.00
m/z 41.10 34.49%
5000
99.0
2700 | | | ‘ | 1410 1830  240.0
ol A b L e —r—
miz--> 50 100 150 200 250 11.50 12.00

8270-BF021622.M Thu Feb 24 14:22:44 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 1@-Methylnonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.886 10.51 ng 358599  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 53
2 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 50
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 49
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 49
5 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 46

Abundance Scan 1632 (11.886 min): BF127042.D\data.ms (-1630) (- m/z 57.10 100.00%
57.1

97.1
5000
| s 100
140.2 : '
ol m‘h L Al 1822 2382 2754 7 43 4 8o .05y
miz--> 50 100 150 200 250
Abundance #176388: 10-Methylnonadecane
57.0
5000 — —
11.50 12.00
990 1540 m/z 97.10  78.97%
02‘7\\“'0\“““\‘ HU\ ‘\H\‘ \‘\‘[ - “\‘ e ’2§?'q —
miz-> 50 100 150 200 250
Abundance #115574: Decane, 1-bromo-2-methyl-
57.0
— —
11.50 12.00
5000 m/Z 71.10 70.56%
149.0
27.0 99.0 ‘
ok ‘\‘ H‘ ‘h‘\‘ \“\ “m‘ \“ T ““1‘7‘9‘0 — ‘23‘4‘0’ ;
miz-> 50 100 150 200 250
Abundance #158608: Octadecane, 2-methyl- — —
57.0 11.50 12.00
m/z 55.10 67.13%
5000 M
99.0
27.0| h | | | 1410 1830 220
ol b b oLt e — —r
miz--> 50 100 150 200 250 11.50 12.00

8270-BF021622.M Thu Feb 24 14:22:45 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.957 8.95 ng 305179  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
2 Decane, 5-propyl- 184 C13H28 017312-62-8 55
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 53
4 Eicosane 282 (C20H42 000112-95-8 53
5 Undecane, 4-methyl- 170 C12H26 002980-69-0 53

Abundance Scan 1644 (11.957 min): BF127042.D\data.ms (-1642) (-, m/z 43.10 100.00%

43.1
5000 851
135.1 1500
|| 1711 2132 256 1 12.00
oL— \H“h‘ MH‘\ H\H\M\Hh M\ \\‘ i \“\‘ ‘ u“\‘ , ‘2‘8‘9:‘[‘ m/z 57.10 92.99%
m/z--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 T
12.00
m/z 71.10 74.70%
99.0 169.0
01\5\ “\ \ ‘ ‘h‘ \h‘\ “‘ \‘ \].;\35\.0‘ T ‘\ T T ‘ T T \2\48‘.(\) T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl-
57.0
——
12.00
5000 ITI/Z 41.10 51.27%
l 112.0
ol 220 “u bAw biy 1840
m/z--> 50 100 150 200 250 300
Abundance #184137: Octadecane, 1-chloro- T
57.0 12.00
m/z 55.10 46.69%
5000
1.0
ol L ) |1, 1220 1150 217.0 2530 2680 _—
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.133  28.35 ng 966803  Phenanthrene-d1e 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1674 (12.133 min): BF127042.D\data.ms (-1671) (. m/z 57.10 100.00%
57.1

5000 M
RN ]
99.1 411 12.00 12.50
ol |y 1411 1822 2252 2823 L. 4310 66.32%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 — —
12.00 12.50
99.0 m/z 71.10 59.85%
ol2slof | L1 h\ | 1419 1830 2250 2960
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
—r —
12.00 12.50
5000 m/z 85.10  46.32%
99.0
L
miz--> 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl- —— ——
57.0 12.00 12.50
m/z 41.10 32.23%
5000
99.0 140.0
0 ”‘ i “ JM“ 1830 2240 267.0 S
m/z--> 100 15 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Octadecane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.422 36.34 ng 1239260  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1723 (12.422 min): BF127042.D\data.ms (-1720) (-] m/z 57.10 100.00%
57.1

5000 J“MAAKN\MAMﬂNﬂNJM\J
99.1 1050
12.50
41.1 206.1
ol ‘L “u ! M“‘w‘ﬁ Pl WSO 26783051 ny 71010 57.33%
miz--> 50 100 150 200 250 300
Abundance #158599: Nonadecane
57.0
5000 RN
12.50
59,0 268.0 m/z 43.10  44.33%
| 1410 1830
OL\S\Q‘\ ‘\““h\ H‘ \‘”‘\ ““ \“‘ \“\ }‘ “‘\ “\ \“ T “ \‘22\‘5\0\ T ‘\ LA B e
miz-> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
——
12.50
5000 m/Z 85.10 39.94%
99.0
o bl L] g0 080 200
miz--> 50 100 150 200 250 300
Abundance #287349: Octadecane, 1-iodo- ——
57.0 12.50
m/z 41.10 22.49%
5000 M
‘ 900 .
T e .
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 unknownl2.533 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.533 33.19 ng 1131900  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 1742 (12.533 min): BF127042.D\data.ms (-1739) (- m/z 57.10 100.00%
57.1
99.1 RN ‘
L \ \ 11 206.1 2533 206.3332. 12.59
ol el P T RS ETRSNSE iz 71,10 70.74%
miz-> 50 100 150 200 250 300
Abundance #194589: Heneicosane
57.0
5000 — :
12.50
m/z 43.10 61.01%
90 110 296.0
189 | || ] § 1Y) 1830 2250 |
Ot \‘i““\h\‘ iy \H\‘\‘ “\“\\‘\“ \‘\‘\\‘\\\\“\\\\
miz-> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
1 \
12.50
5000 m/z 85.10 51.60%
‘ 99.0
ol by ) 340 1830 2500
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T
57.0 12.50
m/z 41.10 29.98%
5000 M
99.0
oL L | 1) 2410 1830 2250 2680
““‘ A e e e e —
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc

ALS vial : 12  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 Eicosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.639 34.70 ng 1183560  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
2 Heneicosane 296 C21H44 000629-94-7 80
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 1760 (12.639 min): BF127042.D\data.ms (-1757) (. m/z 57.10 100.00%
57.1
7.1
—— —
12.50 13.00
41.1 183.2 ,
obrdd “h‘ ‘\h“‘\”“,“\”‘ ALl L 25232902 3360 sy 71,10 75.82%
miz-> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000 —r e
12.50 13.00
m/z 43.10 55.57%
pe. 182.0
ol ALl i) 34101820 2250 2810 3220
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
—— —
12.50 13.00
5000 m/z 85.10 40.77%
‘ 99.0
41.0
olse L 1L Y0 100 2250 2060
miz--> 50 100 150 200 250 300
Abundance #74014: Tridecane, 3-methyl- T T
57.0 12.50 13.00
m/z 55.10 38.02%
5000 M
‘ ‘ ‘99.0 169.0
I A G S
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127042.D

Acqg On : 23 Feb 2022 16:33
Operator : CG\JU

Sample : N1626-14

Misc :

ALS Vvial : 12  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|
2,5-Cyclohexadi... 9.751 6.5 ng 163825 3 9.945 502639 20.0
Hexadecane 9.863 8.2 ng 204831 3 9.945 502639 20.0
Naphthalene, 1,... 10.139 7.1 ng 177531 3 9.945 502639 20.0
Naphthalene, 2,... 10.186 6.6 ng 165314 3 9.945 502639 20.0
4,6,8-Trimethyl... 10.263 7.1 ng 177376 3 9.945 502639 20.0
Tetradecane, 6,... 10.363 22.6 ng 568629 3 9.945 502639 20.0
Pentadecane, 2,... 10.586 11.1 ng 277985 3 9.945 502639 20.0
Heptadecane 10.839 39.9 ng 1361870 4 11.439 682075 20.0
Octadecane 11.292 24.9 ng 848083 4 11.439 682075 20.0
Heptadecane, 2,... 11.322 33.4 ng 1137860 4 11.439 682075 20.0
Tetratetracontane 11.604 13.0 ng 443614 4 11.439 682075 20.0
Cyclohexane, no... 11.639 6.3 ng 212984 4 11.439 682075 20.0
Octacosane, 2-m... 11.675 16.1 ng 547631 4 11.439 682075 20.0
Nonadecane 11.722 30.1 ng 1027300 4 11.439 682075 20.0
10-Methylnonade... 11.886 10.5 ng 358599 4 11.439 682075 20.0
2-Bromo dodecane 11.957 8.9 ng 305179 4 11.439 682075 20.0
Heneicosane 12.133 28.4 ng 966803 4 11.439 682075 20.0
Octadecane, 1-i... 12.422 36.3 ng 1239260 4 11.439 682075 20.0
unknown12.533 12.533 33.2 ng 1131900 4 11.439 682075 20.0
Eicosane, 7-hexyl- 12.639 34.7 ng 1183560 4 11.439 682075 20.0
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