LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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: BF127018.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.534 544 552 555 rBV 1462067 1400293 33.85% 5.540%
2 6.540 718 723 726 rBV 1670984 1407037 34.01% 5.567%
3 6.916 784 787 793 rBV 547548 441200 10.67% 1.746%
4 7.481 879 883 885 rBV 1022989 923419 22.32% 3.653%
5 8.198 1002 1005 1008 rBV 641862 474245 11.46% 1.876%
6 9.275 1184 1188 1191 rBV 1891278 1399270 33.83% 5.536%
7 9.345 1198 1200 1202 rBV 138484 106552 2.58% 0.422%
8 9.375 1202 1205 1209 rVB 442863 386219 9.34% 1.528%
9 9.610 1242 1245 1248 rBV 114661 131461 3.18% 0.520%
10 9.698 1257 1260 1263 rVB2 125409 99053 2.39% 0.392%
11  9.763 1267 1271 1274 rVB3 104853 123803 2.99% 0.490%
12 9.875 1286 1290 1293 rBV2 202787 175221 4.24% 0.693%
13 9.957 1301 1304 1307 rVB 588223 439029 10.61% 1.737%
14 10.157 1335 1338 1341 rVB3 120614 127807 3.09% 0.506%
15 10.198 1341 1345 1349 rBvV2 150843 151091 3.65% 0.598%

16 10.269 1354 1357 1360 rBV2 113912 132846 3.21%
17 10.375 1368 1375 1378 rBV2 476715 505658 12.22%
18 10.598 1409 1413 1415 rBV 244111 253785 6.13%
19 10.745 1435 1438 1441 rBV 920311 736822 17.81%
20 10.851 1453 1456 1461 rBV2 819469 1237050 29.90%
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21 11.045 1486 1489 1491 rBV 164128 172738 4
22 11.075 1493 1494 1497 rVB2 148289 112974 2
23 11.139 1502 1505 1508 rBV 152492 132637 3.21%
24 11.175 1509 1511 1513 rBV 146817 126515 3
25 11.304 1530 1533 1535 rBV 985141 807297 19.
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26 11.333 1535 1538 1541 rVB 1018263 871051 21.06%
27 11.445 1554 1557 1560 rBV2 606974 644250 15.57%
28 11.575 1577 1579 1583 rVB 169810 136390 3.30%
29 11.616 1583 1586 1590 rBV3 290778 408741 9.88%
30 11.651 1590 1592 1594 rBV2 194766 175473  4.24%
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31 11.686 1595 1598 1601 rBV 489951 498982 12.06%
32 11.733 1603 1606 1609 rVV 1137147 926626 22.40%
33 11.898 1632 1634 1636 rBV 313498 307712  7.44%
34 12.145 1673 1676 1679 rBV 1160111 1013510 24.50%
35 12.433 1722 1725 1731 rBV 1080540 1307710 31.61%
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36 12.539 1740 1743 1746 rBV 1193226 1193079 28.84%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 12.645 1759 1761 1765 rBV2 748354 890690 21.53%  3.524%
38 12.763 1778 1781 1782 rBV2 698206 759964 18.37%  3.007%
39 13.045 1825 1829 1837 rBV2 2044941 4136730 100.00% 16.367%

Sum of corrected areas: 25274930
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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: BF127018.D\data.ms
le+07
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Abundance TIC: BF127018.D\data.ms
le+07
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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: BF127018.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Naphthalene, 1,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.610 5.99 ng 131461  Acenaphthene-di10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1245 (9.610 min): BF127018.D\data.ms (-1242) () m/z 156.10 100.00%

156.1
5000 JL\
AL
77.0 9.50 10.00
39.0 .
b el e 1 “‘; LJl_te03 2810 326° . 14105 97.58%
miz--> 50 100 150 200 250 300
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 M T
9.50 10.00
m/z 155.10 29.70%
77.0 115.0
390 4 Ll
O LI ‘\ “ \” } “\ T ‘ T H\ ‘\ “‘ L ‘ L ‘ T T T ‘ LI
miz-> 50 100 150 200 250 300
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 j\ JA
e
9.50 10.00
5000 m/z 115.05 23.86%
115.0
3900 180 11|}
ob——ptph b il
miz--> 50 100 150 200 250 300
Abundance #33161: Naphthalene, 1,4-dimethyl- N —
156.0 9.50 10.00
m/z 128.00 18.08%
5000
115.0
77.0
0390 '} ‘\MMMH mﬂ

m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.763 5.64 ng 123803  Acenaphthene-di10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 64
2 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 35
3 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 30
4 [5,5-Dimethyl-6-(3-methyl-buta-1... 222 C14H2202 1000189-07-3 25
5 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 25

Abundance Scan 1271 (9.763 min): BF127018.D\data.ms (-1267) () m/z 41.10 100.00%

41.1
177.1
5000 69.0
135.1
97.1
207.1 T ‘ T T ‘ T
‘ 9.50 10.00
O‘M‘HJM m/z 57.10 75.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
41.0
5000 T —
67.0 135.0 9.50 10.00
“ 95.0 ‘ ‘ m/z 55.10 73.43%
O T ‘ \‘\ T }‘\‘\h“\“‘\h}‘\ \H‘H\ \‘}“\ ‘\H\H‘\ ‘\“““\ \‘\“\H‘ H‘\ \““1‘\ T \“ \‘\ ‘!‘\ ‘ \‘\ T “\ TTT ‘ TTTT ‘ T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #271379: 2- Bromopropionic acid, pentadecyl ester
57.0

%

— —
83.0 9.50 10.00
5000 m/z 177.10 70.32%

29.0
111.0

” “\ \‘\ \H H\‘\ I ‘\‘153018202080 255.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #98947: 2-Butanone, 3-(4-tert-butylphenoxy)- R — R i
177.0 9.50 10.00

m/z 43.10 60.75%

o10 1350 220.0
L‘ NI ‘u \L“ W \ \

o‘_m_m‘wwwmwH‘w‘wwwm_m_m_ — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

o

8270-BF021622.M Wed Feb 23 14:33:19 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 3 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.875 7.98 ng 175221  Acenaphthene-di10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetratetracontane 619 C44H99 007098-22-8 90
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1290 (9.875 min): BF127018.D\data.ms (-1286) (-) m/z 57.10 100.00%
57.1

-

5000
= T
J 1411 9.50 10.00
o 2t e M/Z 43,10 68.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59029: Tridecane
57.0
5000 T ——
9.50 10.00
m/z 71.10 53.23%
Uz
O‘HWT‘ HwH\f’\\\l\‘\\\\‘\\\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74005: Tetradecane
57.0
= T
9.50 10.00
5000 m/z 41.10 34.41%
ol M}27.0198.0
e BT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane T T
57.0 9.50 10.00
m/z 85.05 34.39%
5000

.

ol H 2/0197.0267.0337.0  463.0 5610
mun 8 ET § U= SR e =

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00

8270-BF021622.M Wed Feb 23 14:33:19 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 4 Naphthalene, 1,6,7-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.157 5.82 ng 127807  Acenaphthene-di10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 96
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 87

Abundance Scan 1338 (10.157 min): BF127018.D\data.ms (-1335) (-  m/z 170.05 100.00%

170.1
5000 N
el ‘MJ\‘«»
> 10.00 10.50
R BT ;
O b vttt b el gl ZP55 0 m/z 155,10 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 e JA ‘ LS
10.00 10.50
m/z 153.00 23.57%
115.0
O\\\‘\\\\‘\5\]-\\0‘\\??‘R‘\\\‘\\\‘\‘\!\\““\\ ‘\“\H\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
e —
10.00 10.50
5000 m/z 152.00  19.28%
ol 27.0 510 760 10201280 | |
e B e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 /J\A
Abundance #45532: Naphthalene, 1,4,6-trimethyl- LA — ——
155.0 10.00 10.50
m/z 156.05 16.06%
5000
128.0
90, m0 | plld
040089°M RSN i
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 : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.198 6.88 ng 151091  Acenaphthene-die 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 89
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 86

Abundance Scan 1345 (10.198 min): BF127018.D\data.ms (-1341) (1 m/z 170.05 100.00%
170.1
57.1
5000 ﬁA
85.1
LY H
128.1
10.00 10.50
0 b 22 15510 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 Ja J‘J\ ‘ LS
10.00 10.50
128.0 m/z 57.10  79.08%
63.0 ‘
0 \\\‘\\\4.\0‘9‘\\“}‘\\‘”‘%?\0\‘\\\‘\‘1‘\‘\ WMW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
CT e
10.00 10.50
5000 ITI/Z 43.10 55.88%
ol 270 510 760 10901280 | |
R RN & e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl- —— ——
170.0 10.00 10.50
m/z 71.10 44.76%
5000
51.0 76.0 20125‘30 M
Ol bl 20200 M = aaid
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 : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 6 Naphthalene, 2,3,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.269 6.05 ng 132846  Acenaphthene-di10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87

Abundance Scan 1357 (10.269 min): BF127018.D\data.ms (-1354) (1 m/z 155.10 100.00%
155.1
5000
551 831 1151 M‘J‘J\‘ e
10.00 10.50
bbb 0] Nm 18002591
L L e A L I 1 R m/z 170.05 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0 J\AJ
5000 ‘ MJ\A M ‘
10.00 10.50
m/z 153.05 24.09%
115.0
0\\\‘\\\\"\5\1\(\)‘\\7\6}“0\\\\‘\\\‘\‘\\‘\\““\\ ‘\“\H\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
L o
10.00 10.50
5000 m/z 152.00 22.93%
128.0
L T LT S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl- N, — ——
155.0 10.00 10.50
m/z 169.10 21.23%
5000
128.0 NM M
63.0 ‘
0 400, 7 890 bl M J e L VLWV

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 : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.375 23.04 ng 505658  Acenaphthene-d10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Dodecane 170 C12H26 000112-40-3 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1375 (10.375 min): BF127018.D\data.ms (-1368) (- m/z 57.10 100.00%
57.1

== T
9.1 155.1 10.00 10.50
ol bbbl Ly398  m/z 43.10  76.38%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = -
10.00 10.50
m/z 71.10 59.01%
oLl \ e ‘\ ] 1‘410183022502670 323.0  380.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #45479: Dodecane
43.0
= T
10.00 10.50
5000 m/z 85.05 38.13%
5.0
‘ | 127.0 170.0
B B i o —
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane = T
57.0 10.00 10.50
m/z 41.10  38.05%
h MM
[ i H\ L u‘ ] J\'4;L 0183.0 268.0
Al B T LA LA LA IS A Ao e e — ——
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.598 11.56 ng 253785  Acenaphthene-di10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Heneicosane 296 C21H44 000629-94-7 72
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 1413 (10.598 min): BF127018.D\data.ms (-1409) (- m/z 57.10 100.00%
57.1

5000

:

T
10.50 11.00
L e

Al e 28 . m/z 43.10  48.01%

m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 pee —
10.50 11.00

m/z 71.10  45.55%

J‘ FM10w30250%70 323.0 380.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 0 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

T
10.50 11.00

o

o

5000 m/z 85.10 25.80%
9.0
0 LS. (J Il H L h‘ | 141 0183 0225.0 296.0
e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #74011: Tridecane, 6-methyl- T ‘
57.0 10.50 11.00

m/z 41.10 24.08%

5000
s
Ly dil] 1400183.0

m/z--> 0 50 100 150 200 250 300 350 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.851 38.40 ng 1237050  Phenanthrene-d10 11.445
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 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1456 (10.851 min): BF127018.D\data.ms (-1453) (- m/z 57.10 100.00%
57.1

5000 85.0 MLWJU\
‘ 10.50 11.00
113.1 : :
om‘W\Mw!_“‘:ww‘_‘:M_ulf"‘l”(‘)ﬁﬁgul‘%‘?m"_%“‘9?"‘_”‘ m/z 43.10 72.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane
57.0
85.0
5000 — ——
10.50 11.00
m/z 71.10 59.98%
290 113.0
H\‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158600: Nonadecane
57.0
== —
10.50 11.00
m/z 85.05 41.11%
5000 85.0
29.0
0 ‘ ‘ h ‘\ i \\‘11\\30\141016901970 268.(
e e e A A e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #59031: Nonane, 5-butyl- e —
43.0 41 9 10.50 11.00
m/z 41.10 37.63%
5000 126.0 AwmANAMfAfij/ﬂJwvamﬂﬂ
bbb k| 15501880 Sl
m/z--> 20 40 60 80 100120140160 180200220 240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.304 25.06 ng 807297  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1533 (11.304 min): BF127018.D\data.ms (-1530) (- m/z 57.10 100.00%
57.1

o MM
— P
9.1 1411 11.00 11.50
ol kbl 4L 1972 2843 47 43.10  68.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — e
11.00 11.50
m/z 71.10 60.61%
LT oo aseo
O\‘\\“ “\“‘\H‘\“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141070: Heptadecane, 8-methyl-
57.0
— P
11.00 11.50
5000 m/z 85.10  43.80%
126.0
AN UENURIE . TIOE I—
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50
m/z 41.10 32.71%
- LWM
oL | | | F | 141.0183.0 225.0 267.0 3230 380
““‘ S A e e — —r
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF021622.M Wed Feb 23 14:33:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Tridecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.334 27.04 ng 871051 Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1538 (11.333 min): BF127018.D\data.ms (-1535) (- m/z 57.10 100.00%
57.1

— —
99.1 11.00 11.50
41.1 183.2
ol i d L oo 2181 2533 m/z 71.10  71.09%
miz--> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 43.70%
99.0
R7.0 155.0
O\“\ ‘\‘ ‘H‘\ u‘ \H‘\“‘ \‘\‘\ T “‘\ T \‘1\98‘.(\)\ LA I
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
11.00 11.50
5000 ITI/Z 85.10 41.22%
99.0
0 ‘\\ “‘\ Jl \‘ | \14\10 183.0 239.0 296.(
el A e
m/z--> 50 100 150 200 250
Abundance #287350: Octadecane, 1-iodo- — —
57.0 11.00 11.50
m/z 41.10 27.13%
5000
99.0
20 B e 2 S
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF021622.M Wed Feb 23 14:33:28 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Sulfurous acid, butyl hepta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.616 12.69 ng 408741  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 87
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 80

Abundance Scan 1586 (11.616 min): BF127018.D\data.ms (-1583) (- m/z 57.10 100.00%
57.1

5000 M
P e
‘ ‘ ‘ 691 250.2 11.50 12.00
ol ‘ww‘ ‘MM Cpebetip s m/z 43.10 59.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
5000 — e
11.50 12.00
m/z 71.10 59.47%
11.0
O \“\ “‘ \‘\]:“‘\\“\]‘\75‘5\\0\\‘\\2:\3\9‘0\ \2\9\]-‘0\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
P e
11.50 12.00
5000 ITI/Z 41.10 55.11%
1
AL AL P T A e T
miz--> 50 100 150 200 250 300 350 400
Abundance #295470: Sulfurous acid, butyl octadecyl ester P ——
57.0 11.50 12.00
m/z 55.10 46.76%
5000 AM»JAﬂfAVNﬁkAAK}WVﬁW
11.0
olll oo w0 o T
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Cyclohexane, 1,1'-(1,4-buta... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.651 5.45 ng 175473  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64
2 Cyclohexane, butyl- 140 C1eH20 001678-93-9 59
3 Dodecylcyclohexane 252 C18H36 001795-17-1 59
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 59

5 Succinic acid, 2,3-dichloropheny... 344 C16H18C1204 1000391-12-2 50

Abundance Scan 1592 (11.651 min): BF127018.D\data.ms (-1590) (- m/z 83.10 100.00%

83.1
5000
41.1
135.1 T1len oA
11.50 12.00
Ol ddibal oy 702 214224512783 0 g5 1 70.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
5000 —r ——
41.0 11.50 12.00
m/z 55.10 63.90%
‘ 139.0
O\H‘\‘!“HM\HM"\1‘\\’H\\‘!“H‘H‘H\\“HH‘\H\‘\H\’HH‘H‘H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20675: Cyclohexane, butyl-
83.0
—— —
11.50 12.00
5000 m/z 41.10 34.71%
41.0
140.0
0‘HHLMHWJWWMAMHWHH_HWHH_HWHH_HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138527: Dodecylcyclohexane T —
83.0 11.50 12.00
m/z 43.10  25.24%
5000
41.0
252.0
Obrrrptraticd b L F220 1680 SR
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.686 15.49 ng 498982  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 87

Abundance Scan 1598 (11.686 min): BF127018.D\data.ms (-1595) (- m/z 57.10 100.00%
57.1

Z

5000
9.1
141.2 11.50 12.00
ol LI L ““‘w‘““ L i832224.20671 m/z 71.10  83.06%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — —

11.50 12.00

0.0 m/z 43.10 72.54%
WL

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
o
l _
o -

11.50 12.00
5000 m/z 85.10  49.83%

9.0
oLl 11 1] 141018302250 281.0 337.0 394.
VA 37718302250 2810 S37.0 394

C

m/z--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0 11.50 12.00
m/z 41.10 27.87%
5000
9.0
41.0 1970
old]T e e
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:33:31 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.733  28.77 ng 926626  Phenanthrene-d1e 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 1606 (11.733 min): BF127018.D\data.ms (-1603) (- m/z 57.10 100.00%
57.1

5000 W
—— —
99.1 a1 11.50 12.00
ol A d h g 1411 1822 2252 2683 ., 43.10 64.80%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 —r— ——
11.50 12.00
m/z 71.10 60.56%
‘ ‘ 99.0 141.0 268.0
0 \Z\GLO‘\‘ “‘\ H‘ \H‘\ H“ \“‘ T “\ { .“\ %8\‘3\0“ \22\5\.0\ T ‘\.\ ]
m/z--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10 43.71%
990 141.0
ob2iol L L4 1) 410 ss0 20
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane T —
57.0 11.50 12.00
m/z 41.10 30.91%
5000
99.0
obaslol LLi 2410 wp0 moo T
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 unknownl1l.898 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.898 9.55 ng 307712  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 49
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 45
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 42
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 38
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38

Abundance Scan 1634 (11.898 min): BF127018.D\data.ms (-1632) (- m/z 97.10 100.00%
it

1 971
5000
— —r
‘ ‘ 140. 11.50 12.00
I L Ayt 1832 2382 2803 . 5719 94.50%
miz--> 50 100 150 200 250
Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl ester
97.0
55.0
5000 — e
11.50 12.00
‘ m/z 71.10  84.15%
O T T H\ ‘\L ‘HH\ “‘\ \“‘ \M‘ \1\27\0\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
— —r
11.50 12.00
5000 m/z 55.10  74.07%
27.0 99.0 169.0
0 0 A VI - T G Y-S
miz--> 50 100 150 200 250
Abundance #13239: 1-Ethyl-4-methylcyclohexane “ —
55.0 97.0 11.50 12.00
m/z 43.10 65.52%
- JJ&NVVAAAAJANVRJAJM/WW
0 ?5“9‘;‘“ o »L L “1‘2?0‘ E R
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.145 31.46 ng 1013510  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1676 (12.145 min): BF127018.D\data.ms (-1673) (-] m/z 57.10 100.00%
57.1

5000 MW
— —
‘ 99.1 a1 12.00 12.50
obd by FALL 1972 24722823 . 4310 65.05%
m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 — ——
12.00 12.50
99.0 m/z 71.10 64.54%
UL LA L] 19 3830 2250 2620
O\\\\“‘”‘“\“\‘\ ‘\‘\\‘\"\\\\’\\\‘\‘\
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— —
12.00 12.50
5000 m/z 85.10 47.08%
‘ 99.0
41.0
o”wh» |4 1410 1830 250 2960
m/z--> 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- 7 T
57.0 12.00 12.50
m/z 41.10 30.07%
990 183.0
S 5 7 S 1) R
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.433 40.60 ng 1307710  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Dodecane 170 C12H26 000112-40-3 83
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 80
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 80

Abundance Scan 1725 (12.433 min): BF127018.D\data.ms (-1722) (-} m/z 57.10 100.00%
57.1

5000 W
99.1 L
12.50
141.2 206.1
- \“ “u LA TS 200 26733004 L0 911 s6.01%
miz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 T
12.50
m/z 43.10 44.47%
‘ 990 141.0 240.0
Olwswq‘\ ‘\““‘\ ‘!‘ \H‘\H“ \“ \“\ { .“\ %8\‘3\0‘ T \-‘ L B
m/z--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
12.50
5000 ITI/Z 85.10 36.20%
99.0
ol LS | 4340 1830 2300 2060 MN
miz--> 50 100 150 200 250 300
Abundance #45481: Dodecane T
57.0 12.50
m/z 41.10 22.04%
5000 MM
99.0 170.0
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\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.539 37.04 ng 1193080  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Nonadecane 268 C19H40 000629-92-5 95
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1743 (12.539 min): BF127018.D\data.ms (-1740) (-] 57.10 100.00%
57.1
99.1
1250
1411 2061
— L h‘ Ll £ 243.22784 320.2 71.10  65.98%
miz-> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000
1250
99.0 43.10  65.36%
ob kLo 1 w00 20 220
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
R \
12.50
5000 85.10 49.15%
99.0
oisd 1Ll pm0m0 200
mfz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0 1250
41.10 29.57%
5000 M
99.0
L | | 1410 183.0 2259 268.0
L LA Ao S —
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\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.763  23.59 ng 759964  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 78
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 70
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 68
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 1781 (12.763 min): BF127018.D\data.ms (-1778) (- m/z 57.10 100.00%
57.1
5000 97.1 W
‘ 1250  13.00
2112 2673 : :
ol bl ‘”‘ Lidk ‘176‘1‘_‘” 3044wz 7110 86.65%
miz--> 50 100 150 200 250 300
Abundance #59027: Tridecane
57.0
5000 — —
12.50 13.00
m/z 43.10 82.92%
‘ “ | 99.0 141 1840
O\‘\“‘“\ L “‘ “ \H\‘\ \ ‘ L \‘\ ‘ L ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—— —
12.50 13.00
5000 85.0 m/z 55.10 61.90%
1270 196.0 M
ol A LIi LY 1 202800
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester —— —
57.0 12.50 13.00
m/z 85.10 50.92%
5000
7.0
ol Ll 410 0m00 220 mso T
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\BF022222\
Data File : BF127018.D

Acqg On : 22 Feb 2022 19:48
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|
Naphthalene, 1,... 9.610 6.0 ng 131461 3  9.957 439029 20.0
2,5-Cyclohexadi... 9.763 5.6 ng 123803 3 9.957 439029 20.0
Tridecane 9.875 8.0 ng 175221 3 9.957 439029 20.0
Naphthalene, 1,... 10.157 5.8 ng 127807 3 9.957 439029 20.0
Naphthalene, 1,... 10.198 6.9 ng 151091 3 9.957 439029 20.0
Naphthalene, 2,... 10.269 6.0 ng 132846 3  9.957 439029 20.0
Heptacosane 10.375 23.0 ng 505658 3 9.957 439029 20.0
Heneicosane 10.598 11.6 ng 253785 3 9.957 439029 20.0
Heptadecane 10.851 38.4 ng 1237050 4 11.445 644250 20.0
Octadecane 11.304 25.1 ng 807297 4 11.445 644250 20.0
Tridecane, 2-me... 11.334 27.9 ng 871051 4 11.445 644250 20.0
Sulfurous acid,... 11.616 12.7 ng 408741 4 11.445 644250 20.0
Cyclohexane, 1,... 11.651 5.5 ng 175473 4 11.445 644250 20.0
Octacosane 11.686 15.5 ng 498982 4 11.445 644250 20.0
Nonadecane 11.733 28.8 ng 926626 4 11.445 644250 20.0
unknownl11.898 11.898 9.6 ng 307712 4 11.445 644250 20.0
Eicosane 12.145 31.5 ng 1013510 4 11.445 644250 20.0
Heptadecane, 2,... 12.433 40.6 ng 1307710 4 11.445 644250 20.0
Tetracosane 12.539 37.0 ng 1193080 4 11.445 644250 20.0
Pentadecane, 8-... 12.763 23.6 ng 759964 4 11.445 644250 20.0

8270-BF021622.M Wed Feb 23 14:33:48 2022 Pag 24



