LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139768.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 20 rVB 1382186 1590651 37.17% 7.629%
2 5.069 496 506 515 rBvV 41339 62971 1.47% 0.302%
3 5.481 571 576 597 rVB 610454 808121 18.88% 3.876%
4 6.492 743 748 764 rBV 580408 773624 18.08%  3.711%
5 6.863 806 811 817 rVB 349904 436168 10.19% 2.092%
6 7.428 896 907 911 rBV 387330 531839 12.43% 2.551%
7 8.145 1016 1029 1035 rBV 408535 668061 15.61%  3.204%
8 8.198 1035 1038 1042 rVB2 37010 49192 1.15% 0.236%
9 8.434 1074 1078 1084 rBV6 41439 65143 1.52% 0.312%
10 8.651 1111 1115 1118 rBvV2 50828 64831 1.51% 0.311%
11  8.734 1125 1129 1133 rBV 163103 196832 4.60% 0.944%
12 8.969 1164 1169 1173 rBV3 52360 79893 1.87% 0.383%
13 9.092 1187 1190 1195 rVB2 43474 61603 1.44% 0.295%
14  9.163 1199 1202 1207 rVV2 61388 76664 1.79% 0.368%
15 9.222 1207 1212 1216 rVW 566966 697392 16.30%  3.345%
16 9.298 1221 1225 1229 rBV 258490 325812 7.61% 1.563%
17  9.369 1234 1237 1241 rVB 39671 49263 1.15% 0.236%
18 9.557 1262 1269 1275 rBV6 55711 167454 3.91% 0.803%
19 9.616 1275 1279 1286 rVVv4 113867 237094 5.54% 1.137%
20 9.675 1286 1289 1293 rVB2 48361 58870 1.38% 0.282%
21 9.763 1300 1304 1308 rBV 42998 62314 1.46% 0.299%
22 9.828 1311 1315 1319 rWV 286057 356525 8.33% 1.710%
23 9.898 1319 1327 1331 rVV 340515 483506 11.30% 2.319%
24 10.063 1350 1355 1357 rBV 44904 80532 1.88% 0.386%
25 10.145 1366 1369 1373 rBV4 60645 81295 1.90% 0.390%
26 10.222 1378 1382 1387 rBV6 22242 51141 1.19% 0.245%
27 10.328 1394 1400 1403 rBvV2 283729 389068 9.09% 1.866%
28 10.451 1417 1421 1431 rVB 37906 64342 1.50% 0.309%
29 10.545 1432 1437 1443 rVV 103664 179143 4.19% 0.859%
30 10.610 1443 1448 1455 rVWW3 63676 137813  3.22% 0.661%
31 10.686 1455 1461 1472 rVB2 251083 393493 9.19% 1.887%
32 10.798 1476 1480 1489 rVB 293798 466406 10.90% 2.237%
33 11.245 1552 1556 1559 rBV 210814 271454 6.34% 1.302%
34 11.280 1559 1562 1568 rVB2 94755 137351 3.21% 0.659%
35 11.386 1576 1580 1582 rBV 320935 409944  9.58% 1.966%

36 11.410 1582 1584 1589 rVWW 267199 334562 7.82% 1.605%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.463 1590 1593 1596 rVB 64101 74130 1.73% 0.356%
38 11.674 1625 1629 1633 rBV 174471 209534  4.90%  1.005%
39 11.839 1654 1657 1662 rBv2 31838 57441 1.34% 0.276%
40 11.916 1662 1670 1676 rBV 497942 756311 17.67% 3.628%
41 11.998 1681 1684 1692 rVB 96820 188349 4.40% 0.903%
42 12.080 1694 1698 1703 rBV 143116 178111 4.16% 0.854%
43 12.439 1755 1759 1760 rBV2 53351 66580 1.56% 0.319%
44 12.469 1760 1764 1771 rVB4 211412 405262 9.47%  1.944%
45 12.633 1782 1792 1800 rBV3 1665028 4279703 100.00% 20.527%
46 12.704 1800 1804 1810 rVB2 263480 384681 8.99%  1.845%
47 12.833 1820 1826 1832 rVB 439975 677803 15.84%  3.251%
48 12.969 1845 1849 1857 rVB 521815 744621 17.40%  3.571%
49 13.198 1885 1888 1890 rBV 61446 74844 1.75% 0.359%
50 14.027 2024 2029 2033 rBV2 479967 840550 19.64% 4.032%
51 15.074 2203 2207 2214 rBV 155409 302118 7.06%  1.449%
52 15.439 2266 2269 2275 rVB 121803 185793 4.34% 0.891%

53 15.504 2276 22860 2298 rVB2 251003 522822 12.22% 2.508%

Sum of corrected areas: 20849020

8270-BF100124 .M Mon Oct 14 12:46:09 2024 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\

BF139768.D
: 11 Oct 2024 11:56
: RC/JU
: P4376-01
: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000
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1000000

800000
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0
Time-->

TIC: BF139768.D\data.ms
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Time-->
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TIC: BF139768.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.122  72.94 ng 1590650 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 5 (2.122 min): BF139768.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 /k
e ARaREEREEEEEEEE
‘ J 8.1 2.202.302.402.50
ol L 980 Il 881 h/z 43.10 43.08%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L L L B N BRI L B

2.202.302.402.50

43.0
‘ m/z 55.10 29.55%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 224Tr|methyl3pentanol
73.0
R EARaEana RN SRS
2.202.302.402.50
5000 55.0 m/z 87.10 27.75%
39
0 L ‘ L L 880 11201200
“‘,“
miz--> 0 20 40 80 100 120
Abundance #2245: S|Iane, tetramethyl- ma RARRaREEEEEEEE
73.0 2.202.302.402.50

m/z 41.10 13.84%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.733 5.89 ng 196832  Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Undecane 156 C11H24 001120-21-4 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
5 Dodecane 170 C12H26 000112-40-3 64
Abundance Scan 1129 (8.733 min): BF139768.D\data.ms (-1125) (-) m/z 57.10 100.00%
57.1
5000
85.1
R AEmmat e
131.0 8.40 8.60 8.80 9.00
0 m‘mw‘:HUW‘MmJ_m_JH‘%5”5_1”1‘?“"”2“””“”‘ m/z 43.10  83.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 850 L B L B R
8.40 8.60 8.80 9.00
290 m/z 71.10 46.82%
H || U120 1410 1840
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R el
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.57%
85.0
29.0
0 ‘\ ““ L M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane ERamas R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 29.65%
5000
29.0 85.0
0 M H \‘ \‘ I 113.0 15\6 0
‘H"H“H“_"w“H“H"H“‘H“_“w“u“u“u“ A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.298 13.48 ng 325812  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane 170 C12H26 000112-40-3 87
5 Undecane 156 C11H24 001120-21-4 86
Abundance Scan 1225 (9.298 min): BF139768.D\data.ms (-1221) (-) m/z 57.10 100.00%
57.1
- w
R RABERRREEEESEE
‘ Fg Lia12 9.00 9.20 9.40 9.60
ol A b u2al2 1983 w/z 43.10 78.85%
miz--> 50 lOO 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 UL L B LI NI A BN
9.00 9.20 9.40 9.60
m/z 71.10 50.30%
Ol\s\d\ ‘ “ \“‘\ “‘ \“ \]“-\4\‘1‘(‘)\ T \1\9? \()\ T ‘ LU ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
R AREREEEEEESEE
9.00 9.20 9.40 9.60
5000 m/z 41.10 39.70%
9.0
NERRNEE “\ 1 141.0 189.0231.0273.0315.0  386.(
iy Al e e e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane R Rmaa e
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.54%
Ll %’90 141018302260
— ‘ e B RARSRESEE
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Naphthalene, 2,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.557 6.93 ng 167454  Acenaphthene-di10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 92
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 91
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90

Abundance Scan 1269 (9.557 min): BF139768.D\data.ms (-1262) (-) m/z 57.10 100.00%
57.1
156.1
5000
850 1151 e :
il ‘ bbbyl 1902 -
0 b gl o i Wbl 7 m/z 156.10  80.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 P /\ T /\/\ /‘\
9.50
770 m/z 141.05 69.89%
1 : 115.0
0 \\\‘2\7\.(\)\“\5\‘\(\)“1\\‘H“\\\\‘\\\‘\‘\‘1‘\\‘i‘\\‘w‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
S \
9.50
5000 ITI/Z 43.10 57.07%
77.0 115.0
51.0
22l O MR 0 Y |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl- —
156.0 9.50
m/z 71.10 39.55%
) MJUV\J\'\/
115.0
77.0
ol 20 3 e =L
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dodecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.616 9.81 ng 237094  Acenaphthene-di10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
2 Nonane 128 C9H20 000111-84-2 53
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 52
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 52
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 52
Abundance Scan 1279 (9.616 min): BF139768.D\data.ms (-1275) (-) m/z 57.10 100.00%
57.1
- M
T —
‘ | ‘99.1 1320 1744 9.50 10.00
ol | u“w‘“, s Ll m/z 43.10 82.03%
miz-> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 et e
9.50 10.00
m/z 71.10 72.52%
99.0
O T T \‘ ‘h‘\ h‘\‘ \H‘\ “’ T T T \1?5\.0\ \1\97‘.0\ T T T ‘ T T \2\96‘.‘
miz--> 50 100 150 200 250
Abundance #14522: Nonane
43.0
T —
9.50 10.00
5000 m/z 41.10 44.48%
85.0
L e
oy
miz--> 50 100 150 200 250
Abundance #158617: Heptadecane, 2,6-dimethyl- —— ——
57.0 9.50 10.00
m/z 55.10 41.03%
5000
113.0
S B SO T T T R
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.828 14.75 ng 356525  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1315 (9.828 min): BF139768.D\data.ms (-1311) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 1451
o) — “Hu AT A2 2122 s 430100 77.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — atel
85.0 9.50 10.00
29.0 m/z 71.10 51.16%
O “ \“\ H\ \‘\ N \\‘ 11?0\\ 14\10 L 1690 21?0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— —
9.50 10.00
5000 m/z 41.10 35.98%
85.0
29.0
0 “ ““ | H‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane “ ——
57.0 9.50 10.00
m/z 85.10 34.71%
5000
29.0 85.0
Ll 1130 1560
0u\‘m\“1m“u‘u‘M\”‘\m‘\‘mu‘uJWHWH‘HH‘HH — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF100124.M Mon Oct 14 12:46:19 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Undecane, 5-ethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.063 3.33 ng 80532  Acenaphthene-dile 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 50
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43
3 Nonadecane 268 C19H40 000629-92-5 38
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 38
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 38

Abundance Scan 1355 (10.063 min): BF139768.D\data.ms (-1350) (- m/z 57.10 100.00%

57.1
5000
T \
‘ ‘ | 1591 . 1000
ob— \‘\ ‘\“u“h “m‘h\m‘\\“\muuu‘ M‘\H L‘h‘ i ‘ﬂ"l‘ —— m/z 43.10 55.93%
miz-> 50 100 150 200 250
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 T

—T
10.00

m/z 71.10 34.60%
[

27#0‘ || %80 1550
O T ‘\ ‘\‘ T T \‘ T H‘ T T ‘\ T ‘H\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
T I
10.00
5000 m/z 41.18  30.86%
99.0 0
oA b d . Ty 1970 2390 2810
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T ‘
57.0 10.00
m/z 85.10 25.06%
5000
27.0 99.0
oLl b L b, 2410 1830 2680 =
miz--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.145 3.36 ng 81295  Acenaphthene-di1e 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 52
3 Hentriacontane 437 C31H64 000630-04-6 52
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 52
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 49

Abundance Scan 1369 (10.145 min): BF139768.D\data.ms (-1366) (- m/z 57.10 100.00%
7.1

5
5000

170.1 et e
10.00 10.50
0 "‘mu"l‘u“"]ﬁﬂw‘wu‘4«‘1‘%‘1?11‘_m_m_m_m m/z 43.10 82.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45481: Dodecane
57.0
5000 — e
10.00 10.50

m/z 71.10 46.61%

Lo 200
Al It Ly
\\\T‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0

7
10.00 10.50

o

5000 m/z 41.10 39.36%
154.0
ob—khiigo I\ 2u0 2sto
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane 7 —
57.0 10.00 10.50

m/z 85.10 37.03%

h M
13.0
N \ | \]ﬂ || 169.0 2250  309.0 365.0 436.l

il l L
L L L L L L L L B BB

T —
m/z--> 0 50 100 150 200 250 300 350 400 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.328 16.09 ng 389068 Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 81
Abundance Scan 1400 (10.328 min): BF139768.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
5000
85.1
T —
10.00 10.50
1131 1491
0 "H‘m“;mh‘_‘”:"wmm‘_m‘m‘w‘m‘_Hlﬁzulwwz‘z??w m/z 43.10  75.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — e
10.00 10.50
290 850 m/z 71.10  51.53%
0 ‘\ ‘L‘ L4 H‘ 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
10.00 10.50
5000 85.0 m/z 41.10 34.97%
140.0
o L 22070 1820 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane “ —
57.0 10.00 10.50
m/z 85.10 34.52%
5000
85.0
29.0
o \\ | 1301010 1680 240
e A A e e e e F o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.545 7.41 ng 179143  Acenaphthene-di10 9.898
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 87
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
4 Tridecane 184 C13H28 000629-50-5 72
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68

Abundance Scan 1437 (10.545 min): BF139768.D\data.ms (-1432) (- m/z 57.10 100.00%
57.1

-

5000
9.1 10.50
169 1
{— “uf“\ boprvn 2182 m/z 43.10 48.78%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— :
10.50
m/z 71.10 45.29%
O T \L‘\ ‘\‘ “ “ % \‘ \1\4\]_‘0\]:8\3\0‘\ \2\3\9‘0\ T ‘ L ‘ L
miz--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
10.50
5000 ITI/Z 41.10 25.29%
ok L \ | F ‘1‘410183022502670 323.0 380. M
e L
m/z--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 10.50
m/z 85.10 22.05%
5000
‘ 112.0
R T — —
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Benzophenone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.610 5.70 ng 137813  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
4 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 49
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
Abundance Scan 1448 (10.610 min): BF139768.D\data.ms (-1443) (- m/z 105.10 100.00%
105.1
o 182.1
5000
51.0
— —
152.1 10.50 11.00
O ol e 227 LT 20T sz 77,05 73.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 A R
10.50 11.00
510 m/z 182.10  67.64%
o270 | | 12701520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
sttt JUn o
77.0 183.0 1050 11.00
5000 51.0 m/z 51.85 32.95%
0 L | 1270 1540 |
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — —
105.0 10.50 11.00
m/z 181.10  19.85%
77.0
5000
51.0
152.0
L2 O B SR Yl o™ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.798  22.75 ng 466406  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
4 Hexadecane 226 C1l6H34 000544-76-3 91
5 Tetracosane 338 (C24H50 000646-31-1 91
Abundance Scan 1480 (10.798 min): BF139768.D\data.ms (-1476) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
10.50 11.00
113.1
oH‘_m“m‘h_‘”uum‘wh,"1““,1”1”1“‘59‘2_1‘97_2‘”_?f‘,oﬁ m/z 43.10  73.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 i ——
85.0 10.50 11.00
20. m/z 71.10 54.33%
. \ Ll [M30141016901060 240
H\‘H\\‘HH‘\\H‘\H\‘\\H’\H\’\H\‘H\\‘HH‘HH‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
— —
10.50 11.00
5000 m/z 85.10 34.87%
85.0
29.0
bl L om0 o
R R R R L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74013: Tridecane, 2-methyl- T —
57.0 10.50 11.00
m/z 41.10 34.34%
5000
85.0
29.0
ol e o P00 | T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.245 13.24 ng 271454  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1556 (11.245 min): BF139768.D\data.ms (-1552) (- m/z 57.10 100.00%

57.1
5000
85.1

—
11.00 11.50

13.11411
0 ‘,‘Hu“m‘h_JMw‘H‘_HwHH_HwHlﬁz“‘lwzﬂﬁ‘ﬁ“‘2‘:‘5“““2‘” m/z 43.10 72.53%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
5000 —r— —
85.0 11.00 11.50

29.0 m/z 71.10 53.16%

\‘ h H\ A \\1130\141016901970 268.(
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107218: Hexadecane
57.0

—
11.00 11.50

o

5000 m/z 85.10 36.70%
85.0
29.0
0 \ ‘ L M‘ 113.0141.0169.0197.0 226.0

rpd s e e S T T e
m/z--> 20 40 60 80 100120 140160 180200220 240260
Abundance #123959: Heptadecane T —

57.0 11.00 11.50

m/z 41.10 34.96%

5000 650
29.
‘ I 240.0

Lo \\‘113 0\141 0169 0196.0

m/z--> 20 40 60 80 100120140160 180 200 220240 260 11.00 11.50

o

8270-BF100124.M Mon Oct 14 12:46:27 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dibenzothiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.280 6.70 ng 137351  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 55
2 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 50
3 Benzidine 184 C12H12N2 000092-87-5 43
4 4-Methylpiperidine-2,6-dione, TM... 199 C9H17NO2Si 1000468-11-5 38
5 2,2'-Bipyridine, 4,4'-dimethyl- 184 C12H12N2 001134-35-6 35
Abundance Scan 1562 (11.280 min): BF139768.D\data.ms (-1559) (- m/z 184.10 100.00%
184.1
57.1
5000
85.1 A
113.1139.1 B e R
T I T
0 H‘_‘Hpmuuuwmwumimlwwuww‘u‘u‘w b m/z 57.10 70.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58971: Dibenzothiophene
184.0
5000 - —
11.00 11.50
m/z 71.10 54.75%
92.0 139.0
0 18.0 63.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\’\\11‘\\\\‘\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59467: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy-3-
184.0
—— —
11.00 11.50
5000 113.0 m/z 85.10 28.61%
8%.0 1410
270 550 ‘ |
o‘H‘mWm_‘H‘mwwm,w_w‘m_m_m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58797: Benzidine T ——
184.0 11.00 11.50
m/z 43.10 23.74%
5000
92.0
390 20 | uro 1960
O e e ey ——— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.675 10.22 ng 209534  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 89

Abundance Scan 1629 (11.674 min): BF139768.D\data.ms (-1625) (- m/z 57.10 100.00%

57.1
5000 85.1

T
11.50 12.00

113.1941.1 203.1 .
o‘H_‘Hw‘w_m‘ﬂuW_HW‘Hw‘uﬁ§?fuu‘uu_‘u_uﬁ§§r m/z 43.10  73.47%
miz--> 20 40 60 80 100120 140160180200 220240 260
Abundance #74005: Tetradecane
57.0
5000 85.0 — —

11.50 12.00
29.0 m/z 71.10 55.96%

\H‘\‘\‘H‘\\\H‘H“}\“l‘\\\“]_\:\l?’?‘\]-\ﬂﬁ\9%\6?\0‘\];\9\?\9\\‘\\H‘HH‘HH
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #107222: Tridecane, 6-propyl-
43.0

o

71.0 — —
11.50 12.00
5000 m/z 85.10 39.41%
126.0154.0183.0
0ol e e b L2280
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane T —
57.0 11.50 12.00

m/z 41.10 33.19%

5000
85.0
29.0
‘n‘u‘ 113.0141.0169.0197.0226.0

o“w‘HW‘H‘_‘H‘HH‘H‘W‘HW‘H‘_‘H‘HH‘H‘W‘HW‘H‘_‘H — —
miz--> 20 40 60 80 100120140160 180200220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 36.90 ng 756311  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1670 (11.916 min): BF139768.D\data.ms (-1662) (- m/z 43.10 100.00%
43.1 73.0
5000 192.1
129.1
——
L) H 1911, | 1871 ‘ 227.2 2562 12.00
Y ‘u bbb EE0E T w2 73005 6.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 88.91%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— =
12.00
5000 129.0 m/z 57.10 75.48%
199.0
s e LT
0%§RH“‘WNMJ“MWHN‘M‘Humuhwuquﬁwuumuwu
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #109279: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 41.10 74.61%
5000 129.0
185.0
|
0;?9w“uﬁwmmmk%“WMthuuwwwwuwuwwwuwuwww —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 17 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.998 9.19 ng 188349  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 52
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 48
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 35

Abundance Scan 1684 (11.998 min): BF139768.D\data.ms (-1681) (- m/z 189.10 100.00%
189.1
5000
94.5
165.1 1900
12.00
63.0 139.1
0 _“39"‘1‘“”,”‘““““‘\“‘1“‘1‘1‘7"‘1‘m‘uw”‘:‘m:_‘ w22l 7 100,10 93.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 I ‘W\A
940 12.00
4 m/z 192.10  71.08%
oL 300 630 | 137.0 1630 UM
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
P
12.00
5000 m/z 191.10 51.41%
94.0
‘ 163.0 HM
) SRS B RN AN | N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67043: Phenanthrene, 1-methyl- —
192.0 12.00
m/z 94.50 28.05%
5000
95.0 165.0
0 4 390 n 6%0\ I \‘ iy h\ , 13\9.0m Iy
e A e T R e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\

BF139768.D
: 11 Oct 2024 11:56
: RC/JU
: P4376-01
: 7 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.080 8.69 ng 178111  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90

Abundance Scan 1698 (12.080 min): BF139768.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
2000 M\M
9.1 12,00 |
1411 :
ob AL 341 tord2as2 m/z 43.10  69.46%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— :
12.00
m/z 71.10 54.48%
9.0
0 Il ‘“\ L H‘ I ]\'4%]'(‘)1830 268.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
T \
12.00
5000 m/z 85.10 39.04%
0 \‘ ‘\ ‘ ‘“\ ‘h\ h‘. | ]‘\-4?‘9]783022502670 338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T ‘
57.0 12.00
m/z 41.10 32.96%
5000
9.0
oLl Ll 141018302250 2810 337.0 394.
oA e e A — ‘
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56

Operator : RC/JU

Sample : P4376-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.469 19.77 ng 405262  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 2-Methyltetracosane 352 (C25H52 001560-78-7 80
3 Tetratetracontane 619 C44H90 007098-22-8 70
4 Octacosane 394 C28H58 000630-02-4 62

5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 62

Abundance Scan 1764 (12.469 min): BF139768.D\data.ms (-1760) (-
57.1

m/z 57.10 100.00%

:

5000
12.50
7.1 204.1
o\wVﬁJMW%,2941 m/z 43.10  78.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141057: Octadecane
57.0
5000 T
12.50
m/z 71.10 57.19%
7.0
0 J‘ l\jlﬂn 2540
HH‘\\H‘HH’HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H

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

=

Abundance #262014: 2-Methyltetracosane
57.0
12.50
5000 ITI/Z 41.10 47 .78%
S lllEmomro o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane —
57.0 12.50
m/z 55.10 44.81%
) AJ\/\K\JV
0 ‘ f19197026703370 463.0 561.0
P e e e e T T e e =T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.704 18.77 ng 384681 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1804 (12.704 min): BF139768.D\data.ms (-1800) (- m/z 43.10 100.00%

43.1
5000
129.1
85.1

185.2 241.2 T T
H‘ ‘ ‘ 284.3 12.50 13.00
0l ““ H‘ H‘W Moo b L ‘1‘ IR RN S m/z 57.10 83.37%
miz--> 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0
5000 — -
129.0 12.50 13.00
‘ 185.0 Jaro 2840 m/z 73.05 83.13%
0! H”L H‘H‘\ M ‘ | L ‘ s \‘ - ‘L P “\‘ [
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
e O
12.50 13.00
5000 129.0 m/Z 60.00 81.45%
970 1710 2130 256.0
oL— ‘M‘ L H‘H\ u‘\ | ‘ “ | “‘ \‘ “‘ N “\‘ C
miz-> 100 150 200 250 300
Abundance #126203 Pentadecanoic acid — —
12.50 13.00
41.0 m/z 41.10 71.32%
5000 129.0
199.0 242.0
oL H\\‘HH \\hH\ \N‘\ il gl 1‘53‘0 ‘ ‘ N —— R _—
m/z--> 50 100 15 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139768.D

Acqg On : 11 Oct 2024 11:56
Operator : RC/JU

Sample : P4376-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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|
Butane, 2-metho... 2.122 72.9 ng 1590650 1 6.863 436168 20.0
Tridecane 8.733 5.9 ng 196832 2 8.145 668061 20.0
Tetradecane 9.298 13.5 ng 325812 3 9.898 483506 20.0
Naphthalene, 2,... 9.557 6.9 ng 167454 3 9.898 483506 20.0
Dodecane, 1-iodo- 9.616 9.8 ng 237094 3 9.898 483506 20.0
Pentadecane 9.828 14.8 ng 356525 3 9.898 483506 20.0
Undecane, 5-ethyl- 10.063 3.3 ng 80532 3 9.898 483506 20.0
Dodecane 10.145 3.4 ng 81295 3 9.898 483506 20.0
Hexadecane 10.328 16.1 ng 389068 3  9.898 483506 20.0
Pentadecane, 2,... 10.545 7.4 ng 179143 3 9.898 483506 20.0
Benzophenone 10.610 5.7 ng 137813 3 9.898 483506 20.0
Heptadecane 10.798 22.8 ng 466406 4 11.386 409944 20.0
Nonadecane 11.245 13.2 ng 271454 4 11.386 409944 20.0
Dibenzothiophene 11.280 6.7 ng 137351 4 11.386 409944 20.0
Tridecane, 6-pr... 11.675 10.2 ng 209534 4 11.386 409944 20.0
n-Hexadecanoic ... 11.916 36.9 ng 756311 4 11.386 409944 20.0
4H-Cyclopenta[d... 11.998 9.2 ng 188349 4 11.386 409944 20.0
Tetracosane 12.080 8.7 ng 178111 4 11.386 409944 20.0
Octadecane 12.469 19.8 ng 405262 4 11.386 409944 20.0
Octadecanoic acid 12.704 18.8 ng 384681 4 11.386 409944 20.0
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