LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138550.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 5 14 23 rVB 1757445 2230842 96.25% 12.224%
2 3.405 222 224 238 rBV 9383 26446 1.14% 0.145%
3 4.463 401 404 409 rVB 41734 45270 1.95% 0.248%
4 5.093 505 511 514 rVB 1294399 1537745 66.34%  8.426%
5 5.493 575 579 582 rBV 1757888 1499040 64.67% 8.214%
6 6.498 745 750 753 rBV 1887085 1692071 73.00% 9.272%
7 6.863 808 812 815 rBV 669821 514073 22.18% 2.817%
8 7.428 899 908 911 rBV 1397710 1307894 56.43% 7.166%
9 7.675 947 950 955 rVB 29502 26326 1.14% 0.144%
10 8.145 1026 1030 1033 rVB 807006 673157 29.04%  3.689%
11 8.451 1079 1082 1088 rBV 48400 49055 2.12% ©0.269%
12 9.222 1207 1213 1216 rBV 2465833 2317853 100.00% 12.700%
13 9.334 1228 1232 1236 rBvV 182380 173233 7.47% 0.949%
14  9.822 1309 1315 1320 rBV 88772 75116  3.24% 0.412%
15 9.898 1324 1328 1331 rVW 909599 715573 30.87% 3.921%
16 9.992 1340 1344 1349 rVB 56144 69568 3.00% 0.381%
17 10.057 1349 1355 1357 rBV3 16187 24170 1.04% 0.132%
18 10.145 1367 1370 1373 rBV3 25422 25484 1.10% 0.140%
19 10.298 1393 1396 1398 rBV 25960 29855 1.29% 0.164%
20 10.322 1398 1400 1403 rVB 130730 94046 4.06% ©.515%
21 10.539 1432 1437 1440 rBV 40708 57381 2.48% 0.314%
22 10.686 1458 1462 1465 rBV 887062 781546 33.72% 4.282%
23 10.792 1477 1480 1485 rBV 126472 155034 6.69% 0.849%
24 11.245 1554 1557 1559 rBV 104746 86446 3.73% 0.474%
25 11.275 1559 1562 1568 rVB 57755 63827 2.75% 0.350%
26 11.380 1577 1580 1583 rBV 710185 613572 26.47% 3.362%
27 11.404 1583 1584 1589 rVB 73745 51539 2.22% 0.282%
28 11.622 1618 1621 1624 rBV3 20301 25119 1.08% 0.138%
29 11.669 1627 1629 1632 rVB 81875 60215 2.60% 0.330%
30 11.904 1666 1669 1672 rBV4 26073 28455 1.23% 0.156%
31 12.075 1696 1698 1701 rBV 45825 37125 1.60% 0.203%
32 12.592 1783 1786 1791 rVB 97278 90540 3.91% 0.496%
33 12.822 1820 1825 1829 rBV 70737 81110 3.50% 0.444%
34 12.886 1834 1836 1840 rVB3 26844 24199 1.04% 0.133%
35 12.963 1845 1849 1853 rBV 1658266 1493021 64.41% 8.181%
36 13.033 1858 1861 1866 rBV7 12785 24628 1.06% 0.135%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.533 1943 1946 1949 rVB 31108 26349 1.14% 0.144%
38 13.863 1999 2002 2018 rVB2 92969 165151 7.13% 0.905%
39 14.016 2024 2028 2031 rBV 494317 467477 20.17% 2.561%
40 14.039 2031 2032 2038 rVB 41965 37612 1.62% 0.206%
41 14.174 2052 2055 2059 rBV 29857 29366 1.27% 0.161%
42 14.480 2105 2107 2110 rBV 34582 29704 1.28% 0.163%
43 15.057 2201 2205 2208 rBV 35771 55420 2.39% 0.304%
44 15.121 2213 2216 2220 rBV3 23780 30895 1.33% 0.169%
45 15.357 2254 2256 2262 rVB 25176 28756 1.24% 0.158%
46 15.416 2263 2266 2272 rVB 21948 32795 1.41% 0.180%
47 15.480 2272 2277 2286 rBV 302377 401856 17.34% 2.202%
48 16.462 2437 2444 2453 rVB3 55679 112371 4.85% 0.616%
49 16.986 2529 2533 2539 rVvB4 16467 31817 1.37% 0.174%
Sum of corrected areas: 18250143
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138550.D\data.ms

2000000 6.498
.169 5.493

1500000 7.428
5.093

1000000
6.863

500000

3.405 4.463 7.61

07\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138550.D\data.ms
9.222

2000000
12.963

1500000
1000000 9.898 10.686

500000

10322
8451 bL
0= ‘ ‘

— — — —
Time--> 8.00 8 50 9.00 10 OO 10 50 11 OO 11.50 12.00 12.50 13.00
Abundance TIC: BF138550.D\data.ms

2000000

1500000

1000000

14.016

500000 15.480

139392133316 16.462 16.986
0 T ‘ T T T T ‘ T 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

Mﬁ. 39174 14.480
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
2.169 86.79 ng 2230840 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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 14 (2.169 min): BF138550.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
A RaR R
‘ 91 2.202.302.402.502.60
Oberrreprrrerelh S L 2012wz 43.10 47.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T [T T[T T rTT
43.0 2.202.302.402.502.60
87.0 m/z 55.10  33.05%
90 | dso ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
AR RaREREREIEEESE
2.202.302.402.502.60
5000 m/z 87.10 26.25%
55.0
27.0 41l
0130 Ll 980 110
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol A RERRa e
73.0 2.202.302.402.502.60
87.0 m/z 41.10 15.72%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HM‘H_‘H_‘H‘HH,HH‘HH‘HH A RaE  RARRAREREEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 59.83 ng 1537750  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 511 (5.093 min): BF138550.D\data.ms (-505) (-) m/z 43.10 100.00%
43.1
59.0
5000
 RRARAREEE SR
‘ 83.1 101.1 4.80 5.00 5.20 5.40

Ol bt TEO S m/z 59.05  54.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L A BN
59.0 4.80 5.00 5.20 5.40

m/z 101.10 16.29%

0\\‘\\\\‘\\\ﬁ?“\‘?\\“”i\\‘\\}\‘\\\\‘\\\\?%1‘9\‘\\\]-\0‘]\"\0\\‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-

59.0
R aRE R AR
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.03%
41.0
29.0 101.0
ol rrete el 720800 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- “w“‘w“‘w“‘w‘A‘
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.35%
5000 41.0
29.
87.0
o 80 L Ll oo L mo L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.334 4.84 ng 173233  Acenaphthene-di10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8HSNO2 000621-42-1 47
3 Acetaminophen 151 C8HINO2 000103-90-2 47
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
Abundance Scan 1232 (9.334 min): BF138550.D\data.ms (-1228) ()| m/z 43.10 100.00%
3.1
109.1
5000 1512
N NEEEYEEEa
69.0 9.00 9.20 9.40 9.60
O ,wh‘w‘ i, u“‘M‘, My b m/z 109.10  60.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 L L R R R
9.00 9.20 9.40 9.60
69.0 m/z 151.20 37.63%
Otrr T o \"‘ T \“\““ \“‘\“\ \HN T ‘\H\ T \‘LHP\ “\ i \“ T ! T ‘:\L\??\‘O\ T ‘2\1\-:\'-\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
R R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 22.88%
43.0
80.0
150 | | [ | |
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen e AR RREE T,
109.0 9.00 9.20 9.40 9.60
m/z 69.05 12.85%
5000 151.0
43.0 80.0
ELE R M N S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.822 2.10 ng 75116  Acenaphthene-d1e 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78
Abundance Scan 1315 (9.822 min): BF138550.D\data.ms (-1309) (-) m/z 57.10 100.00%
57.1
5000
85.0
= =
9.50 10.00
113.1
om‘mJ“:HU‘W”WM“_Mﬁf"‘luzww_mz‘??‘l‘w m/z 43.05 73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 = o 2
9.50 10.00
290 85.0 m/z 71.05  44.59%
0 ‘\ “ L | M‘ ;113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
- e
9.50 10.00
5000 85.0 m/z 41.10 40.80%
29.0
0 |l 1301410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98236: Decane, 3-bromo- T T
57.0 9.50 10.00
m/z 85.05 32.57%
85.0
5000 141.0
0‘H‘H‘WLH!_hmpmu‘u‘W‘u‘_‘H‘HH‘H‘W‘H‘M‘H RM “ s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.322 2.63 ng 94046  Acenaphthene-dile 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1400 (10.322 min): BF138550.D\data.ms (-1398) (- m/z 57.10 100.00%
57.1
5000
85.1
T T
10.00 10.50
113.1
om‘W\MHh_Mm‘_Wl“f"lulﬁ‘??‘lwsz‘ﬁ??w‘_m m/z 43.10  74.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 — e
10.00 10.50
290 85.0 m/z 71.10  49.24%
0 “ ‘ L | H‘ 113.0141.0169.0197.0226.0
H\‘HH‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
T T
10.00 10.50
m/z 41.10 34.42%
5000 85.0
29.0
HWH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane o T
57.0 10.00 10.50
m/z 85.10 34.37%
5000 85.0
29.0
0 \‘ il H \‘\ i \11d3 0\141 0169 0 212.0
e e e e e e e r— T
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.792 5.05 ng 155034  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1480 (10.792 min): BF138550.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1
5000
85.1
T —
10.50 11.00
113.1
o‘,‘Hu“:"h‘_“Mww‘H‘_m‘uH“1‘5‘?"%‘1‘8‘?"?"‘wwwwm m/z 43.1e  73.10%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158600: Nonadecane
57.0
5000 e ——
85.0 10.50 11.00
29.0 m/z 71.10 50.24%
0 \‘ h H\ Il \\1130\141016901970 268.(
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #123961: Heptadecane
57.0
— —
10.50 11.00
5000 m/z 41.10 35.80%
85.0
29.0
dod L ooy awo
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107218: Hexadecane T —
57.0 10.50 11.00
m/z 85.10  33.61%
5000
85.0
29.0
0 ‘\ ‘ L 4 M‘ 113.0141.0169.0197.0 226.0
e e e e e e e T ——
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04

Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 7 Heptacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.245 2.82 ng 86446  Phenanthrene-d1e 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 Cl6H34 000544-76-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 (C24H50 000646-31-1 90

Abundance Scan 1557 (11.245 min): BF138550.D\data.ms (-1554) (- m/z 57.10 100.00%
57.1
200 /m\mmﬁmwuwﬂkﬂAﬂmNuﬂﬂx
01 —— —
h ‘ 141.1182.1 5322 11.00 11.50
0ty uu“u\ﬂ‘hJ‘““““““““““““ m/z 43.10 77.09%
miz--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 —r ——
11.00 11.50
m/z 71.1@ 53.57%
9.0
0 J\ I | [ 141.0183.0 2400
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—r— —
11.00 11.50
5000 m/z 85.10 39.90%
ol L Ll F ‘1‘410183022502670 323.0 380.(
e e e S e
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ——
57.0 11.00 11.50
m/z 41.10 30.10%
5000
‘ 9.0 141.0
oLl [ Womes02ze0 T
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.08 ng 63827  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
2 Tridecane 184 C13H28 000629-50-5 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1562 (11.275 min): BF138550.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
2000 h\xmﬁmwbwmkwumMﬂﬁﬁm,
99.2 184.0 ifod ifsd
L 10 T 2202 ' 07509
Ol d ll bt m/z 71.10 67.50%
miz-> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
11.00 11.50
m/z 43.10 33.14%
0 L‘ b ‘\ y 14101830  239.0 2960
\\\‘ \\\\ \\\1\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #59027: Tridecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 31.72%
‘ 99.0 1410 1840
om‘w“ L s
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.00 11.50
m/z 41.10 31.03%
5000
99.0
oLl Ll i ) 1410 1830 2250 2670 38
T A T T —— —
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.863 7.07 ng 165151  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 Cetene 224 C16H32 000629-73-2 91
3 1-Tridecene 182 C13H26 002437-56-1 90
4 Propionic acid, 3-iodo-, heptade... 438 C20H39102 1000406-24-8 87
5 Propionic acid, 3-iodo-, octadec... 452 C21H41102 1000406-24-9 87
Abundance Scan 2002 (13.863 min): BF138550.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
5000 83.1 /MNAW}VVJﬂXwWWwAVMﬁ
111.2 230.1 T LA
L i ™0 e
Obrerrribr iy b AL2 3872 2080 L w/z 43.10  74.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104594: Cyclohexadecane
55.0 83.0
5000 — ——
29.0 111.0 13.50 14.00
m/z 55.10 58.84%
139.0 224.0
0 H\‘\‘M\M‘H\ HH‘H‘!\‘}“\HW\\\‘\]-‘6\\7\\0‘\1\9\}6‘9\\‘1\H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104592: Cetene
43.0
83.0 — —
13.50 14.00
5000 m/z 83.10 39.34%
111.0
0 ‘ “ h 1400168019602240
e ‘H‘H‘wu‘w‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56951: 1-Tridecene “ —
55.0 83.0 13.50 14.00
' m/z 71.10 38.33%
5000 29.0
111.0
b L ssoiseo
e e ‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknownl6.462 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.462 5.59 ng 112371  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-carbazole-3,6-diamine, N3,N3,... 253 C16H19N3 1010396-68-8 46
2 2-Chloro-11H-pyrido[3',2'-4,5]py... 253 C14H8CIN3 1000212-59-3 27
3 3-Chloro-11H-pyrido[3',2'-4,5]py... 253 C14H8CIN3 1000212-59-4 27
4 Benzaldehyde, 4-((4-(dimethylami... 253 C15H15N30 039208-00-9 22
5 4-Cyclopropyl-5-fluoro-1-oxobenz... 297 C17H12FNO3 1000435-59-2 17

Abundance Scan 2444 (16.462 min): BF138550.D\data.ms (-2437) (-] | m/z 253.10 100.00%
253.1

5000 127.1
175.0 318.1 A

77.0
43.1

— wnww‘“m e CE N B— m/z 127.85  42.65%

m/z--> 50 100 150 200 250 300
Abundance #139492: 9H-carbazole-3,6-diamine, N3,N3,N6,N6-tetran
253.0
5000

16.50
m/z 254.10  31.38%

o

126.0
420 w0, | 10670 2090 | |
\\\‘\\\f‘\\\\‘\\f\‘\\\f‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #139334: 2-Chloro-11H-pyrido[3',2'-4,5]pyrrolo[3,2-c]quin
258.0
| B A
16.50
5000 m/z 115.10 29.50%
109.0 217.0
o200 e D |
miz--> 50 100 150 200 250 300
Abundance #139335: 3-Chloro-11H-pyrido[3',2'-4,5]pyrrolo[3,2-c]quin
253.0 16.50

m/z 175.00  29.45%

5000

a0 950770 1600 VO |
e e
m/z--> 50 100 150 200 250 300 16.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138550.D

Acqg On : 12 Jul 2024 17:04
Operator : CG\JU

Sample : P3208-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.169 86.8 ng 2230840 1 6.863 514073 20.0
2-Pentanone, 4-... 5.093 59.8 ng 1537750 1 6.863 514073 20.0
2,4,7,9-Tetrame... 9.334 4.8 ng 173233 3 9.898 715573 20.0
Hexadecane 9.822 2.1 ng 75116 3 9.898 715573 20.0
Nonadecane 10.322 2.6 ng 94046 3 9.898 715573 20.0
Heptadecane 10.792 5.0 ng 155034 4 11.381 613572 20.0
Heptacosane 11.245 2.8 ng 86446 4 11.381 613572 20.0
Heptadecane, 2,... 11.275 2.1 ng 63827 4 11.381 613572 20.0
Cyclohexadecane 13.863 7.1 ng 165151 5 14.016 467477 20.0
unknownl6.462 16.462 5.6 ng 112371 6 15.480 401856 20.0
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