LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample 1 M2436-07 2X

Misc :

ALS vial : 7 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123980.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 7 12 20 rVB 219083 276083 52.17% 4.578%
2 5.510 578 582 586 rBV 530083 451024 85.22% 7.478%
3 6.387 728 731 733 rBvV2 10411 14791 2.79% 0.245%
4 6.516 749 753 758 rVB 534485 470147 88.84% 7.795%
5 6.728 787 789 794 rVB3 12184 14739 2.79% 0.244%
6 6.904 815 819 822 rBV 464745 347617 65.68% 5.764%
7 7.463 909 914 917 rBV 347402 315705 59.65% 5.235%
8 8.186 1033 1037 1041 rBV 575145 456896 86.33% 7.576%
9 9.263 1216 1220 1223 rBV 686567 529225 100.00% 8.775%
10 9.651 1284 1286 1292 rBV 71475 57681 10.90% 0.956%
11  9.945 1332 1336 1339 rBV 670582 524516 99.11% 8.697%
12 10.416 1413 1416 1419 rVB 6158 6801 1.29% 0.113%
13 10.727 1465 1469 1477 rBV 409123 332868 62.90% 5.519%
14 11.180 1541 1546 1550 rBV2 10587 12774  2.41% 0.212%
15 11.433 1585 1589 1591 rBV 556779 484909 91.63%  8.040%
16 11.451 1591 1592 1596 rVB 22928 16969 3.21% 0.281%
17 11.722 1636 1638 1643 rBV3 6644 6600 1.25% 0.109%
18 11.804 1650 1652 1658 rBV3 6255 8792 1.66% 0.146%
19 11.951 1672 1677 1681 rBV2 29719 32439 6.13% 0.538%
20 12.516 1770 1773 1775 rBV4 8808 8877 1.68% 0.147%
21 12.639 1791 1794 1800 rVB 30602 32049 6.06% 0.531%
22 12.839 1823 1828 1829 rBv4 4576 7863 1.49% 0.130%
23 12.874 1829 1834 1840 rVB 26702 32014 6.05% 0.531%
24 13.016 1854 1858 1861 rBV 429261 369934 69.90% 6.134%
25 13.251 1894 1898 1899 rBV5 6772 6962 1.32% 0.115%
26 13.704 1972 1975 1978 rBv4 6097 6799 1.28% 0.113%
27 13.921 2009 2012 2018 rBV3 44932 66616 12.59% 1.105%
28 14.068 2032 2037 2041 rBV 346543 353399 66.78% 5.860%
29 14.098 2041 2042 2044 rVB2 19913 10573 2.00% 0.175%
30 14.239 2063 2066 2068 rBV3 14992 12637 2.39% 0.210%
31 14.498 2107 2110 2113 rBV5 6233 9279 1.75% 0.154%
32 14.545 2116 2118 2122 rVB3 24860 26477 5.00% 0.439%
33 14.857 2168 2171 2176 rVB 30530 31102 5.88% 0.516%
34 15.121 2213 2216 2220 rBV4 17848 27406 5.18% 0.454%
35 15.210 2226 2231 2236 rBV3 32601 47548 8.98% 0.788%
36 15.327 2248 2251 2253 rBV4 8054 8616 1.63% 0.143%

8270-BF051421.M Wed May 19 11:38:52 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample 1 M2436-07 2X

Misc :

ALS vial : 7 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.439 2266 2270 2275 rVB7 13575 20178 3.81% 0.335%
38 15.492 2275 2279 2285 rVV6 19221 36972 6.99% 0.613%
39 15.568 2287 2292 2295 rW 267093 347933 65.74% 5.769%
40 15.604 2295 2298 2304 rVB5 40834 62293 11.77% 1.033%
41 15.662 2307 2308 2313 rBvV4 5356 7386 1.40% 0.122%
42 15.927 2351 2353 2356 rBv4 6029 7315 1.38% 0.121%
43 16.057 2371 2375 2380 rVB7 22061 32896 6.22% 0.545%
44 16.304 2415 2417 2420 rVB4 10229 9647 1.82% 0.160%
45 16.586 2459 2465 2470 rBV6 17615 38378 7.25% 0.636%
46 17.192 2566 2568 2574 rVB7 12643 20438 3.86% 0.339%
47 17.509 2619 2622 2624 rBvV4 7575 9559 1.81% 0.158%
48 17.727 2656 2659 2662 rBV5 6093 9505 1.80% 0.158%
49 17.933 2691 2694 2699 rVB4 7477 9822 1.86% 0.163%
Sum of corrected areas: 6031049
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 May 2021 15:58

: M2436-07 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
BF123980.D

Ju/CaG

: 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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500000
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300000

200000

100000

0
Time-->

TIC: BF123980.D\data.ms
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0
Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample : M2436-07 2X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.157 15.88 ng 276083 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 23
Abundance  Scan 12 (2.157 min): BF123980.D\data.ms (-7) (-) m/z 73.10 100.00%
3.1
43.0
5000
87.1
 Ra  RAMRRARREEEE N
“ 2.202.302.402.502.60
0‘w‘Hw‘Hw‘Hw‘Hwwmw‘HW‘MW‘HW‘HWH‘WH‘WH‘WH“ m/z 43.00 56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 N R R A RN R
55.0 2.202.302.402.502.60
87.0 m/z 55.10 41.29%
OH’\\H‘\Hm“\\\\‘\\\\‘\\\\‘HHH\}H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 29.55%
27.0
0 112.0 129.0
R A L ama e e SRR RRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol A EMRRARREEEE N
73.0 2.202.302.402.502.60
m/z 41.10 17.43%
55.0 /
5000
41.0
27.0 ‘
oH,‘m_H‘!““H:H:‘Hmhmwmww‘wwwwww A S N S —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Data Path :
Data File :
: 18 May 2021 15:58

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\

BF123980.D

Ju/CaG

: M2436-07 2X

: 7 Sample Multiplier: 1

hod
le

ry

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1@-Heneicosene (c,t) Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.921 3.77 ng 66616 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Heneicosene (c,t) 294 (C21H42 095008-11-0 64
2 17-Pentatriacontene 491 C35H70 006971-40-0 62
3 1-Hexacosanol 382 C26H540 000506-52-5 58
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 58
5 n-Tetracosanol-1 354 C24H500 000506-51-4 53

Abundance Scan 2012 (13.921 min): BF123980.D\data.ms (-2009) (- m/z 57.10 100.00%
57.1

3

5000
111.0 230.1 1 7
‘| h 175.0 ‘ 204.1 14.00
ok b T L P m/z 43.e0  97.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139793: 10-Heneicosene (c,t)
55.0
5000 T T
111.0 14.00
m/z 54.95 92.93%
O‘\‘H ‘\'\M“\\H"HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
—
14.00
m/z 69.05 62.59%
5000 97.0
0 153.0 210.0 267.0321.0 490.(
R L S E R e e S R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #203698: 1-Hexacosanol T
43.0 14.00
m/z 83.10 52.91%
5000
7.0
L sa020902060 3040 P
R e e e L LR R — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample : M2436-07 2X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.73 ng 47548 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 59
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 53
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 53
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 2231 (15.210 min): BF123980.D\data.ms (-2226) (- m/z 57.10 100.00%

57.1
5000

] I27 2 280.9 15.00 15.50
ob bl 208 L e m/z 43.05  93.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
5000 — ——
15.00 15.50

m/z 71.00  48.99%

| Hﬂlmmllozmo 351.0 421.0 491.0 618.(
HH‘\H\’HH‘HH’HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

— —
15.00 15.50

o

5000 m/z 85.10 34.23%
155.0
0 225.0
T T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110907: Hexadecane, 1-chloro- e e
57.0 15.00 15.50

m/z 41.00  23.83%

s i

J 133.0 260.0

O et b i v e e e e e e e

—T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample : M2436-07 2X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl5.492 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.492 2.13 ng 36972 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 47
2 Benzo[a]pyrene 252 C20H12 000050-32-8 47
3 Benzo[e]pyrene 252 C20H12 000192-97-2 47
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 43
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 43
Abundance Scan 2279 (15.492 min): BF123980.D\data.ms (-2275) (- m/z 252.10 100.00%
252.1
69.2
5000
1112 409 ’\M ‘M )
‘ ‘ “ MN ‘ ﬁ74.9 209.2 ‘ 283.( 15.50
T ‘H‘WM UL b MM LWL w2 6920 53.93%
miz--> 50 100 150 200 250
Abundance #104214: Perylene
252.0
5000 1
15.50
125.0 m/z 250.00  29.98%
o170 50.0 830 | \H 174.0 2220 M
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
252.0 4 A
L L
15.50
5000 m/z 111.20 27.39%
126.0
ol 410 83.0 200.0
B am e e —
m/z--> 50 100 150 200 250
Abundance #104217: Benzol[e]pyrene —
252.0 15.50
m/z 125.30 25.60%
5000
125.0
0 50.0 830 | | 1740 2220 |
—
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample : M2436-07 2X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hexadecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.586 2.21 ng 38378 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 35
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 27
3 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 27
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 27
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 27
Abundance Scan 2465 (16.586 min): BF123980.D\data.ms (-2459) (- m/z 57.10 100.00%
57.1
5000 WW/\WMWM
5.2 L — T
H ‘ ‘H “ 13‘6-9‘ 191.1 245.1281.0 16.50
ol L LA T L wjz a2.95  62.73%
miz--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 — :
16.50
99.0 2250 m/z 71.05 45.94%
141.0
0 \“\ ‘\L‘ T h‘ \‘H\“’ \“\‘\ \‘ “\4\-8\3\.0‘ T \“\ T ‘ L ‘ T \3\5‘2\'
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.50
5000 m/z 85.10 35.71%
9.0 1550
0 198.0
—— T e
miz--> 50 100 150 200 250 300 350
Abundance #147852: Hexadecane, 1-bromo- o
57.0 16.50
m/z 70.00 29.77%
135.0
5000
f?.o
m/z--> 50 100 150 200 250 300 350 16.50

8270-BF051421.M Wed May 19 11:38:57 2021 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123980.D

Acqg On : 18 May 2021 15:58
Operator : JU/CG

Sample 1 M2436-07 2X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 15.9 ng 276083 1 6.904 347617 20.0
10-Heneicosene ... 13.921 3.8 ng 66616 5 14.068 353399 20.0
Tetratetracontane 15.210 2.7 ng 47548 6 15.568 347933 20.0
unknown15.492 15.492 2.1 ng 36972 6 15.568 347933 20.0
Hexadecane, 1-i... 16.586 2.2 ng 38378 6 15.568 347933 20.0
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