LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample : 02826-01 2X

Misc :

ALS Vvial : 19 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133448.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.646 261 265 270 rVB3 12657 20626 1.06% 0.104%
2 4.881 471 475 489 rVB 402354 440626 22.71% 2.214%
3 5.322 546 550 561 rBV 1843380 1770697 91.27% 8.896%
4 5.716 614 617 622 rVB 38610 33141 1.71% 0.166%
5 6.357 722 726 744 rBV 1895941 1768869 91.17% 8.887%
6 6.710 783 786 790 rBV 1383157 1215728 62.66% 6.108%
7 7.275 878 882 892 rBV 1271607 1076981 55.51% 5.411%
8 7.998 1001 1005 1008 rBV 1892420 1508275 77.74% 7.577%
9 9.069 1184 1187 1191 rBV 2155485 1940145 100.00% 9.747%
10 9.157 1198 1202 1207 rVB6 17077 21224 1.09% 0.107%
11  9.610 1277 1279 1283 rVB 40158 33331 1.72% 0.167%
12 9.751 1299 1303 1306 rBV 1725148 1458354 75.17% 7.327%
13 9.857 1317 1321 1325 rVB6 12471 22203 1.14% 0.112%
14 10.292 1393 1395 1402 rVB 20318 27998 1.44% 0.141%
15 10.457 1420 1423 1427 rBV 98661 92165 4.75% 0.463%
16 10.539 1433 1437 1448 rBV 880814 901293 46.45% 4.528%
17 10.663 1455 1458 1462 rVB4 25733 39395 2.03% 0.198%
18 11.139 1535 1539 1542 rVB2 24589 34991 1.80% 0.176%
19 11.192 1542 1548 1551 rBV8 10474 24039 1.24% 0.121%
20 11.233 1551 1555 1557 rVV 1539449 1301531 67.08% 6.539%
21 11.257 1557 1559 1562 rVV 155895 133799 6.90% 0.672%
22 11.304 1565 1567 1570 rVB 35544 35430 1.83% 0.178%
23 11.733 1637 1640 1642 rBV2 26924 27970 1.44% 0.141%
24 11.769 1642 1646 1656 rVB3 89819 135003 6.96% 0.678%
25 11.845 1656 1659 1661 rBvV2 42509 42944  2.21% ©0.216%
26 12.163 1710 1713 1715 rBV3 19933 23319 1.20% 0.117%
27 12.210 1719 1721 1728 rVV8 17743 40637 2.09% 0.204%
28 12.286 1731 1734 1736 rBV 44910 45783  2.36% ©0.230%
29 12.321 1736 1740 1745 rVV5 46282 92641 4.77% 0.465%
30 12.445 1758 1761 1764 rBV 205609 181145 9.34% 0.910%

31 12.674 1796 1800 1802 rBV 198950 190164
32 12.698 1802 1804 1808 rVv3 51903 53060 2.73%
33 12.815 1821 1824 1828 rBV 1847491 1599380 82.44%
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34 13.057 1862 1865 1870 rBV3 86446 102115 5.26% 513%
35 13.104 1871 1873 1877 rBV3 42343 46683 2.41% 235%
36 13.398 1921 1923 1926 rBV2 95720 75932  3.91% 0.381%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample : 02826-01 2X

Misc

ALS Vvial : 19 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.727 1977 1979 1981 rBV 122463 88760 4.57% 0.446%
38 13.874 1999 2004 2006 rBV 1282217 1307125 67.37% 6.567%
39 13.898 2006 2008 2011 rVB 115009 93412 4.81% 0.469%
40 14.045 2030 2033 2035 rVB 145446 125662 6.48% 0.631%
41 14.351 2082 2085 2087 rBV 161813 153699 7.92% 0.772%
42 14.451 2097 2102 2105 rBV5 214268 472748 24.37% 2.375%
43 14.645 2133 2135 2138 rVB 164718 137140 7.07% 0.689%
44 15.298 2242 2246 2249 rBV 839171 968809 49.93% 4.867%

Sum of corrected areas: 19904972
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 May 2023 20:14
¢ CG\JU
¢ 02826-01 2X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
BF133448.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133448.D\data.ms
2000000
5.302 6.357
1500000 6.710
7.275
1000000
500000 4.881
3.646 5.716
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF133448.D\data.ms
9.069
12.815
2000000  7ggg
9.751
11.233
1500000
1000000 10.539
500000 2674
12.4432. 139534
104 11257 12{69
157  9.6109gs7  10.292) 110.663 11.113 04 TryE¥Us 120k
o B e e R e e e e e e
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: BF133448.D\data.ms
2000000
13.874
15.298
1500000
1000000
500000
0 T ‘ 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\BF@51823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample ¢ 02826-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.881 7.25 ng 440626  1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 475 (4.881 min): BF133448.D\data.ms (-471) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 SRR R e
4.60 4.80 5.00 5.20
A 83.1 .
-yt m/z 59.10 55.38%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN LR
59.0 4.60 4.80 5.00 5.20
m/z 101.10 20.66%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A A Rama T
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.89%
41.0
101.0
- ! S
m/iz--> 20 40 60 80 100 120 140 jt
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  ARRREEEC S
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.09%
0 \H\‘ \‘M ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample ¢ 02826-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.769 2.07 ng 135003  Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 1646 (11.769 min): BF133448.D\data.ms (-1642) (-] ' m/z 73.10 100.00%

i73.1
1921
5000
129.0
LWty

potyol e
‘ ‘ 2563 s 11.50 12.00
0 \ by b “u MR m/z 60.18  95.01%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

g

11.50 12.00
m/z 57.05 87.94%

‘ 171.0 213.0 256.0

O' ‘\“h“‘ M‘\w \““\ \‘ \‘\ “ \“\‘\ T “\ LI ‘ L ‘ T

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

Abundance #92069: Tridecanoic acid

73.0
— —
11.50 12.00
5000 129.0 m/Z 43.00 83.63%
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350

Abundance #109284: Tetradecanoic acid —
73.0 11.50 12.00

m/z 192.10  79.66%

129.0
5000
185.0 2280
1Ty
0 w‘\‘\ ‘\‘H‘ ‘h‘\“ fl “ : | h‘\ || I

ooy 7
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample ¢ 02826-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.351 2.35 ng 153699  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane 254 C18H38 000593-45-3 92
3 Eicosane 282 C20H42 000112-95-8 86
4 Docosane 310 C22H46 000629-97-0 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2085 (14.351 min): BF133448.D\data.ms (-2082) (- m/z 57.10 100.00%
57.1
5000 M
‘ 302. 14.00 14:50
239.2 1 - -
0 WWH‘M‘ "\H OB Il 38004384 7110 71.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 — e
14.00 14.50
m/z 43.10 62.32%
nn |1\30169° 240.0
O\\‘11‘\\‘\\[#‘\“\F‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #141057: Octadecane
57.0
— ——
14.00 14.50
5000 m/z 85.10 50.92%
0 \w’ | ‘ )i ‘13 N 1w69 0 254 0 W
b S S S e
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane “ —
57.0 14.00 14.50
m/z 41.10 22.95%
5000 M\M
ol L ezmozmee
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample ¢ 02826-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2,3-Dimethyl-3H-phenanthro[... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.451 7.23 ng 472748  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3H-phenanthro[3,4-d... 262 C17H14N20 098033-25-1 55
2 Acrylonitrile, 3-[p-(dimethylami... 262 C18H18N2 021994-54-7 38
3 3b,4,5,6,7,7a,9,10,11,12-Decahyd... 262 C20H22 1000080-20-7 38
4 Benzo[b]naphtho[2,3-d]thiophene,... 262 C18H14S 024964-16-7 35
5 Cyclohexane, 1-(1-tetradecylpent... 491 C35H70 ©055521-27-2 30

Abundance Scan 2102 (14.451 min): BF133448.D\data.ms (-2097) (- m/z 43.10 100.00%

43.1
262.1
5000 71
175.1 —
26.2 3814423 4 14.50
0 ‘l\‘“ ‘..\Hh‘ L | F\mu\ et ‘\‘ ‘\‘ ‘9“8‘ m/z 57.10 95.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #150848: 2,3-Dimethyl-3H-phenanthro[3,4-dJimidazol-10-
262.0
5000 T
14.50
163.0 m/z 55.10  73.93%
O\\‘\\\\‘\\\\U‘\‘l‘\‘i\}m‘\‘L\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #151001: Acrylonitrile, 3-[p-(dimethylamino)phenyl]-2-p-tg
262.0

i

14.50
5000 m/z 71.10 61.54%
44.0
131.0 203.0
o A VO Y S SRS R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #151086: 3b,4,5,6,7,7a,9,10,11,12-Decahydrobenzo[b]flu T
262.0 14.50
m/z 262.10 60.00%
5000
1910‘
0 H_m_m_AJ‘H‘“‘}“M“m_m_m_m_m_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF051823\

Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample ¢ 02826-01 2X

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.645 2.83 ng 137140  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 4-Methylheneicosane 310 C22H46 025117-29-7 91
4 Heptadecane 240 C17H36 000629-78-7 91

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 2135 (14.645 min): BF133448.D\data.ms (-2133) (-] ' m/z 57.10 100.00%

57.1
5000

—
14.50 15.00

218.2
Ot J‘J‘«Hmm‘»m‘“235"‘2‘”3,"79”3‘“455“4“5‘3?", m/z 71.10  68.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 — —
14.50 15.00
m/z 43.10 60.20%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane

57.0

——
14.50 15.00
5000 m/z 85.10

J‘ ﬁ ?Pépgo 2680 wkuﬂJkWﬂJwmewﬂmMﬁ
R o A RAARARamEEEE s S ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #212284: 4-Methylheneicosane T 7
57.0 14.50 15.00

m/z 55.10  28.06%

5000 MMNJhJMJMmMAWMNﬂWWN
I

o

267.0

100 |

(LR A A M — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051823\
Data File : BF133448.D

Acqg On : 18 May 2023 20:14
Operator : CG\JU

Sample : 02826-01 2X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-... 4.881 7.3 ng 440626 1 6.710 1215730 20.0
n-Hexadecanoic ... 11.769 2.1 ng 135003 4 11.233 1301530 20.0
Heptadecane 14.351 2.4 ng 153699 5 13.874 1307130 20.0
2,3-Dimethyl-3H... 14.451 7.2 ng 472748 5 13.874 1307130 20.0
Heneicosane 14.645 2.8 ng 137140 6 15.298 968809 20.0
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